NOTICE: Varian, Inc. was acquired by Agilent
Technologies in May 2010. This document is provided
as a courtesy but is no longer kept current and thus
will contain historical references to Varian. For more .

. . . Varian, Inc.
information, go to www.agilent.com/chem. 2700 Mitchell Drive

i Walnut Creek, CA 94598-1675/USA
%5 Agilent Technologies

Saturn® 2000 GC/MS

MS Workstation
Version 6

Operation Manual

QUALITY SYSTEM

JIs18]9001

[ E R T |1 F o E D

©Varian, Inc. 2003-2009 Printed in U.S.A. 03-914979-00:5



ds
Permanent Errata





Contents

(7= ] Yo IS = U =T USRS 11
ADOUL thIS MANUAITHEID ...ttt ekttt e e bbbt e e ea bttt e st bt e e sabb e e e e snbbe e e e annneee s 11
AAAItIONAl MANUBISIHEID ...ttt ettt e e s et e e s bttt e s b bt e e snbb et e e sbbr e e e annneee s 11
MS WOTKSTAtiON TOOIDA ..eiiiiiiiiiiiiiiiiiiiiiii ittt et et e e e et e e e et ee e e e e eeeeeeeees 13
L@ YT V1 T PEPTTT PR 13
Elements of the MS WOrKStation TOOIDA ..........coi it e e e e e e s snebeeeeee s 14
Launching Applications from the MS Workstation Toolbar........ccccccevvviiiiiiiiiiiiiiiiiiiiiiieeee, 19
Using the APPlICAtioN ICON BULONS..........ociiiiiiiie ettt e e e e e s st e e e e e e e st e e e e e e s s e saatbraeeeaeeesasssreeeeeaeessastnrnneeaeesans 19
Using the Data File and Method QUICK LiNK DULEONS .......uuiiiiiiiiiiiieicc et e e e e e 19
MS Workstation TOOIDAr OPTIONS ......iiii it e e e e e 21
Moving the MS WOrKStation TOOIDA ..........uuuiiiiie e e e s e e e s e e s e e e e e e s e snnnte e e e e e e s snnrnrneeeaeeanan 21
The MS Workstation ToOoIbar OPtioNS IMENU ........uuiiiiiiiii it e e e e r e e e e e s e e e e e aeeesanreaeeeeeesaennnnnees 21
2000 MS MOAUIE CONTIOL i 25
Starting System CoNtrol the FIrSt TIME .......eeiieiiiiie et a b b et e sbb e e e s anbb e e e s annbeeeeenees 25
CoNfIGUIING the TNSTFUMENT ....cooiiiiiee et et e e e et bt e e ot b e e e ek b et e e ek be e e aab b e e e s abbe e e e e nbeeeeenneas 25
Configuring the 3800 or 3900 GC Communication (No Company Network) ..........coocuvieiriiiieiniiiee e 32
Configuring the GC for & COmMPANY NEIWOIK.........oiiiiiiiii it ab e e sbb e e e e anbe e e e eaees 34
Using a Password t0 ProteCt BOOTP SEINGS ....ccoiuuiiieiiiiiieiiiiete ettt ettt ettt ettt et e e e s snbn e e e e snneeas 39
Adding a GC and Varian MS to the Instrument in SYStem CONIOl ...........ooiiiiiiiiiiiiie e 41
2000 MS Instrument Control Command Reference ... 47
ST LU g Y (oo [N TS B I= oo [ T PURTT PP 47
24000V, oo [ LI VAY/T o o [0V T URRTR OO 48
2000 MS INSTrUMENT WINGOW ...t e e e e e e e e eaat s e e e e e e e eeeennnnnnae s 59
The 2000 MS INSITUMENT WINTOW ....cciiiiiieiiiiiie ettt e sttt e e e ss bt e e e s sntb e e e e sntbe e e e e abbeeeeesbeeeeansbeeeeanbeeesannes 59
Sy eV (DI I= T Lol @do] )i fo IV oo (o T SRR 73
3800 GC System CoNrol WINUOW ......ouuuuiiiiieiiieeiiiiiiie ettt e e e e e e eanana s 99
THE INSEUMENT WINTOW. ...ttt ettt e sttt e e e e b bt e e s ek b et e e s sk be e e e e sebb e e e e sbeeeeeasbeeeesanbeeeesnnbeeeesane 99
The 3800 GC Status and CONrOl WINGOW .........ocuueiiiiiiiiie ittt sttt et e e e st e e e s bt e e s snbeeeessnbeeeeeas 100
[DeTe101gaT=TaluTaTo l1Y/[oTe (0] (TN | (o] 4 aT= L1 T ] o ISP 104
3800 GC Injecting a Single Sample ..., 107
L@ YT 1 SRS 107
Using the Inject Single Sample DIalog BOX ..........ciiiuuiiieiiiiiieiiiiiie ettt sttt e s b e sbbe e e s annbe e e e eneee 107
Specifying the Data File Name and Path ... 108




Specifying Per-Sample Data Handling Parameters ............uueeiiiiiiiiiiiiiieie ettt e e e e st e e e e e e e sanraee e e e e nnnnnees 109

SPECITYING @ RECAICLIST ...uveiiiii e e e e e e e e e e e e e s e st b e e e e eeeesasaataeeeeeeessnsbaaeeeeeeeaesnnrennnes 110
MOonNitoring the StatUS Of the RUN .........ci e e e e e e e e e s et —e e e e e e e s santbaereeeeessaannreneeeas 110
L0 LS o [ 10T ] <= L SRR 111
3800 GC Injecting Multiple SAmMPIES ......uuiiii e 113
T (oo [UTed 1 o] o [ PP 113
Using a SampleList in SYStEM CONLIOL.........ueiiiiiiii e e e e e e e e s e e e e e e s s sannreeraeeesesnnnrnreeeees 113
Specifying the Data File Name and Path ............ooriiiiiiiic e r e e e e e e e e e e e e s e ennnnees 115
Specifying Per-Sample Data Handling Parameters ...........uuuiiiieiiiiiiiiiiiie et e e e e e e e s ee e e e e 116
SPECITYING @ RECAICLIST ....eeeiiieei it e e e e e e e e e e e s s st e e e e e e e s asantaeaeeee s s s nsteaneeeeeesnannrnnnnes 116
Changing Default SAmMPIELISt ENTIES.......cciii st s e s e e e e s s s eer e e e s s s snre e e e e e e eassnsteaeeeaeeesaasnnrnes 117
Reading Vial Positions from an 8200 AUtOSAMPIET ........oeieiiiiiiiiieii e e e e e s e e e e e e e s e e eees 117
[ Lo aTh (o g TaTe I aTCIS e= L0 E e ) {1 ISP 118
SaVviNG SAMPIELISES fOr LAEF USE .....uviiiiieiiiiiiiiiiie et e e s s e e e e e s e s st e e e e e e e s s s nnta e e e e e e ensanaereeeeeseannnrennees 119
Using More Than One Method fOr INJECLIONS. ..........i i a e e s e e e e e e e snra e e eeeas 119
3900 GC System Control WINGOW ........ouuuiiiiii i ee e s e e e e e e e e e e e e e e eeeannans 123
THE INSITUMENT WINTOW. ... .ttt e e e e ettt e e e e e s s s aa b e e e e e eeeesasetbeeeaeaeeesannbeeeaeeesaanssnneneeeeeesannnnne 123
The 3900 GC Status and CONrOl WINAOW ..........ueiiiiieiiiiiiiiii e r e e e e e s sttt e e e e e e s sanneaeeaaeeeseannnnees 124
Documenting Module INFOFMEALTION ........coiiiiiiiiiie et e et bt e s s b e e e e e bb e e e e aeneas 128
3900 GC Injecting a SiNGle SAMPIE ...ceevuiieiii i e e e e e e e e eeaaaane 131
L@ YT V1 U PPUTTTT PP 131
Using the Inject Single SAmMPIe DIAlOg BOX ......c.ciaiiiiiiiiiiiiie ettt ettt e et e e e e e e e s e snsbe e e e e e e e snnbereeeeaas 131
Specifying the Data File Name and Path ............ooiii et e e e e e 132
Specifying Per-Sample Data Handling Parameters .............eiiiiioiiiiiiiiie ettt e e e 132
SPECITYING 8 RECAICLIST .....eeiiiieiiieee ettt e e e e e s e ha et e e e e e e e e e e aabbeee e e e e e s nbbebeeeeeeeeeaannbsneeeas 133
Monitoring the StAtUS OF the RUN ... et e e e e ettt e e e e e e ranb e e e e e e e e e e e aannbeaeeeas 133
USING QUICKSTAIT. ...ttt e ettt e e oo oo bbbttt e e e e e e o e ab bbb e et e e e e e e e e beeeeaeeesaaansbeeeeeeeeeaeannnbsenaans 134
3900 GC Injecting Multiple Samples ... 137
1] (0o 11 Td 1o ] o [ SRR 137
Using a SampleList in SYSTEM CONIIOL.........uuiiiiiiiiiiieiec e e e e e st e e e e e e e s s e arre e e e e e e s e sanrareeeeeas 137
Specifying the Data File Name and Path ............ooiiiiiiiiie e e e e e e s ae e e e e e e s e eannnees 139
Specifying Per-Sample Data Handling Parameters ..........c..uueeiiieiiiiiiiiiieeee ettt r e e sttt e e e e e e s s ssanra e e e e e s nnnnnees 140
SPECITYING @ RECAICLIST ...uveiiiiie it e e e e e e e e e e e e e s e st e e e e e e e e s s s aataeeeeeesssasbaaeeeeeeesesnnrennees 140
Changing Default SAmMPIELIST ENTIES.......ccoii it e e e e e s st e e e e e e s s st b s e e e e e e essaarreaeeeaeeesannnnrens 141
MONItOrNG the STALUS OF RUNS .....uiiiiiiii i e e e e e s e e e e e e e e st e e e e e e e e s st teteeeeeesassnsbeaeeeeeeesaassnrennees 141
SaVING SAMPIELISES fOr LALEI USE .....uviiiiiiii ittt e ettt e s st e e e e e e e e st e e e e e e e s e saataae e e e e e ensbeaeeeeeeesesnnrennees 142
Using More Than One Method fOr INJECHONS. ..........oo e e e e e s e s e e e e s e e sanrareeeeeas 142
SYSTEM CONIIOI MENUS ....eie et e e e e e e e e e et eeeeaaaas 145
L1 LAY = o T PP 145
o 11 1Y =0 T PRSP 146
T = 1/ =T 0T SRS 147
F U o] aqT= LT oIV =T o T SRR 147
LRyCTor= o0 Fo (1Y =T o T PRSP 148
INSTFUMENT IMIBINUL ...ttt e oottt e e e e e ottt e e e e s e s R bR e e et et e e e e e s s R b b e et ee e e s s b e b e et e e e e e e snnnnnneeeeee e s 148
R AT aTe [ Y 1= o U SRR 149
[ 1o TN 11T T S 150




System CoNtrol TOOIDAN ... e 151

= VT T 1 Yo )| o= S 151
2000 MS Method Basic Scan FUNCLIONS .....coooiiiiiiiiie e e e e 153
INEFOAUCTION ... 153
2000 MS Method Chemical I0NIZAtION . .......iiii i e e e e e e e e e e eeeaaann 155
INEFOAUCTION ... 155
The Chemical [0NiZation SCAN FUNCHION ..........uuiuiiiiiiiiii s s s s s s s s e s aa e s e s e ssnnsanssnnsnnsnnnnnnnns 155
lon Formation By ChemiCal IONIZALION..........ciiii ittt e et e e e e e s e s anbae e e e e e e snbeaeeeaaaeaan 157
QI L O I = 1= V0 0= (= 158
Chemical lonization USING FiXed PArameELErS ........coui ittt e e et e e e e e e e sreaeeaae e e e aannnrees 162
(O LS g o T M o [N 1T I @1 I R L=t To [T | £SO UETT TP 162
Adjusting the Cl Reagent Gas Pressure for Gases Other Than Methane ..., 165
RIS (a1l glo (o] g O I @] 1= = 11T ] o HU PR PPRRPTRN 166
LOW-Pressure Cl VS. High PreSSUIE Cll.... ... ittt ettt e e e e e s e s e e e e e e e e e e snnbareeeaeas 166
R yCTete] gaTgaT=T g o [=To I R L= Vo [T o T FR T EERT T OPR 167
2000 MS Method Command RefErenNCe........coovvuiiiiiiiii e 169
Y oY= (o [ LT =T 111 Vo SRS 169
LI O I = 1 1141 (=T U PPERRRN 175
(OL I DT = T =10 0 =] =1 SRR 176
10N StOrage (SIS) PArGMELEIS .....eiiii i it s e e e et e e e s e et e e e e e e e e e s e sa s taaeeeeeeesasssaeeeeaeesesantaanneeaaeaasn 177
(L0 1S 0] 314 = T 15 SRR 177
RS LY ST o I o €=T o T 1Y/ 1 Vo o S PPRRPRN 178
THE MS “g" CAICUIALOT ........eeiiieieiee et e s e e e e e e e e s e et e e e e e aeeesasae e taeeeeeeeesaateaeeeeeessassnntenneaaeesannnnnes 178
10N Preparation IMS/IMS ...ttt e e et e s a e e e eee e e s s s st baaeeeeeeesesasbeeeeeeeeeasbabeeeeeeeeesnnntnaeeneaaeaaan 183
VIS ettt ettt ettt et te sttt eae et eae et et et et et et ete et ete et ese et eae et e et ete et ete et ere et ene et ereeteneetesatenas 185
2000 MS Method Electron IoNiZation .........ccooiuuiiiiiiiiii e 189
The Electron lonization Scan Function with Automatic Gain Control (AGC) .......cevveeiiiiiiiiiiieee e 189
T T I o 1 /1= L4 ) o SRR 190
€ O = o= 1 o 190
TSI T o 1V S 191
Basic Equation 0f the AGC SOfIWAIE .......cuuuiiiiiiie i e e s r e e e e e e s e e e e e e e s s s nsnreeeeeeeaesnnsrnreeeees 192
Yo 1T T o= U= 1 1= (= SO 193
2000 MS Method 10N Preparation ............iiieeeciiiieeii et e e e e e e e e e e e e e eeeannnnns 199
The 10N Preparation MELNOM...........oiiiiiiie ettt e e e e e s et eeeeeeessantsteeaeessassssteneaeaeesaannnnes 199
Theory of Operation Of the SIS OPLION ........oiii it e e e e e s e s e e e e s sssnseneeeaeaeeesannnnes 201
Selected 10N StOrage (SIS) Par@mMeEterS ......coiuuuiiiiiie ettt e e e e s s st eeaaeesssabebeeeeaeeeassreeeeeaeeeseannnrees 202
(OLV S (0] 131 PA= TS T 1SS PPPRPURPPPPPPPPIRS 203
TIPS TOF USING SIS ...ttt ekttt e e e ettt e oo b ettt e s bbbt e e ek b e et e o bt e e e ambb e e e e aabb e et e sabbneeesnnneee s 205
THE MS “g” CAICUIALON .....eeeiiiiiei ettt ekttt e e a et e oot bt e e e s bbb et e ek b et e anb bt e e e sabbee e e sabnneeesnnneee s 205
2000 MS Method MS/MS Option: Theory of Operation.............eeeiiiieeeiiieeiicie e 207
L@ A= 1= PPPPPPPPNS 207
The MS/MS 10N Prep MEENOM ...ttt ettt e e e e e e st ettt e e e e e e e abebeeee e e s e nnebeneeaaeeeaannnes 212
THE MS Q" CAICUIALOT ... ..ottt et e oo e oo ah ettt e e e e e s e abebee et e e e e e s aabeeeeeaeeeaaannnbeneaaaeeeaannnaes 214
Customize NON-reSONANT METNOM. ..........oiiiiiiiiiiiiiiiie ettt ee e eeeeeeaeeeeeaeseeearsreaeratststeteestsesrstssssstanssssssssssssssssnnsnnnns 214
OLU S (0] a1 P= T R Y=Y Yo T F= Vg | A 1Y = 11 0T To 217




Tandem Mass SPECLIOMELIY (IMS/IMS) ...cciii it e et e e e e e e e e e e e e s et e et e e e e s sasatabeeeeaaeeesaantareeeaeeeseasnnrens 219

Automated Methods DEVEIOPMENT ..........uuiiiiiii e e e s e e e e e e s s et e e e aaeessanstntaeeeessansnnreeeeeaeeesns 221
ST S SRR 224
Unit Resolution Selected 10N STOFAQE ......ccvuiiiiiii et e e s e s e e e e e e s e e st e e e e e e e sestreeeeeeeessansrareeeeeas 224
ST IS LY T PSPPSR 224
2000 MS MethOd SECHION.....ccciii i e e e e e e et eeeaaaaas 227
OVEIVIBW ...ttt ettt ettt ettt e e ekttt e e ook ket e e e oR ket e e e 4a bt e e e e 4a ket e e e 4a b be e e e ek bt e e e e ae ke e e e e abeeeeeabbeeeeeahbeeeeeanbaeeeeanbbeeeeants 227
Using Star Assistant to Create @ NeW MEthOU .........cc.uiiiiiiiii e e e e re e e e s 227
The Method BUIIAEN WINTOW ......coiuiiiiiiiiiiee ettt ettt e sttt e ettt e e e s sttt e e e sab e e e e e sabeeesabbe e e e s snbeeeesanbaeeeeas 230
The 2000 MS MEthOO WINGOWS ......coiiiiiiiieiiiiiiee ittt ettt ettt e et b e e e e s sabe e e e e sabe e e e e snbbeeeeabbeeeesabeeeesaabeeeesanbeeeanas 231
LI [ 1T S T= aq] o] [T aTe IS T=Te o 4 [=] o SRR 233
2000 MS Method System CONTIOl ......oouiiiiie e e e e e e e eeananes 235
THE SEArtUP MELNOM ... .ottt e ettt e s bbbt e o bbb et e e aa b b e e sab b e e e e sabb et e e sabbn e e e snnneee s 235
Editing Methods from the Saturn Status and CoNtrol WINAOW ............eiiiiiiiiieiiiiie e 236
Changing Method End Time from the Saturn Control and Status WIiNAOW..........ccooviiiiiiiiiiee e 236
IMPOrtiNG MENOO SECHONS .......eeiieiieiii ettt e bt e e e ab bt e e e e b b e e e a b bt e e s enbb e e e s annbe e e e anbeas 237
Deleting MEtNOT SECHONS ...ttt ettt e e s b bt e e ek bt e e ekt e e e abb e e e e anbbe e e e anbe e e e annneas 238
PriNtiNg the METNOM ..ottt e e e e a bt e e e sbe e e e et be e e e s bbe e e e e nnbe e e e enbeas 239
Password ProteCting @ METNOM ...........eiiiiiiii ettt e e s b e e e e b e e e e nneas 239
3800 GC Method Command RefEreNCEe.......cciii i e e e e eaaeees 241
3800 GC AULOSAMPIET .eieiiieiie ettt e sttt e e sttt e e e e et e e e e atbaeeesssbaeeaeastaeeeeastaeaeeataaeeeasbeeeeessbaeeeasbaeeeessbaneeeansaneensnes 241
3800 GC SAMPIE DEIIVEIY ...ttt ettt e e e e ettt et e e e e e s s s bbb et e e ea e e e e s nnbeee e e e e e aanbbeeeeeeaeeeesnnnbeseeeas 248
TS 100 1O [ o1 T=T i (o] ST U UETTTT PP 249
3800 GC FIOW/PTIESSUIE .....eeeeeiieeeieieieeieeeeeeeeesesesesaessssesesssssssssssssssssssesssssssssssessssssssssssssssssssssssssnssssssessssseseeeeerermeereens 253
TS 100l 1O @fo] 8]0 o IO AV =T o H PO UUTT TP 256
1S (0[O O B = (- (o] POt 257
TS 100 I T @ 11011 | S PSSPt 265
3800 GC DAt ACQUISITION ....ceiiieiiiitiieeie e ettt e e e e ettt e e e e e e e bbebe e et e e e e e aaaabeeeeeeaaeaesannbbseeee s e anbbeaeeeeeeeaeannrssneeas 266
3800 GC MEthOd SECTION.....cciiii i e e e e e e e e e e e e e eaaans 267
L@ YT Yo PRSIt 267
Using Star Assistant to Create @ NeW MEthO ... e snra e e e as 267
The Method BUIIAEN WINTOW ......coiuieiiiiiiiiee sttt e e st e e e st e e e e st e e e e e ssbeeeesssbeeesasbeeeessnbeeeessnbaeeenas 270
The 3800 GC MELNOU WINUOWS ......eeiiiiiiiieiiiiiee ittt e sttt e e sttt e e s sttt e e e sttt e e s sabeeeeesateeeeeantbeeeeabbeeeesabeeeessnbeeeessnnanaenas 271
SAMPIE DEIVEIY WINUOW......cciiieiiiiiiiiic ettt s e e e e e e st e et e e e s e s sattaeeeeeeeesssastaseeaesesnstaaeeeeeeesesnsrennees 274
T L= (o] YAV T [0 1SR 276
FlOW/PTIESSUIE WINTOW ... .tiiiiiiiiiiee ittt e ettt ettt e e ettt e e e s ettt e e e smte e e e e antee e e e e ab b e e e e et be e e e e anbeeeansbeeeeansbeeeeasbeeesannbeas 281
10701 18] 410 W@ V7= T I 1Y g To [0 1 PRIt 285
(D= C=To3 (o] YA o o1 PRSP 286
L@ 101 10 Y441 o o SRR 294
(D= U= ANt 81710 ] AT T o (o 11 SRS 295
F 1 (01T T aT o] L= VYT o Vo [ 1 SRR PEPRR 296
Auto-Configuring the Method to Match the 3800 GC Hardware ............c.ueeeeeieeiiiiiiiiieiece e e e ssniraee e 297
Uploading the Method from the 3800 GC.........uiiiiiiiiiiiiiii e e e e e e s e s e e e e e e s e ananrbe e e e e e e snnrareeeeeas 297
I LIRS €= T (0] 1Y, =1 1 T To U PPRRRRN 298
Editing Methods from the 3800 Status and Control WINAOW. ..........ccoceiiiiiiiiiiiieec e e e srare e 298
TaaT o) il To Y, =1 1 gToTo BT =Tox 1 o] o U ESR 299
[T =Y (] g o Y, =1 { g T o EST=Tox 1 o] o SRS 300
[T a1 (T T R 4 L= Y1 o o SRR 301
== R3S\ o) (o I = o) (= Tox 11 g Yo IF= T \Y 1= 1. o o ST 301




3800 GC System Control Command ReferencCe .........ccovviiiiiiiiiiiiiii e 303

Sy = R T g o I @] a1 fo] MYV T o To [0}V 303
Setup Ethernet POrtS DIialOg BOX.......uuuuiiieiiiiiiiiieieeessesiite e e e e e s s steteeseee e s s sssstaseeeaeeesssssnsteeeesaeeannssneeeeseessssnnsrsnnnees 327
8400/8410 SampleList WINAOW EXLENSIONS ......ueiiiieeiiiiiiiieiiieee e e sssieeee e e e e e s s s satteae e e s e e e s s snsataseeeeeeessssnnnnaeeeaeessansnnnnes 330
3900 GC Method Command RE EIENCE ... .iuiie et e e e e e e eeas 333
3900 GC AULOSAMPIET .ttt ettt ekttt e e ettt e e e e ea b et e e e aa ket e e e aabe et e e aabb e e e e ek b e e e e e abbeeeeabbe e e e e asbaeeesaabneeeeane 333
K1 (0[O N CTO [ a][=Tox (o] ST =T (o] o EO OO PO PUP PR PPPPROt 341
11100 N T O = (01114 o (=YY U (TR =T o1 1o ] o TR 343
3900 GC COlUMN OVEN SECLION ..uieeeti ettt e et e et ee e ettt e e ettt e e s et e seee s eee e et s et e tasse s st easana e s eesaasessbaesssanrerees 344
11010 I T 1Y, =14 g Lo Yo BEST=To2 £ o) o 345
(@Y7 A/ =T 345
Using Star Assistant to Create @ NeW MeEthO ...t e s 345
LB LR (S T Lo B = U1 To [T g YATAT T o A 348
The 3900 GC METNOU WINUOWS .....cuuniiiiei ittt e e et e e e et e e e et e e e eaa s e s e aa e s e ee b s e s saaeessbaasesebassessnnnseserans 349
(T OROfe] 11 (o] VAT 41 2 Lo [0 11T 352
F 1 (o LSr=TaaT o] L= gAY/ o To [0 1P RPRTTUPPTPPRTRT 356
Auto-configuring the Method to Match the 3900 GC HardWare ..............ueeiiiiiiiiiiiiieiee e 357
Uploading the Method from the 3900 GC.........uiiiii ittt e e e e e e e e e e e e e e e s e s anbbe e e e e e e aanbnreeeaaas 357
R CRS] =T (] oY, [T 1 o To Lo BT UUUT O PPRRTTRN 358
Editing Methods from the 3900 Status and CoNtrol WINAOW...........ccuoaiiiiiiiiie e 358
Teal ool il oY =11 gToTo IST=Tox 1 o] o - T PP TT P OPPPPPRPT 359
(DTt (] o Y[t { gL o BT =Tox 1 o] o F U UUTT TP 360
PriNtiNg the METNOM ...ttt e e e e e oo b bttt et e e e e e e e e b abe e e e e e s e aanbbeaeeeaeeeaeannnbseeaeas 362
Password ProteCting @ MELNOM .........coiii ittt e e e e e e e s bbbt e e e e e e e eanbbe e e e e e e e e e e annnbeeeeeas 362
3900 GC System Control Command ReferenCe ........cceiiiiiiiiiiiiiiiiiie e 363
Sy = R T Lo M@ g i fo] ANVAVT o To [0}V 2 363
Setup Ethernet POrtS DIalOg BOX.......uuuuiiiiiiiiiiiiiiiiee e e s s it e e e e e e s sttt e s ee e e s e s saataaaeeeeeessassssbaaeeeeeesanstaaeeeeeeesesnnnrsnnees 377
8200 AutoSampler Instrument Control Command Reference ........cccccoooevviiiiiiiiiinieneennnn, 381
8200 AutoSampler Status and CoNtrol WINAOW ..........ccuuuiiiiieee i s st e e e s e e e e e e s s s nnnenee e e e e e e e nnnneees 381
8200 SampleList WINAOW EXIENSIONS .......ciiiieiieiiieee e e eesiiie e e e e e et s st e e e e e e e s s st e e e e e e e s s ssnsaneeeeeeeesessssaneeeaeeesannnnnnns 385
8200 Method CommMaNd REFEIENCE ......ieeeeeeee e e e e e eaas 389
8200 CONFIGUIALION WINTOW ...ttt ettt ettt ettt ettt e e sttt e e sk bt e e e e bb et e e ek b et e e e aabe e e e abbe e e e s asbaeeesanbneeeeane 389
Automated MS RepOrt GENEIAtION .....civieciieeeiiici e et e et e e e e e e e ee e e e e eeaees 393
(@Y1 A/ =TT 393
Automation File Editor Command REfEIENCE ......uuvieiie e 395
1YL= 3 1T 395
LY E= T TR 0 T0 ]| o= T 397
Open AUtomMAtion File DIAlOG BOX .....uuuuiiiiiiiiiiiiiieii e e e e s s sttt e e e e e e st e e e e e e e e s et et eeeeeeeessssbsteeeeaesaasssreaeeeaeeesassnnrnns 398
Save Automation File AS DIialog BOX........oiiiuiiiiiiiie e e e e s e e e e e e s e e e e e e e e e et ra e e e e e e e e e aanrraaees 399
T ST (8T o J B I= 1o T 2 o) SRS 400
Lo 1 N Lo] (=TS =1 oo =0 ) SRS 401
(R LeTor= 1 (o1 I A VAV T To [0V AT 402
ST a1 I TS AV o [0 SRS 408




Y=o (U= g ot A T To (o 2RSS 414

AUtOMALION FIlE EQITON ..o e e e e e e e e e e aaa e eeae 415
L@ YT T S 415
Accessing the AUtoMALioN File EQItOr..........uiiiiii i e e e s e e e e e e e s s e s e e e e e e s srnnrraneeeeeeeean 415
Editing Or Creating @ RECAICLIST.........cciiiiiiiiiieie e e s e e e e e s s e e e e e e e s st e e e e e e e s e snnsaneeeeeeeeanannnrennees 415
Editing or creating @ SAmMPIELIST........cui i e e e e s s r e e e e s s a e e e e e r e et e e e e n i arees 417
Specifying the Data File Name and Path ............oooiiiiiiiic e r e e e e e e e e e e e e e ennnrees 419
Specifying Per-Sample Data Handling Parameters ...........uuuiiiieeiiiiiiiiieie ettt e e e e e e e e e e 420
SPECITYING @ RECAICLIST ....eeeeiieei it e e s e e e e e e s s st e e e e e e e s e s s ntaeaeeeesesnstneneeeeeeeeannrnnnees 421
Changing Default SAmMPIELISt ENTIES.......cciii it e s e e e s e s e e e e s s e s nre e e e e e e esasnsteaeeeaeeesaannnrnes 421
Using More Than One Method fOr INJECLIONS. ..........ii i a e e e e e e e e e e anre e e eees 422
Editing Or CreatiNng @ SEOUENCE .....cciiiii ittt e e e e s ettt e e e e e s et e e e e e e s asassebee et aeeeesaaasstaeaeaeeeeesssseeeeeeeesesnnstnrenneenn 423
(O = F= 1o o T =T oo 1 (USRS 425
(@ )T oY= SR 425
Y =11 aTe Yo IRST=] (= Tox i [ o T 426
1= =T =T To =T o To ] o £ SRRSO 427
(61 F=TaTo T aTo l 2{=T o o] A @0 o 0] 0 =T o o SRR 427
GC Data Handling Calibration ..o e e e e e e e e eeenees 429
Y/ e O 111 o] 2= i o] o P PR PPRRPTRN 429
Preparing the Method for CaliDration ...............ooiii e a e e sb b e e e e e e e e e snnbeeeeeaeas 429
Automated Calibration ... 430
INSPECLING CAlIDrALION CUIVES .....eiiiiiiiiiite ettt ettt et e e e e e e bbb et e e e e e e s e e a bbb et e e eaaesaabbbeeeeaaeessannbebneeaaaaaaan 431
Generating Calibration BIOCK REPOIS ... .ottt e e e ettt e e e e e e s kb e e e e e e e e e e e annbeeeeeas 433
(OF=1 101 £= 11 oT g IV A=T 11 To7= 11 To] o P PPPPPPNS 434
GC Data Handling Fundamentals ... 435
T 10T [ T2 1o ) o SRS 435
Performing @ PIIOL RUN .....ooci e e e e e e e e e et e e e e e st e b e e e e e e e e e sasstbaaeeaeeesaaansbeaeeeeeessaannsrennees 435
[T LS I L1 (Yo i o) o SRR 436
o 1= 0 1T o T ==L SRR 439
(S T0 ] fo [TaTo I W @%=1 1 o] £= 11T ] o I @X U] V- SRS 439
External Standard CaliDration.............couioi i e e e e e e e e s s e e e e e e e sa st atr e e e eesarnrraareeeeeeaaaanrrrrees 440
Internal Standard CalibDration.............oooiiiiiiiiii e e e e e s e e e e e s e s st e r e e et e e e stbrbeeeeaeesesnnraaerneaaeaaan 441
Normalized Percent CaliBration..............ooo i e e e e s e e e e e s s st b e e e e e e e e e s e aanreneees 441
(O aToTo T o I N OF= 111 o] =1 o] N 1Y/ o 1= PSSR 441
GC Data Handling Method Command Reference.........ccccoooeviiiiiii i, 443
Ta1=To =t ToT T =T = U 0= (=SSR 443
LTS 1= 1o S 445
(O[]0 =110 TR = U] o ISP 447
(O[] o] = Vio ] 0 T @01 oY 7= T VAV T T [0 1SS 450
V2T 107> L0 T TR T= (o RS 454
LI L= Y= 11 ¢S 1= o= S SPERS 455
GC Interactive Graphics Dialog BOXES ......uiiiiiiiiiiiiiiiiii e a e e e e e eannens 459
Open Multiple Data FileS DIialOg BOX.........cciiiiuriiiiiiee ittt e e e e e e st e eee e e s e ssnteeeeeaeeessssnnssseeeeeeesaanssreeeeeaeesssannsrees 459
Open Method File DIalog BOX.........uuuiiiiieiiiiiiiiiiieie e st e e e s e st e e e e e e s s s et e e e eeessassstteeeeeeesansbnaeeeeeeesssnsrnneeens 462
Open Original/ReCAIC DIalog BOXES ......cuiiiiiiiiiiiiiiiie ettt e ettt e e e e e e s sttt eeeae e e ssaste e e eeeeesanssbeeeeaaeeesannnnrees 463




Y-V Y L=y ToTo I AN 1 =11 o = o ) SRR 464

Saturn Printer SETUP DIAlOg BOX.......uuuiiiiiiiiiiiiiiie e e e e e e s s e e e e e e s e st e e e e e e e e s e saattaaeeeeessnnrraeeeeeeeaeaanrrrrees 465
= (= Ce Yot I T= 1o T = ) SR 465
ReiNtegration LISt DIalOg BOX ........uuuiiiiiiiiiiiiiiiee e e s st tee e e e e e s s st te e e e e e e s e st et e e e e e e e s e s s nataaeeeeeesasansbaaeeeeeeesaannnrennees 471
Fill PEaK Table WINUOW .......coiiiiiiee ettt ettt e e e st e e e et e e e et b e e e e s sbee s ansbe e e e ensbe e e e e nnbeeeeeneeas 473
= Lo Y oA T T 1T I 2 o) TSP 474
GC Interactive GraphiCS MENUS .....coooiiiiiiiiii et e e e e aab e e e e e e eeeeennes 475
L1 LAY = o T PP 475
o 1101V = o T PRSP 476
VTS A YT o T PRSPPI 476
RN CS 3N 1Y 1= o O PP 477
=T LAY 1= d T To I 1Y =T o T T PRI 478
[ Lo TN 1Y/ T S 479
GC Interactive Graphics TOOIDAIS.........uuuiiii i e e e eeaanans 481
QLo L0 o =T @ A= V= RS PPRRPR 481
= VT T o To | o= SRRSO 481
Method QUICK LINK TOOIDA ... et e e e s e e e e e e e e s s san bt aeeeeessnnsbeeeeeeeeeessnsrneeeeeens 482
Chromatogram TOOIDA ..........ooiiiiiii ettt e e e sh bt e e e sttt e e e st bt e e e abbe e e abbe e e e s ssbaeeeesabeeeeeaaes 482
GC Interactive Graphics WINAOW ..........uuuuiiiiiiiiiiieeiiiis e e et s e e e e e e e eeeaaan e e e e e e eeeennnnns 485
(e Tor= 1 o] g VYT 0T [0 1 OO UUTTROPP 485
[ =TT B4 o [0 Y U EETT T OPP 486
INFO-PANEIS....cceieee ettt ettt et e e oo oottt et e e e e e e e e a b bbbt e e e e e e e e e aanbe e e e e e e e e R bebe et e e e e e e e nbnbeeaeaaaaaan 489
AVAES b= Y (=T o Yo I o L1 AL AT (o [0 1Y AT 491
GC Interactive GraphiCsS ... 497
Viewing Chromatograms in INtEractive GrapPhiCS ..........iiiiii it st e e e s s st e e e e e s s st rre e e e e e s e srnnreeeeeeeeesans 497
Elements of the Interactive Graphics WINAOW..............uuiiiiiioi i s e rr e e e e e s s ae e e s e e sanrareeeeeas 498
(O{ g T TaTo T aTo IVAT=IYiT o [ @] o) 1o ] o 13RS 501
Y= 1= Tox 119 o =T 1Y/ 11 1 T o SRR 504
Changing the Data Handling ParameEters............ueiiieiiiiiiiiiiieie e st e e e e e e s st re e e e e e e e s s enn e e e e e e e e satbeaeeeaeeesesannrees 507
[ 1T aTo R g TSI d=T= UG - o] 1= ST 510
Interactive Editing Of TIMEA EVENLS ........uuiiiiiiie e s e e e e e e s e e e e e e e e s e s aab e e e e e e e s e snnraaeeeeaaeaaan 511
Moving Peak Start and ENA POINES..........oiiiiiiiiiiie e e e e e s e s e e e e e e s s e st e e e e e e e e s e staaeeeeeeeeesnasrareeeeeas 513
(O 1 (o0 ] =T o =TS U1 SRR 513
VIBWING RESUILS ... .o e e e e e e e ettt e et e e e e e s s s tteeeeeaeesaesasbeeeeeeessnseseeeeeeeesesannrrbneeeaaenass 515
ViIieWiNg CaliDration CUIVES ........uuiiiiie e et e e e e e et e e e e e e s e et e e e eeeeaaasatteaeeeaeeeaesasstaaeeeeaeesasssseeeeeaesesanrrarereaaenann 516
Printing and Copying the Chromatogram DISPIAY ..........cceeeeiiiiiiiiiiiiie e e e e et re e e e s e e snra e e eee s 517
GC Standard Report Method Command ReferenCe.........ccoovveiiiiiiiiiiii e 519
L 141 A @] o] 1o o PP PRR 519
Y] L3N o] 1 PRSP 521
(O a1 o] 00 =T {0T | r= 1o g1 0] 2 1 - SRR 522
Calibration BIOCK REPOIt FOIMAL .........uuiiiieiiiiiiiiiiee e e e e s e e e e e e s st e e e e e s s s st e e e e e e e s s snnnesteeeeessaansssnneeeeeeesennnnrnes 524
Generating GC Standard REPOITS ....ocevuiiiiiiii i e e e e e e e e e e e e e eaeeaannns 525
The Standard GC Reports Method SECHON. ........iuiiii it e e sabeee e 525
F U (ol aqtot=To [ =T ool g 1=t =T = Ui o] o FO PP OT PP PPU PP 528
Automated Printing to MUIIPIE PTINTEIS .....cooiiiiiiii ettt ettt et e e e e e saneeas 529




Batch Report Printing Without RECAICUIALING ........c.oiiiiiiiiiiee e e s e e e e e e e s re e e e e e e e sanra e e eeeas 530

Viewing a Report fOr @ SINGIE RUN ... e e e e e s e e e e e e e e s s e sare e e e e e e e e sannrraeeeeaeenaan 531
Method Builder Dialog BOXES .....uuuuuiiiieiiiiiiiiiiiiie ettt e e e e e e aa e e e e 535
Create/Open Method File DialOg BOX..........iiicuuriiiiiieeeiiiiiiiiee e e e e s e s st e it e e e s s st e e s e e e s s ssnnaaeeeeeeeeannnsseeeeeaeessnannnnnns 535
Open Method File DIalog BOX..........uuiiiiiiiiiiiiiiiiee e e s e st e e e e s e s e e e e e e e s s s aa e eeaeeesasssnsteaeeeeesansanaeeeeeeeanannrenneees 536
Save Method File AS DIGIOG BOX ......uuuiiiieiiiiiiiiieeii e e e s e st e e e e e e s st e e aee e s e s sssbaaeeeaeeeeasssssteeeeeaeeannssaaereeeeesnansrnnneees 537
X0 [ I o= 1S Y o] o I D= LT TN = o )G SRR 538
(O T=T g T= I = TSIV o] o [ =11 o TN = ) SRR 539
[Tl Y/ [T g oo IST=Tox 1 o] S 1= (o o [ = o )t GO 540
Star Printer SEtUP DIalog BOX.........uuuuiiiiiieiiiiiiiiiee e e s s e st e e e e e s st e e e e e e s s s st aaereeeeeessansteaeeee s s s s rnarreaeeeaeannrraeeees 541
(DT (Y [=T1 g ToTe IS =Tod 1o T 1= oo =T S 542
Import Method File SECtIONS DIAIOG BOX ...uviiieeiiiiiiiiiiiie e e s s isitite s e e e s e s sttt e e e e e e s s ss e e e s e e e s s snnsnteeeeessnnsnnreneeaeeesanns 543
StAr ASSISTANT WIZAIN ....eeiiiiiiie ettt ettt e e e s h bt e e e sa bt e e e s st et e e e st et e e ebbeeeesasbeeeesanbaeeessnbaeeesanes 543
Method BUIIAEN MENUS .....ui e e e e et e e e e e e e e e a e e e eeaaees 549
FIle MIBNU ... 549
EQIt MEBNU. ... 550
RNV, = o U 550
WINAOW MEBNU ... 550
[ [=1 [T =T o 11 P PP PPUPPP 551
Method BUilder TOOIDAIS .....coooiieeee e e e e e e e e e e e e eeeees 553
L@ YT V1 U PPUTTTT PP 553
[ =TT I oo | o F- | U ETT TP 553
(D)1 g=Tox (o] YA WoTo] o -1 Qo UETT T OPPP 554
VAT LT (o1 LV WeTo] o =T P PP TP 555
Method BUIAEr WINGOW ........i it e e e e e e et e e e e et e e e e eaaa e 557
L@ YT Yo PSPPSRt 557
LT (g To o I T (=Tt (oSSR 558
= loTo I o= 1= T 4= =T T PRSP 559
Module INTOrmation EQITOr .......c.uuii e e e e 561
[ fo e (U1 T o} (o] g aT=1u o] o I =l ) (o] PR PP 561
(O£ 11 o = TR T=ox 1T o ISP 562
[T =1 1] T = RS Y=Yt o ) o RSP 562
[ =T = L ] o = TS = o 1 o] o S 562
PN [o [T aTo I VoI = a1V (o = RS T = o] 1 o SRS 563
Deleting an ENtry from @ SECHON.......iuii it e e e e e s s e e e e e e s s st e e e e e esaansbeereeeeeeanannnrennees 563
Editing an Entry or RENAMING AN IEIM .......eiiiiiiiiie e e e e s s s e e e e e e s s s e e e e e e e e s sntaeneeaeeeanannnrennees 563
Creating a Default Module Information TEMPIALE .......cceeiiiiiiei e e e e e e e e nnneees 564
Designing DOCUMENTAtION STIUCIUIES ..........uuiiiiiie e e s i et e e e e e s s e e e e e e s s e e ae e e s s san b e eraeeeesssnsnreeeeeeesesnnsenreneeens 564
Retrieving Information from Data FilES...........ueeiiii i s s e e e e e s st e e e e e e e e snnrnreeeees 565
100 ] 0] 17T T a0 £SOt 565
[0 1T oo =0 =TSSP 566
Security AdMINISTIAtION ....ooiiiiii e e e e e e e e e e e e e et e e e eeeeeennnens 569
(@ A= 1= PPPPPPPPPPPPPPPPIRS 569
PaSSWOIAS ... 569
P Y o] ol Tor=1 (o] o I o Tod (] T FO TSP PR T PUPPPP 571




[ 1 R LA TS o] TS Y=Y 1] o SR 572

Standard GC Reports Command REfErenNCe ........oouuuuiiiiiiiiiiiieiiiie et 575
1 LY=o T OO P P OP SRR 575
ST 1ol 1Y LT o U TSROSO 575
L0 11 =T o PP 575
RV AL 1V =T T PP PR PRRRTR 576
101110 ST 1Y/ 1T T SRS 576
WWVINOOWS IMIEIU ...ttt etttk s et e et e ek e e Rt e e m e s R et e am e e e n e e e em et n s e e e nn e e nnneeane e e nnne e e nnneees 576
[ Lo TN 11T T S 577
Standard GC Reports Dialog BOXES........uuuiiiiiiiiiiiieiiiiie et e e e e e e e e e e e e eeeannnns 579
Open Data File DIalOg BOX ......cciiuiiiiiiiiiiee ittt ettt e e et e e e ettt e e et b e e e e b e e e e e b e e e e e nr e e e e 579
e [ a IR DI E= oo I =To ) GO T P PP PUPRPP 580
e 11T ST N o BI= 1o o [ =To ) G P PP PU PP 581
LR DT oo I =To ) GO PP PPPPPTPTP 581
Chromatogram OpPtioNS DIAIOG BOX.......ccciiuiiieiiiiieeeiiiie ettt ettt e st e s et e e e abb e e e abbe e e ebbe e e s anbeeeeanees 582
RESUILS OPLIONS DIAIOG BOX....cuvtieiiiiiiie ettt ettt s bt e e e st et e e e st bt e e e sabb e e e aabbe e e e enbbe e e e enbeeeeannneas 584
(el DT (oo I =Te ) O P PP PUPPP 585
Standard GC Reports Format DeSCriPtiONS .....ccoviiiiiiiiii e e e e e eeeaeees 587
RS T U 1R U= o o] ¢ (U UETTT PO 587
A2 g To= o] g I S U=T ol ] o A PR TP TP 593
Standard GC Reports TOOIDAr ..o 595
Y F= T oo [ o= T T PO P PP OUPR PP 595




10



Getting Started

About this Manual/Help

This manual/help system contains information about how to acquire data, build
methods, and operate the Saturn GC/MS through the Varian MS Workstation.
This manual also describes the configuration of the 3800 and 3900 GCs for
standard Ethernet communication with the Saturn 2000 and MS Workstation's
System Control application. Use this manual in conjunction with the other
manuals supplied with your MS Workstation and your 3800 GC or 3900 GC. All
of the information included in this manual is also available in the On-Line Help
section of the software.

Additional Manuals/Help

Other sources of information are available to help you get the most from this
product.

2000 GC/MS Hardware Reference Manual/Help

The Hardware Reference Manual/Help system provides the necessary
information for installing, maintaining, using and repairing your Saturn GC/MS
System. All of the information included in this manual is also available in the On-
Line Help section of the software.

MS Workstation Manual/Help

This Manual/Help provide a practical way to quickly learn how to perform basic
tasks using the MS Workstation Software. While these tutorials use Saturn 2000
ion trap files, they can easily be adapted to your instrument configuration.

3800 and 3900 GC Operator’s Manuals

These manuals are included on the Varian MS Workstation CD-ROM and
describe the GC Method, instrument operation, and the process of connecting
your GC to a PC or to an existing network.

Context Sensitive Help

The MS Data Review, Method Builder and System Control sections of the
software contain Context Sensitive Help. Help can be obtained simply by
positioning the mouse pointer on the item of interest, clicking the right mouse
button and selecting "What's This".

11



12



MS Workstation Toolbar

Overview

A, @ :
g_cco.sms b tutarial mth »
i) N

Saturn GC/MS Workstation is a suite of applications for controlling
chromatographs, collecting data from chromatograph detectors, and analyzing
those data. The MS Workstation Toolbar provides quick and easy access to the
Saturn GC/MS Workstation applications. When activated, the MS Workstation
Toolbar behaves very much like the Windows Taskbar. It can be docked on any
of the four sides of the display screen and other Windows programs will not
cover or go behind it when they are opened in full screen mode.

If the MS Workstation Toolbar is not already opened on your Saturn GC/MS
Workstation, you can start it from the Windows Start Menu.

I7) 1200 Documentation
I 2000 Documentation
I77) Additional OnrLine Help
.@ Advanced Applications
1) Ukilities

@ 1200 M3 Contral

@ Automation File Editor
B Batch Reporting

A Chrom Dats Review

r v v v

Fis] ©Custom M35 Reports
saamodi "
Method Builder
A0 Windows Catalog .
g Internet B0 Vs Data Review
] Winds LUipdat
Internet Explon & Windows Update 4} M5 WS software Reference
f: E-mail @ ACCESSOrEs » l&iﬂ Quick Start!
Outlock Expres: @ Dell Accessories 3 \ Security
53 wordpad (2) @ GALAXIE (Chromatography)  » Standard Chram Reparts
L ) Games 3 Standard MS Reports
% g ) HP Colar LaserJet 4550 » System Cortrol
LU ) HP Laserdet » @& Workstation Security Administration

— ) Intel Metwark Adapters =
Eil Notepad [T tion [ L' st

D MIST Mass Spectral Database  »
s arkstation Se
* Administration @ Roxio Easy CD Creator 5 4
) Startup 3
YT Workstation T %

Ws Orkstation 101 .8 Internet Explarer

=4 MSN Explorer

Command Prom 8 11 GPIR Canfiguration
\5] Outlook Express
.. Remote Assistance
& Solution Center
3 Windows Messe &) windows Media Player
)i Windows Messenger
All Programs @ QuickTime

»
Lag OFF @ Turn OFF Computer

nigy
‘?E M3 File Convers
a3

|/ start
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Elements of the MS Workstation Toolbar

Application Buttons for immediate access to the selected application.

EIEIEl Perform automated injections and
Im|  recalculations, and manitar instrument
—

statuz.

Syztern Control # Automation

Tooltip shows the application name when the cursor rests on the Application
Button.

Quick Link Buttons provide menu selections of operations to be performed on the
listed file.

Application Descriptions give a brief description of the application that will be opened
when the cursor rests on the Application Button.

14



e System Control /2 Automnation|

Application Buttons

Used to monitor instrument status, perform automated
injections, and perform batch recalculations.

iews / E dit Methods|

Used to view and edit instrument operation, data
acquisition, and data handling methods.

< B E dit Autonnation Files|

Used for off-line editing of SampleLists, RecalcLists and
Sequences.

Review / Process M5 Datal

Used to review chromatograms and spectra, perform library
searches, and review and process quantitation results.

Standard M5 Hepnrts|

Used to create, edit, and view standard MS reports.

Custom M5 Reports]

Used to create, edit, and view customized MS reports.

Used to convert data files between DOS and Windows
formats.

Used to review standard GC chromatograms, interactively
edit data handling parameters, and recalculate results.

Used to preview standard chromatogram and results
reports.

Used to generate standard reports for a group of Data Files
by dragging and dropping them on the Batch Report
Window.

Used to run a sample without a Sample List.

i . —
el S ECLTIEY Administration|

Used to set Saturn GC/MS Workstation security options and
passwords.

In addition, other application buttons may be added to the MS Workstation
Toolbar when you install additional Saturn GC/MS Workstation options, such as
StarFinder and Star Custom Report Writer.
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Quick Link Buttons

ot A23| £| @QDD_ng.SmS bl @ DailyChecks.mtt b

Move ko Windows Task Bar

Show/Hide Applications on Toolbar. ..
Enable/Disable Instrument Modules., ..
+ Application Descriptions

Small Buttons on Toolbar

Run Application. ..

Help on...
ciiyvarianwsimstutarials\200_ng.sms Pick Data File For Quick Link Butkan
ciyvarianwsimstutorialst 1 60_ng.sms Pick Method For Quick Link Butbon
c:\ywarianwsimstutorials\ 1 20_ng.sms
ciyvarianwsimstutorialsia0_ng.sms
ciivarianwsimstutorialsi40_ng.sms
ciyvarianwsimstutorials20_ng.sms
iV ariantwSiMSTukorialsh 10_MNG.SMS
civvarianwsidatals-9-20030fn00L  run

»
3
Y
3

Help on Star Toolbar
Product Suppart Web Site
About Star Toolbar

it

Most Recently Used Data File. A menu of operations that can be performed on
the Most Recently Used Data File are displayed when the button is pressed. A
different data file can be selected from a list of most recently used files.

H .
EDD_rIg.SmS ’. | @ Dgilta™lharlo itk [
J m ’51 i WigwEdit Method

Edit Compound Seks

Print Method
CiiMarianit'ShService DailyChecks. mth Pick a different Method ¥
CiiMarianit'Sh Service OFM. mth
i variarmastdataiticticwoc, mkh
C:Wariand' 3 ms-ms. mkh
C:arianit 3 dailychecks. mth
1 arianht's) Service profile-kesk, mth
1 arianit'3) Service) Calkest, mth
1 ariand' S\ MaTukarials\mskut, mkh

Most Recently Used Method. Menu of operations that can be performed on the
Most Recently Used Method will be displayed when the button is pressed. A
different method can be selected from a list of most recently used methods.

16



MS Workstation Toolbar Options

= TR T T T T
: bove towindows Tazk Bar
Show/Hide Applications on Toolbar...
Enable/Dizable nstrument Modules...
v Application Descrphions

Small Buttonz on T oolbar

Fiun Application...

Help on...

Pick Drata File for Guick Link Button
Fick Method for Quick Link Button

T v W

Help on Star Toolbar
Product Support \WwWieb Site
About Star Toaolbar

Cluit

Right-click the bar to display the Toolbar Options. A menu of MS Workstation
Toolbar configuration options and operations that may be performed will be
shown.
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Launching Applications from the
MS Workstation Toolbar

Saturn GC/MS Workstation applications appear as icon buttons on the MS
Workstation Toolbar. As you move the mouse over these buttons, the name of
the application is shown in a tooltip window below the cursor.

Click any icon in the MS Workstation Toolbar to launch the corresponding
application.

Using the Data File and Method Quick Link buttons

%E_ *
i A 20_ng.sms 3 -@tm::rial.mth 3

The two buttons to the right of the application buttons are Quick Link buttons.
These two Quick Link buttons correspond to recently used Data Files and
Methods. On each Quick Link button is the name of the file associated with that
button. When you click the Quick Link button, a menu is displayed showing
operations that can be performed on the corresponding file.

The Quick Link buttons in the MS Workstation Toolbar are always updated with
the most recently used Data File and Method. If the Data File or Method you wish
to use is not displayed in the Quick Link button, you can choose from the eight
most recently used files by selecting “Pick a different Data File (or Method)” from
Quick Link button’s menu.
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MS Workstation Toolbar Options

Moving the MS Workstation Toolbar

The MS Workstation Toolbar can be moved to any edge of the Windows screen.
Click a portion of the MS Workstation Toolbar that does not contain application or
Quick Link buttons and drag the toolbar to the edge of the screen that you desire.
When you release the mouse, the toolbar will remain on that edge. The MS
Workstation Toolbar remembers its location the next time it is started.

Additionally, you can display the MS Workstation Toolbar as a Windows Taskbar
icon. To do so, select “Move to Windows Taskbar” from the MS Workstation
Toolbar options menu. Taskbar icons appear in the lower right (or bottom) of the
Windows Taskbar (the bar on which the “Start” button appears). When displayed
as a Taskbar icon, the toolbar no longer takes up space on the screen. When
you click the MS Workstation Toolbar icon, the options menu is displayed.

When you move the mouse over an area of the MS Workstation Toolbar not
containing application or QuickLink buttons, you may right-click to display an
option menu.

Move to wWindows Task Bar

Show/Hide Applications: on Toolbar...

Enable/Dizable Instrument Modules. ..
v Application Descriptions

Small Buttorz on Toolbar

Run &pplication...

Help an...

Pick Data File for Cluick Link Buttar

Pick Method for Quick Link Butkan

b . .

Help on Star Toolbar
Product Suppaort web Site
About Star Toolbar

CAuit
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Move to Windows Taskbar

You can display the MS Workstation Toolbar as a Windows Taskbar icon.
Taskbar icons appear in the lower right (or bottom) of the Windows Taskbar (the
bar on which the “Start” button appears). When displayed as a Taskbar icon, the
toolbar no longer takes up space on the screen. When you click the MS
Workstation Toolbar icon, the options menu is displayed.

Show/Hide Applications on Toolbar

Selecting this option displays the Show and Hide Applications on Toolbar dialog
box.

Show and Hide Applications on Toolbar |

—Applications ghown on Toaolbar

Select applications you wizsh ta remave fram the Toolbar
and click on the Remove button,

Cuztom M5 ﬁel:u:urts
E dit Autamation Files

GC Batch Reporting j A
Quick Start! Bemove |

Review / Process kM5 Data
S ecrity Adminigtration LI

— &pplications not shown an the Toolbar

Select applications you wish to add to the Toolbar and click
an the Add buttan,

Star Cuztom B eport Writer
StarFinder

] I Cancel |

This dialog box allows you to select which Saturn GC/MS Workstation
applications are represented by icons on the MS Workstation Toolbar. The top
list box shows all applications that are currently displayed in the toolbar. The
bottom list shows all applications that are installed but not displayed in the
toolbar. To remove an icon from the toolbar, select it from the top list and click
Remove. To add an icon to the toolbar, select it from the bottom list and click
Add.

Enable/Disable Instrument Modules

Selecting this option displays the Enable/Disable Instrument Modules dialog box.
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Enable/Disable Instrument Modules

— Instrument Modules currently enabled
Select instrument modules you wizh to dizable.

1200 Masz Spec

2000 Masz Spec

JB00GC 7
2900 B0 Dizable
200 Interface Box
CombiPaL AutoS ampler

— Instrument Modules currently dizabled
Select instrument modules you wish to enable.

3400 GC* -

3600 GC*

3200 AutoS ampler®

ADC Board® Enable |
hiztral Column Owven®

ProStar 220 SDM* d

ak. | Cancel |

This dialog box allows you to select which Saturn GC/MS Workstation instrument
modules are available from this Workstation. When an instrument module is
available, it will appear in System Control if the corresponding instrument is
connected and powered-on, you will be able to create a Method section for it,
and you will be able to format reports for it.

The top list box shows all instrument modules that are currently installed and
enabled in the Saturn GC/MS Workstation. The bottom list shows all instrument
modules that are installed but not enabled. To disable an instrument module,
select it from the top list and click Disable. To enable an instrument module,
select it from the bottom list and click Enable.

Application Descriptions

ElEl=l Perform automated injections and
__ recalculations, and monitor instrument
=" status.

When this menu item is checked, application descriptions are displayed when
you move the mouse over application buttons in the MS Workstation Toolbar.

Small Buttons on Toolbar

e ————— ——
2 20_ng sms b 'lutorial.mth

When this menu item is checked, the MS Workstation Toolbar is reduced in size.
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Run Application

This hierarchical menu item lists all applications showing on the MS Workstation
Toolbar. When you select an item from this list, the corresponding application is
launched.

Help on

This hierarchical menu item lists all applications showing on the MS Workstation
Toolbar. When you select an item from this list, the online help corresponding to
the application is displayed.

Pick Data File for Quick Link Button

This hierarchical menu item lists the eight most recently used Data Files in order
of use. When you select a Data File from this list, the Data File currently
displayed in the Quick Link button is changed to the selected file.

Pick Method for Quick Link Button

This hierarchical menu item lists the eight most recently used Methods in order of
use. When you select a Method from this list, the Method currently displayed in
the Quick Link button is changed to the selected file.

Help on MS Workstation Toolbar

Displays the help you are now using.

Product Support Web Site

If you have Internet access and a web browser installed on your computer, this
option will automatically open the Saturn GC/MS Workstation Product Support
Web Site. Here you will find the latest software and documentation updates for
the Saturn GC/MS Workstation suite of products, along with additional notes,
tips, and answers to frequently asked questions.

You may wish to visit this site periodically to see if new information is available
that may be pertinent to you.

About MS Workstation Toolbar

Displays the About Box for the MS Workstation Toolbar. The About Box contains
information about the software version, installation information, and a list of the
instrument control modules that you have installed.

Quit
Quits the MS Workstation Toolbar application. If you elected to run the MS

Workstation Toolbar automatically when Windows starts, the MS Workstation
Toolbar will reappear the next time you start Windows.
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2000 MS Module Control

Starting System Control the First Time

Before you enter System Control for the first time, confirm that the proper
instrument modules have been enabled and that any instrument modules that
are not part of the system have been disabled. To enable or disable instrument
modules refer to the section of the MS Workstation Toolbar, Enable/Disable
Instrument Modules.

Configuring the Instrument

Before beginning the configuration process, you should know whether you will be

attaching your Workstation and 3800 or 3900 GC to a company network or an
isolated network only used for instrument control. If you have a Network
Administrator on site, you may wish to ask which configuration is recommended.

Use this table to determine the order in which you should read the following
sections.

1.

5.

If an Ethernet card has not been installed and configured on your PC, read
Installing and Configuring the Ethernet Card in Your PC and one of the
following:

¢ No Company Network: Configuring TCP/IP Parameters with no
Company Network.

e Company Network: Configuring TCP/IP Parameters for a Company
Network.

Read Connecting Your 3800 or 3900 GC to Your PC or Network.

If you have not already installed the Varian MS Workstation, do so before
proceeding.

e No Company Network: Read Configuring the 3800 or 3900 GC
Communication (No Company Network).

e Company Network: Read Configuring the GC for a Company Network.

Continue reading the rest of the sections, starting with Adding a GC and
Varian MS to the Instrument in System Control.

Installing and Configuring the Ethernet Card in Your PC.

NOTE: The following section describes a procedure that is relatively generic;
consult your Windows documentation and that of the Ethernet card’s
manufacturer for more detailed explanations.
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Refer to the installation instructions packaged with your Ethernet card for
information on installing the Ethernet card in your computer. Before proceeding,
your Ethernet card should be recognized by your Windows version. When done,
the Network Neighborhood icon should appear on your Windows desktop.

NOTE: For the following procedure, the use of disks other than the ones that
were used for the original Windows installation may result in a Ethernet driver
version mismatch that keeps Windows from starting. Should this occur, it may be
necessary to remove the Ethernet Board from the computer to remove the
incorrect Ethernet drivers.

You must configure your computer’s network settings to allow communication
with the 3800 or 3900 GC. You do so by running the Windows Control Panel.

1. Run the Control Panel by selecting it from the Start menu (under Control
Panel or Settings).

The Control Panel window is displayed.

B3 Control Panel =] B3
File Edit ¥iew Help
I@ Control Panel d c',% ||E| il ><|| EEI:_:" :

r__tf 32bit ODBLC | & Accessibility Dptions
(= Add/Femove Programs @ Date/Time L

i Find Fast [ Fonts &3 Intemet

I Fevboard @ Mail.and Fax 53 Microsaft Mail Postoffice

EQ Mouze % Multimedia
@fp00EC s Passwords
i Reoional Settings [ Sounds
E’Varian Star
|Configules network, hardware and software, S

2. Double-click the Network icon to set your Network options.
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The Network dialog box is displayed.

Metwork EE I

Configuration | Identificationl Ancess Controll

The following network. components are installed:

Client for Microsoft Metworks

Client for Metware Metworks
ACom EtherLink 111154 [3C509/3C509b0) in 154 mode
IFF/SFe-compatible Pratocol

MNetBELI

Add... I Bemowe | Properties |

Primary Hetwark, Logon:
Client for Microsoft Metworks j

Fil= and Frint Sharing... |

Description

TCPAP iz the protocol you uge to connect to the Intemet and
wide-area networks,

QK. I Cancel

3. If TCP/IP is already listed in the list of network components, skip to the Note
after step 5, otherwise, click Add.

The Select Network Component Type dialog box is displayed.
Select Network Component Type K ER

Click the type of nebwork. component you want ta install

Client
B8 Adapter

Caticel

1=
| =5
=3

¥ Protocol
| cervice

Protocol iz & language’ & computer uses. Computers
must use the same protocol bo communicate.

4. Select Protocol and click Add.
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The Select Network Protocol dialog box is displayed.

Select Hetwork Protocol [ %]

Click the Metwark Protacal that wou want ta inztall, then click OF. If pou have
3 ah inztallation disk for thiz device, click Hawe Disk.

Manufacturers: MHetwork Protocols:

|P /S P -compatible Pratacal
icrosoft DLC

WetBELI

4 SunSaft

Have Disk... |

5. Select Microsoft as the manufacturer. Select TCP/IP as the protocol. Click
OK. The protocol is added to your installed network Component list.

NOTE: If you are not connecting your Workstation to a company network (that
is, you are not assigned an IP address by a Network Administrator), follow the
next three steps. If you are connecting your Workstation to a company network,
skip to Configuring the GC for a Company Network.

Configuring TCP/IP Parameters with no Company
Network

The following three steps assume you have completed steps 1 through 5 from
the previous procedure.

1. Select TCP/IP from the network components list and click Properties. The
TCP/IP properties dialog box is displayed.
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TCR/IP Properties

Enter an IP address in the range 10.2.128.1 through 10.255.255.254. Note that if you
are adding more than one Workstation to this network, each Workstation PC must
have a unique IP address within this range. The Subnet Mask will be automatically
set to 255.0.0.0. Do not change this value.

TCP/IP Properties

29



Ensure that no entries have been made in your Gateway, and that Domain Name
Server (DNS) and WINS Configuration have been disabled. These entries are not
used in an isolated network and may cause problems if they are present. Delete
any settings that may have been entered from a previous configuration.

2. Click OK. Reboot Windows for the changes to take affect.

NOTE: Refer to Communication Problems in the Diagnostic and
Troubleshooting section for information about diagnostic tools to verify that your
network installation is correct.

Configuring TCP/IP Parameters for a Company
Network

The following three steps assume you have completed steps 1 through 5 from
the previous table.

3. Select TCP/IP from the network components list and click Properties. The
TCP/IP properties dialog box is displayed.

TCP/IP Properties HE
Bindings | Advanced | [DMS Configuration |
Gatewway I WIS Configuration IF Address

An IP address can be automatically assigned to this computer.
If wour network, does not automatically azsign [P addresses, ask
your netwark. adminiztrator for an address, and then type it in
the space below.

" Dbtain an IP address autamatically

IPAddiess:  [123.190. 37 .207 |

SubnetMask: | 255 .255.255.130 |

Ok I Cancel |

Enter the IP address to be used by this Workstation. Contact your Network
Administrator (or whoever assigns IP addresses in your network) to get the
appropriate address. Note that each Workstation PC must have a unique IP
address. Enter the appropriate Subnet Mask to be used with this IP address.

4. Your Network Administrator may instruct you to obtain an IP address
automatically by selecting the appropriate radio button.
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TCR/IP Properties EHE

Bindings I Advanced I [DMS Configuration I
Gateway I WINS Configuration IF Address

An |P addrezs can be automatically assigned to this computer.
If your network does not automatically assign IP addresses, ask
wour network administrator for an address, and then type it in
the space below.

= Dbtain an IP address automatically

IPAddiess 132,190 73 . 207 |

SubnetMask: | 255 .255.255.192 |

Ok I Cancel |

Contact your Network Administrator (or whoever assigns IP addresses for your
network) to see what the appropriate settings are for your Gateway, and whether
Domain Name Server (DNS) and WINS Configuration are needed.

5. Your Network Administrator may also instruct you to specify parameters in
the Bindings and Advanced tabs.

6. Click OK. Reboot Windows for the changes to take affect.

NOTE: Refer to Communication Problems in the Diagnostic and
Troubleshooting section for information about diagnostic tools to verify that your
network installation is correct.

Connecting Your 3800 or 3900 GC to Your PC or
Network

Refer to the Installation Instructions for the 3800 GC Communications Board
(packaged with the 3800 GC Communications Kit) for details on adding the
communications board to your 3800 GC (if not previously installed). Also, refer to
the “Communications” section of the 3800 GC Operator's Manual or 3900 GC
Operator’s Manual for instructions on connecting your GC to the PC or a
company network. Before proceeding, your GC should be connected to your PC
or network.
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Configuring the 3800 or 3900 GC Communication (No
Company Network)

Use the following instructions if either a 3800 or 3900 GC and Varian MS
Workstation PC are being connected to an isolated network, that is, a network
dedicated to Varian MS Workstations and the instruments they control. In this
case, a Network Administrator will not be involved in assigning IP addresses.

NOTE: If you are connecting your 3800 GC and Varian MS Workstation PC to a
multi-purpose company network managed by a Network Administrator, refer to
Configuring the 3800 or 3900 GC Communication (No Company Network).

You may connect one 3800 GC directly to one Workstation...

Saturmn Ethernet 3800 GL
“Warkstation Cable

After you have configured your computer’s network settings start System Control.

analys1.run ’F@DE'EUH mth 3
A N

Click System Control/ Automation.

When System Control has started for the first time, the Star Assistant
Communication Configuration Wizard will appear to guide you through the setup
and network connections of your 3800 GC. Use the following procedure for
configuring the IP address for your GC.

The first time the Star Assistant guides you through the setup of your 3800 you
will get the following messages:

Configuring Communicationg ‘

Thiz Star Aszistant will guide wou through
the configuration of the hardware and
zofbware used for communications with pour
inztrument rmodules.

If pou prefer to wait, pou can use the Setup
commands in the Instrument’ Menu at any
time.

Click the Mext buttaon o continue.

[+ Shiow this introduction rest time

< Hach

Read the description presented in each window and click Next.
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Configuring Communications

rou have installed a driver for the 3800 GC that uses Ethemet to
communicate with the GC. The communications software needs to be
configured =o that the Star Workstation can locate and identify the
inztruments on wour network.

Click the Mexzt button to continue.

< Back

Cancel I

From the Setup Ethernet Ports, click Setup for IP Address Management [BOOTP
Server].

Selup Ethernet Ports for nabilB_csh_varian.com : 132.190.73.155

Address  Module Type IP Address or Domain Name Stalus Actual IP
44 ore | Ho Address
45 | [uone A ] No Addiess
48 | [mere  F] ] No Addiess
47 | [Mere ] No Address

Mo IP Addresses are being assigned from this orkstation,

" IP &ddress Management (BODTP Server)

¥ Prompt fior Setup if needed < Back QK Cancel

Click Setup.

When the Setup BOOTP Server dialog box is displayed, turn on the 3800 or
3900 GC that has been connected to the network.

NOTE: If more than one Workstation is being connected on the same network,
only one Workstation should manage the IP addresses for all GCs connected (all
others should have the Manage IP addresses from this Workstation checkbox
unchecked). If more than one Workstation is managing IP addresses, naming
conflicts may arise.

As the GC is powered on, an entry is added to the table. For each entry, an IP
address is automatically assigned. For each GC, you provide a host name that
will be used to identify it in the Varian MS Workstation.
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Setup BOOTP Server at 10.2.128.1
¥ iManage IP addresses from this Waorkstation
[ Require password entry for thiz dislog box

Ethernet | 1p pggress| Host=
Address

00.60.93.00.84.0= 10.0132.14 Pl Ieert

HAH

Delete

= LYo I FC L P

=
4 | 3

Thiz whork gtation will azsign P Addresses az 3800 GCe are powered on,
Llze thiz feature when only \workstations and 3800 GCz are connected ko
the network. Y'ou must enter a Host Mame for each 3800 GC, after itz IP
Address iz assigned, before it can connect to any ‘Workstation,

Thiz Workstation will azzign these settings to eack 3800 GC
Subnhet Magk: 255.0.0.0
Gateway: 0.0.00
Domait: <unnamed:

Canicel |

Click the Manage IP addresses from this Workstation checkbox to manage your
GC'’s IP address from this Workstation. As the GC is turned on, its Ethernet address
is added to the list.. The IP address is automatically generated. Enter a host name for
each GC. This name is used to identify the GC in the Workstation. You cannot
connect to a GC until you provide it a name. Click OK after entering host names
for each GC.

NOTE: Proceed to Using a Password to Protect BOOTP Settings.

Configuring the GC for a Company Network

Use the following instructions if either a 3800 or 3900 GC and Varian MS
Workstation PC are being connected to a company network, that is, a multi-
purpose network used for services in addition to instrument control. In this case,
a Network Administrator will be involved in assigning IP addresses. If the GC and
Varian MS Workstation computer are the only devices being connected together,
refer to Configuring the 3800 or 3900 GC Communication (No Company
Network).

You may connect virtually any number of 3800 and 3900 GCs and any number of
Varian MS Workstation computers to a company Ethernet network.

Depending upon your network configuration, all Varian MS Workstations will be
able to control all 3800 and 3900 GCs on the network.

analyst run ;F@Defaun b
o WS
S

After you have configured your computer’s network settings start System Control.
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Click System Control/Automation.

When System Control has started for the first time, the Star Assistant
Communication Configuration Wizard will appear to guide you through the setup
and network connections of your GC.

NOTE: Before proceeding with this section, consult your Network Administrator
about whether a central BOOTP Server is available on the network.

1. If IP addresses are managed by a central BOOTP Server, then proceed
to Specifying IP Addresses from a Central BOOTP Server.

2. If IP addresses are specified by a Network Administrator but not centrally
managed, then continue reading Specifying IP Addresses from System
Control.

Specifying IP Addresses from System Control

The Varian MS Workstation can be used to specify IP addresses to 3800 and
3900 GCs attached to the network.

Use the following procedure to manage IP addresses form System Control.

The first time the Star Assistant guides you through the setup of your GC you
will get the following messages:

Configuring Communications

Thiz Star Azgistant will guide wou through
the configuration of the hardware and
saftware used far communications with your
instrument modules.

If wou prefer bo wait, you can use the Setup
commands in the Instrument’ Menw at any
time.

Click the Mext buttan bo continue.

I+ Show this introduction nest time

< Back Cancel

Read the description and click Next.
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Configuring Communications

Feady to Setup Ethernet Communications.

Click the Mext button to continue.

% Back

Cancel I

Configuring Communications

You have installed a driver for the 3800 GC that uzes Ethermet to
communicake with the GC. The communications software needs to be

configured zo that the Star Workztation can locate and identify the
inztruments on your network.

Click the Mext button to contifiue.

< Back

Cancel I

From the Setup Ethernet Ports dialog box select Setup to display the BOOTP
Server dialog box.

Setup Ethernet Ports for nabilB.csb.varian.com - 132.190.73.155

Address Module Type IP Address or Domain Mame Status

44 iNone _.J i Mo Address

Actual [P

45 | Nore  F| ] No Address
46 |[Nere ] ] e Addiess
47 | [Mere ] No Addiess

IP &ddress Management (BOOTP Server)
’V Mo IP Addresses are being assigned from this Workstation.

W Prompt for Setup if needed < Back Ok | Cancel I

Select Setup to display the BOOTP Server dialog box.

The BOOTP Server dialog contains a table listing all 3800 and 3900 GCs to
which IP addresses may be assigned.
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NOTE: If more than one Workstation is being connected on the same network,
only one Workstation should manage the IP addresses for all GCs connected (all
others should have the Manage IP addresses from this Workstation checkbox
unchecked). The Workstation acting as BOOTP Server must remain running all
the time to allow other Workstations to connect to GCs. If more than one
Workstation is managing IP addresses, naming conflicts may arise.

Setup BOOTP Server at 132.190.73.155

V¥ iManane IP addresses from this Warkstation

[ Require pazsword entry for this dislog box

Ethernet | 1p padress| Host— 44 |

Address
00.60.93.00.84.0e 0000 Fil [nsert

Delete |

T = S - L P

=
1| | "

tanually enter an 1P Address and Host Mame conezponding to each
Ethemet Address in the table. Usze this feature when individual IP
Addrezses and Host Mames have been rezerved for use by each 3800
G, but IP Address and Host Name management iz not performed by a
Metwork Administrator.

= Azsign IP addresses manually

! Assign: ID_ IP addrezses starting fram: IIJ.IJ.D.D

Thig Work ztation will azzign thege settings to each 2800 GC

Subnet kazk: 20h, 255,250,192
Gateway: 13219073129
Domain: csh. varian.com

Cancel |

Check this box to enable the BOOTP Server.

If 3800 or 3900 GCs are already connected to the network and powered on, their
Ethernet addresses will appear in this table.

You must enter a name for each GC. The IP address will not be assigned to the
GC until a name is entered.

You may manually assign any IP address to any GC. When this item is selected, type
the IP addresses directly into the table. Select OK when all addresses and names
have been entered.
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When the Assign # IP addresses starting from: #.#.#.# radio button is selected,
the bottom portion of the dialog changes.

Thiz Workstation will azsign IP Addresses from a rezerved block. of
addrezses az 3800 GCsz are powered on. Use this feature when IP
Addreszes have been rezerved for uze by a pool of 3800 GCs, but IP
Address management iz not perfarmed by a Mebwark, Adminiztrator. You
must enter a Host Mame for each 3800 GC, after itz IP Address iz
azzigned, before it can connect to any wWorkstation |

" Azzign IP addreszes manually

% Agsign: [ IF addreszes starting from: |1 3219073208

Thiz "W arkstation will aszign these zettings to each 3800 GC

Subnet bMask: 255 255,256,192
G ateway: 132.190.73.129
Dromain: csb.varian.com

Cancel |

You may select to consecutively assign IP addresses beginning from a particular
address. Enter the number of IP addresses you want to assign automatically. Enter
the starting address here. As 3800s are powered on, IP addresses are automatically
assigned starting with this address.

NOTE: Proceed to Using a Password to Protect BOOTP Settings.

Specifying IP Addresses from a Central BOOTP
Server

If IP addresses are managed by a Network Administrator from a central source,
the 3800 and/or 3900 GCs must be added to the list of devices requiring IP
addresses. IP addresses must be assigned to GCs using a BOOTP Server. A
BOOTP Server lists Ethernet addresses (which are unique to each
communication card installed in each 3800 and 3900 GC) along with the IP
addresses that are to be assigned to the corresponding device. You may obtain
the Ethernet address for each GC from the GC's front panel or the label on the
Ethernet card within the 3800 GC. Turn on the 3800 GC and press any key to
allow it to start in local mode. The Ethernet address will be automatically loaded
into the BOOTP Server list for 3900 GCs.

PAGE CURSOR

START STOP

NOT
READY READY  RUN TABLE EDIT

NEW  DELETE CLEAR
LINE LINE  TABLE
METHOD
ACTIVATE EDIT  MENU ENTRY
HELP  UNDO

AUTOMATION

SINGLE METHOD

SELECT/
METHOD SEQUENCE  =°'T

GC CONTROL INSTRUMENT

SAMPLE FLOW/
BRICRINISSMEE] DELIVERY INJECTOR PRESSURE STATUS SETUP

COLUMN
SUSPEND RESUME OVEN DETECTOR OUTPUT MENU INCR  DECR ENTER

When the GC has completed its initialization process, press the menu button.
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The Instrument menu is displayed. Press 1 to select the Remote/ Local Control
screen. The Ethernet address, IP address and Alias (which may not yet be
assigned) are displayed.

ACTIVE EPIT CTRL BIIN ENR
METHOD METHOD TIME TIME
Method 1 Method 1 0.00 20.00

REMOTE / LOCAL CONTROL

Ethernet Address: XX:XX:XX:XX:XX:XX
IP Address: XXX - XXX -XX- XXX
Alias: 3800A

o | o) | Q

Use the Ethernet address shown here when setting up the BOOTP Server. The IP
Address and Alias (host name) are assigned by the BOOTP Server.

If the BOOTP Server that you are using automatically updates its table with
Ethernet addresses broadcast by devices on the network, then the Ethernet
addresses from 3800 and 3900 GCs connected to your network and powered on
will automatically appear. Note that the frequency with which these addresses
are broadcast by the GC decreases over time to a maximum rate of once per
minute. This means that the BOOTP Server may not receive an Ethernet
address for up to a minute from any given GC.

If you are using a 3800 GC on a 2000R system and the BOOTP Server that you
are using does not automatically update its table with Ethernet addresses
broadcast by devices on the network, then the Ethernet address can be obtained
from the label on the Ethernet card in the 3800 GC.

Once you have entered the Ethernet address for each GC on the network to the
BOOTP Server, power each GC off then on again. Check that the IP address
shown on the front panel of each GC (in the Remote/Local Control screen)
matches the intended address entered into the BOOTP Server. If they do not
match, verify the Ethernet address, updating the BOOTP Server if necessary.
Powering the GC off and on will update the IP address.

NOTE: When IP addresses are managed from central location by a Network
Administrator, the BOOTP Server on your workstation must be disabled. Verify
that the Manage IP addresses from this Workstation is unchecked in the Setup
Ethernet Ports dialog box.

Setup BOOTP Server at 132.190.73.155

I iManage IP addreszes from this \workstatior

™ Require password entry for this dislog box

P Fll:ll:lress| Host’jl Fk |

Ethernet
Address

Insert |
Welete |

-

Using a Password to Protect BOOTP Settings

You may wish to restrict access to the BOOTP Server dialog box to avoid
inadvertent or unauthorized changes to IP address assignments. To do so,
enable password protection in the BOOTP Server dialog box. If the Setup
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Ethernet Ports dialog box is not displayed, select the Setup Ethernet
Communications menu item from the Instrument menu to display the Star
Assistant Communication Wizard. Click Next.

Setup Ethemet Ports for Nabil B.csb.vanian.com : 132.190.73.155

Address Madule Type |P &ddress or Domain Mame Statuz Actual IP
d |pwlot9 Available 132.190.73.182
B | No Address
=l | Mo Address
B | No Address

" |P Address Management [EOOTP Server]

Na IP &ddresses are being assigned from this Warkstation Setup. ‘

¥ Prompt for Setup if needed < Back oK I Cancel I

Select Setup to display the BOOTP Server dialog box.
The BOOTP Server dialog is displayed.

v Manage IP addresses from this Workstation
¥ Require password entry for this dialog box

Ethernet 1P nddress| Host— _ fdd |
Address
00.50.93.00.64.0= 0.0.00 Fil Insert |

Delete |

b B =0 Ll P - S

i

Check this box to enable password protection.

-

The next time you enter the BOOTP Server dialog box from the Setup Ethernet
window, you will be prompted for a password.

|
Paszword Entry
IP Addreszs management requires
pazsword entry. Enter the password

belans.
I Cancel |
[

Change Pazzaword
Enter new pazsword: I

Fe-enter hew pazsword: I

Enter a password here. Once successfully entered, you may change the password
below. Enter a new password here twice.

The initial password is blank (no password). To set your password initially, enter
the desired password in the Enter new password and Re-enter new password
fields. Subsequent entry into the BOOTP Server will require this password.

NOTE: Refer to Recovering a Lost Password for BOOTP Server Access in the
Diagnostics/Troubleshooting section for instructions on resetting the password.
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Adding a GC and Varian MS to the Instrument in System

Control

Once you have configured your Workstation computer and 3800 or 3900 GC for
network communication, you may select one GC to be controlled from each
Varian MS Workstation.

If it is not already running, start System Control. The Star Assistant
Communication Configuration Wizard will be displayed if you have not yet
configured your GC Ethernet connections. Click Next.

I Setup Ethernet Ports for Nabil B.csb. varian.com : 132.190.73.155

Addiess  Module Type IP Address or Domain Mame Status Actual IP
44 | m Ho Mo Address
45 | hone o] | Mo Address
46 | [Nore =] ] Mo Address
47 | [Mere = Mo Address

" IP &ddress Management [EQOTP Server)

Mo IP Addreszes are being assigned fram this ‘Work station. Setup... I |

¥ Prampt for Setup if needed < Back 0K I Cancel |

Click Address to attach to a 3800 GC on the Ethernet network.

When the Address button is selected, the Module Selection dialog box is
displayed.

Select an Available Module from these found on the Network
MP14-makaha In Uze By intlabd 132190.73.160
mp15 A ailable 132.190.73.150
3800 mp7 Available 132.190.73.184
3800 pilat10 In Use By mdorsey 132.190.73.156
3800 pilat12 Available 132.190.73.154
3800 pilat16 Available 132.190.73.153
3800 pilats Available 132.190.73.152
3800 pilatd Available 132.190.73.182 hd
oK | Cancel |

Select the GC that you wish to connect to the address (44). Click OK.

NOTE: If you are running on a company network, only GCs on the same local
subnet appear in the Select Available Modules dialog box. To connect to a GC in
a different subnet, type its IP Address directly into the IP address field in the
Setup Ethernet Ports dialog box. Consult your Network Administrator about
subnets on your network.

After you have completed your selection, the Setup Ethernet Ports Dialog Box
shows the 3800 GC connected to your Workstation.
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Setup Ethernet Ports for Nabil B.csb.varian.com - 132.190.73.155

Address Module Type IP Address or Domain Mame Statuz Actual IP

coEr [seon B fpia Aivailable 132.190.73.162
45 | [More — H] ] No Address
45 | More  H| ] No Address
47 | More  H| ] No Address

Mo IP Addresses are being assigned from this \Workstation.

Setup... |

"IP Address Management [(BOOTP Server)

¥ Prompt far Setup if needed < Back (n] 4 | Cancel |

This 3800 GC is connected to Port 44. The status indicates the availability of the GC.
The IP address of the GC is shown here. Click OK, and wait for the 3800 to connect.

When the GC connects to System Control, it will be represented by an icon at the
bottom of the Configuration Window. The icon will have a label reading 3800.44,
and will include the Host Name of the GC appended to the label. The number 44
is a System Control communication addresses that correspond to the Ethernet
port connected to the device. The same principles are true for the 3900 GC.

Modules and Instruments Defined

The Varian MS system consists of two modules, the 3800 GC and the 2000 MS.
Additionally, a third module is present if you have the 8200 AutoSampler (Note
that the CP-8400 and CP-8410 AutoSamplers will not have a separate icon but
will be included on the 3800 or 3900 Status and Control Window). These
modules also have addresses and the message logs frequently refer to the
module and address. The modules and allowed addresses are listed below.

Module Name Address
Mass Spectrometer 2000 40
Gas Chromatograph 3800 44
AutoSampler 8200 26

Other communication addresses are used for different types of communication
hardware: 16,18,20,22 for Varian ADC Boards; 17,19,21,23 for Varian 3400 and
3600 GCs, and 24 - 39 for Serial Port devices.

If an 8200 AutoSampler is attached to the J4-SID1 connector on the 3800 GC,
the 8200 icon will also appear with the Host Name of the corresponding GC
appended to the label.

NOTE: Refer to the 8200/SPME AutoSampler for 3800 GC Manual for
information about configuring your 8200 for use with the 3800 GC.
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Elements of the Configuration Screen

After the 3800 or 3900 connects to System Control, configure it in an Instrument
by moving its icon from the bottom of the Configuration Window into the
Instrument Area. System Control will remember where to put the icon the next
time that the 3800 connects.

If the 3800 is to be operated with an 8200, make the 8200 the AutoControl
Module. Place the GC icon in the AutoControl Module if either a CP-8400 or CP-
8410 AutoSampler will be used with the GC. If the 3800 or 3900 is to be
operated without an AutoSampler controlled from the Varian MS Workstation,
leave the AutoControl Module box empty. If you are using a sampling device with
the 3800, the device must be connected to the synchronization port of the GC.

°S' System Control - Configuration
File Edii lnject Automaion Hecalculsie Instument Windows Help

B=| Onorie = W] e s ]

Instrument 1: Satum GCMS #1
Operator:
Mo Module Configured for this Instrument

AutoStart Module

=

Instrurment 1 Pararmeters.
Available 8200 2000 3800
Modules
26.carl 40 44carl
11:03:48 Configuration: BOOTP Server is Waiting for a Request!

The Varian MS is usually configured into 2 modules, the 2000 and the GC.
Additionally, an 8200 AutoSampler can also be part of the system. After each
module connects to System Control, configure it in an Instrument by moving its
icon from the bottom of the Configuration Window into the Instrument Areas.
System Control will remember where to put the icon the next time that the system
connects.
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| OnoFie || EnlEn| w2 el el el o]
Instrument 1: Saturn GCIMS #1

Operator:
Mot Ready

AutoStart Module

£200
L]
26:carl 2000
= |
44:carl

Instrument 1 Parameters..

Availahle
Modules

Instrument Parameters, Instrument Name, Operator Name, and Instrument status are
listed here. AutoStart Module area. Place the 8200 AutoSampler Module icon in this
box. Module icon showing that 3800 GC Module 44 has been configured to
Instrument #1. Click button to enter or change the Instrument Name, Operator Name,
and Maximum allowable error count. Modules that have logged in and are available
for configuration into an instrument are displayed here.

Once the modules are in place you are ready to proceed.

Setting Instrument Parameters

Some parameters used by the Instrument are set in the Instrument Parameters
dialog box accessed from the Configuration window.

Instrument 1 Parameters I

Instrument: |EEAR I EIN L]
Operatar: I

Eeady File: |

b ax Enors:llj—

¥ Prompt on Automation Stark?

ak. I Cancel I

The instrument name appears on reports and in the instrument window. The
operator name appears on reports. The Ready File is used only with older Varian
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software versions (i.e. the forth software system). When the maximum number of
non-fatal errors is exceeded during automation, the automation sequence halts.
Setting this value to zero disables this feature. You are optionally prompted for
this information when you start an automated sequence of injections or
recalculations.

Running an MS Method Without a GC Method

To run an MS method without the GC module or GC method, open System
Control. Under the menu Instrument, select Configuration. Move the GC icon
from the mid field to below the bar labeled Available Modules, by click, drag and
dropping the icon . When a MS method is activated, the GC method will not be
downloaded. To activate the GC and AutoSampler modules, click-drag-drop the
icons into the active field.

NOTE: If an AutoSampler icon is present: click, drag and drop the AutoSampler
icon in the Available Modules area.
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2000 MS Instrument Control
Command Reference

Saturn Module Dialogs

Saturn Module Keypad Dialog

® 2000.40 - Mot Ready.

Marsl Control AuoTune | Temperaturss | Diagrostics | Shutdown Acquisiion
Cantral and Status Mettod | SetPeints | Adustments Dperating Conditions
Filament
Mode State: Ide

Gosim N ¥
Faul State: Mo Faut

Gl Nzl Seguert: [1 —| FILMULDELAY
Multph
= o Scan Mode: Mone Range: 0-0
Hide Keypad | [Frofils Spectum ElLE
Al o] 8| | =] W
=

Scan Mumber. 773, Tirme: 0.000 min.
RIC: 0, lon Range: 0.0-00 miz lon: MA, Segment: 1, Channel: 1

lon Time: o

Mone lan Count: o

All intensities are zero

0050 0oH7s 0.07200 00728 o 07'25E
couired Range  m/z
‘ L -
—L ]

This dialog can be hidden by clicking on Hide Keypad.

H 2000.40 - Not Ready.

Show Keypad | [Prafile Spectrum |

Al #o| 8| 1] =] E|-
Scan Mumber: 874, Time: 0.000 min =
RIC: 0, lon Range: 0.0 - 0.0 m/z lon: NA, Segment: 1, Channgl: 1

All intensities are zero

T T
007225 D02, wired Rangs miz
0

007150 00775 007200
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Spectrum Toolbar
a|l o] & 1L e E-

-~
J Click the green arrow t hide the toolbar. Click the upper left of the full
screen display to restore the toolbar.

ﬂ Click full scale to normalized to chromatogram. Double-clicking the
chromatogram does the same.

u Click to return the xy axes to the previous scale.

:l Click spectrum plot to open a preview of the spectrum.

Ii - Click scale to choose between Auto Scale and Fixed Scale Intensity.

| Click mass range to choose between Acquired Mass Range, Fixed
Mass Range, or Maximum.

E_ Click to switch graphics or text displays of ion intensity and status
information.

[r
A= 1 Click select preferences to change the color of the chromatogram display,
labels, axes, font, and other features.

|! Click Report Preferences to choose the chromatogram and spectra
options for the standard report.

2000 Module Window

2000.40 - Hot Ready =]
o Tune | Temperatues | Diagnostics | Shudown | foquision |
Cortol and Status 1 }athod | GeParts | Adustments | Dperating Condilions
Filzment - 3
Gas o= ode State: canning
ONJOFF -MElhD\i startupl.mth
Cal B9 /_ﬁ_\ 3 o l1—__| AL B Fault State No Fault
sl Multiplier samert =l lon Time: 0
Scan Mode: Mone Range: 0-0 g
Hide Keypad I IProhIe Spectium =] lonFrep:  Mone lon Count 0
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Iltem

Description

Manual Control

Click the Manual Control to turn on or off the trap controls (rf,
Filament, and Multiplier) and to open the Cl and Cal gas valves.
Also adjust the rf response, the Cl gas pressure, and the Cal
gas pressure. This mode is also used to select the current trap
filament and to adjust the axial modulation voltage. Although
scans may be taken and displayed under method conditions of
any one of the MS Method segments, data may not be acquired
while in this mode. To acquire data, Acquisition Mode must be

selected.

Auto Tune Tune the instrument, including the multiplier setting, mass
calibration, and trap function calibration.

Temperatures Change the temperature of the ion trap or transfer line. Do
bakeout to remove volatile materials absorbed on electrode
surface.

Diagnostics Check the system for status and faults.

Shutdown Shutdown for routine maintenance or for an extended period.

Acquisition Acquire data for a single sample or an automated list .

Manual Control

Control and Statuz

EIT

[Gaz c=a

L=

Filament

builtiplier

Hide K.eypad I IF'rn:nfiIe Spectrunm

lon trap schematic

=

Item Description
On/Off Turn on or off the ion trap (the filament, rf and multiplier).
Turn on or off the rf
Filament Turn on or off the filament.
Turn on or off the multiplier.
Fultipler
Cl Open the valve to turn on the Cl gas.
Gasl
Cal & Open the valve to turn on the Cal gas.
Gaz
Hide Keypad Remove the upper portion of the screen display so that the

lower portion is expanded.

Display Selection

Select from to view the spectrum in profile or centroid mode.
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Instrument Settings

Method | SetPaoints I

b ethiod: ziz]

1 =

Segment #: — £No comments

Scan Mode: Mone

lon Prep:  Mone

Adjuztrents I

.mith

Range: 0-0

ltem

Description

Method button

Opens the Method Editor program.

Segment # box

Select the current segment of the active method.

Scan Mode

lonization mode of the current segment, such as El-Auto.

lon Prep.

lon preparation method of the current segment, such as
MS/MS.

Setpoints tab

Method  SetPaoints | Adjustments I

Filament Selection

Axial Modulation

= Filament 1 Yolkage: (3.0 —
. =1
& Filament 2
Al |
Item Description

Filament Selection

Click to select the current filament. Saturn has 2 filaments so
the system can be used if one burns out.

Axial Modulation
Voltage

Select the voltage to apply to the upper end caps. Recalibrate
the mass axis when you change this value.

Apply button

Apply changes you make to the Axial Modulation Voltage. If the
voltage edit control has the focus, press enter to apply the
changes.

Adjustments tab

Methudl SetPointe  Adiustments |

Adjuzt Cal Gaz
Adjuzt BF Ramp |

[More |

Cl Reagent

Adjust |
IMethane - I
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Iltem

Description

Adjust Cal Gas

Click to adjust the cal gas pressure.

Adjust rf Ramp

Change the rf setting for the instrument by turning the screw at
the bottom front panel.

Adjust

Set the proper Cl reagent pressure for Cl analysis. The
pressure is very dependent on the reagent gas used.

Reagent Gas
Selection Box

Choose which CI gas you are using.

Done Used when you complete your adjustment.
Status
— Operating Conditions
kode State: |dle
Fault State: Ma Fault
[anT irme: 3476
|on Count; 17733
Item Description
Mode State Indicates what function the Saturn MS is currently performing, such as
scanning or adjusting cal gas.
Fault State Indicates if a fault has occurred.
lon Time Indicates the ionization time of the last scan.
lon Count Indicates the ion count of the last scan.
Auto Tune

b4 anwal Cantral |

Auto Tune Temperatures | Diagrostics

Cottral and Status

State:
Idle

Function:

tethod | SetFoints I

[ air #'w/ater Check
" Electron Multiplier Tune

Start suto iime

Reset

] ¢

[Eartirie r IFC-43 b azz Calibration j
[™ Trap Function Calibration

Hide Keypad I ISpectrum and Evert Messagj " Single Step
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Iltem Description

Start Auto Tune | Begins the event sequence that will tune the instrument. Only
checked boxes will be executed.

Reset Stops the auto tune process.
Continue Starts the next selected function if the single step option has been
checked.

Hide Keypad Causes upper portion of the screen to be removed so that the lower
portion can be expanded in the display.

Display Select the display.
Selection

Method
Methad | CetPoints I

[ air # water Check
[ Electron Multiplier Tune

I |FC-43 Mass Calbration =l
[ Trap Function Calibration

[ Single Step

Item Description

Air/Water Check Measures the air and water content of the trap, to
determine if there is a leak.

Electron Multiplier Tune Autoset the electron multiplier voltage.

FC-43 Mass Calibration Calibrate the mass axis. Choose Straight Line or FC-43.

Trap Function Calibration Calculate the waveforms for CI, MS/MS and SIS.

Single Step Observe each step in the auto tune process. Use Continue
to proceed after each step.

Set Points
tethod SetF‘u:uintsl

Electron Multiplier Yaltage:  |2250 ill'-.ﬂ:nlts

515 Ampituds Adjust Factor: [100 j 3

Al |
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Iltem

Description

Electron Multiplier Voltage

Manual adjustment of the Final Gain Setting determine
from the Auto Tune check.

SIS Amplitude Adjust
Factor

Adjust each trap system for optimum ion sensitivity and
ejection. The voltage adjustment range is between 50 to
200%. The default is 100%.

Temperatures

5 2000.40 - Mot Ready

I anual Control |

Auto Tune

-Caontral and Status

Conditions: Analyziz

Start Bakeout |

Analyziz Conditions

State: Feady
Hald Time: 0.00 min.

Trap
\_l 150

| Temperaturez Diagnoztics

Temperature [degrees C) Setpoints

Manifald  *ferline

Bakeout Conditions

Hold Time (1)

Trap

|20

[170

Manifold  Hferling

Hide K.eypad | |Event Message Window ﬂ

3

|200

[120

|zz0

Iltem

Description

Start Bakeout

Execute the bakeout conditions, which removes volatile

material from the ion trap surface.

Reset

End a bakeout before the specified time.

Hide Keypad

Hide the upper portion of the screen and expand the lower.

Analysis Conditions

Set temperature for trap, manifold and transfer line. Click

Apply to initiate conditions.

Bake out Conditions

Hold Time specifies the number of hours for bake out. Under
Trap, set the bake out temperature, such as 220 °C. The
manifold bakeout temperature is fixed. The transfer line
bakeout temperature matches the analysis temperature.

Diagnostics Mode

w 2000.40 - Not Ready = B
Manual Coriral | uaTure | Temperatuss | Diagnastics Shutdown | Aequistion |
i~ Control and Status———————————————— - Diagnostic Method ~ Monitor Stat
State: Gart System Test Trap - On/Off lon Gauge - On/0ff
Monitoring Status ™[R To Completion ~ ™ Multiplier Na G Present
Function Rlessat I (mll
s M Heater Test————————————— I Filament
I~ Manifold
I~ Trap
™ Transfer Line
Hide Keppad I |Mon|lo| and Event Mezsage j
~Wacuum 5 - lonization m i~ Heating System
Pump Status: Ready Filament #1 Ok Temperature  Thermocouple
Turbo Speed: 1m % Filament #2: Untested Trap: 147°C oK
Turbo Current; 207 mé El Filament Bias: 1.8V Manifold: 73°C 0K
Acquisition System Cl Filament Bias: -10.8Y Transferline: 175°C oK
bl allage: 28N EriissioryCurterte 1.0/ -
S Gt OnYolage B4 Na |G Prasent
’V Ayial Modulation: 4.7 %pp (ate (FFE(Eges v
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Control and Statu
State:

Running Diagriostics
Function:

Executing System Test

r— Diagnostic Method
&l — System T est
’WI ~ |Hun To Completion |
i —Heater Test
[Eant
] - Il
T
: = Transter Line

Hide F.eypad IMnnitor and Event Message j

i

Item Description
Start Click Start to execute the desired test
Reset Cancel a test executed with Start.

System Test

Syztem Test

Bun Tao Completion

E Heatqd Halt On Error

Run Ta Completion

ltem

Description

Run To Completion

Click to run all tests without stopping.

Halt On Error

Halts the system checks when an error is detected.

Detailed test of the heater zones

== [ LR IS L) = N H ]

— Syztem T est

v IHun To Completion j

—Heater Test

[ Manifold
[ Transfer Line

Item Description

Trap Tests the lon Trap heater element May take up to 13.5
hours to complete.

Manifold Tests the Manifold Heater element.

Transfer Line

Tests the Transfer Line heater element.
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Monitor Window

Shutdown | Acquizition
— Monitor States
Trap lon Gauge
v ruiltiplier v lon Gauge
¥ RF & Filamert 1
¥ Filament " Filament 2
Item Description

Multiplier check box

Display the voltage (center left) on the
multiplier when on.

rf check box

For Service Engineers.

Filament check box

Display the status of the system filaments
(upper right).

lon gauge check box

View the vacuum status using the filament
selected by the Filament Radio Button.

Filament

Select a filaments and view the ion gauge
vacuum system test.

WacLum System

Pump Status: Ready Filament #1: Untested
Turbo Speed: 100 % Filament H#2: QK
Turba Current: 174 mé, El Filarnent Bias: A1.6Y

— lonization Systern

Cl Filarnent Bias: 92y

Arcquizition Spztem

Multiplier Yoltage: -1B50W Emizsion Current: 10.2 uh

Gate On'Volage: 1464

Apial Modulation: 36Vp

"Wavefolm System

-p Gate Off Voltage: 142

— Heating Syztem

Temperature  Thermocouple

Trap: 151 °C 0k

b anifiold:; 46 °C 1]:4

Transferline: 2E8 °C QE
~ lon Gauge System

Wacuum Status: QE

Filament #1: )4

Reading: 11.4 uTomr

Shows current temperature readings for each zone
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Shutdown Mode

w 2000.40 - Not Ready [ [Of]
Manual Contral | Autg Tune | Temperatures | Diagnostics | Shutdown Acquizition
Control and Statws Cunent Setpoints Operating Conditions
. Shuttdosn HealedZones—————————————— Heated Zanes
\de Trap Temperature: 160°C Trap Temperature: 163°C
Manifold Temperature: fo°C Manifald Temperature: 7IC
Wacuum System Transfedine Temperature: 170 "C Transferline Temperature: 174 °C
Pump Status: Ready
“Wacuum System Wacuum S pstem
Pump Full Spesd Turbo 5peed 100 %
Hide Keypad | |Event Message window =] Tubo Curient: 203 mA

Item Description

Shutdown button Shuts down the system in an orderly manner. The pump
speed is slowly reduced and the heaters are turned off so
that the system slowly cools.

Reset button Brings the system back to a ready state if the Shutdown
procedure was started. This restarts the pumps and turns
on the heaters.

Diffusion Pump Shutdown Sequence

2000.40 - Hot Ready

tanual Control I Lo Tune | Temperatures | Diagnostics | I Shutdown bog

Control and Status——————————————————— Curent Setpoints————————————————————— Operating Conditions
Status Shutdown Heated Zones——————————————— Heated Zones ————————
\de Trap Temperature: 150°C Tiap Temperature: 150 °C
I anifold Temperature; /T Manifold Temperature: 40°C
Wacuum System Transferine Temperature: 170 °C Transterline Temperature: 171 °C
Pump Status: Ready

Wacuum System Wacuum System————————
Pump:; On Diff. Pump: ok
Hide Keypad I IEvent Meszage Window j Foreline Pressure: S mTarm

NOTE: The Diffusion Pump System shutdown sequence takes at least 30
minutes:

e The Saturn GC/MS heaters are turned OFF.

e The GC temperature zones should be cooled downed before maintenance is
performed.

e The diffusion pump heater is turned OFF while the Peltier Baffle cooler is
kept on. The DIFFUSION PUMP STATUS changes from NORMAL to
COOLING. After 15 minutes, when there is no pump vapor to contaminate
the system, the Peltier Baffle cooler is turned OFF. After another 15 minutes,
the cooler has warmed to the point that it won’t condense water vapor, and
the pump is considered to be off. The DIFFUSION PUMP STATUS then
changes from COOLING to OFF.

NOTE: If the word “FAULT!” is displayed in the Vacuum Status box, click
Diagnostics for detailed information.

The Vacuum Status represents the state of the diffusion pump. To precisely
identify the problem, the USER should go to the Diagnostics mode and run
"System Test to Completion”. Fault messages may appear on startup or during
normal operation.
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Turn OFF main power by placing switch at rear of system into OFF (down)
position. Manually vent the system for at least 5 minutes using the lever on front
panel.

NOTE: DO NOT ATTEMPT to VENT SYSTEM by any other method (via transfer
line, foreline vacuum clamps, etc.). Rapid, improper venting of the system will
cause diffusion pump fluid to backstream into the manifold and ion trap.
Maintenance procedures SHOULD NOT BE attempted until the shutdown
program has finished!

Acquisition Mode

Control and Status — M5 Method

Runtime: (.00 mir. Start.-’-‘«cquisitionl

Endtime:| 10.00 rin. Default mth

2 Ready Segment 3#: 1 FILAUL DELASY

O NoFaults Scan Mode: Mone Range: 0-0
- lon Prep: MNone

Hide K.eypad I ISpectlum and Ehrumatugrarrj

Iltem Description

Start Acquisition button Click to start the analysis.

Reset button Will end the acquisition and reset the
conditions to their initial conditions.

End time button Click to increase or decrease the end time of
the analysis.

Hide Keypad button Causes the upper portion of the screen to be
removed so that the lower portion can be
expanded in the display.

Display Box Selector Allows you to choose among chromatogram,
spectra, or both.

Method button Used to open the Method Editor with the
active method. You can edit the method and
then return to this screen for analysis.
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2000 MS Instrument Window

The 2000 MS Instrument Window

Manual Contral Auto Tune ‘ Temperatures | Diagnostics | Shutdown | Acquisition l

Control and Status Method | SetPoints | Adustments | Operating Condtions
cl Filament
e e R Mode State:  Idie
ONIOFF
Cal B9 /——\‘\_ "l Fault State: Mo Faul
il < Segment#: |1~ FIL/MUL DEL&Y
& Multiph i,
i i Scan Mode: None Range: 0-0 lonfime: Y
Hids Keypad | |F’mJﬂe Spectum j lon Prep.;  Nene lon Count: 0

REEEEEEELE
[Scan Number: 773, Time: 0.000 min.
RIC: 0, lon Range: 0.0 - 0.0 m/z lon: NA, Segmi

All intensities are zero.

0.07150 0.07175 0.07200 007225 u_u?‘zfﬁgcqu
‘ ul

System Control has four major sections: the System Control Menu bar, System
Control Toolbar, Saturn Keypad Dialog, Chromatogram and Spectrum Toolbar,
and Spectrum Display.

File Menu

EI_- System Control - Saturn GC/MS #1 - Not Ready
Edit  Imect Automation Becalculate  Instument Windows Help

Agtivate Method...
= Mot Read
Upload Active Method from Madules. . ! }Bl ﬁl'l ﬁfl ﬁﬂl A | bl .l IR

Mew SanpleList. .
DOpen SampleList... T emperatures | Diagrostics |

Mew Recalclist. .
Qpen RecalcList...

Mew Sequencelist... M ethod: I startupl. mth

Methad |SetF'0ints| Adustments |

W B zrELis,. Segment #: [T =] FILMUL DELAY
FPrint Sean Mode: Mone Fange: 0-0
Printer Setup. .. | .

3 on Prep:  Mane

v FRemember Lazst Open Files

Ezit
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Activate Method allows you to choose a method from those already prepared.
This will set the conditions for the GC, MS, AutoSampler and data handling.
Other sections will also be activated if they are part of the method.

Upload Active Method from Modules will allow you to get the conditions from the
existing modules to be saved in a new method. Whichever method is active will
now be converted to the conditions of the active modules.

New Sample List allows you to open the dialog box to create a sample list.

Open Sample List allows you to select and activate an existing sample list. The
sample list dialog box is shown below.

' Generic SampleList: samples. smp =] E3
| Sample Name Sample Type Igjl’;l Inj. I"'!ﬁ'[;z:n AutoLink lﬁ;";l Add |

1 Sample 1 Analpsiz 1 hione none Insett |

2 Sample 2 Analysis 1 none none —

3 Sample 3 Analysis 1 hahe nane Delete |
| 5 | —

6 Add Lines... |
| 7 Defaults. . |
| 8 |
| 9 | =
AR o

Begin | Suspend | Hesume | Data Files.. | Recalclist...

New Recalc List allows you to open the dialog box to create a recalculation list.

Open Recalc List allows you to select and activate an existing recalculation list.
The Recalc list dialog box is shown below.

NOTE: You may process a Recalc List either in System Control (by clicking the
Begin button) or in SaturnView. In SaturnView use the menu command
Quantitation... Process/Review Recalc List to access this feature. Also note
that processing of a Recalc List takes more time when done from System Control
but has the advantage of allowing AutoLink functions such as automated
reporting with SaturnWriter templates.

_inix]
| Data File Sample Hame Sample Type Fl‘ﬁ::::: AutoLink oy
. L1 Mew Calib Block o
2 cwariarmstmetutorials 10_ng sms ALLMIATONG Calibration hane none =
| _3 c:hwanianwshmetutonalss20_ng. sms ALLMIXA20NG Calibration nohe nane DelEte |
I o hwarianweimetutonalshdl_ng sms ALLMIXAONG Calibration hone none Fill Do
s e ‘warianwsimetutonialshal_ng sms ALLMIXAZONG Calibration nohe nane
[ c:vearianvesmstutonialsy120_ng. sms ALLMIKA 20NG Calibration nohe nange &I
| _7 cwariarwsimatutonialsi160_ng sms ALLMIXATBONG Calibration nong none Erowse,. I
NAIRE Ywariarmshmstutonialsh200_ng. sms ALLMIXAZ00NG Calibration none none =
E c:hwearianwshmstutonalsy80_ng. sms ALLMIARING Analysiz nohe hone m
10
g 12
Begin | Suspend | Resume |

New Sequence List allows you to open the dialog box to create a sequence list.

Open Sequence List allows you to select and activate an existing sequence list.
The sequence dialog box is shown below.
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i Sequencelist: sequence.SEQ =] B3

Action Method | Sample/Re
g g Add |
Inject izl zamples
Insert |
Delete |

Browsze... |

)] q]a]a]qa]

-
il Y
=

=

| Susgendl Eesume |

|m
il
L=}
B

Edit Menu
Click the Edit menu and highlight Edit Module Info.

‘@ System Control - 5aturn G

File Imject  Autamation |

2|, [zt Starttlne]
— [y [Etr{H e
u Easfe St e
_ [ElearT [iel

i Add
C |m=ert [

Selech il EhlEnter

Fill Dawn

Edit Hiates,.
Edit Module Infa...

Each module in your system (3800GC, 2000MS, 8200 AutoSampler) contains its
own message log and documentation screen. The Module Documentation
screen shown below allows you to keep a record of performance, maintenance,
hours used, or any other comments you wish to make.

B: Module Information Editor - C:ASTARVMODULEAO MDF

sdd | Ear | [e e | Heip | Done

Use the Add, Edit, and Delete buttons to record any information you wish about
the MS module.
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Inject Single Sample Menu
_;I System Control - Saturn GC/MS #1

File Edit WiE=8 Automation  Hecalculate

% Inject Single 5 ample... E

m 200040 - Mot Ready

The command will allow you to give the sample information prior to an injection.
The dialog box below will appear when this command is invoked. The 2000
module window must be in acquisition mode for the system Not Ready to convert
to Ready and then a manual injection can be made. If an AutoSampler is used,
click Inject in the bottom left corner.

5|

Sample Name Sample Type | (o0, | Ini. | "Hoeto® | Autolink | Vial | 'glecton | Infeclate | Amount St | Urid ok Multipier | Divisor | praichernel
D efaut Sampie inalyeis E 1 [ e 1 10 Pl w 1 0 1 1 o
[«T T I
Inject the 5 ample using the Methad:

| ariarivS Sstartup mth ;Emwse| Defaults.

I Clear Cosfivients befors Calibrating

Inigct | Cancel Data Fies.. | Recalclist

The sample type can be changed by double clicking in the field below Sample
Type. The following displays your choices.

Inject Single Sample

Sample Hame Sample Type
Drefault Sample -
<

[Calibration
Inject the S ample Lzing| ¥ erification
Bazeline

The same procedure can be used for injection notes. Any notes that you wish to
enter here will be saved with the data file. The AutoLink button works in the same
way. Note the picture below.

AutoLink Parameters |

Command Other parameters

Browsze. .. | Cancel |

A command can be entered here to execute a program once the data file
acquisition is completed. For example, this can be a program to activate Saturn
Writer to print the sample reports. To run a SaturnWriter report in automation
enter the directory path and the name of the SaturnWriter template (for example
C:\VarianMS\EPA525.swt). Note that SaturnWriter templates should always be
stored in the VarianWS directory. The browse command can be used to select
the command executable file. Select OK when you have made your selection.
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Automation Menu

Below is a picture of the Automation pull down menu and a description of the
functions.

_ﬁl_ System Control - S5aturn GC/MS #1 - Mot Ready
File=  Edit

:i%l Eal E start Beqin Samplelist

Beqgin Sequence

m 200040 - Mg Beqin At Selected Samplelist Line...

Begin At Selected Sequence Line...

Inject WENGINENGE Becalculate  Instument Wir

Suepend Sutamatian

Control and Stab Hesume Sutamation
Cl .
Gasx - Stop Autamation
RF Bezet Modules
Cal &4
Gasz Enable Autarmated Printing

Begin Sample List will cause an automation to start at line 1 and end at the last
line.

Beqin Sequence will allow you to change methods and sample list during an
automation. An example of this might be to run a set of samples using El and
then the same set of samples using a different MS method for CI.

Begin At starts an automation at a particular line and runs until the last line is
completed.

Suspend Automation stops an automation at its last completed sample.

Resume Automation starts the automation after it has been suspended. It starts
where it was suspended.

Stop Automation ends the automation action.

Reset Modules brings the various modules to there ready states.

Enable Automated Printing allows the printer functions to work during an
automation.

Recalculate Menu

El__ System Control - Saturn GC/MS #1 - Not Ready
File  Edit

:it-:inll qul e Beaqin RecalcList

Beqin At Selected RecalcLizt Line...
m 200040 - Mot Ready

Inject  Automation WElEe=en=0=R [nstiument Windows  Help

Wiew Calibration Curves. ..

The above picture highlights the Recalculate pull down menu. Note that
recalculation may be performed here in System Control or in SaturnView under
the menu command Quantitation... Process/Review Recalc List. Also note
that processing of a Recalc List takes more time when done from System Control
than in SaturnView but has the advantage of allowing AutoLink functions such as
automated reporting with SaturnWriter templates.

63



Begin RecalcList will allow you to start an automated recalculation. A
recalculation list must already be prepared and selected to do this. A New Recalc

list may need to be made.

Begin at Selected RecalcList Line allows you to process a recalculation list
starting with a chosen line and proceeding with the rest of the list.

View Calibration Curves will allow you to view any of the curves for the calibrated
compounds in the active method. An example of the calibration curve screen is
given below. For a complete explanation of this screen, go to the Quantitation
section.

1 Calibration Curve - Cmpd 7.331 E3

Print... |F'lintgll...| Eﬁpcllt...l Dwverlay... | Fuaint Info... |§Defficients...
~mth224 trmp; 2000.40; Cmpd 7.231

Internal Standard Analysis Resp. Fact RS0 6.392%

Zuree Type: Linear Coeff Det.{r™: 0.994422

Qrigin: lgnore

y= +1.9953e-002%-9.8472e-002

Feplicates 1 1 1 1

P aa

e

a

i 2.4

g 2.0

i

Z

g 1.8

f 1.0

E 0.5

2 0.0

d. 25 '50 75 oo 25 a0

Armount FAmt Std.

Peak Name: [JEpEgees - E Exact View |

—Origin———— Curve Fit I Curve Only SR
 Include % Lingar - =
i |gnore i Quadiatic I K.Y Cursor —Iﬂevert
" Foice " Cubic %L | Cancel |

Instrument Menu

The pull down Instrument menu:

El_ System Control - Saturn GC/MS #1 - Hot Ready
File  Edit

:i%lﬁl startup1.mth ’lﬁl v 1: Saturn GCAAS #1 Alt+1

- 2000.40 - Not Ready LConfiguration A+
Instrument 1 Eaulks

| Manual Control U Line Setup Ethemet Communications
Cortrol and Status Setup COMM Parts

I o Fllgﬂt = Do Modules =

Gas t=a
3800 GC
Cal Dl-lq 3400 GC

Saturn GC/MS #1 denotes that this is the instrument configured.

Help

Autamation  Becalculate RIEGEOE WWindows

Inject

Configuration allow you to add new modules to the existing instrument. This is
necessary if additional hardware is added such as an additional GC detector.
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Instrument 1 Faults allows you to see if there are any faults in any of the modules
contained in Instrument 1. An example of this screen is shown below. The
update key will allow you to periodically check for new faults without opening and
closing the dialog box. 2000 faults are not reported in this window.

Inztrument 1 Faults |

Module - Addrezz Faults
bodule 2000.40: 0 Faultjz]

%' Becent Messages and Faults Update

i~ SelfTest Meszages and Faults
Claze | i

Setup Ethernet Communication will allow you to set up the communication
between the 3800 GC and System Control.

Windows Menu

The pull down menu titled Windows allows you to view any of the windows
associated with the system control. This list is shown in the picture below.

EI_ System Control - Satuin GC/MS #1 - Not Ready

Eile Edit Inject Automation Becalculate [nstument BENGGEREE Help

%lﬁl staltup1.mth ’lﬁl ulul ?E|ﬁ| S edile Windows

lconize Module Windows

u 2000.40 - Not Ready Show Automation Windows

|EoniEe Sutemation e

Auto Tune | 1 Arange loon:

Control and Status ) et SeguenceList: sequence.SEQ
ElasI F”Knt SampleList: zamplez. zmp
ONJOFF b RecalcList: recale. RCL
Cal B=a j/—ﬂﬁ——-_\_\\ : Instrument 1 Status
ean
Gas&) Mulipher . Meszage Log

_ v 2000.40 - Mot Ready

T ar T o

Show Module Windows allows you to see all of the module windows that are
configured in the instrument. In this example the module available is the 2000.

Iconize Module Windows causes the individual module windows to become icons
at the bottom of your screen.

Show Automation Windows allows you to view any of the automation screens.
These are the Sample list, Recalc list, and Sequence list.

Arrange Icons arranges the icons, if any, in a row at the bottom of the System
Control window.

Sequence List allows you to display the active sequence list.
Sampile list allows you to display the active sample list.

Recalc list allows you to display the active recalculation list.
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Instrument 1 Status allow you to view the status of the modules connected to the
system.

Message Log allows you to view the event log for the MS module. The log
display is shown below. All error messages for the Saturn Module will show up

here.

' Message Log: MSGLOGT.MLG

12:42:48  Instument 1 Module 2000 40: W aming; Mo record of successtul BE Tuning Sdiustiment
12:42:48  Instrument 1; Module 2000.40: % aming: Mo recaord of successful Cal Gas Adjustment
12:42:48  Instrument 1: Maodule 2000.40: Mass Calibration required

2000 module allows you to display the Saturn module control screen.

Manual Control o Tune | Temperatures | Disgnostics | Shadonn | Acquistion |

Con N Method | SetPoirts | Adgustments | Opersting Conddions
Gaschy = ModeState:  Ide
L:P“F‘:J ONIAEE (E‘F) Fault State: Mo Fauk
Eld X Segment# [T —| FILMUL DELAY d
Mulipler i ey lon Tine 0
Hide Keypad I [ Profie Spectum ] lonPrep:  Hone lon Count 0

Al o] & 1= -
Scan Number. 773, Time: 0.000 min. -
RIC: 0, lon Range: 0.0 - 0.0 mfz lon: NA, Segment: 1, Channel: 1

All intensities are zero

‘ . : - ‘
007150 007175 0.07200 007225 (= TR,
4 | -

Help Menu

'-_5_ System Control - Saturn GC/MS #1 - Not Ready
File Edit Inject Automation Becalculate  [nstrument  wWindows

R S = n Help Topics

s startupl.mth » ENE | | | | =

ﬂgl P =| ENE ’B ﬁl‘ Sﬁl" ﬁq Froduct Support 'w'eb Site
mRZON0EN otk eady About System Control...

Click an item in the Contents box to open online help.
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HHelp Topics: System Control HE

Contents | Index | Find |

Click a book. and then click Open. Or click another tab, such as Index.

@ Injecting a Single Sample
@ Injecting kMultiple S amples
@ 3200 GC Systerm Control Command R eference
@ 8200 AvutoS ampler Inztrument Control Command R eference
@ F400/3600 GC Spstem Control
% Injecting a Single Sample
@ Injecting Multiple S amples
| @ 30043600 GC Systern Control Cormmand Feference
| @ ADC Board Instrurment Control
@ Ihjecting a Single Sample
@ Injecting kMultiple S amplesz
% ADC Board Instrument Control Command Reference
@ System Control Menus e
@ Syztern Contral Toolbar LI

Open I Brint.._. I Cancel I

In the Help dialog box, from the Index tab, you can select a particular topic. Click
the selection, go to the bottom of the screen and click Display.

Help Topics: System Control I E3

Contents  Index IFind I

1 Tupe the first feve letters of the word vou're looking for.

2 LClick the index entry you want, and then click Display.

8200 5 ampleLizt wWindow E <tenszions
Activate kHMethod Dialog Bo=
ADC Board States
Adding 2800 GCs to Instruments in Spstem Control _I
Address
IF Address
Auvtalink Parameters Dialog Box
Avtomation b enu
Auvtari= Foutines Dialog Box
Autosampler Carrousel Display
Autosampler Display
EOOTR Server
dialog bo=
from a compary netveork
Carrouzel Dialog Box
Changing Default Samplelist Entries
Changing the kethod in the S amplelist ;I

a

Dizplay I Bt I Cancel I
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Help Topics: System Control EE

D:nntentsl Index  Find |

1 Type the wordz] you want to find

I j Clgar

2 Select zome matching words to narmow pour search

Optionz...
Ferrr St are.

| i e e

PR

Bebuild...

3 Click a topic, then click Display

Activate Method Dialog Box

ALDC Board States

Adding 3800 GCs to Instruments in System Control

AutoLink Parameters Dialog B ox

Automation Menu

Autarnis Boutings Dialog Box

Autozampler Carrousel Display ;I

I‘I 85 Topics Found | I Al wards, Begin, Auto, Pause |

Dizplay I Eint Cancel I

System Control Toolbar

The system control toolbar is located near the top of your screen. A picture of
this toolbar is displayed below.

‘i%lﬁl startup'l.mth Plﬁl U|U| }Elﬁllﬁl‘lﬁﬂl “|."|.|

% Clicking on this button will allow you to create a new automation file.

Q Clicking on this button will allow you to select a new automation file.

[(Dstertupt mth > Clicking on this button will allow you to view/edit or print a
method.

g Clicking this button will allow you to activate a method.
Clicking on this button will allow you to edit notes for an automation file.

Clicking on this button will allow you to edit module information for any
module that is online such as the 2000, 3800GC, or 8200 AutoSampler.

ﬂ Clicking on this button allows you to inject a single sample.

ﬂ Clicking on this button allows you to start a recalculation list if you have one
active.
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ﬂ Clicking on this button allows you to start a sample list that you have
created. The list must already be selected.

ﬂ Clicking on this button allows you to start a sequence list that has been
created.

ﬂ Clicking on this button allows you to suspend a list that is running.
ﬂ Clicking on this button allows you to begin a list.
ﬂ Clicking on this button is used to stop a list that is already running.

Saturn Module Keypad Dialog
Manual Cantral | Auto Tune | Temperatures | Diagnostics | Shutdawn | lw

Control and Status MS Methed Operating Conditions
Runtime: 0.00 min. Start Acquisition DataFie: P
nive | 1000 Setbeasi] s
Scan Number. 0
O Ready Segment #: 1 FIL/MUL DELAY
O MoFaults Scan Mode: None Range: 0-0 lon Time: 0
lon Prep.:  Mone
Hide Keypan | [Spestium and Chomatossar ] fon Count 0

This dialog can be hidden by clicking on Hide Keypad.

s 2000.40 - Nol Ready

|sm~uwad| [ Profie Spectm -
TR T T Ep
Scan Number, 874, Ture. 0,000 min -~
RIC: 0. lon Range: 0.0 - 0.0 mz lon: NA, Segment: 1. Channed: 1
All inftensilies are zerm.
607150 007175 GO7H0 00725 D072, ied Range iz
1 K -

Click Show Keypad to display Saturn Module Modes : Manual, Auto Tune,
Temperatures, Diagnostics, Shutdown, and Acquisition. See Saturn Module
Modes for details.
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Spectrum Toolbar

NEEEEEEETE

ﬂ Click the arrow to hide the toolbar. Click the upper left of the screen to
restore the toolbar.

ﬂ Click full scale to normalize the chromatogram in the vertical and horizontal
directions. Double-click the chromatogram to do the same.

u Click this to return the xy axes to the previous scale.

@ Clicking on the spectrum plot button will cause a window previewing the
spectrum to be displayed.

E_ Clicking on the scale button allows you to choose between Auto Scale
Intensity and Fixed Scale Intensity.

b -
A Clicking on the mass range button allows you to choose between
Acquired Mass Range, Fixed Mass Range, or Maximum.

E_ This button allows you to switch between graphics and text displays of
ion intensity and status information.

Configuring the Real-Time Chromatogram Display

Before performing an analysis the MS module window must be in acquisition
mode. To enter this mode, click Acquisition. During an analysis, observe the
chromatogram in the system control screen. From the following list box ,select
the Chromatogram, Spectrum, or both to be displayed.

m 200040 - Ready

b anwal Contral | Auto Tune |

Contral and Statuz

Riurtirme: 0.00 rir. Start .-’-'-.::quisitinnl
Endine]| 2009

2 Beady
2 Mo Faultz

| Hide Keypad I Spectrurm and Ehru:umatu:ugrarrj

Specturn Only
Chrarmatogram Ol
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Choosing the Chromatogram only option will allow you to see a live
chromatogram as in the example below.

M Cordsd | AuaTurw | 1 | Dy Adiyasien
Carirol gl 51t 5 Mo Dpeevsting Condhora
Rurdee (00 min _"sr-a-l-m-mh:nl [ rara
go) weom S—
L Segmert 8 1 FILALRL DELAY =
@ MaFads Sian Mok Hors g D1 fon Time i
[ ot | [T -] | P " nCare 8
A &= 10+ B A B

S0

£
E 300
e 00

HEE

o .-"'"'J‘—"
18 w0 s oo has hTT] ars
Minuytes

Click Hide Keypad to expand the chromatogram. Notice in the following picture
the text information at the top is hidden.

u 2000.40 - Ready (9 [=]]
|sm Keypad| | Chvomatogram Only |

kCounts

EEEEE-ER]

S00 -

400 —

300 +

200

100~

NN O

-48

Ls 5o s Too h2s 15.0 17.5
Minutes

To bring the keypad display back, click Show Keypad.

Configuring the Real-Time Spectrum Display

During an analysis it is possible to observe the spectrum in the system control
screen. However, if there are insufficient processor resources, the spectrum
control will not be updated until those resources become available. Selecting the
time selector mode in the chromatogram display will also stop the real-time
update of the spectrum display. In the picture below the drop down list box allows
the selection of Chromatogram, Spectrum, or both to be displayed.
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m 200040 - Ready

b anwal Contral | Auto Tune |

Contral and Statuz

Riurtirme: 0.00 rir. Start .-’-'-.::quisitinnl
Endine]| 2009

2 Beady
2 Mo Faultz

| Hide Keypad I Spectrurm and Ehru:umatu:ugrarrj

Specturn Only

Chrarmatogram Ol

Choosing the Spectrum only will allow you to see a live spectrum as in the
example below.
u 2000.40 - Ready EE=

Manual Control J Auto Tune | Temperatures ‘ Diagnostics I Shutdown [ Acquisition

Control and Status MS Method Operating Conditions
Runtime 0.00 min. Start Acquisition i
Fepe i e l—iMs'J’!ed' Data File: <none>
— o SoaNurbec 0
@ Ready Segment #: 1 FIL/MUL DEL&Y
© NoFauts Scan Mode: None Range: 0-0 lon Time: 0
Hide Keypad |S;Jeclrum Only = lonFrep:  None lon Count: [1}
100% 4 Fred
0%
80%

Click hide keypad to expanded the display.
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u 2000.40 - Ready

Show Kewadl | Spectrum Ony |

Al ol

-

e .IJ

|t

s ils

100%

Q0%

% —
10%
0%

: T .

Ay

TN PRI i S e

Click Show Keypad to display the keypad.

Status and Control Window

You are now ready to program the GC/MS to perform fully automated data
acquisition. Initially the MS Module Window will look similar to the figure below. If
you do not see this screen, go to the pull down menu labeled Instrument, and
select the item “Saturn GC/MS”.

s 7000.40 - Nol Ready

Tenpaiahues | Disgroatics | Shuldown ] Acquakion

Methed | SeiPorts | Adustments |

Bor s S
(RF)  ONIOFF  (RF) [[mnoa ]
A .

| .
Sogment B | s | FILMUL DELAY

e ScanMode Noe  Range: 0-0 by Vi 9
Hide Keypad I |Pnﬁe59¢cm ;} lon Prep. None lon Count 0
PEErEE
= e

= —
RIC: 0, ange: 0.0- 0.0 miz lon: MA, Segment: 1, Channel: 1

All intensities are 2ero.

007150 nor7s 007200 007225

N =

:
O R ired Range _miz
m-

The upper left side of the window shows the ion trap schematic, which allows the
ion trap to be turned on. If the trap is displayed in red, it is currently disabled. The
trap is disabled if the current segment is a filament/multiplier delay segment, one
with an ionization mode of none, or if a fault has occurred. If the ion trap icon is
not currently disabled, clicking in the center of the ion trap will turn on the trap.
The black schematic will turn green to denote that it is on, as displayed below.

Contral and Statuz

Cl T Filarnent
[Gas =a AN

ONJOFF
Cal 50 — =
Gas&) ME&
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You must select a method segment that is not a Filament/multiplier delay
segment for the ion trap to be enabled. This method and segment selection is
located in the center of the screen. This center section deals with the active
method and the instrument set points.

The ion trap symbol is a pictorial representation of the ion trap showing the
endcaps (two horizontal curved lines), the rf-voltage ring electrode (two vertical
curved lines), the electron multiplier (a curved cone), the filament (a triangle), the
tank for the Cl reagent gas, and the reservoir for the calibration compound. By
clicking on the appropriate part of the ion trap symbol, or by clicking on the
corresponding button, you can turn on and off the various parameters shown in
the symbol (i.e. click triangle to turn on filament). Click in the center of the trap
and the Cal Gas bulb, a spectrum of PFTBA will be displayed.

100%

T5%

1883

0%

100%

25%

0%

Method

tethod | SetPoints | Adjustments |

startup . mth
Segment #: I'I j FILAMLIL DELAY
Scan Mode: Mone Range: 0-0

lon Prep; Mone

Now notice the three tabs in the center of the System Module: Method,
SetPoints and Adjustments. There is always an active method controlling the
GC/MS system. This method is the last method selected from a previous use or
the default method if the instrument is just being configured. In the default
method, the first MS Method Segment defines a "Filament/Multiplier Delay."
When such a segment is active, the trap controls are forced off and scans are
not taken to protect the trap from solvent peaks that elute shortly after injection.
This kind of segment is specified in the method by selecting an lonization Mode
of "None." When such a segment is active in Manual Control, the trap icon
appears red, indicating that the trap is off and that its state cannot be changed.
To actually take (and display) scans, an MS Segment must be specified that has
an lonization Mode of other than "None." Once this is done, the color of the trap
icon will return to black and the trap may again be turned on by clicking on the
trap icon. (Note that the trap icon may also temporarily appear red while the
system is initializing). Below the method button is the segment number. Click the
up arrow to select segment 2. See Saturn Method Editor for more information on
methods.
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Methad | SetPoints | Adjustments |

Drefaulk. mth

Segment #: 2 ill <no comments:

Scan Mode: El - Auto FRange: 40 - B50

lon Prep.:  Mone

The informational fields displayed in the above dialog are taken from the
currently executing method.

The Scan Mode describes the ionization mode of the current segment, for
example, El-Auto.

The lon Prep. is the ion preparation method of the current segment, such as
MS/MS.

The Range will show the mass range being scanned by the current segment.

Operating Conditions

The Operating Conditions located to the far left of the Saturn Module window
allows you to observe the current instrument information.

— Operating Conditions

kode State: |dle

Fault State: Mo Fault
[ o T irmes; 2476
|on Count; 17783

The Mode State will indicate what function the Saturn MS is currently performing
such as scanning or adjusting cal gas.

The Fault State will indicate if a fault has occurred.
The lon Time indicates the ionization time of the last scan.

The lon Count indicates the ion count of the last scan. If profile mode is selected,
this is the total ion count. If centroid mode is selected, this is the reconstructed
ion count.

SetPoints

The SetPoints tab allows us to select the filament and the axial modulation
voltage. Clicking on that tab will bring up the following screen.
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Method = SetPaintz | adjustments I

Filament Selection Axial M adulation
& Filament 1 Waolkage: |4.0 :II

" Filament 2
Al |

Two filaments are provided to reduce down time for maintenance. The selection
of the filament is made by choosing the radio button. The Axial Modulation
voltage can be changed by using the up/down arrows and then clicking the apply
button.

The Axial Modulation Voltage is applied to the endcap electrodes as described in
the section Saturn Method Editor. Proper setting of this voltage is critical to
resolution and sensitivity in the ion trap. In most cases, the best Axial Modulation
voltage is the lowest value at which there is still good resolution of the 131/132
and 414/415 cal gas peaks. For most instruments this value will be between 2
and 4 volts.

The Axial Modulation voltage must be adjusted to its proper value before the
AGC target TIC is determined and before the mass calibration is done.

If the value of the Axial Modulation voltage is too low, high molecular weight ions
will not be observed. If the value for the Axial Modulation voltage is too high, the
peak widths for low molecular weight ions will be broadened and mass
misassignments may occur.

NOTE: The mass calibration must be done if the axial modulation setting is
changed. See the autotune section for mass calibration.

Adjustments

The third tab is the Adjustments tab. Clicking on this tab will bring up the screen
below.

Methu:u:ll SetPointz  Adjustments |
Cl Reagent

Adjust Cal Gas Adjust |
&djust RF Ramp | IMethane 'I

e = |

This tab is used to adjust the Cal gas pressure, the Cl reagent gas pressure,
select the CI reagent, and to adjust the rf ramp.

When you select Adjust rf Tuning Ramp, you obtain a screen from which you
can determine if the rf voltage is in tune throughout the entire mass range of the
Saturn GC/MS. This is done by observing the rf modulator response.
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m 2000.40 - Not Ready =] B3

Manual Contral AUtE e | T EMpETATrEs: | D mjgie | Shutdatir | Aoguistin |

- Control and Status Method | SetPoints Adiustments I Operating Conditiorss
RF R “Within Limits. Coni
IA gspanse s Witnin Limits, Lonfinue Mods Stats: Adjust RF Flamp - Scanning

diustment to Minimize Highest Reading Ll Feagent
fdjust Cal Gas T
e Fault Stats: Mo Fault
Counts Adjust RF Tuning I lm
’V Average: 483 Highest:  9B2
Done

=470

100%

When the rf Modulator Response screen is displayed, it shows a real time view

of the rf modulator response from 20 to 650 m/z. The vertical axis of the display
is in percentage of counts, and the horizontal axis is mass units. One scan, over
the entire mass range, requires about 1s.

The Counts are displayed as Average rf modulator response and Highest rf
modulator response in counts.

To monitor the rf voltage, observe the displayed ramp. If the rf voltage generator
circuit is properly tuned, the ramp will rise gradually in a generally straight line
from low mass to high mass without any sudden rises in the ramp, and the
Average number counts will be less than 1000. If the rf voltage generator is not
tuned properly all the way to 650 m/z, the end of the ramp will rise sharply at the
mass above which the generator is out of tune, and the Average number of
counts might be above 1000. If this is the case, the rf voltage amplitude must be
adjusted.

The text just to the left of the rf button will tell you if an adjustment is necessary. If
the rf voltage is tuned throughout the entire mass range, you will receive the
following message:

rf response within limits
continue adjustment to minimize highest reading

If the rf voltage is out of tune, you receive the following message:

rf response out of range adjust the rf screw
for alinear response

The rf coil is tuned by adjusting its resonant frequency to match that of the output
of the rf generator board. This is done as follows.

Open the front door and insert a flat head screwdriver into the tuning rod within
the hole labeled “rf ADJUSTMENT" on the lower part of the front panel.

Slowly turn the screw clockwise until the slope of the ramp increases, then turn
the screw counterclockwise until either the slope of the ramp is at its lowest or
there is a sudden rise at the end of the ramp. At that point, turn the screw three
turns clockwise and verify that the Average number of counts is less than 750
and the Highest number of counts is less than 1500. If they are, the coil is
successfully adjusted. If not, run Diagnostics and call a qualified service
representative.
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When it is properly adjusted, the dialog will say the rf response is within limits.
When you are finished, select the Done button.

To adjust the Cal gas pressure click “Adjust Cal Gas”. You obtain a screen from
which you can check and adjust the setting of the calibration compound needle
valve.

Contral and Statu

D ecreasze calibration gaz pressure by adjusting

Methodl SetPaints  Adjustments I

the: calibration gas needle valve. Allow time - Cl Reagent
for the gas to flow and the emission curment ta s |
equilibrate.
Ediist BEFEmE | Im
Low (0] 4 High

Daone |

When adjusting the cal gas, the following happens automatically. The filament,
electron multiplier, and rf voltage are turned on; the calibration compound
solenoid operated valve is opened; and the scan range is set to display
calibration compound peaks from 45 to 135 m/z. Then, the program determines if
the calibration compound pressure in the vacuum manifold is too low, too high, or
satisfactory.

Under Control and Status dialog box, messages are displayed that indicate the
status of the calibration compound pressure in the vacuum manifold. The
messages are listed below.

Below the dialog box, a progress bar display that shows the status of the
pressure visually.

If the pressure is satisfactory, you will receive the following message:

The calibration gas pressure is OK. Allow time for the gas to flow and the
emission current to equilibrate.

In this case, click Done.

If the calibration compound pressure is too low, you receive the following
message:

Increase calibration gas pressure by adjusting the calibration needle valve.
Allow time for the gas to flow and the emission current to equilibrate.

In this case, turn the calibration compound needle valve 1/4 turn
counterclockwise. Wait for about 30 seconds for the instrument to equilibrate.
Then, note the message again.

If the pressure is too high, you will receive the following message:

Decrease calibration gas pressure by adjusting the calibration needle
valve. Allow time for the gas to flow and the emission current to
equilibrate.

In this case, turn the calibration compound needle valve 1/4 turn clockwise. Wait
for about 30 seconds for the instrument to equilibrate. Then, note the message
again.

If you are using Chemical lonization you will need to select a Cl reagent gas
and adjust its pressure. Select the reagent gas you are using by clicking on the
arrow below the word Adjust.
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Methndl SetPoints  Adiustments |

Adjuzt Cal Gas
Adjust BF Tuning |

[t

Cl Reagent

Adjust |
I b ethane - I

Acetonitrile
Amrmonia
|zobutane
kethanol

In Cl, as in EI, the Saturn GC/MS is tuned to achieve the best combination of
maximum peak height (sensitivity), optimum resolution of peaks, and smooth
peak shape. And in Cl, as in El, the key to proper tuning is to optimize the
number of ions in the ion trap: Too few ions, sensitivity suffers; too many ions,
resolution and peak shape suffer.

In ClI, the two main factors that affect the number of ions in the ion trap are the
ionization time and the reaction time. (Once again, the emission current is an
important third factor.)

The Cl ionization time is the time that energetic electrons, emitted from the
filament, are allowed to interact with reagent gas to form reagent ions. The
reaction time is the time that reagent gas ions are allowed to react with sample
molecules to form ions.

To a first approximation, the number of reagent ions formed is directly
proportional to the ionization time, and the number of sample ions formed is
directly proportional to the reaction time.

Once you have selected methane as the Cl reagent gas it is time to adjust the
flow rate of the gas into the mass spectrometer. Make sure that the gas tank is
open and connected to the back of the instrument. Select the adjust button. This
will open the CI valves, turn on the filament and multiplier. You will see the
screen below. This is an example of the Cl gas spectrum for methane, when the
Cl gas pressure is too low and needs to be increased. Notice the resolution and
relative ratio between masses 10 and 30. See the Chemical lonization
section in the Hardware Manual for setup and CI gas adjustment.

Control and Status Method | SetPoints Adjustments Bosthing Londns
Vdpust the reagent gas pressure so that the .

ratio of peak heights at m/z 17 and 29 are Cl Reagent Mode State: Adjust Cl Gas - Idie
between 1:1 and 1:4. The ratio of the ions at : ]
m/z 17 to m/z 16 should be about 10:1. The s Fault State: No Fault

ion at m/z 41 should be visible, |
kot ] j lon Time: 100

Save Results ' Cancel Adustment | lon Count: 0

A] o] @] Lo = W

100%
90%
80%
T0%
B0%
50%
40%
30%
20%
10%

0%

=100

100%

B e e T o =
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Increase the Cl gas pressure by adjusting the Cl needle valve on the front of the
2000. Turn the knob clockwise to increase the pressure. When the pressure is
correct you will see the picture below.

100%

75%
g
o 50%+
=8
g

25%

L
0%y 20 30 40 '50

If you increase the pressure too much, you will see a picture like the one below
and you will have to decrease the pressure until you get the picture above.
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Once the pressure is adjusted properly you are finished and ready to perform
chemical ionization experiments.

Autotune Mode

It is necessary to perform an auto tune when the instrument is first setup.
Additionally, you must recalibrate the mass axis (FC-43 Mass Calibration)
whenever the temperature, axial modulation, or rf adjustment is changed. Each
time the system is shut down the auto tune must be performed when it is
restarted.

Control and Status—————————————————————1  Methad | SetPoints I Operating Conditions
State: Start Auto Tunel
\dle: ™ &ir /\Water Check
Function: [ Electron Multiplier Tune
[Eartifue | ] IFE—43 tdass Calibration j

¥ Trap Function Calibration

Hide Keppad I ISpectlum and Event Messagj I Single Step

EEEEE [ B

_ 0%

2 50%}& ““ “ m“ m & H & H““ HHl H & &
S 10%

B 100 200 300 400

08:18:41 Multi-Point M ass Cal: Found Calibration Mass 614 at 614.04

02:18:47 Multi-Paint Mass Cal: Calibration is OF, [Slope: B.257, Std Dey: 0.054)
08:18:41 MultiPaint Mass Cal: Completed

02:18:47 Auto Tune: Completed

There are four major sections to the Auto Tune window: the Control and Status
display, the Method & Set Points, the Operating Conditions display and the
Spectrum and Event Message window.
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Control and Status

The Auto Tune methods are started from this display by clicking on the Start
Auto Tune button. The method maybe stopped by clicking on the Reset button.

The State displays whether the Saturn MS is currently executing an auto tune
function or is idle.

The Function shows which tuning function is currently being performed.

Control and Status

State: Starh At Time |
o
Function:
Check AirSsfater [Eamtime |

Method and Set Points

Methiod | SetF’u:uintsI

IV tir #water Check
[ Electron Multiplier Tune

[" |FC-43 Mass Calibration =]
[ Trap Function Calibration
[ Single Step

There are four auto tune checks to automatically set up, tune and calibrate the
mass spectrometer. Air/Water check, Electron Multiplier Tune, Mass Calibration
and Trap Function Calibration.

Method SetPoints |
Electron Multiplier Yaltage:  |2250 :II wiolts

515 Ampituds Adjust Factor: [100 j 3

Al |

Set Points are for manual adjustment of the Electron Multiplier Voltage and
the SIS Amplitude Adjust Factor.

NOTE: The Air/Water Check will use the last 10° Electron Multiplier Setting and
not the manual setting. If the electron multiplier is replaced, the autotune of
Electron Multiplier Tune must be done before the Air/Water Check.

Operating Conditions

The operating conditions of the auto tune display will vary depending on the
currently executing auto tune function. The display will show the current results
of the function.
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An example: The dialog for the air/water check is shown below.
— Operating Canditions - Air™w ater Check

Air Level: W ater Level:
]| il
] ]

Mazz 28 Peak ‘Width: 0.8 mdz
13418 Ratio Y alue; 189%
|t Cavnt: R9E7

The mass 28 peak width is used to determine if air is present in the trap. The
progress bar labeled “Air Level” is a graphical representation of the peak width.

The mass 19/18 ratio value is used to determine if water is present in the trap.
The progress bar labeled “Water Level” is a graphical representation of the ratio.

Spectrum and Event Message Window

On the left side of the auto tune screen you will see the picture below. You can

select what information you wish to see displayed during the auto tune tests by

clicking on the arrow and selecting from the display options drop down list box.

The Hide Keypad button will cause the upper portion of the screen to disappear
and for the lower portion to be expanded.

m 200040 - Mot Ready

b anwal Comtrol | I Auto Tune

Control and Statuz

Ctate: Starbsuto iume
Il
l.a R eszet
Function:

[Eortinue

Ui

| Hide Keypad I Spectrum and Event Messagj

Spectrurm *Window Only
Event Meszage Windov Only

ﬂl% | e

The Current Module Attributes is the information stored from the last auto tune.
When you are finished performing the auto tune you can view this information
which is stored in an auto tune log.
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Setpoints

Trap Temperature: 150 degrees C

Mani fold Temperature: 3L degrees C

Transfer Line Temperature: 170 degrees C

Filament Number: 1

Axial Modulation Voltage: E.0 wolecs
Air/WMater Check

Last Checkead: T/1598 10:5Z2 AM

Air Lewel Test Result: )24

Water Lewvel Test Pesult: [0):4

Mass Z8 Peak Width: 0.6 m/s

Mass 19 to Mass 18 Ratio: 10.1%

Total Ion Count: 3594 counts
Integrator Zero Set

Last Executed: 741E/98 7:05 AM

Integrator Zero Set Besult: OE

DAC Setpoint: 1z0 DAC=s

Average Counts: 0.5 counts
Electron Multiplier Set

Auto Tune Checks

In the top center of the screen you will see 4 check boxes. These are the auto
tune steps that are to be performed. If your system does not contain SIS, or
MS/MS the Trap Function Calibration does not need to be performed. To perform
the auto tune click the check boxes and click Start Auto Tune.

-Controland Status—————————————— Methad | SelFoints | Operating Conditions - Air/\Water Check —

State: Sttt Tunel Bt Level e
Executing 2 | i ke Chieche |i i
Function I Elestrar bt Ture:

0K OK
Check Air/ater foriifie | I |FC-43Mass Cefbration 7 Mass 28 Pesk Widlh: 0.6 m/z
I Titep Furetior CalEration 1918 Batio Valie:  97%

Hide Keypad | | Spectrum and Event Messagj I} Eingle Gten lon Caunt: 5315

P REEEE[EDE

90%

0%

0%

30%

10%
T A e A e R e
@ a0 25 an

T T A T ]
3 40

=888

100%

Each one of the items that you selected in the check boxes will now be executed.
If you checked the single step button, a single step will be executed but will not
proceed to the next until the continue button is clicked. You can stop the auto
tune at any time by clicking on the Reset button.

Air/Water Check

When you select Air/Water Check, you obtain a screen from which you can
determine the relative amount of air and water vapor in the vacuum manifold.
When you display the Air/Water screen, the following happens automatically: The
filament, electron multiplier, and rf voltage are turned on; AGC is turned off; and
the scan range is set to display the air/water spectrum (14 to 44 m/z). To
determine the air background, the width of the peak for mass 28 at 10% peak
height is calculated. To determine the water background, the ratio of mass 19 to
mass 18 is calculated.
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— Operating Conditions - A ater Check,
Air Lewvel: Wiater Level:

L 1

] ]
tazs 28 Peak Width: 0.6 mdz

13418 R atio Y alue: 101 %
[on Count; Ra07

On the left side of the dialog box is an progress bar that indicates the relative
amount of AIR in the system. A message is displayed below the bar.

If the display reads OK, there is essentially no air leak in the system. If the
message MAYBE is displayed, there is a small air leak. The system can be
operated, but performance might not be optimum.

If the display reads HIGH, there is a significant air leak. The leak must be found
and corrected before the system can be operated.

On the right side of the dialog box is an progress bar that indicates the relative
amount of WATER in the system. A message is displayed below the bar.

If the meter reads OK, there is very little water in the system and the system can
be operated.

If the display reads MAYBE, there is a small amount of water, and the system
can be operated, but performance might not be optimum. If the meter reads
HIGH, there is a comparatively large amount of water present in the system, and
the system must be bake out to remove the water before the system can be
operated. (A relatively high water background is generally observed immediately
after you have vented the instrument. It will usually go away within a few hours of
restoring the instrument to its normal operating conditions.)

NOTE: The Air/Water Check uses the electron multiplier voltage giving a 10°
gain and not the manual setting. If the electron multiplier is replaced. The
autotune of Electron Multiplier Tune must be done before the Air/Water Check.

Electron Multiplier Tune

Controland Status———————————————————  Mathod | SetPoints I Operating Conditions - Electron Multiplier——

State X MI | e o Function State; Pre-2djustment
Fu.f;ie;:mg 1| =t ultiplien Tire Operating Voltage: 1300 valks
Set Electron Multiplier [Eartiue r lm Signal Dffset 1 countfs]
1= Tirap Fuinction Eafitration Last Trial Values: 0.0 o0 o0
Hide Keypad I ISpactrum and Event Messagj I Single Gtep
=] T

Il

AL L

il

90%
n
o
g
2 0%

330 340 350 360 370 380 380 400

m,

Ir4

42313 Airswater Checl: Cancelled by User

42320 Auto Tume: Teminated

44351 Auto Tume: Started

44351 Integrator Zera Set: Started

44356 Integrator Zero Set: Setting is OK. [Setting: 118, Average Counts: 0.46)
44356 Integrator Zera Set: Completed

44356 Election Multiplier: Started

4:4%RA Flectian Multinlier Nffset N atarmined et 1 Caontisn
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The Electron Multiplier Tune will determine three proper settings: the Integrator
Zero, the 10° gain for the Electron Multiplier and the Electron Multiplier voltage
boost for optimum peak intensity and resolution.

The Integrator Zero Set obtains the average value of the signal level coming
from the Integrator Circuitry when the filament is off. When the filament is off, the
major source of signal coming from this circuitry is electronic noise. The
Integrator zero is adjusted such that the average value of electronic noise is
slightly greater than zero.

NOTE: The average value for the integrator zero; it should be between 0.20 and
0.80 counts. The Setting can range between 0 and 255.

The Electron Multiplier Tune program can automatically set the electron
multiplier voltage, such that the electron multiplier gain is approximately 10°
electrons per ion. The program to set the electron multiplier voltage should only
be run when there is no sample of any kind in the instrument. For example, you
should wait at least 30 minutes after you close the calibration compound valve
before you run the program.

For the determination of 10° gain, Electron Multiplier Tune program runs in two
phases. In the first phase, the electron multiplier is set to a low test voltage, the
message PRE-ADJUSTMENT PHASE is displayed. The electron multiplier
voltage is increased by 100V increments until a signal is detected coming from
the electron multiplier. The electron multiplier voltage is then set to 300V less
than the value at which a signal was first detected. This ends the first phase.

In the second phase of the program, the electron multiplier voltage is increased
by 100V increments beginning with the final value of the first phase of the
program. In this phase, the Locate Low Voltage End where 10° gain is not
achieved and Locate High Voltage Start where 10° gain is exceeded.

07:05:33 Auto Tune: Started

07:08:33 Integrator Lero Set: Started

07:08:37 Integrator Zero Set: Setting iz OF, [Seting: 120, Average Counts: 0.47)
07:08:37 Integrator Zera Set: Completed

07:05:38 Electran Multipler: Started

07:05:40 Electron Multiplher: Offzet Determined [Offset; 1 Countz])

07:06:57 Electron Multiplier: Pre-adjustrent Succeszsful [EM Yaltage: 2600)
07:09:23 Electran Multiplier: Low Waltage End Found [EM Yaltage: 2200]
07:09:23 Electron Multiplier: High Woltage Start Found [EM Valtage: 2300)
07:09:49 Electran Multiplier: Space Charge Adjusted [Target 53240, Yallso: 0.23)
07:03:53 Electron Multiplier: Peak Threshold et (Inten: 1978 countz)

07:09:53 Electran Multiplier: 1075 Gain setting is OF [EM Yoltage: 2250]
07:09:53 Electron Multiplier: Final Gain setting iz 0K [EM Voltage: 2250]
07:09:53 Electron Multiplier: Completed

070353 Auto Tune: Completed

NOTE: The electron multiplier is approaching the end of its lifetime when the
voltage setting nears 3000 volts.

The final determination is the Electron Multiplier boost, which determines the EM
voltage and AGC Target value for optimum peak intensity and resolution. It uses
the calibration compound peak at mass 131. The program adjusts the target TIC
value to a level that provides reasonable resolution of the major peak and its first
isotope peak. The program determines the height and area of the major peak of
interest, the height and area of the isotope peak, the height of the valley between
the two peaks, and ratio of the height of the valley and the height of the isotope
peak. The Final Gain setting will reflect any increase in the voltage for optimal
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sensitivity and resolution. This setting is also the value displayed in the Set
Points dialog, in the Electron Multiplier voltage field.

Mass Calibration

The mass calibration function adjusts the rf Scale for a coarse full mass range
calibration and, then locates several FC-43 masses for a multi-point calibration
curve.

tethad I SetF‘nintsI

™ Air # water Check
[ Electron Multiplier Tune

(M| FC-43 b
Straight-
T

Calibration
SOIE STEQ

To initiate mass calibration based on FC-43, click the button to the left of FC-43
Calibration. When you initiate the program, the calibration compound valve is
opened, and the electron multiplier, filament, and rf voltage are turned on
automatically. The program then automatically uses the calibration compound
peaks at masses 69, 131, 264, 414, 464, 502, and 614 to create a calibration
curve.

Factors Affecting the Mass Calibration:

e The program also uses the air peak at mass 28 for the calibration of low
masses. Any air leak results in a distorted calibration at low mass. Therefore,
do not run the Mass Calibration program if your instrument has an air leak.

e If one or more of the mass peaks are not found by the program, the rf voltage
amplitude might need to be adjusted.

e Temperature changes can adversely affect the mass calibration and this
procedure should be initiated after the manifold has reached its equilibrium
point (i.e., approximately 3 hours after the set-point temperature has been
established).

021612 Auto Tune: Started

08:16:12 AF Full Scale Adj: Started

02:16:23 RF Full Scale Ad;; Centered on Masze 63 at 62,90 [Setting: 135)
08:16:28 RAF Full Scale Ad;; Centered on Mass 414 at 416.69 [Setting: 102]
08:16:34 RF Full Scale Ad; Centered on Mass 614 at 614.53 [Setting: 98)
08:16:34 RF Full Scale Adi Setting is OF. [Setting: 98, Mazs: 614, Apes: 614.0)
08:16:34 AF Full Scale Ad; Completed

02:16:24 Mulbi-Point Mags Cal: Started

02:16:40 Multi-Point Mazs Cal: Found Calibration Mags 28 at 27 60

02:16:42 Multi-Point Mazs Cal: Found Calibration Mazs 69 at 63.47

02:16:48 Multi-Point Maszs Cal: Found Calibration Mass 131 at 130,40

08:17:00 kulbi-Point Masz Cal: Found Calibration Masz 264 at 26341

021720 Mulb-Point Mags Cal: Found Calibration Mazz 414 at 41263

021743 Multi-Point Mazs Cal: Found Calibration M azs 464 at 46267

02:12:09 Multi-Point M azs Cal: Found Calibration M azs B0Z at 507,62

02:12:41 Mult-Point Maszs Cal: Found Calibration Mass 614 at 614.04

08:18:471 Mulbi-Point Masz Cal: Calibration is OF. [Slope: B.257, Std Dew: 0.054)
02:12:41 Mulb-Point M azz Cal: Completed

021841 Auto Tune: Completed

An ideal slope (that of a straight line calibration) is 6.300 steps per atomic mass
unit. You will generally obtain a slope of 6.3 £0.1. The standard deviation should
be 0.15 steps per atomic mass unit or less. (If the standard deviation you obtain
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is outside of these limits, check if the rf voltage amplitude is adjusted properly
over the entire mass range).

Straight Line Mass Calibration

To initiate a straight line mass calibration, click Straight Line Calibration and Start
Auto Tune. A straight line calibration assumes a linear relationship between DAC
steps and mass. It is used for certain hardware adjustments. When you initiate
the program, a straight line calibration curve is calculated with the zero DAC step
set equal to 0 m/z and 4095th DAC step set equal to 650 m/z.

Trap Function Calibration

When the mass calibration has completed, the trap function calibration can be
performed, if an MS/MS or SIS key is installed on the SAP/Wave Board. This
calibration determines parameters which are required for the operation of ion
preparation methods such as MS/MS and SIS. It takes several minutes to
complete and the Trap Function calibration should be done each time a mass
calibration is done. If you are not using any ion preparation methods, the trap
function calibration does not have to be done. However, before you activate an
ion preparation method, you must then repeat the mass calibration with a trap
function calibration.

02:46:53 Auto Tune: Started

02:46:54 Trap Function Calib: Started

02:46:53 Trap Function Calib: Calibrating at kass 63

08:48:39 Trap Function Calib: Calibrating at Masz 131

08:50:27 Trap Function Calib: Mazz 63 Calibrated [Freq: 258.050 kHz]
08:50:28 Trap Function Calb: Mazs: 131 Calbrated [Freq: 2585300 kHz)
02:50:228 Trap Function Calib: Completed

At the completion of Trap Function Calibration, the Event Message Window
displays the secular frequency values for the two trap function calibration points.
Nominal values are 257 and 255, respectively. These values can vary up to +4
KHz between instruments.

Set Points

b ethiod SetF‘u:uintsI

Electron Multiplier Walkage:  |1200 j wolts
515 Ampitude Adjust Factor: [100 = %

Al |

The electron multiplier voltage and the SIS amplitude adjust factor can be set by
either changing the value in the edit box or by clicking on the up/down arrows.
The values are not set until the apply button is clicked and will be reset to their
previous values if the setpoints tab is left before clicking the apply button. If one
of the edit controls has the focus, the enter key can be pressed instead of the
apply button.

Electron Multiplier Voltage. Final Gain Setting determine from the Auto Tune
check of EM.
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SIS Amplitude Adjust Factor. Each trap system must be adjusted for optimum
ion sensitivity and ejection. See Tutorial on SIS Calibration for your system.
The voltage adjustment factor may be set between 50 to 200%. The default is
100%.

Temperatures Mode

The temperature settings to control the Saturn and the transfer line are
accessible by clicking on the Temperature button located in the top center of the
instrument control screen. When you select this a screen like the following
opens.

u 2000.40 - Not Ready

I Manual Control | Auto Tune | Temperatures Diagnostics

-Control and Status Temperature [degrees C) Setpoints

Conditions: Analysiz Start Bakeout | dnE el

Trap  Manifold  ferline

Hold Time: 0.00 min.

Bakeout Conditions
Hold Time (h]  Trap  Manifold  =ferline

Hide K.eppad | |Evenl Meszage Windaom ﬂ |3 |2DD |12|:I |22D

Click any temperature to change it. After you change a setting, the Apply button
becomes active and you must click this for the changes to occur.

Temperature [*C] Setpoints
Analyziz Conditions

Trap  Manifold =ferline
[150 |35 [170

Manifold temperature (range 0°C to 120°C; default = 40°C), the Trap heater
(range 0°C to 250°C; default = 150°C), and the Transfer Line temperature (range
0°C to 350°C; default = 170°C).

The manifold heater is primarily used for baking out the analyzer and should not
exceed 50°C when performing acquisition. The default temperature of 40°C is
recommended. The transfer line temperature should be adjusted so that its
temperature is no lower than that of the trap or the GC oven.

NOTE: DO NOT heat the transfer line above the maximum temperature
specified for the capillary column.

Whenever any temperature is changed, 2 to 3 hours should be provided to allow
the system to equilibrate after the temperature has reached its setpoint. Once
equilibrium is reached, the rf tuning should be checked, and adjusted if
necessary.

The Start Bakeout button will cause the Bakeout Conditions (time and
temperature) to be activated. The reset button will end the bakeout session. The
manifold bakeout temperature is fixed at 120 C. The transfer line bakeout
temperature defaults to its Setpoint temperature.
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Control and Status — Temperature [*C) Setpoints——————————————
Conditions; Bakeout StarEakeaut | ~Analysis Condition

Trap  Manifold  =ferline
Stabe: E quilibrating l_l'a'ppl'l"| |‘| A0 |35 |250

Hald Tirne: 720.00 min.

r— Bakeout Conditions
Hold Time [h.] Trap  Manifald  =ferline

Hide Keypad I IEvent Meszage Windaw j I1 z |22D I-I 20 |25D

Whenever you execute changes, the event log at the bottom of the screen will be

updated with the time and the event that has occurred. The screen below is an
example.

Hide Keypad I IEvent Meszage Window j

15:24:51 Setting &nalysiz Temperatures (Trap: 150, Manifold: 70, Transferline: 170)
15:24:58 Bakeout: Started [Trap: 220, Manifald: 120, Transferline: 170]
15:25:04 Bakeout: Cancelled by User [Returning to Analyzis Temperatures)

Hold Time [h.]  Trap  Manifold  =ferline
] 220 frzo 170

" Bakeout Conditions

At the conclusion of the bakeout, the trap, and manifold temperatures will return
to the set point values. New setpoint values can be applied during a bakeout. A
bakeout must be halted, by clicking the reset button, before a new bakeout
duration or new bakeout temperatures can be set.

Diagnostics Mode

Click Diagnostics in the top center of the screen.

u 2000.40 - Not Ready [0
Manudl Contiel | fuoTune | Temperatues | Disgnostics Shutdown | scquisiion |
ContiolandStatus | Diagriostic Method  Maritar Sta

State: Start System Test Trap - On/0ff lon Gauge - On/Off
Mornitoring Status ™ [Ron To Completion - ™ Muliplier No IG Present
Funstion: Fisel | o
Idle H R
Cori eater Test ™ Filament
ﬂl B I Manifold
)
" I Transer Line
Hide Keypad | [Honitor and Event tessage =]

~Vacuum System -~ lonization System ~Healing
Pump Status: Ready Filament tH: ok Temperature  Thermocoupls
Turba Spesd: 101 % Filament #2: Untested Trap: 147°C 0K
Turbo Current; 207 mA El Filament Bias: A1.8Y Manifld 73°C 0K
A S Cl Filament Bias: ~ AD8Y Transfedine: ~ 175°C oK
rultilieroltage: =200 Erissfar Eurerts L0 ~lon Gauge Spstem————————————
“Waveform System [ate WY oltane: ! Mo |G Present
’7 Azizl Modulation 47Vp-p (Fate i oliane 3!

The upper portion of the screen is divided into 3 sections: Control and Status,
Diagnostic Method, and Monitor States.

An automated diagnostics can be initiated by clicking on the Run to Completion
Box and clicking the Start

Contral and Statu — Diagnostic kethod
Stake: Gt | — Swstem Test
Running Diagnostic: F  [Fun To Complet
pletion v
Functior: Reset I I J
Executing Syztem T est Cori I
_|°n UES S ™ Manifold
fe
- - |:| I= | TraristenLing
Hide F.eypad I IMnnltor and Event Message j




The Monitor and Event Message window will detalil results of the basic system.

13:E59:35 Diagnostics: Started

13:E59:35 Svstem Test: Started

13:59:37 System VWerification Besults
13:E59:37 Basic Hardware Test: Pas=ad
135937 Vacuum Test: Passed
12:E89:37 BF Test: Passed
123 E9:37 Maveform Test: Passed
13:E55:327 Aogquisition Test: Passed
13:E59:37 Basic Heater Test: Passed
13:E59:37 Tonizgation Test: Passed
13:59:38 BSvystem Test: Completed

13:L59:38 Diagnostics: Completed

If a fault had occurred, the message would indicate what test failed and the
source of the problem.

14:04:24 Diagnostics: Started
1l4:04:24 Systen Test: Started

14:04:27 System Werification Results

14:04:27 Basic Hardware Test: Tazsed

14:04:27 Vacuum Test: Passed

14:04:27 LF Test: Passed

14:04:27 Wawveform Test: Passed

14:04:27 Aocguisition Test: Passed

14:04:27 Easic Heater Test: FATLEL

14:04:E7 THE FOLLOWING THERMOCOUPLES REFPORT OFEN OF UNPLUGGED: MANIFOLD.
14:04:27 Ionization Test: Tazsed

14:04:27 Diagnostics: FAILED.
l4:04:E7 Systen Test: Completed
14:04:27 Diagnostics: Completed

A more detailed test of the heater zones can be done by clicking in the box of the
zone to be tested under Heater Test. To complete these tests can take up to
13.5 hours for the trap, 2 hours for the manifold, and three hours for the transfer
line. The manifold and transfer line tests can be run simultaneously.

T LAIr LI ML g
— Syztem T est

v IHun To Completion j

—Heater Test

[ tanifold
[ Transfer Line

At the far right of the window is a dialog box of Monitor States, which allows you
to monitor the multiplier, rf, Filament, and lon Gauge if present. Click the check
box to activate the selection. Some elements of the diagnostic display are active
if some trap components are not on.
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Shutdowan Acquizition
— Monitor States
Trap lon Gauge
v tdultiplier ¥ lon Gauge
¥ FF & Filament 1
¥ Filament " Filament 2

Facuum System ~ lonization System —Heating System
Pump Status: Ready Filament #1 (K Temperature  Thermocouple
Foreline Pressure: — BmTan Filament #2 K. Trap: 151°C 0K
El Filament Bias: A1EY Manifald: $HT 0K
\gauislian System Cl Filament Bias: 104y Transfedine: ~ 250°C DK
Multiplier Voltage:  -2235% Emission Curent 2020 o Gaugs System
Waveform System————— Gate OnVoltage: 153V Yacuum Status: 0K
Avial Modulation: — 4.8%Ypp Gate Off Voltage: 149 Filament #1: 0K #2 0K
Reading: 1.2 uTan [Yald)

Also, present temperature values for each of the heating zones is displayed.

—Heating System
Temperature  Thermocouple
Trap: 1581 °C 0k,
b anifold: 46 °C ] 4
Transferline: 268 °C ok
— lon Gauge Svstem
Wacuum Status: ak
Filarment #1: k.
Reading: 11,4 uTarr

Monitoring diagnostics on startup will identify any problems. Please refer to the
Trouble Shooting section of the Hardware manual for additional information.

Shutdown Mode

The shutdown procedure is used to shut the system down in an orderly fashion.
The screen is shown below and it is accessed by clicking on the top button
labeled Shutdown.

m 2000.40 - Not Ready M= B

Manual Contral | Auta Tune | Temperatures | Diagnostics I Shutdown Acquisition
Control and Status | CumedSetpoints | Operating Conditons
T Shutdlown HestedZones HestedZones————————

\die Trap Temperature: 180°C Trap Temperature: 183°C

Marifold Temperature: fo°c Manifold Temperature: 73°C
Wacuum Spstemn Transferine Temperature: 170 °C Transferdine Temperature: 174 °C
Pump Status: Ready

Vacuum System Yacuum System
Fump Full § peed Tubo Speed: 100%
Hide Keyoad | [Event Message Windaw 7] Turbo Curent: 203 m4

After you see the screen and you want to shut down the GC/MS system, click
Shutdown in the left center of the screen, just above the Reset button. This
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action will cause the heaters to be turned off and the system will begin to cool.
Additionally, the turbo pump will be slowly turned off. In the screen below the
shutdown command has been activated. Notice that the turbo pump speed is
being reduced as the temperature is being cooled.

w 2000.40 - Not Ready H[=] B3
iaruslGarial | pizre. | Temperaiies | Dipgrestis. | Shutdown Acquisition
Control and Status———————— ~Current Setpoi Operating Condii
o~ Sy Healed Zan Heated Zan
B Trap T OFF Trap Temperature, 143°C
8 Fleset | Marifold Temperatwe:  OFF Marifold Temperatwe: 68T
Yacuum System Transferine Temperature: OFF Transferine Temperaturs: 167 °C
Pump Status: Ready

Wacuum m Waeuum 1
Pump: Low Speed Turbo Speed, 9%
Turbo Cunent Bma

Hide Keypad | [Event Message Window 7]

16:11:26 Shutdown: Pump/Heated Zones are shutting down
16:11:26 DO MOT PERFORM MAINTENANCE UNTIL SHUTDOWM IS COMPLETE.

Should you wish to restart the system after you have activated the shutdown,
simply hit the reset button on the left side of the screen above. This will restart
the pumps and turn on the heaters.

After the temperature zones have cooled, turn OFF main power by placing switch
at rear of system into OFF (down) position. Manually vent the system for at least
5 minutes using the lever on front panel.

Diffusion Pump Shutdown

NOTE: During the SHUTDOWN procedure, the MS temperature zones are
reduced (<80°C). The system is manually vented to atmosphere when the trap
temperature is less than 80°C.

From System Control click Shutdown. The Shutdown display appears, click
Shutdown above the reset button.

The shutdown procedure and capabilities for the Diffusion Pump system are
similar to the turbomolecular system.

2000_40 - Not Ready —

Manual Contral I Auta Tune | Temperatures | Diagnostics | Shutdawn Acal

Contral and Statug———————————————— Current Setpoints———————————————————— Operating Conditions

Status S hutdlowir | Heated Zores ————————————— Heated Zores ——————————
’V Trap Temperature: 150°C ’V Trap Temperature: 150°C

Il
= Manifold Temperature: BT
Wacuum System Transferine Temperature: 170 °C
Pump Status: Ready

“Wacuum System Yacuum System—————————————
Pump: On Diff. Pump:; Ok
Hide Keypad I IEvent Message Window j Foreline Pressure: S mTan

Shutdown Page

Manifold Temperature: 40°C
Transferline Temperature: 171 °C

NOTE: The Diffusion Pump System shutdown sequence takes at least 30
minutes:

e The Saturn GC/MS heaters are turned OFF.

e The GC temperature zones should be cooled down before maintenance is
performed.

e The diffusion pump heater is turned OFF while the Peltier Baffle cooler is
kept on. The DIFFUSION PUMP STATUS changes from NORMAL to
COOLING. After 15 minutes, when there is no pump vapor to contaminate
the system, the Peltier Baffle cooler is turned OFF. After another 15 minutes,
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the cooler has warmed to the point that it won’t condense water vapor, and
the pump is considered to be off. The DIFFUSION PUMP STATUS then
changes from COOLING to OFF.

NOTE: If the word “FAULT!" is displayed in the Vacuum Status box, click on the
Diagnostics mode button for detailed information on the cause of the fault.

The vacuum status represents the state of the diffusion pump. To precisely
identify the problem, the USER should go to the Diagnostics mode and run
"System Test to Completion”. Fault messages may appear on startup or during
normal operation.

Turn OFF main power by placing switch at rear of system into OFF (down)
position. Manually vent the system for at least 5 minutes using the lever on front
panel.

NOTE: DO NOT ATTEMPT to VENT SYSTEM by any other method (via transfer
line, foreline vacuum clamps, etc.). Rapid, improper venting of the system will
cause diffusion pump fluid to backstream into the manifold and ion trap.
Maintenance procedures SHOULD NOT BE attempted until the shutdown
program has finished!

Diffusion Pump Startup

NOTE: The Diffusion Pump System Startup sequence takes at least 30 minutes:

First, the Peltier Baffle cooler is turned on while the pump heater is left off. This
step lasts 15 minutes and allows the cooler to drop in temperature before any
pump vapors are created. When the foreline pressure reaches proper vacuum
(~500 mTorr), the pump heater is turned on. When the heater has reached
operating temperature, after approximately 15 minutes, the ion trap electronics
can be turned on.

If a diffusion pump fault occurs the system will go to the shutdown mode. The
USER may check for faults on Startup by going to the Diagnostics mode and
checking the Vacuum Status field for "Fault”". "Run Tests to Completion" and

check the event window for messages.

~Control and Status——————————— [~ Diagnostic Method————————————————————  ~Monitor States—————————
State: sat | System Tes! Trap - On/0ff lon Gat
Moritoring Status ~ IHun To Complation j I Multiplier I lon
Function Fieset I I RrF o
itz - Heater Test———————————— ™ Filament (ol
™ Manifold
" Trap
- - ™ Transfer Line
Hide Keypad I IMnmtm and Event Message j
—Wacuum System i~ lonization System — Heating Spstem—————————
Purmp Skatus: Fault Filament #1 Ok Temperature  Th
Foreline Pressure: T mlom Filament #2: Untested Trap: 1585°C
El Filamerit Bias: A16Y M arifold 41°C
— deeisition Snsten————————— Cl Filamnesit Bias: A06Y Transferline: 181°C
10:32:43 System Tesu: Started
10:32:43 System Verification Results
10:32:43 Basic Hardware Test: Passed
10:32:43 Vacuum Test: FAILED
10:32:43 THE DIFFUSION PUMF I& REPORTING A FAULT: THE PELTIER COOLER IS NOT DREAWING THE
10:32:43 CORRECT AMOUNT OF POUER. IT MAY BE UNPLUGGED OR OFEN.
10:32:43 BF Test: Hot Tested
10:32:43 Waveform Test: Hot Tested
10:32:43 Acquisition Test: Hor Tested
10:32:43 Basic Heater Test: Hot Tested
10:32:43 Ionization Test: Hot Tested
10:32:43 Diagnostics: FAILED.
10:32:43 System Test: Completed
10:32:43 Diagnostics: Completed

Diagnostics Page to Determine Diffusion Pump Status
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NOTE: The Vacuum System status should be periodically checked during
Startup for foreline pressure. The pressure should read below 500 mTorr in 5
minutes and < 100 mTorr after 45 minutes. Higher values may indicate a leak.
Refer to the Troubleshooting chapter in the Hardware manual.

Acquisition

Selecting the Acquisition button activates the 2000 module for analysis. When
you first go into this screen the module will load the information for the active
method so that it is ready to collect data according to the conditions prescribed in
the method. You will see a screen similar to the one below on the left side of your
monitor.

m 2000.40 - Ready

b arwal Control | Auto Tune |

Control and Statuz

Riurtirme: 0.00 rir. Stark .ﬁ.cquisitinnl
E ntirne: I 20.00 ik,

) Ready
2 Mo Faultz

Within a few moments you will see the red lights turn to green. This is an
indication that the Saturn module is ready for analysis. If the GC and/or
AutoSampler are not ready you will see a Not Ready message at the top of the
screen. Once the GC and AutoSampler come to a ready state, the not ready
message will change to Ready. To determine the individual ready states of the
components you can go the top pull down menu under Windows and see the
states for the 2000, 3800, and 8200 modules. Once all components are ready,
you are ready to start an analysis.

An analysis can be run as a single sample or through an automated sequence.
To run a single sample, go to the top pull down menu called Inject. Select inject
single sample. You will see a screen similar to the one below.

Inject Single Sample

Injection Amount 5td | Unid Peak

Sample Hame Sample Type level Inj. Notes AutoLink (I5. N only) Factor Mu
Diefault Sample | analysis - 1 none none 1 0
4] |
Inject the Sample using the Methad:
|C:\SaturnWS\startup1.mth Browse. . | Defaults...
| Clear Eoefficients Befare Ealbrating
Cancel | Diata Files... | RecalcList. .

All of the fields in the picture above are editable for your particular sample. Be
sure to give the correct information about sample name, vial position and
injection volume if an AutoSampler is used, and data file path. Once this
information has been entered correctly, select the inject button in the bottom left
corner. If no AutoSampler is used, inject the sample the sample manually when
the GC ready light illuminates on the GC keyboard. If an AutoSampler is used, it
will now be activated and make the injection for you. Refer to the Tutorial Manual
or Help for more information on injection.
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In the above screen there are additional buttons which allow you to browse or
check data files that already exist to make sure that you are not overwriting an
existing file. Prior to making the injection any of these buttons can be selected
and checks can be made.

The sample type can be changed by double clicking in the field below Sample
Type. Note the picture below for the selections that can be made.

Inject Single Sample

Sample Hame Sample Type
Default S ample -
4|

Calibration
Inject the Sample uzing Uerifiqatiun
Bazeline

The same procedure can be used for injection notes. Any notes that you wish to
enter here will be saved with the data file. The AutoLink button works in the same
way. Note the picture below.

AutoLink Parameters |

Command Other parameters

Browse. .. | Cancel |

A command can be entered here to execute a program once the data file
acquisition is completed. This can be a program to activate Saturn Writer to print
the sample reports, for example. The browse command can be used to select the
command executable file. Select OK when you have made your selection.

The RecalcList button can be used to create a list of samples for data processing
from the injection that you are making. This will save you some time in creating
the list manually. See the picture below.

RecalclLizt Generation E3 |

Y'ou can automatically create or update a RecalcList with files generated
during automated injectionz. Specify the RecalcList generation options
for thiz SampleLizt below,

™ Da not autematically create and update a RecalcList,

%" iCreate and update a new FlecalcList

Recalclist name: Ic:'xsaturnws'xsamples.rcl

= Append to an existing FecalcList,

RecalcList name: | Bru:uwse...l
(] I Cancel |
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Select one of the 3 radio buttons and name the recalculation list you are using if
appropriate.

In order to perform automated injections of a group of samples you must first
build a sample list and then a sequence list. An example of a sample list is
displayed below. This screen can be activated from the pull down menu under
File, New Sample List. You must create the list from the empty table you see on
your screen. All of the entry fields are the same as the previous information in
this section for single sample injections. Be especially sure that the AutoSampler
vial information is correct in your sample list.

| 8200 Standalone SampleList: 8200.5MP [[OI=]
Sample Type| Cal | | Injection - | Iniection| Amount | Uni~]
Sample Name level "M Nates | Autolink | Mial | yiime | Sud(lS, | F Add
1| Sarple nalyss | EERE e T 10 1 =
2 | Sample2 Analysis + | o 1 w1 —IDSE’
3| [Sample3 Analysis 7 Drana hone [ 10 1 Delete
4| [Fanet Jenaysis 7 Drana hone [ 11 =Tom
| 5 |
5 Add Lines..
| 7 | Defauls
|8 |
| 9| =
T o
Begin || Suspend!| | Besume Camousel.. | DatsFies.. | RegalcList

Once the sample list is created, it is time to create the sequence which will cause
the injections to be made. An example is given below. Select Inject for action,
type the name of the method that you wish to run, and type the name of the
sample list you wish to be injected. When this is completed you are ready to
inject your samples. Use the begin button to start the sequence.

i SequenceList: sequence.SEQ M= E3

Action Method | Sample/Re

g Add |
izl zamples

Insert |

Delete |

Inject

Browse... |

] a]a]a]a]q]q]

-
il Y
=

[+

| Susgendl Eesume |

[zz]
i

.
=

General Parameters that Affect El Operation

Electron Multiplier Gain

Normal Saturn GC/MS operation assumes that the electron multiplier gain is set
up to produce approximately 10° electrons per ion. This is accomplished
automatically with Auto Tune.

The AGC software operates on information derived from the prescan
measurement of the TIC (the AGC peak).

(See Main Method Editor in the Saturn Method Manual for details of scan
function). Unlike the ionization time or filament emission current that can alter the
actual number of ions created in the ion trap, changing the electron multiplier
gain only alters the amplification of the ion current signal of ions after they are
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scanned out of the ion trap. Thus, when the multiplier gain is changed, there is
no change in the actual quantity of ions formed and measured in the prescan
measurement, but the peak area of the AGC peak will be changed. The AGC
software will misinterpret this change in peak area as a real change in the
number of ions created in the ion trap and will adjust the ionization time
accordingly. An incorrect ionization time may cause a change in mass resolution.
The AGC software is dependent on the multiplier gain remaining constant in
order to measure the quantity of ions in the ion trap correctly and set the proper
ionization time.

Under certain circumstances (low background, small signaL) increasing the
electron multiplier gain by +100 or +200 volts above the 10> gain can decrease
the detection limit. As explained in the note above, the same multiplier gain must
be used for determining the calibration curve and analyzing unknown samples.

Axial Modulation

The number of ions stored in the ion trap cavity is proportional to the ionization
time and the filament emission current. Although the maximum ion-storage
capacity of the ion trap is approximately 10° to 107 ions, space-charge repulsion
occurs when the number of ions exceeds 10* to 10°. Space-charge interactions
cause a loss in unit mass resolution. To overcome this limitation, a small ac
voltage, the axial modulation voltage, is applied to the endcap electrodes.

The axial modulation voltage is applied at a fixed frequency and amplitude during
the ramp of the rf voltage. The frequency of the axial modulation voltage is 485
kHz, which is about one-half of the frequency of the rf voltage. Only when an ion
is about to be ejected from the ion trap cavity is it in resonance with this
frequency. When an ion comes into resonance with this frequency, it moves
away from the center of the trap, where the field generated by the rf voltage is
zero (and space-charge effects are strong), into a region where the field
produced by the rf voltage is strong (and space-charge effects are small). As a
result, the ejection of the ion is facilitated, and mass resolution is significantly
improved. The default axial modulation voltage is 4.0. Once the optimum axial
modulate ion amplitude has been set for a given instrument, it need not be
changed.

Emission Current

The number of ions formed in the trap is a function of both the ionization time
and the intensity of the electron beam. In general, increasing the filament
emission current increases the quantity of ions produced. The relationship
between the filament emission current and the measured TIC (i.e., the number of
ions generated in the ion trap) is not a strictly linear one. In particular, the
emission current and the measured TIC do not vary linearly for emission current
values above 40 pA and at high sample concentration.

In certain cases, a high emission current can be used to increase the sensitivity.
One of these is EI/MS/MS where the MS/MS isolation step eliminates the higher
background that would normally arise from a high emission current.

lon Trap Temperature

After the system has been shut down and the ion trap vented to the atmosphere,
we recommend an initial trap temperature of 220°C for the rapid removal of water
vapor. After this period, a reduction in trap temperature to 150-175°C will extend
the turbomolecular vacuum pump lifetime. Some applications may require higher

97



temperatures and this is okay. In general use the lowest temperature which
provides acceptable chromatography. The manifold bakeout functions can be
used to do this overnight and reset the temperatures to operating conditions
automatically.

The trap temperature value selected should be high enough so that
chromatographic performance is not affected. We have found trap temperatures
can be 50-75°C below the ending temperature for the GC column temperature
ramp, without compromising chromatographic performance.

Certain compounds (e.g., straight chain hydrocarbons) will show more
fragmentation at hotter ion trap temperatures.

AGC Target TIC Value

In EI mode with AGC on, the target TIC value determines how many ions AGC
allows into the ion trap during the calculated ionization time. While increasing the
target TIC value will increase peak heights, increasing it too far will result in a
loss of mass resolution. This would be observed as mass misassignments and/or
incorrect isotope abundance ratios. For full-scan El operation, a target TIC of
20,000 is a good starting point. Under special circumstances, e.g., MS/MS, a
much lower target TIC is required. As the m/z distribution of the stored ions
becomes smaller, fewer ions can be trapped without a loss of resolution.

98



3800 GC System Control Window

The Instrument Window

Once you have configured your 3800 GC in an instrument, you may view the
Instrument Window. The instrument window allows you to monitor the status of
all modules assigned to the instrument, perform injections of one or more
samples, and perform batch recalculations.

°S System Control - Configuration

File Edi In=et Automeion Hecacul= Instument Windows Help

] Gnare = N 01N e L

Instrument 1: Satumn GC/MS #1
Operator;
Mot Ready

AutoStart Module

e o am
SN ]
26:swlab 44:swlab 40

Instrument 1 Parameters.

Available ADCB ADCB
Modules - -
1 2

16:44:54 Configuration: Module ADCB.02: RESETH

Double-click in this area or select the instrument from the Instrument menu to
view the 3800 GC Status and Control window.

°S System Conbrol - Saturn GC/MS #1 - Not Ready
Fie Edt Inject Automation Recaloulste Instrume

B Bseweion v[S| BlEN| M85
Instrument 1 Status o] Show Autoration Windows

Saturn GCIMS #1 leonize Automation Wwindows
Free disk: 281.02 MBytes Arrange lcons
2200 2000 2800 Instrument 1 Status
Message Log

26:5wlah 40 44:5wlab v 520025 - Fready
2000.40 - Not Ready

3800 44 - Ready

Method: startup1.mth

Oinjections, O calculations
0 recalculations, 0 reports generated

()Mo File |

= 3800.44 - B == 3 2000.40 - N_.. [=I[=] EX

[ 16:37:21 Instrument 1: Created Default Control Method for Module 3800.44.

If the Status and Control Windows for the modules configured in the instrument
are not currently displayed, you can select Show Module Windows from the
Windows menu.
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Elements of System Control Toolbar

System Control Toolbar provides you with buttons to do the most common tasks
performed in System Control. Most Toolbar buttons correspond to a menu
command. You can find what each button does by resting the pointer on the
button. Note that the buttons controlling the SampleList, Sequence and
RecalcList become available after you activate a corresponding automation file.

El__ System Control - Star #f 2 - Heady

File  Edit Inject Automation  Becalculate  [nstrument Windows Help

ES s c
2= F3900-2.mh wWiew/Edit Methad

Print Method

Re-Activate bMethod

Click on the Active Method button for additional options

The 3800 GC Status and Control Window

You are now ready to program each 3800 to perform fully automated data
acquisition. Initially the 3800 Module Window will look similar to the figure below.
The left side of the window shows the 3800 Operation parameters: RunTime,
EndTime, Method State, and Fault State. The Start, Reset, and Method buttons
control the 3800 GC.

=g 3800.44 - Equilibrating =
3800 Operation Temp Zones Set Actual— —Sample Deliveny Statu:

RunTime;  0.00 min it 8 EDl D:E?’:S gg gg \\‘;‘3:"3 12: 'Eront gp:?t: gn {Sp:it}
. X e Tant X alve 2: Front Split: On [spht
E”dT'm?j “_'DD min - Reset || i 10 Off 43| (Valve 3 Front Spit: On [spiif
® Equitrating _Method. || @ Coglablel WA N/A| Valve 4 Front Spl: On spl]
@ Faul O Frant FID: 260 260 [Walve 5: Front Spit: On [spiit
@ Mid TSD: Qff B0 [Yalve B: Front Split: On [split]
Walvez: -1-2-3-4-58-F (@ Heatable3: Mt MAd | |Walve 7 Front Split On [gplit)

Hide Keypad | £30en Sekip.. | Fesume Flob IView Front Only j Sample Delivery Status -

DB EEIERE

13 5 [Front FID: 0013 my E]
10.0+
7.5
5.0
2.5

0o
L
Minutes | 4

molts

Displays the 3800 Setup dialog. Selects the detector signals to view. Selects the
component status to view.

The detector signals viewed in the real time chromatogram display can be
selected.
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sy J800.44 - Equilibrating

— 3800 Operation———— - Temp Zones Set Actual—
RunTime:  0.00 rin Stari 8 'ED' DEI’E?EI gg gg
. . T o | ront b

EndTime:  4.00 min Fleszet © Mid 1075 Oif 43
@ Equilibrating Method... | || coolable3: Mis N
@ Faul @ Front FID: 260 260
(D id TSD: Off 60
Walver -1-2-3-4-5-6-F (@ Heatable2: Mis MHAA
Hide Keypad | g SetuE... I Erezume Elat “\-"iew Front Only j
A ]

R EEEEEE View Middle Only

Wiew F &M Horz

125 [Eerroooom)] ViewF &b Ver

Multiple detectors can be viewed horizontally or vertically.

The component status display can be changed to view detailed status of each
component in the GC.

— Temp Zones Set Actual— — Front Detectar EFC Status
() Cal Owven: 90 90| Type 11 Ready: Mo Fault Mo
() Front 1079: 90 90
@ Mid 1041: Off 49| Ch 1 [Make up) Set: 28, Actual: 28
@ Coolable3: RS M2,
() Frant FID: 260 260 | Ch 2 [H2] Set: 30, Actual: 30
@) Mid ECD: o 43
@) Heatable3: WAL MAA | Ch 3 (A Set: 300, Actual; 300
e Blat “\-"iew Frant Only j Frant Detector EFC Status -
Frant Injectar Status
] Middle Injectar Status
Front Flow/Pressure Status
Middle Flow/Pressure Status
Column Dven Status
Front Detector Status

Click on a temperature zone entry to select the corresponding component status
or select the component status from the list. Detailed component status is
displayed.

The 3800 Setup dialog is accessed from the View Setup button.
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3800 Setup

Column Oven Zone: Temp Limit 450 C: Mo Coolant
Zone 1: Front 1079: Temp Limit 450 C; Mo Coolant
Zone 2: Mid 1041: Temp Limit 450 C; Mo Coolant
Zone 3: Mot Configured!

Zone 4: Front FID: Temp Limit 450 C

Zone B Mid ECD: Temp Limit 450 C

Zone B: Mot Configured!

Front Injector EFC Tepe 1 is Configured with Outlet: Atm, Units: psi, Min Flow: 20 ml/min
Mid Injector EFC Type 3 iz Configured with Qutlet: Atm, Units: psi
Fiear Injectar EFC not Configured

Front FID Detector EFC Type 17 iz Configured with Ch 1: He makeup; Ch 2 HZ; Ch 3: Air
Mid ECD Detectar EFC Type 13 is Configured with Ch 1: M2 makeup
Rear Detector EFC not Configured

Front Calumn iz Configured with L=4 meters, D=320 microns, He Carrier Gas
id Column is Configured with L=4 meters, D=0 microns, He Carrier Gas
Fiear Column not Configured

Walve 1 iz Unused: Default iz Off; Energized is On
Yalve 2 is Unused: Default is OF; Energized iz On
‘Walve 3 iz Unused: Default iz Off; Energized iz On
Walve 4 is Unused: Default is Off; Energized iz On
Yalve 5 is Unused: Default is Off; Energized iz On
‘Walve B iz Unused: Default iz Dff; Energized is On
Yalve 7 is Unused: Default is Off; Energized iz On

Installed hardware is listed here. The setup is changed from the 3800 GC front
panel.

The 3800 Setup dialog for the Saturn 2000R/3800 is also accessed from the
View Setup button and shows a different display.

3800 Setup |
— Column Temperature £one——— — Column Parameters
Coolant: ILED2 vl Inside Diameter: |25 j micrometers
it [315 =de : =
Temperature Limit; = C Length: ;Imeters
— Injectar Temperature Zone———— — Injectar EFC

Coolant; I LCcoz2 - I Minimum Flow: |1 ill ml/min.

mit [400 =d-
Temperature Limit: = C

— Calibration
Septum Purge Calibration
Auto calibration Purge calibration may take az long az 30 seconds to
may take as long complete.

az 3 minutes o
complete. Furge Ealibratel Head Pressure: IEI.EI psi
Auto E‘3"':'“5'“3' Flow Fiate: 102 ki

Clicking on Save & Reboot GC will zend the zetup to the GC and causge the GC to rebaoat.
Thig process can take several minutes to complete.

Print Setup | Bave b Heboot G Cancel

The setup is changed from the Varian MS Workstation.
The Real-Time Chromatogram Display

All detectors installed on the 3800 GC display their chromatographic signals in
real time. Configuration of the chromatogram display for all detectors is the
same.
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=g 3800.44 - Equilibrating M=l &=
3800 Dperation TempZone:  Set Actual— — Column Oven Status

@ Col Oven: 90 210/ | Ready: Mo  Faul: Mo

(Z) Front 1079: 95 95| Oven Power: On  Coolant: OFf
(D Mid 1079: Off 71| Setpoint: 30C  Actual 210C
@ Coolable3: MAA NAA| | Stabilization Time 0.00 min

@ Front FID: 260 260
(@ Mid TSD: Qff B3| | Enable Column Oven Coolant at 60 C
(D Heatable3: MNAA MAA || Timeout: 2000 min - Timed Out: Ma

RunTime:  0.00 min Stark
EndTime:  4.00 min Reset
@ Equilibrating Method...
@ MaFaul

Valves -1-2345E-7

Calurnn Oven Statuz j

Front FID: 0.077 mY

myalts
=
=
1

05 10 15 20 25 30 '3.%mutes'j -
hl el

Show only the chromatogram display. Continue to view the signal after the run
Select the detector(s) to view.

S el AL

Front FID: -0.048 mY ..‘J

m¥olts

T |
Hhinctes o

Hide/unhide the Toolbar.

Set both the amplitude and time axes to full scale.
Set the amplitude axis to full scale.

Set the time axis to full scale.

Use these buttons to move between stored scalings.
Enable/disable the Auto Scale feature.
Enable/disable the cursor display.

Select the background color for the display.

Drag an area of the display to view a more detailed section of the plot, or zoom in
both axes by pressing and holding the left mouse button on the spot you wish to
enlarge. (Holding the Shift key down will allow you to zoom out.)

T
s <o) [5]a ]

Front FID: -0.061 my ;I

miiolts
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Adjust zero offset. Adjust amplitude scale.

FERESEENE

12.5 Al Front FID: -0.051 mv
10.0
7.5
5.0
254
0.0

mialts

Adjust time scale.

Hide/unhide vertical amplitude scale slider.

Documenting Module Information

You may wish to document the configuration of your modules, their installation
and most recent service dates, and other information pertinent to your
instrument. To do so, use the Module Information Editor accessed from the Edit
menu in the instrument window.

7_5 System Control - Star # 2 - Ready [_[O] ]
File Inject  Automation Recalculate  Instument  \Windows  Help

Coi CHift+DE! >
Copp  Chlsdns EnlEn| »B| e el ko] 11> |
Paste  Shitsdns =g 3800.45 - Ready

[5]Ezr, e 3800 Operation———————— ~ TempZones  Set Actual— —Front Detector EFC

Start @ Col Over: 90 90||Twpe 11 Ready: M
(D Front 1075: 40 90

Off 48| Ch1 [Make up) Set:
MAS HAd
260 260|| Ch2[H2) Set 30, &

aff - 42
1234567 (D Heatabled: MAA M8 || Ch3 (A Set: 300,24

Hide Feypad | View Setup. | Eesume ot "V\aw Frant Only j

Add
Irsert I
Select Al CtirEnRter

RunTime:  0.00 min
EndTime: 4.0 min
O Ready _Method... |
D NoFaulk

Feset

Fill D owry
Editf{otes:

Valves:

Front Detector EFC £

2 ENE
B0 | Front FID: 0.044 mV
a0+
40+
% 30+
= 20
= 104
0

53 54 55

Click on the module window to give it the focus.
Select Edit Module Info.

The Module Information Editor window is displayed.
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B’ Module Information Editor - C:ASTARVMODULE 45.MDF

Eile Help

sdd | Edt | Delete | Help | Done |

Description = 3800 GL in E valuation Lab
Serial Mumber = 1987_F2

Diate Installed = Januans 20, 1957
Injections = 1234

Servise
Last Service Date = February 24,1387
Service Contract = &8 123456

You may add and edit sections and items in sections.

The injections value is updated each time an injection is performed.
Select Help for details on creating and editing module information.
Click on Done to close the window.

Module information is copied into Data Files generated after injections and can
be included in the Run Log portion of the results report.
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3800 GC Injecting a Single Sample

Overview

By now you should have your 3800 GC configured and a basic Method built for
data acquisition. If this hasn't been done, please refer to the previous sections for
instructions on doing this.

Using the Inject Single Sample Dialog Box

You can inject a single sample from System Control by using the Inject Single
Sample dialog box.

El__ System Control - Yarian Star #1 - Ready

Ihztrument  Windows  Help

at ||i'>| jec Sample... ulul }5| ﬁl.l ﬁfl ﬁﬂl 1] | ._l .l

File  Edit W Automation  Hecalculate

Display the Inject Single Sample dialog by selecting it from the Inject menu...or
by clicking on the Inject Single Sample button on the toolbar.

The Inject Single Sample dialog box is displayed.

Cal. Injection Amount | Unid Peak MultiChanr
level

Sample Name Sample Type

AutoLink Multiplier

1

Hotes Standard Divisor | yyititand:

1 nore | none 1 1 none
¥

Diefaul Sampls [Enalysis

Inject the Sample using the Methad:

[Startupt mih Browss Defaults
I Cleer Coeticierts before Calireting
Cancel DataFies..| RecaleList

Specifies the number of injections of this sample.

Enter notes about the sample.

Refer to the Specifying Data Handling Parameters section in this manual.
Enter information about the sample.

The fields in the table change depending on the type of sampling device
configured in the instrument.

Select the Method to use for the run.
Change the location and name of the Data Files
Click Inject to start the run.

If you have an 8200 or 8400 AutoSampler or 8410 Autolnjector configured as
part of your instrument, there is a shortcut available to you. Instead of going to
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the Inject Single Sample, double-click on the vial position you wish to inject from
in the carrousel display. This will bring up the Inject Single Sample dialog box
with the vial number already entered.

Specifying the Data File Name and Path

Data File names can be up to 255 characters long. Sample ID, injection date,
module name, and injection number can be embedded in the file name making
the Data File name correlate with each sample injection. When you click on the
Data Files... button, the Data Files Generation dialog box is displayed. This
dialog box allows you to select the path and the filename “specification” for the

data file.
The left side of the Data File Generation dialog box allows you to select the drive
letter and subdirectory (path) where the data files are to be stored.

Data File Generation

Specify the namez for D ata Files generated by detector modules using this SampleList.
Humbers will be appended to file names if the file already exists. Do nat include the file
extenzion in the Data File name.

— Directary for Data Files———— ~ Data File names
25 et = IZSZi
(L3 Examples Example:
Sample 11

Lze the following symbals to enter the
LI corezponding wariable data ta the file

name.
Mew Falder. .
— | %z= Sample 1D
A Zi= Injection number
Drives: %d= Date
= ;w88 50501 j #m= Detector Module name

ak I Cancel

The right side of this dialog box allows you to create a filename “specification”.
You can combine text entry with the “%” variable symbols shown to specify
filenames that contain sample injection specific information. An example of the
filename is dynamically updated as you type in the filename specification. This
makes it easy to see how a Data File created with this filename specification

would appear.
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Specifying Per-Sample Data Handling Parameters

Most Data Handling parameters are specified in the Method used during the
injection. Some parameters may vary on a per-sample basis, and are therefore
specified when you perform the injection. The following Data Handling
parameters can be specified on a per-sample basis:

Unidentified Peak Factor

Multiplier

Divisor

Amount Standard when one Internal Standard is being used

Refer to the Varian MS Workstation Data Handling and Reports Manual for a
brief description of these parameters. Refer to the Regulatory Compliance
Manual for a complete description of how these parameters are used to calculate
results.

Not only can you specify these parameters on a per-sample basis, but you can
specify them on a per-detector channel basis. This is useful if, for example, you
have different detectors installed on your 3800 GC. In addition, if you are using
multiple internal standards, you can also specify their amounts on a per sample
and per detector channel basis.

To access these extended Data Handling parameters, click on the button in the
Multi-Channel Multi-Standard column in the Inject Single Sample dialog box. The
Data Handling Channels dialog box is displayed. When you select the detector
channel to in the Data Handling Channels dialog box, the calculation type,
internal standard peaks and amounts are read from the active Method. Be sure
the Method you will be using is already active before you enter detector-
specific parameters.

[Data Handing Charnels For Wethod 3600-1.nth, Sample DefautSample’ |

Calculation Unid Peak Standard
Type Factor

Detector Channel Multiplier| Divisor Amount

(000,49 Channel Frant 0 el

~ |Uncalibrated

1
2 © Insert
3 -
_4 =l Delete
Y |

Ok I Cancel Edit Calibration Setup.. | Ed\lS%»‘.sndaldPeak!s]..l

Select specific detector channels here (up to 4).
An amount may be entered for each internal standard peak in the Method.

Use these buttons to edit the corresponding sections of the active Method.
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Specifying a RecalcList

You can choose to create a new RecalcList, append to an existing RecalcList, or
not create nor update a RecalcList. To select the RecalcList option that you want,
click on the RecalcList button. The RecalcList Generation dialog box is

displayed.
Recalolist Generaton |

You can automatically create or update a BecalcLizt with files generated
during automated injections. Specify the FecalcList generation options
far thiz SampleLizt belaw.

¢ Do not automatically create and update a RecalcList.

{* Create and update a new FecalcList.

RecalcList name: Iograph_l,l labMfiles for recalculation

" Append to an existing Becalclist.

RecalcList name: | Brow&e...l
ak. I Cancel |

If you choose to create a new RecalcList, this automatically generated RecalcList
will not overwrite an existing RecalcList. If a RecalcList with the same filename
exists, the newly created RecalcList will have number appended to its filename to
make it unique and to prevent the older RecalcList from being overwritten.

Monitoring the Status of the Run

After an injection is performed, the status of the run can be monitored in the
instrument window.

7'_5' System Control - Yarian Star #1 - Not Ready

File Edit Inject Automation Recalculate Instument indows Help

W] Bsmoaen || E1lEn| p2|% 5| 1]e|m] Not Ready

T o e | [ —————
(= Instrument 1 Status IM[=1[E=]| =y 3800 44 - Equilibrating 8 ] A |
Warian Star #1 3800 Operation———————— | TempZones  Set Actual— - Front Detector Status

Free disk: 205.63 MBwtes

RurTime:  0.00 min Start @ Cal Dven 90 131||Ready Yes Fault Mo
220 2000 3600 (O Front 1079: 95 95| Frant FID Electronics: On
[m EndTine: A00min  Reset |||y 417 O 58| |Range: 12 Time Const Fast
» @ Equiibrating Method... @ Coolable3: N N/

2B:pjlntd 40 Ad:pilotd © Mo Faul
Vabves 234557

Hide Keypad | View Setup... || esume Plat |[View Fiont Only =] [Front Detector Status

O Front FID 260 260
@ Mid TSD: Off 63| Detector Signal: 0.001 my¢
@Heatable®  N/A N/A|| BunchSize 1 Freq 40.000Hz

Methad: 3800-1 mth ] =
SampleList C14-C17 R EEIENE

Front FID: 0.001 my.

1 injections, 1 calculations
0 recalculations, O reports generated

myolts

(S)NoFile

chstare14-6171-3800.44-2-13-98001 .1y

T \_I
%ﬂnutes =l -

2.0 25 a0

16:07:54 Instrument 1: StarFinder: c:\star\c14-¢171-3800.44-2-13-98001.run added to database. ‘

Module status is shown in the status and control windows and on the toolbar.

The total number of injections completed is shown in the Instrument Status
window.
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List of Data Files generated in System Control, and a Quick Link button above
provides access to the selected file.

Automation actions and errors are logged in the Message Log.
The chromatogram is displayed as it is acquired.

When you double-click on the status bar at the bottom of the instrument window,
the entire Message Log window is displayed.

i Message Log: MSGLOG1.MLG =] B
Ly |

) s I Began
16:0213  Instrument 1: Activating Single Sample 'C14-C17

160213 Instrument 1: Method 3800-1.mth Sctivated

160213 Instrument 1 Results will append to new RecalcList ~SIMGLET0T2.RCL

16:02:25  Inztiument 1: Beginning Yial 1 Injection 1 on FriFeb 13 16:02:25 1333

16:07:27  Inztrument 1: Data File o14-0171-3800.44-2-13-98001 . run created for 'T14-C17, Injection 1.
16:07:54  Instrurhent 1: StaFinder: c:hstarc4-c171-35800.44-2-13-38001 run added to database.
16:09.05  Instrument 1; Completed 1 Inject Actions for C14-C17 with O Emors

16:03:05  Inztiument 1: Completed 0 AutoLink Actions for C14-C17

16:03:05  Inztiument 1: Completed 0 Mew Calibration Block Actions for C14-C17

16:03:05  Instrument 1: Completed O Calibration Block Repart Actions for C14-C17

16:09.05  Instrument 1: End of Automation reached.

All Message Log entries are stamped with the time they occurred.

Using QuickStart

QuickStart is a fast way to inject a single sample without having to use System
Control directly. QuickStart can be customized and is ideal when setting up
instruments for routine use. Refer to the on-line help in QuickStart for further
details.

’i ﬁ.' L £ ; : SR analys1 ru;m DEI;-V.tnrmh .

=l A8 A k A i€ “MThis button on
the MS Workstation Toolbar opens QuickStart for doing injections of routine
samples.

QuickStart first starts System Control and waits until all modules have logged in.
When ready, the QuickStart window is displayed.
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[l Star QuickStart - 1 M= E

File  Screen

Instrument Number |1—
Instrument Hame farian Star #t 1
Dperator Hame N Garas

Sample Hame GC-Standard# 1
Sample Descrnption 1 C14.C17

Sample Deszcription 2

Primary Method

|[2: \STAR\3800-2_ mth
StandBy Method
|C:ASTAR\StandBy.mth

Browse | 82005

Sample T Vial 1

ample e :

- Bpaseli:Z # Injects [1
" Calibration Yolume |1
% Analysis Amount [1
" ¥erification Factor [1

I~ Clear Coefficients Multiplier |1

| Divisor |1
AutolLink._
Level |1

Hardware

Start | - Help I Exit |

i

Choose the instrument for the injection.
Enter information about the sample.
Enter the name of the Method you wish to use.

Enter the name of the stand-by Method. This Method is downloaded to the
modules after the run is complete, and is used to specify the stand-by state of
the instrument.

Enter sampling information. This information is specific to the type of sampling
device installed.

Refer to the on-line help for more details on the QuickStart screen.
Press Start to begin.
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3800 GC Injecting Multiple

Samples

Introduction

By now you should have your 3800 GC configured and a basic Method built for
data acquisition. If this hasn't been done, please refer to the previous sections for
instructions on doing this.

Using a SampleList in System Control

You can inject multiple samples from System Control by using the SampleList.

Edit Inject  Automation  Hecalculate

Activate Method...
Upload Active Method from Modules. ..

Mew SampleList...
DOpen SampleList...

Mew RecalcList..
Dpen RecalcList...

Mew Sequencelist...
Dpen Sequencelist...

FErint
Frinter Setup...

Exit

Choose to open either a New SampleList or an existing SampleList from the File
menu..

‘i%lﬁl ...Demunxtratiunh?lﬁl UlUl }Elﬁllﬁrlﬁﬂl “|."|.|

...or by clicking on the New or Open Automation File button on the toolbar.

The SampleList window for the open SampleList is displayed. It contains fields
that are specific to the sampling device configured in the instrument. In this case,
if a sampling device such as the 8200 AutoSampler is configured, the
corresponding SampleList is used.
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i 8200 Standalone SampleList: Demonstration runs.smp | _ (O] x|
Sample Hame Sample Type IE:Ie-I Inj. Ingﬁ::g:n AutoLink || Add |
I Il |fsert |
| 2 | I
3 - [elete |
| 4 | I Fil Dgwn |
| 5 | =
6 B AddLines... |
| 7 I~ Defaults... |
| 8 | I
9 - -
K I LH
Beain | Suepend | Eesume | Carougel... | [rata Files... | RecalcList...

Spreadsheet columns can be sized by dragging their border using the left mouse
button. Right click on the column headers for formatting options.

Enter notes about the sample.

Enter post-run operations to be performed.

Enter information about the samples and the injections you wish to perform.
Select the location and name for the Data Files generated by the SampleList.
Specify RecalcList generation options.

Press the Begin button to start injecting samples.

When the table is scrolled to the right, the Sample Name column doesn't scroll so
you can easily tell for which sample you are entering additional parameters.
Commonly used data handling parameters, the amount for single internal
standard calculations, the unidentified peak factor, a multiplier, and a divisor, can
be entered directly into this table. If you have more complex requirements, such
as multiple internal standards or multiple detectors requiring different entries for
these data handling parameters, click on the button in MultiChannel
MultiStandard column.

Sample Name SAt':r?;:rld ur;:'gcl:;ak Multiplier Divisor u.:"llttgg‘:rér:‘lid
| 1
| 2
| 3 |
| 4
[5
6
[ 7 —1
8 _
R S —
[« ILIJ

Click here to enter extended data handling parameters

If you need to add several similar lines to the sample list, click on the Add
Lines... button. You can then enter the common information in the dialog box.

Add Lines to 8200 SampleList =]

Injection
Hotes

Sample Name Sample Type AutoLink Vial

Defaul 5 ample [Analysis B i 7 T 0 o

: 0l
Mumber of Lines to Add: [10

~ Mumber S ample Mames from: [T W NumberVidls fom: [T

Add tnset | Concel |
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For sequentially numbered Sample names, enter the starting number and the
number of entries to add to the SampleList. The Sample Names will have these
numbers appended to them.

When you press the Begin button, you are prompted for the Method to use.

Begin Sample List E

System Control will inject the S amples uging the Method:

Browse. .. |
Caticel |

Enter the Method to use for the run...... or browse for the Method file.

After you click on OK, the Method is downloaded to the 3800 GC and the run will
begin. If you are using a manual injector or a sampling device that is not
controlled by the Varian MS Workstation, you will need to start the device
manually.

Specifying the Data File Name and Path

Data File names can be up to 255 characters long. Sample ID, injection date,
module name, and injection number can be embedded in the file name making
the Data File name correlate with each sample injection. When you click on the
Data Files... button, the Data Files Generation dialog box is displayed. This
dialog box allows you to select the path and the filename “specification” for the
data file.

The left side of the Data File Generation dialog box allows you to select the drive
letter and subdirectory (path) where the data files are to be stored.

D ata File Generation B

Specify the names for D ata Filez generated by detector modules using thiz Samplelizt.
Mumbers will be appended ta file names if the file already exiztz. Do not include the file
extension in the Data File narne.

— Directory for Data Filee—————— ~ Data File names
= =] [
[ Examples Example:
Sample 11

Uze the following symbols to enter the
LI cornezponding wariable data to the file

Mew Folder... I

Zeg= Sample D
. *i= Injection number
Drives: “d= Date
= o iwB8_wB09i j #m = Detector Module name
Ok I Cancel |

The right side of this dialog box allows you to create a filename “specification”.
You can combine text entry with the “%” variable symbols shown to specify

filenames that contain sample injection specific information. An example of the
filename is dynamically updated as you type in the filename specification. This
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makes it easy to see how a Data File created with this filename specifications

would appear.

Specifying Per-Sample Data Handling Parameters

Most Data Handling parameters are specified in the Method used during the
injection. Some parameters may vary on a per-sample basis, and are therefore
specified when you perform the injection. The following Data Handling
parameters can be specified on a per-sample basis:

Unidentified Peak Factor

Multiplier

Divisor

Amount Standard when one Internal Standard is being used

Refer to the Data Handling and Reports Manual for a brief description of these
parameters. Refer to the Regulatory Compliance Manual for a complete
description of how these parameters are used to calculate results.

Not only can you specify these parameters on a per-sample basis, but you can
specify them on a per-detector channel basis. This is useful if, for example, you
have more than one detector installed on your 3800 GC. In addition, if you are
using multiple internal standards, you can also specify their amounts on a per

sample and per detector channel basis.

To access these extended Data Handling parameters, click on the button in the
MultiChannel MultiStandard column in the 8200 SampleList. The Data Handling
Channels dialog box is displayed. When you select the detector channel in the

Data Handling Channels dialog box, the calculation type, internal standard peaks

and amounts are read from the active Method. Be sure the Method you will be
using is already active before you enter detector-specific parameters.

Data Handling Channels For Method 3800-1.mth, Sample 'C14-C17°

Detector Channel

Type

Calculation Unid Peak

Factor | Multiplier Divisor

Amount
Standard 1

Standard
Peak 1

3800 44 Channel Front

™ | Uncalibrated

1] 1 1

R

Ok | Cancel | Edi Calibvation Senp.. |

B iaderd Feads) |

Insert
Delete

Select specific detector channels here (up to 4).

An amount may be entered for each internal standard peak in the Method.

Use these buttons to edit the corresponding sections of the active Method.

Specifying a RecalcList

You can choose to create a new RecalcList, append to an existing RecalcList, or
not create nor update a RecalcList. To select the RecalcList option that you want
click on the RecalcList button. The RecalcList Generation dialog box is

displayed.
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RecalcList Generation E |

“You can automatically create or update a FlecalcLizt with files generated
during automated injections. Specify the Becalclist generation options
far thiz S amplelizt below,

= Do not automatically create and update a BecalcList.

% Create and update a new Recalclist,

Recalclist name: Iography labfiles for recalculation

 Append to an existing B ecalclist.

RecalcLizt name: | Eru:uwae...l
QK I Cancel |

If you choose to create a new RecalcList, this automatically generated RecalcList
will not overwrite an existing RecalcList. If a RecalcList with the same filename
exists, the newly created RecalcList will have number appended to its filename to
make it unique and to prevent the older RecalcList from being overwritten.

Changing Default SampleList Entries

When you add a new row into a SampleList, default values are used for each
cell. To change the default values, click on the Defaults... button in the open
SampleList window. The following dialog box will be displayed. Enter the desired
default values and click on Save.

Set 8200 SampleList Defaults

Sample Name | Sample Typs IE:IE-I Inj. izt AutoLink Vial Isﬁf‘:;"

Notes

Default Sample Analysis none nare 1 1n 1 0 1

Y S | |

Cancel

Reading Vial Positions from an 8200 AutoSampler

The 8200 AutoSampler can read the position of vials present in its carrousel.
This information can then be used to build a SampleList containing entries for
each vial in the AutoSampler.

i 8200 Standalone SampleList: Demonstration runs.smp [_ O] x]

Injection

Motes AutoLink Vial

Sample Name Inj. add

[rzert |
[Delete |
Fill Ciovan |
Add Lines... |

level

o o

Begin l Suspend| || Besume Carrouzel... Data Files... | RecalcList...
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Click on the Carrousel button.

The Carrousel dialog box is displayed.

Carrouszel I

Replace the entire Samplelist with a copy
Copy of the Default S ample parameters for
each vial in the Carousel.

Delete each ling in the S ampleList for
Delete which no wial can be found in the
Carrausel.

Append a new line to the Samplelist for
Append each wial in the Carrousgel that iz ot
entered in the SampleLlist.

_Cow |
_ Delete |
_éppend |

Cancel | Cancel this aperation.

Click on the button to perform the desired operation.

The SampleList is then updated with the vial information from the AutoSampler.
Default values are used for each entry added to the SampleList.

Refer to the 8200/SPME AutoSampler for 3800 GC Manual for details about use
of the 8200 AutoSampler with the 3800GC.

Monitoring the Status of Runs

After an injection is performed, the status of the run can be monitored in the
instrument window.

°S System Control - Varian Star #1 - Running

File Edt Inject Automation Recalculate Instument ‘Windows Help

[il]=] e pE[fl ] [ m] Running
& Instrument 1 Status i [=] ;

Warian Star #1 3800 Operation TempZones  Set Actual— - Front Detector Status——————————
Free disk 222 46 MBytes

@ Col Oven: 90 50 |Ready Yes Fauk Mo
@ Front 1073 95 95| | Front FID Electionics: On
@ Mid 1079 Off 64 |Range: 12 Time Const: Fast
@ Coolable®: N N/A
 Front FID 250 260
@ Mid TSD: Off 66 | Detector Signak 0.036 mv'

RunTime:  0.01 min Start
8200 2000 3000 EndTime: 400min  Fleset
O FReady Methiod

26:pilotd an__ 4pinig @ MoFaul

Yalves: 1-2-3-4-56-7 @ Heatable3 N NZA| | Bunch Size: 1 Freg: 40.000 Hz
Hide Keypad | View Setup... | Resume Plot [[view Front Ony =] [Front Detector Status -
Method: 3800-1.mth ¥ =
SampleList: 1-reli.smp EH E
A[Fron: Fid: 0.0 mv =l

2injections, 1 calculations
0 recalculations, 0 reports generated

(S No File _ :

e:hatare14-c17 std min-17.un
chstarcld-c17 std mis1 2. un

chstaive14-617 std mix 3un 1 8200 Standalone SampleList: 1-reli.smp H[=] 3
Ghstate] 4-c17 std mis-1 4.un

mvolts

20 L5

a0

|
I3Ié\mutes = oA

chstateldel7 std me 1001 un —
Sample Name IE:'E'I Inj. | Iniection | olink Vial S ode |
[ 1 [ZJcrecrstamen 4 none none neen
2| CI4CI7 Stdmin2 4_none nore [ ]
3] craci7sumisd 4 none nane Delete |
[ 4] Crci7stdmisd 47 none none =T
09:51:19 | 1: Beginning Vial 1 Injection 2 on Wed Feb 18 09:51:19 1998

Module status is shown in the status and control windows and on the Toolbar.

The total number of injections completed is shown in the Instrument Status
window.
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List of Data Files generated in System Control, and a Quick Link button above to
access the selected file.

Automation actions and errors are logged in the Message Log.
The chromatogram is displayed as it is acquired.

When you double-click on the status bar at the bottom of the instrument window,
the entire Message Log window is displayed.

! Message Log: MSGLOG1.MLG =] B

09:44- 36 Instument 1; Automabion. Beaan

09:44:37  Ingtrument 1: SampleList 1-reli. smp Activated

09:44:37  Instrument 1: Method 3800-1.mth Activated

09:44:37  Instrument 1: Results will append to new RecalcList 1-RELIOOT.RCL

09:44:50  Instrument 1: Beginning Yial 1 Injection 1 on'w'ed Feb 18 09:44:50 1333

03:49:43  Ingtrument 1: Data File c14-c17 gtd miz-11007.run created for 'C14-C17 Std mix-1", Injection
09:4%47  Instrurnent 1: 3800.44 Ch Front Data Handling: Mon-reference peak nat identified

09:51:19  Instrument 1: Beginning Yial 1 Injection 2 on''ed Feb 18 09:51:19 1333

09:56:22  Ingtrument 1: Data File c14-c17 std mix-120070 . run created for 'C14-C17 Std mis-1", Injection
09:56:24  Instrurnent 1: 3800.44 Ch Front Data Handling: Mon-reference peak nat identified

09:58:00  Instrument 1: Beginning ial 1 Injection 3 oned Feb 18 09:58:00 1393

All Message Log entries are stamped with the time they occurred.

Saving SampleLists for Later Use

When you make changes to the open SamplelList, the changes are automatically
saved to the SampleList file and will be used for the automated runs that are in
progress. If you want to edit a SampleList other than the open SampleList, use
the offline Automation File Editor application described in the next section of this
manual.

Using More Than One Method for Injections

The Varian MS Workstation allows you to perform automated injections using
more than one Method. There are two ways in which this can be accomplished.
The first is by changing the active Method from within the SampleList. The
second is by using a Sequence.

Changing the Method in the SampleList

You may change the Method used during injections by activating a Method in a
SampleList row.

i 8200 Standalone SampleList: 1-1eli_smp M=l B3
. | Injection _ =]
| Sample Name Sample Type Inj Notes AutoLink il |
1 | C14-C17 5td mis-1 Analysiz 4 none none - |
2 C14-C17 Std mis-2 Analpziz 4 none none e
3 nane Dl |
4 C14-C17 Std mis-4 Werification | none none 5
— Bassline 1 Fill By |
= Frint Calib .
6 New Caib Black aaitie |
| PO Metha [Defaults..
3 etho |
| 9 |
T En
Begin | Sigpend | Fesume | [Eamousel.. [rata Eiles.. | Eesallist.
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Select Activate Method from the Sample Type cell.
Click on the AutoLink button. The Activate Method dialog box is displayed.

Activate Method

Method Pathtame
Jo:vsTARN3800-2 mth

Browsze. . OF. | Eancell

Enter the name of the Method to use...... or pick the Method from a list of files.

1 8200 Standalone SampleList: 1-reli.smp =] B3
| Sample Name Sample Type Igst.l Inj. In'!ﬁ:::;::n AutoLink - Add |

1 |# C14-C17 Std mix-1 Analysis - 4 haone none | " |

2 C14-C17 Std miw-2 Analysiz - 4 nane none ae

3 Activate Method = 3800-2mth Delete |

4 C14-C17 Std mix-3 Analysis - 4 nane none Fill Dawn |
| 5 | . —

r = Add Lines... |
7 M Defaults... |
| 8 | -
| 3 | .

T By
Begin | Sispend | Fesume | Carrouszel... | Data Files... | Fecalclist..

When this line is encountered during automated injections, the specified Method
is activated.

You may specify any number of Methods to be used in the SampleList.

Using the Sequence Window

The Sequence window allows you to specify multiple Methods and SampleLists
to be processed during automation.

Edit Inject Automation  RBecalculate
Activate Method...
Upload Active Method from Madules...

Mew SampleList...
Open SampleList...

Mew RecalcList...
Open RecalcList...

Mew Sequencelist...
Open Sequencelist...

FErint
Frinter Setup...

Exit

Choose to open either a New Sequence or an existing Sequence from the File
menu..

’i%lgj’l ...Demunxtratiunhll[ﬁl UlUl }Elﬁllﬁl‘lﬁﬂl “lhl.l

...or by clicking on the New or Open Automation File button on the toolbar.
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The Sequence window for the open Sequence is displayed.

\ SequenceList: Pilot_9.seq [_ O] x]
| Action ‘ Method | Sample/RecalcList |
1 nject <[ c:etan3800-1 mih statpilota_507 smp Add
2 c:hstartc4-c178-3800.44 1-8-38007 -1 cvstar2reli. smp Irsert
. Recalc DelEe
I .
5 Print Message Log
5 | |Pumpls 0N
— aff
7
e -
3] =
10 @
Begn | [Biigena | L EEsE |

Enter the Method and SampleList to use. You may enter any number of
Sequence lines.

Choose the action to be done in that step of the Sequence from the drop down
box.

Browse for a Method or SampleList file in the active cell.

Press Begin to start the automation.
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3900 GC System Control Window

The Instrument Window

Once you have configured your 3900 GC in an instrument, you may view the
Instrument Window. The instrument window allows you to monitor the status of
all modules assigned to the instrument, perform injections of one or more
samples, and perform batch recalculations.

°S System Control - Configuration

File Edi In=et Automeion Hecacul= Instument Windows Help

] Gnare = N 01N e L

Instrument 1: Satumn GC/MS #1
Operator;
Mot Ready

AutoStart Module

e o am
SN ]
26:swlab 44:swlab 40

Instrument 1 Parameters.

Available ADCB ADCB
Modules - -
1 2

16:44:54 Configuration: Module ADCB.02: RESETH

Double-click in this area or select the instrument from the Instrument menu to
view the 3900 GC Status and Control window.

°S System Conbrol - Saturn GC/MS #1 - Not Ready
Fie Edt Inject Automation Recaloulste Instrume

B Bseweion v[S| BlEN| M85
Instrument 1 Status o] Show Autoration Windows

Saturn GCIMS #1 leonize Automation Wwindows
Free disk: 281.02 MBytes Arrange lcons
2200 2000 2800 Instrument 1 Status
Message Log

26:5wlah 40 44:5wlab v 520025 - Fready
2000.40 - Not Ready

3800 44 - Ready

Method: startup1.mth

Oinjections, O calculations
0 recalculations, 0 reports generated

()Mo File |

= 3800.44 - B == 3 2000.40 - N_.. [=I[=] EX

[ 16:37:21 Instrument 1: Created Default Control Method for Module 3800.44.

If the Status and Control Windows for the modules configured in the instrument
are not currently displayed, you can select Show Module Windows from the
Windows menu.
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Elements of System Control Toolbar

System Control Toolbar provides you with buttons to do the most common tasks
performed in System Control. Most Toolbar buttons correspond to a menu
command. You can find what each button does by resting the pointer on the
button. Note that the buttons controlling the SampleList, Sequence and
RecalcList become available after you activate a corresponding automation file.

El__ System Control - Star #f 2 - Heady

File  Edit Inject Automation  Becalculate  [nstrument Windows Help

ES s c
2= F3900-2.mh wWiew/Edit Methad

Print Method

Re-Activate bMethod

Click on the Active Method button for additional options

The 3900 GC Status and Control Window

You are now ready to program each 3900 to perform fully automated data
acquisition. Initially the 3900 Module Window will look similar to the figure below.
The left side of the window shows the 3900 Operation parameters: RunTime,
EndTime, Method State, and Fault State. The Start, Reset, and Method buttons
control the 3900 GC.

=g 3800.44 - Equilibrating =
3800 Operation———— ~ Temp Zohes Set Actual— — Sample Deliven Statu:
RunTime:  0.00 min Start D Col Over: 90 90| Walve 1: Front Split: On (split)
o ————| @ Front 1075: 95 95| |Walve 2 Front Splt: On (spiit
EndTime: - 4.00min —_ Reset ||| oy g7, Of 43| Valve 3: Frant Spit: On (splt
@ Eouitrating _Method.. ||| @ coclabled: N NJA| Walve 4 Frort Spit On [spii)
@ Faul O Frant FID: 250 260 [Walve 5 Front Spit: On [spiit
@ Mid TSD: aff B0/ |Walve B: Front Split: On [split]
Walves: -1-2-3-4-56-F (@ Heatabl=3: Mat MAA | |Walve 7 Front Split On [zplit)
Hide Keypad |§ ) i) EESUTIER]GE IView Front Only j Sample Deliveny Status -
o ElE RN E
1264 Front FID: 0.013 mY _‘I
10.0
0 7.8
£ a0
= 254
0.0
T T T _I
4 5 5

I
Minutes -| o

Displays the 3900 Setup dialog. Selects the detector signals to view. Selects the
component status to view.

The detector signals viewed in the real time chromatogram display can be
selected.
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sy J800.44 - Equilibrating

— 3800 Operation———— - Temp Zones Set Actual—
RunTime:  0.00 rin Stari 8 'ED' DEI’E?EI gg gg
. . T o | ront b

EndTime:  4.00 min Fleszet © Mid 1075 Oif 43
@ Equilibrating Method... | || coolable3: Mis N
@ Faul @ Front FID: 260 260
(D id TSD: Off 60
Walver -1-2-3-4-5-6-F (@ Heatable2: Mis MHAA
Hide Keypad | g SetuE... I Erezume Elat “\-"iew Front Only j
A ]

R EEEEEE View Middle Only

Wiew F &M Horz

125 [Eerroooom)] ViewF &b Ver

Multiple detectors can be viewed horizontally or vertically.

The component status display can be changed to view detailed status of each
component in the GC.

— Temp Zones Set Actual— — Front Detectar EFC Status
() Cal Owven: 90 90| Type 11 Ready: Mo Fault Mo
() Front 1079: 90 90
@ Mid 1041: Off 49| Ch 1 [Make up) Set: 28, Actual: 28
@ Coolable3: RS M2,
() Frant FID: 260 260 | Ch 2 [H2] Set: 30, Actual: 30
@) Mid ECD: o 43
@) Heatable3: WAL MAA | Ch 3 (A Set: 300, Actual; 300
e Blat “\-"iew Frant Only j Frant Detector EFC Status -
Frant Injectar Status
] Middle Injectar Status
Front Flow/Pressure Status
Middle Flow/Pressure Status
Column Dven Status
Front Detector Status

Click on a temperature zone entry to select the corresponding component status
or select the component status from the list. Detailed component status is
displayed.

The 3900 Setup dialog is accessed from the View Setup button.
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3800 Setup

Column Oven Zone: Temp Limit 450 C: Mo Coolant
Zone 1: Front 1079: Temp Limit 450 C; Mo Coolant
Zone 2: Mid 1041: Temp Limit 450 C; Mo Coolant
Zone 3: Mot Configured!

Zone 4: Front FID: Temp Limit 450 C

Zone B Mid ECD: Temp Limit 450 C

Zone B: Mot Configured!

Front Injector EFC Tepe 1 is Configured with Outlet: Atm, Units: psi, Min Flow: 20 ml/min
Mid Injector EFC Type 3 iz Configured with Qutlet: Atm, Units: psi
Fiear Injectar EFC not Configured

Front FID Detector EFC Type 17 iz Configured with Ch 1: He makeup; Ch 2 HZ; Ch 3: Air
Mid ECD Detectar EFC Type 13 is Configured with Ch 1: M2 makeup
Rear Detector EFC not Configured

Front Calumn iz Configured with L=4 meters, D=320 microns, He Carrier Gas
id Column is Configured with L=4 meters, D=0 microns, He Carrier Gas
Fiear Column not Configured

Walve 1 iz Unused: Default iz Off; Energized is On
Yalve 2 is Unused: Default is OF; Energized iz On
‘Walve 3 iz Unused: Default iz Off; Energized iz On
Walve 4 is Unused: Default is Off; Energized iz On
Yalve 5 is Unused: Default is Off; Energized iz On
‘Walve B iz Unused: Default iz Dff; Energized is On
Yalve 7 is Unused: Default is Off; Energized iz On

Installed hardware is listed here. The setup is changed from the 3900 GC front
panel.

The 3900 Setup dialog for the Saturn 2000R/3900 is also accessed from the
View Setup button and shows a different display.

3800 Setup |
— Column Temperature £one——— — Column Parameters
Coolant: ILED2 vl Inside Diameter: |25 j micrometers
it [315 =de : =
Temperature Limit; = C Length: ;Imeters
— Injectar Temperature Zone———— — Injectar EFC

Coolant; I LCcoz2 - I Minimum Flow: |1 ill ml/min.

mit [400 =d-
Temperature Limit: = C

— Calibration
Septum Purge Calibration
Auto calibration Purge calibration may take az long az 30 seconds to
may take as long complete.

az 3 minutes o
complete. Furge Ealibratel Head Pressure: IEI.EI psi
Auto E‘3"':'“5'“3' Flow Fiate: 102 ki

Clicking on Save & Reboot GC will zend the zetup to the GC and causge the GC to rebaoat.
Thig process can take several minutes to complete.

Print Setup | Bave b Heboot G Cancel

The setup is changed from the Varian MS Workstation.
The Real-Time Chromatogram Display

All detectors installed on the 3900 GC display their chromatographic signals in
real time. Configuration of the chromatogram display for all detectors is the
same.

126



=g 3800.44 - Equilibrating M=l &=
3800 Dperation TempZone:  Set Actual— — Column Oven Status

@ Col Oven: 90 210/ | Ready: Mo  Faul: Mo

(Z) Front 1079: 95 95| Oven Power: On  Coolant: OFf
(D Mid 1079: Off 71| Setpoint: 30C  Actual 210C
@ Coolable3: MAA NAA| | Stabilization Time 0.00 min

@ Front FID: 260 260
(@ Mid TSD: Qff B3| | Enable Column Oven Coolant at 60 C
(D Heatable3: MNAA MAA || Timeout: 2000 min - Timed Out: Ma

RunTime:  0.00 min Stark
EndTime:  4.00 min Reset
@ Equilibrating Method...
@ MaFaul

Valves -1-2345E-7

Calurnn Oven Statuz j

Front FID: 0.077 mY

myalts
=
=
1

0.5 1.0 1.4 20 245 an

. =l
3 Binutes =l Al

Show only the chromatogram display. Continue to view the signal after the run

Select the detector(s) to view.

S el AL

Front FID: -0.048 mY A

m¥olts

T |
Hhinctes o

Hide/unhide the Toolbar.

Set both the amplitude and time axes to full scale.
Set the amplitude axis to full scale.

Set the time axis to full scale.

Use these buttons to move between stored scalings.
Enable/disable the Auto Scale feature.
Enable/disable the cursor display.

Select the background color for the display.

Drag an area of the display to view a more detailed section of the plot, or zoom in
both axes by pressing and holding the left mouse button on the spot you wish to

enlarge. (Holding the Shift key down will allow you to zoom out.)
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T
s <o) [5]a ]

Front FID: -0.061 my ;I

T T I—I
el 3'ﬁﬂnutes FT
=l

miolts

Adjust zero offset. Adjust amplitude scale.

3 --lo2] @]l

12.5 5[ Front FID: -0.051 my
10.0+
7.5
a.0+
254
0.0

mialts

Adjust time scale.

Hide/unhide vertical amplitude scale slider.

Documenting Module Information

You may wish to document the configuration of your modules, their installation
and most recent service dates, and other information pertinent to your
instrument. To do so, use the Module Information Editor accessed from the Edit
menu in the instrument window.

-é- System Control - Star # 2 - Ready
Eile Inject  Automation  Becalculate  Instument Windows  Help

(B GiftHIe] n | | |
Lopy LBl s SIS ’B g die| sl M1[> |
Baste Stiiftrs: Su 3800.45 - Ready

{3[ear e [ 38000perston || TempZones  Set Achual || Front Detector EFC

Start O Col Dver: 40 80)| Type 11 Ready W
@ Front 1073: 90 a0

Lidd
Insert (s

RunTime: 0.0 min

EndTime:  4.00 min Reset
EeleotAl CirlsErter @ | Dff 48|/ Ch1 [Make up) Set:
Ready ethod. NAE N
Fill Down D Na Fault 260 260|| Ch2[H2]Sek 30, &

off 42
1234567 OHeatable® N N

Hide Keppadl Wiew Setup... I Fiesume Elat "V\ew Frant Only j Front Detector EFC &

i
B0 | Front FID:0.044 my

&0~
a0+
304
204
10+
]

Editiotes.

Walves: Ch 3 [&ir) Set: 300, £

miolts

53 54 55

Click on the module window to give it the focus.
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Select Edit Module Info.

The Module Information Editor window is displayed.

B Module Information Editor - C:ASTARYMODULE A5 MDF

File Help

add | | Edt | Delete | Helo | Done |

Description = 3800 G in Evaluation Lab.
Serial Murmber = 1987_P2

Date Installed = Januanp 30, 1987
Injections = 1234

Servize
Last Service Date = February 24, 1937
Service Contract = AB 123456

You may add and edit sections and items in sections.

The injections value is updated each time an injection is performed.
Select Help for details on creating and editing module information.
Click on Done to close the window.

Module information is copied into Data Files generated after injections and can
be included in the Run Log portion of the results report.
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3900 GC Injecting a Single Sample

Overview

By now you should have your 3900 GC configured and a basic Method built for
data acquisition. If this hasn't been done, please refer to the previous sections for
instructions on doing this.

Using the Inject Single Sample Dialog Box

You can inject a single sample from System Control by using the Inject Single
Sample dialog box.

El__ System Control - Yarian Star #1 - Ready

Ihstrument  Windows

at ||i'>| jec Sample... ulul }5| ﬁl.l ﬁfl ﬁﬂl 1] | ._l .l

Help

File  Edit W Automation  Hecalculate

Display the Inject Single Sample dialog by selecting it from the Inject menu...or
by clicking on the Inject Single Sample button on the toolbar.

The Inject Single Sample dialog box is displayed.

Cal. Injection Amount | Unid Peak MultiChanr
level

Sample Name Sample Type AutoLink

Multiplier
1

Hotes Standard Divisor | yyititand:

1 nore | none 1 1 none
¥

Diefaul Sampls [Enalysis

Inject the Sample using the Methad:

[Startupt mih Browss Defaults
I Cleer Coeticierts before Calireting
Cancel DataFies..| RecaleList

Specifies the number of injections of this sample.

Enter notes about the sample.

Refer to the Specifying Data Handling Parameters section in this manual.
Enter information about the sample.

The fields in the table change depending on the type of sampling device
configured in the instrument.

Select the Method to use for the run.
Change the location and name of the Data Files

Click Inject to start the run.
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Specifying the Data File Name and Path

Data File names can be up to 255 characters long. Sample ID, injection date,
module name, and injection number can be embedded in the file name making
the Data File name correlate with each sample injection. When you click on the
Data Files... button, the Data Files Generation dialog box is displayed. This
dialog box allows you to select the path and the filename “specification” for the
data file.

The left side of the Data File Generation dialog box allows you to select the drive
letter and subdirectory (path) where the data files are to be stored.

Data File Generation

Specify the names for Data Files generated by detector modules uzing thiz Samplelist.
Mumbers will be appended ta file names if the file already exists. Do not include the file
extengion in the Data File name.

— Directomny for Data Files———— — Diata File names
[ e = IEitrus
= zaturmms
(= mpd Example:

Citrug

Uze the following symbols to enter the
LI conezponding variable data to the file
name.

Mew Folder. .. |

%z= Sample D
%Zi = Injection number
X Zd= Date
Drives: ¥m = Detector Module name
= j %t = Injection Time

Ok, I Cancel |

The right side of this dialog box allows you to create a filename “specification”.
You can combine text entry with the “%” variable symbols shown to specify
filenames that contain sample injection specific information. An example of the
filename is dynamically updated as you type in the filename specification. This
makes it easy to see how a Data File created with this filename specification
would appear.

Specifying Per-Sample Data Handling Parameters

Most Data Handling parameters are specified in the Method used during the
injection. Some parameters may vary on a per-sample basis, and are therefore
specified when you perform the injection. The following Data Handling
parameters can be specified on a per-sample basis:

Unidentified Peak Factor

Multiplier

Divisor

Amount Standard when one Internal Standard is being used

Refer to the Varian MS Workstation Data Handling and Reports Manual for a
brief description of these parameters.
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Specifying a RecalcList

You can choose to create a new RecalcList, append to an existing RecalcList, or
not create nor update a RecalcList. To select the RecalcList option that you want,
click on the RecalcList button. The RecalcList Generation dialog box is

displayed.

RecalclList Generation I

You can automatically create or update a BecalcLizt with files generated
during automated injections. Specify the FecalcList generation options
far thiz SampleLizt belaw.

¢ Do not automatically create and update a RecalcList.

{* Create and update a new FecalcList.

RecalcList name: Iograph_l,l labMfiles for recalculation

" Append to an existing Becalclist.

RecalcList name: | Brow&e...l
ak. I Cancel |

If you choose to create a new RecalcList, this automatically generated RecalcList
will not overwrite an existing RecalcList. If a RecalcList with the same filename
exists, the newly created RecalcList will have number appended to its filename to
make it unique and to prevent the older RecalcList from being overwritten.

Monitoring the Status of the Run

After an injection is performed, the status of the run can be monitored in the
instrument window.

3 Spstem Conbiol - Sabuin GEMS MI™ - Tunning

[ [& Ingct futonstion [ecscuse [robumert Wrdow: Help
L=

Bl Foowsmn [ (= s [ o P M L L | ing
s IR || -4 290044 - Nureing 44.57 min o o
LI Sam OCAIS WPY 00 Opesin | TewpZones  Sef deiual | Inecim EFC St
LLARAHLLL PunTime: 4457 min Dol Over. 63 23 Floss Flesdy Yer Prevues Ready Yo
Erdlime: 620mn o 260 50| Tyon') Passsae Selpord 195 g
© Fuers o Achusl Piessun 194 joi
s TETD o Fove: D

O HoFma Cahary Rasdy. no Pk Lireas Vielocity 92 i
Ireector: Pleady: no Fauk Tokal Flow: 1039 sbfmin.

Snabzation Tews 200mn || Spkt Stater O S0t Aaer 100

O 40 Ry Cunert Vinl 0 Phanger Saokns: 530
Mathad: Conus mi
BamgLIst Citngs. sme
2 infactons, 0 calculations Cowdssl and Sttt M5 Mathod Dpsesting Condtions
0 recalturations, O reptns peneraled :m A8 i 7 I Dt Gk S
e g20me [T | ==
EioFin | @ Funing _ Gngment & 2 res canreser seantlnpar 45t
@ MoFmd: Seanods: El Ao Range 43300 o Tiews: =
e T
HCBERE
H | H U::‘ll Vs .‘|:; e - |
gl 7y g RREILE I A 1< N Ve L L L moom x  oa
& 10%
2 n 1ho 140 0 250 Ll \T‘
S ma|
PEE=EE REE
E :L: H—-—"\_.-..__ S S — |
8 o i) 7] T 17 60
Minnas JJ
[ 17:42:59_Configuration: BOOTP Screce I Waking for a Request! |
E i 1 T [ Srvtom Control - Satu... NREDRS 1nm

Module status is shown in the status and control windows and on the toolbar.
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The total number of injections completed is shown in the Instrument Status
window.

Automation actions and errors are logged in the Message Log.
The chromatogram is displayed as it is acquired.

When you double-click on the status bar at the bottom of the instrument window,
the entire Message Log window is displayed.

i Message Log: MSGLOG1.MLG =] B

031559 Ingtrument 1: Module 3900.44: Cannaot Download; Autosampler Type Mismatch!
031559  Ingtrument 1: Module 2000.40: ‘Waming: Mo record of successful RF Tuning Adjustment

0316:00  Instrument 1: Maodule 3300 44: Cannat Download; Method does not mateh Setupl

031813  Ingtrument 1: Module 3900.44: 3300 Haz Dizconnected from System Control

0318:29  Instrument 1: Module 2000.40: “Waming: Mo record of successful RF Tuning Adjustment

091911 Instrument 1 Module 3900.44: 3900 Has Reconnected ta Syster Contral

0%24:27  Ingtrument 1: Module 3900.44: 3300 Haz Dizconnected from System Control

033818  Instrument 1: Module 3300.44: 3900 Has Reconnected to System Contrall

03:40:13  Instrument 1: Method Citruz. mth Activated

094014 Ingtrument 1: Module 2000.40: ‘Waming: Mo record of successful RF Tuning Adjustment

034014 Ingtrument 1: Module 2000.40; Yacuum Pump Mot Ready

1000:55  Ingtrument 1: Module 2000.40: ‘Waming: Mo record of successful RF Tuning Adjustment

1000:55  Ingtrument 1: Module 2000.40; Mazs Calibration required; Trap Temp Changed

11:41:59  Ingtrument 1: Module 2000.40: ‘Waming: Mo record of successful RF Tuning Adjustment

124416 Instrument 1: Data File Grapefruitd04.5MS created for M anual Sample’, Injection 1.

14:03:30  Ingtrument 1: Data File Grapefruitd05. 55 created for M anual Sample’, Injection 1.

16:44:01  Ingtrument 1: Data File Grapefruitd08. 5SS created for M anual Sample’, Injection 1.

101714 Instrument 1: Data File Grapefruit07. S5 created for M anual Sample’, Injection 1.

11:50:31  Instrument 1: Data File Grapefruit008.5M5 created for 'Manual Sample’, Injection 1. e

All Message Log entries are stamped with the time they occurred.

Using QuickStart

QuickStart is a fast way to inject a single sample without having to use System
Control directly. QuickStart can be customized and is ideal when setting up
instruments for routine use. Refer to the on-line help in QuickStart for further
details.

& NN o o & nam This button on

the MS Workstation Toolbar opens QuickStart for doing injections of routine
samples.

QuickStart first starts System Control and waits until all modules have logged in.
When ready, the QuickStart window is displayed.
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Satum QuickStart - 1 MiE B
File  Screen  Options

Instrument Humber

X

Instrument Name |Instrument #
Operator Mame |[Iperatul
Sample Hame |Delault Sample

Sample Description 1 |

Sample Description 2 |

Primary Method
|E:\SATUHN‘W’5 Lstartupl.mth

Folder For D ata File Storage
|[CASATURNWS

Browse | -
Generic

Sample Type ———— i of Samples (]
" Baseline # Imects 4
" Calibration Amount [q

* Analysis Factor 1

" Yerification

Multiplier {1

7| Clear, Coefficients Divisor |1

Level |1
Autolink. .. |
Start | - Help | E xit |

T

Choose the instrument for the injection.
Enter information about the sample.

Enter the name of the Method you wish to use.

Enter the name of the stand-by Method. This Method is downloaded to the
modules after the run is complete, and is used to specify the stand-by state of

the instrument.

Enter sampling information. This information is specific to the type of sampling

device installed.

Refer to the on-line help for more details on the QuickStart screen.

Press Start to begin.
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3900 GC Injecting Multiple

Samples

Introduction

By now you should have your 3900 GC configured and a basic Method built for
data acquisition. If this hasn't been done, please refer to the previous sections for
instructions on doing this.

Using a SampleList in System Control

You can inject multiple samples from System Control by using the SampleList.

Edit Inject  Automation  Hecalculate

Activate Method...
Upload Active Method from Modules. ..

Mew SampleList...
DOpen SampleList...

Mew RecalcList..
Dpen RecalcList...

Mew Sequencelist...
Dpen Sequencelist...

FErint
Frinter Setup...

Exit

Choose to open either a New SampleList or an existing SampleList from the File
menu..

‘i%lﬁl ...Demunxtratiunh?lﬁl UlUl }Elﬁllﬁrlﬁﬂl “|."|.|

...or by clicking on the New or Open Automation File button on the toolbar.

The SampleList window for the open SampleList is displayed. It contains fields
that are specific to the sampling device configured in the instrument. In this case,
if a sampling device such as the 8400 AutoSampler is configured, the
corresponding SampleList is used.
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+ 8400 SampleList: Citrus. smp |- (O] x]

Iniecliurﬁ
Volume | Add

1 none none a 1.0 Inseat
Delete
Fill D gy
Add Lines.
Diefaults...

;IJ
Eegn | PeleiEndl| PResine Data Files. RecalcList

Cal.

el | | miection | etink | Vial

Notes

Sample Name Sample Type

Grapefruit extract Lnalysis

TR

=l

Spreadsheet columns can be sized by dragging their border using the left mouse
button. Right click on the column headers for formatting options.

Enter notes about the sample.

Enter post-run operations to be performed.

Enter information about the samples and the injections you wish to perform.
Select the location and name for the Data Files generated by the SampleList.
Specify RecalcList generation options.

Press the Begin button to start injecting samples.

When the table is scrolled to the right, the Sample Name column doesn't scroll so
you can easily tell for which sample you are entering additional parameters.
Commonly used data handling parameters, the amount for single internal
standard calculations, the unidentified peak factor, a multiplier, and a divisor, can
be entered directly into this table. If you have more complex requirements, such
as multiple internal standards or multiple detectors requiring different entries for
these data handling parameters, click on the button in MultiChannel
MultiStandard column.

Sample Name Sﬁ::::rld u';:'gclz::?k Multiplier Divisor :‘luullllllggir::ﬂl;l
| 1|
| 2 |
=N
| 4
| 5 |
| 6 |
[ 7] —1
(6] |
| 9 | —
< If

Click here to enter extended data handling parameters

If you need to add several similar lines to the sample list, click on the Add
Lines... button. You can then enter the common information in the dialog box.

Cal| || Injschion ] Injection| Injecors | Amount Std | Unid Peak] . - | MultiChannel
Somple T390 | joyet 10| Hotes | Atolink | Viel | iigme | Used | (15 W3 only] _Factw | Moliplier] Divisar | yishandand
- : - - -

7 | w0 0 el = o

Hhussis of Lirws 1o st [100

F Humber Somple Hames fom: [T F Humberviashom [1

st ] s | e

For sequentially numbered Sample names, enter the starting number and the
number of entries to add to the SampleList. The Sample Names will have these
numbers appended to them.
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When you press the Begin button, you are prompted for the Method to use.

Begin Sample List E

System Control will inject the S amples uging the Method:

Browse. .. |
Caticel |

Enter the Method to use for the run...... or browse for the Method file.

After you click on OK, the Method is downloaded to the 3900 GC and the run will
begin. If you are using a manual injector or a sampling device that is not
controlled by the Varian MS Workstation, you will need to start the device
manually.

Specifying the Data File Name and Path

Data File names can be up to 255 characters long. Sample ID, injection date,
module name, and injection number can be embedded in the file name making
the Data File name correlate with each sample injection. When you click on the
Data Files... button, the Data Files Generation dialog box is displayed. This
dialog box allows you to select the path and the filename “specification” for the
data file.

The left side of the Data File Generation dialog box allows you to select the drive
letter and subdirectory (path) where the data files are to be stored.

Data File Generation |

Specify the names for Data Files generated by detector modules using this SampleList.
Mumbers will be appended to file names if the file already existz. Do not include the file
extenzion in the Data File name.

— Directary for Data Files————— ~ Data File names
(= e ;I IEitlus
[= saturrws
== mp3 Erample:

|G cius | Citus

j Uze the following symbols to enter the
conmesponding vanable data to the file

nanme:.
Mew Folder... |
= %z = Sample D
%i = Injection number
: Zd= Date
Drives: %m = Detector Module name
= o j %t = Injection Time

ok I Cancel
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The right side of this dialog box allows you to create a filename “specification”.
You can combine text entry with the “%” variable symbols shown to specify
filenames that contain sample injection specific information. An example of the
filename is dynamically updated as you type in the filename specification. This
makes it easy to see how a Data File created with this filename specifications
would appear.

Specifying Per-Sample Data Handling Parameters

Most Data Handling parameters are specified in the Method used during the
injection. Some parameters may vary on a per-sample basis, and are therefore
specified when you perform the injection. The following Data Handling
parameters can be specified on a per-sample basis:

Unidentified Peak Factor

Multiplier

Divisor

Amount Standard when one Internal Standard is being used

Refer to the Data Handling and Reports Manual for a brief description of these
parameters. Refer to the Regulatory Compliance Manual for a complete
description of how these parameters are used to calculate results.

Specifying a RecalcList

You can choose to create a new RecalcList, append to an existing RecalcList, or
not create nor update a RecalcList. To select the RecalcList option that you want,
click on the RecalcList button. The RecalcList Generation dialog box is
displayed.
RecalcList Generation |
Y'ou can automatically create or update a RecalcLizt with files generated

during automated injections. Specify the RecalcLizt generation options
for thiz Samplelizt below.

" Do not automatically create and update a FecalcList,

' Create and update a new FecalcList,

RecalcList name: Iography labfiles for recalculation

" Append to an existing B ecalcList.

FecalcList name: | Browse...l
(] 4 I Cancel |

If you choose to create a new RecalcList, this automatically generated RecalcList
will not overwrite an existing RecalcList. If a RecalcList with the same filename
exists, the newly created RecalcList will have number appended to its filename to
make it unique and to prevent the older RecalcList from being overwritten.
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Changing Default SamplelList Entries

When you add a new row into a SampleList, default values are used for each
cell. To change the default values, click on the Defaults... button in the open
SampleList window. The following dialog box will be displayed. Enter the desired
default values and click on Save.

Injection Injection| Injectors| Amount 5td | Unid Peak
Notes (IS, NZ only) | Factor

E none | none | O 1.0 Pos1 =] 1 [ 1

AutolLink

Monitoring the Status of Runs

After an injection is performed, the status of the run can be monitored in the
instrument window.
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Module status is shown in the status and control windows and on the Toolbar.

Automation actions and errors are logged in the Message Log.
The chromatogram is displayed as it is acquired.

When you double-click on the status bar at the bottom of the instrument window,
the entire Message Log window is displayed.
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: Message Log: MSGLOG1.MLG M= E

031559 Ingtrument 1: Module 3900.44: Cannaot Download; Autosampler Type Mismatch!
031559  Ingtrument 1: Module 2000.40: ‘Waming: Mo record of successful RF Tuning Adjustment

0316:00  Instrument 1: Module 3300.44: Cannot Download; Method does not match Setup!

031813  Ingtrument 1: Module 3900.44: 3300 Haz Dizconnected from System Control

0918:29  Instrument 1: Module 2000.40: \Waring: Mo record of successful RF Tuning Adjustment

031311 Ingtrument 1: Module 3300.44: 3900 Has Reconnected to System Contrall

0%24:27  Ingtrument 1: Module 3900.44: 3300 Haz Dizconnected from System Control

093818  Instrument 1: Module 3900.44: 3900 Has Reconnected to System Contral

03:40:13  Instrument 1: Method Citruz. mth Activated

094014 Ingtrument 1: Module 2000.40: ‘Waming: Mo record of successful RF Tuning Adjustment

0340:14  Instrument 1: Module 2000.40: Yacuum Pump Mot Ready

1000:55  Ingtrument 1: Module 2000.40: “Waming: Mo record of successful RF Tuning Adjustment

1000:55  Ingtrument 1: Module 2000.40; Mazs Calibration required; Trap Temp Changed

11:41:59  Ingtrument 1: Module 2000.40: ‘Waming: Mo record of successful RF Tuning Adjustment

124416 Instrument 1: Data File Grapefruitd04. 55 created for M anual Sample’, Injection 1.

14:03:30  Instrument 1: Data File Grapefruit005.5M5 created for M anual Sample', Injection 1.

16:44:01  Ingtrument 1: Data File Grapefruitd08. 5SS created for M anual Sample’, Injection 1.

101714 Instrument 1: Data File Grapefruit07. S5 created for M anual Sample’, Injection 1.

11:50:31  Instrument 1: Data File Grapefruit008.5M5 created for 'Manual Sample', Injection 1. hal

All Message Log entries are stamped with the time they occurred.

Saving SampleLists for Later Use

When you make changes to the open SampleList, the changes are automatically
saved to the SampleList file and will be used for the automated runs that are in
progress. If you want to edit a SampleList other than the open SampleList, use
the offline Automation File Editor application described in the next section of this
manual.

Using More Than One Method for Injections

The Varian MS Workstation allows you to perform automated injections using
more than one Method. There are two ways in which this can be accomplished.
The first is by changing the active Method from within the SampleList. The
second is by using a Sequence.

Changing the Method in the SampleList

You may change the Method used during injections by activating a Method in a
SamplelList row.

: 8400 SampleList: Citrus_smp | _ [O] %]
S5ample Hame Sample Type Ini In'!ﬁ::g:n AutoLink = e |
1 [+ |C14C17 Std mis1 Analysiz 4 none e Ineart I
— fIsEr
2 C14-C17 Std mix-2 hohe niore =
3 none
4 C14-C17 Std mix-4 hohe e
_5 Baseline
= Frint Calib
b Mew Calib Block.
7 Auttolink.
_8 Activate Metho
| 9
R En
Begin | Suspend | Besume | [rata Files. . | Fezalelist..

Select Activate Method from the Sample Type cell.
Click on the AutoLink button. The Activate Method dialog box is displayed.
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Activate Method

Method Patht ame

Jo:vsTARN3800-2 mth

Browsze. .

ok | Eancell

Enter the name of the Method to use

or pick the Method from a list of files.

% 8400 SampleList: Citrus.smp 9I=] E3
Cal. .| Injection a =
Sample MName Sample Type level Inj. Notes AutoLink Aadd |
1 |* C14-C17 Std mis-1 Analysis - 4 nane nong et
— nger |
2 C14-C17 Std mix-2 Analysis - 4 nane none =
3 |Activate Method |+ 3800-2.mth Delete |
4 C14-C17 Std rie-3 Analysis - 4 hane none Fil Digwn |
| 5 | b
i = AddLines... |
_? i Drefaults... |
| 8 | M
| 3 | M
N I LH
Eeqin | Suspend | FResume | Data Files... | RecalcList...

When this line is encountered during automated injections, the specified Method

is activated.

You may specify any number of Methods to be used in the SampleList.

Using the Sequence Window

The Sequence window allows you to specify multiple Methods and SampleLists
to be processed during automation.

Edit Inject Automation Hecalculate
Activate Method...
Upload Active Method from Modules. ..

Mew Samplelist...
Open SampleList...

Mew RecalcList..
Open RecalcList...

Mew Sequencelist...
Open Sequencelist...

FErint
Frinter Setup...

Exit

Choose to open either a New Sequence or an existing Sequence from the File

menu..

’i%lﬁl ___Demonstrationhblﬁl U|U| P‘ﬁlﬁllﬁrlﬁﬂl “l"l.l

...or by clicking on the New or Open Automation File button on the toolbar.

The Sequence window for the open Sequence is displayed.
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\ SequenceList: Pilot_9.seq [_ O] x]
| Action ‘ Method | Sample/RecalcList |
1 Inject = [cohstar3800-1mth cstarpilotd_607 smp Add
2 c:hstartc4-c178-3800.44 1-8-38007 -1 cvstar2reli. smp Irsert
_j Recalc DelEe
[ Print
5 Print Message Log
6 | |Pumpls)Off
— aff
7
R -
3| =
10 @
Begn | [Biigena | L EEsE |

Enter the Method and SampleList to use. You may enter any number of
Sequence lines.

Choose the action to be done in that step of the Sequence from the drop down
box.

Browse for a Method or SampleList file in the active cell.

Press Begin to start the automation.
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System Control Menus

File Menu

=y System Control - Saturn GC/MS #1 - Mot Ready

Edit Inject Automation Becalculate  Instrument  Windows Help

Hctivate Method...

Upload Active Methad from Modules... ! }El ﬁl'l ﬁl‘lﬁﬂl il | bl .l Not Ready

Mew SampleList...
Open Samplelist...

Temperatures | Diagnostics |

Mew Recalclist. .
QOpen RecalclList...

Method ISetF‘DintsI Adiustments |

Mew Sequencelist...
Open Sequencelist. .

I ethod: I startupl.mth

Segment #; |1 ﬂ FIL/MUL DE LAY

Frrint
Frinter Setup...

Scan Mode: Mone Range: 0-0

v Remember Lazst Open Files

3 lon Prep.:  Mohe

Exit

Menu Item

Description

Activate Method...

Displays the Activate a System Control Method File dialog box to
activate a Method and download the Instrument Control sections
to the modules.

Upload Active Method
from Modules...

Displays the Save a System Control Method File dialog box to
allow you to name the Method that will receive the instrument
control sections uploaded from all modules connected to the
instrument.

New SampleList...

Displays the Create a New System Control SampleList File
dialog box to name a new SampleList.

Open SampleList...

Displays the Open a System Control SampleList File dialog box
to open an existing SampleList .

New RecalcList...

Displays the Create a New System Control RecalcList File dialog
box to name a new RecalcList.

Open RecalcList...

Displays the Open a System Control RecalcListFile dialog box to
open an existing RecalcList.

New SequenceList...

Displays the Create a New System Control Sequence File dialog
box to name a new Sequence.

Open SequencelList...

Displays the Open a System Control Sequence File dialog box
to open an existing Sequence.

Print

Prints the contents of the active window in System Control.

Printer Setup...

Opens the Star Print Setup Dialog Box to select a printer and set
options for it. You can open the Print Setup dialog box from the
Star Printer Setup dialog box. The Varian MS Workstation only
uses the printer for instrument 1.
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Menu Item

Description

Remember Last Open

When checked, upon startup System Control will restore the

Files active Method and any automation files that were open when
System Control was last closed.
Exit Closes System Control. If System Control is in the process of

performing a critical operation, you may be prompted before the
application is closed.

Edit Menu

Fil= Inject  Automation F

3| S0k Shiift+lre!
— [EaEr [Etri s £
Easte Shiftlms I
[ElEar el
Ladd

==k

Select Al ErlrEmnten

IF=

Bl ey

ooiz25[ 1M

These commands are for use with Sequences, SampleLists, and RecalcLists.

Menu Item Description

Cut Deletes a selection and copies it to the Clipboard. Used to remove
or move a selected part of a spreadsheet.

Copy Copies a selection to the Clipboard. Used to duplicate a selection
and place the duplicate in a new place (using Paste).

Paste Inserts previously cut or copied information that was stored in the
Clipboard into a spreadsheet.

Clear Deletes a selection but leaves the Clipboard unchanged.

Add Adds a new line in a Sequence, SampleList or RecalcList.

Insert Inserts a new line in a Sequence, SampleList or RecalcList.

Select All Selects all lines in a Sequence, SampleList or RecalcList.

Fill Down Causes the contents of the top cell in a series of highlighted cells
to be copied to the cells below it. Used to edit all the cells in a
column quickly.

Edit Notes... Opens the Edit Notes Dialog Box to permit editing of the notes

associated with the Sequence, SampleList, RecalcList, or Method
file displayed in the active window.

Edit Module Info...

Opens the Module Information Editor Dialog Box to permit editing
of the Module Information associated with the module displayed in
the active window.
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Inject Menu

_;I System Control - Saturn GC/MS #1

File  Edit

ale| L

Inject

Inject Single Sample...

Automation  Becalculate

b

m 200040 - Mot Ready

Menu Item Description

Inject Single Opens the appropriate Inject Single Sample Dialog Box for your

Sample... system. Used to inject a single sample without building a
Sequence and SampleList manually.

Automation Menu

_ﬁl_ System Control - 5aturn GC/MS #1 - Hot Ready

Eile Edit Inject

@lﬁl % shart

Cal b2
Gasz

EOGINEGl Fecalculate  Instument Wir
Beqin Samplelist
Beqgin Sequence
Begin At Selected SampleList Line...

Begin At Selected Sequence Line. .

Suepend Sutamatior
B esme s tamatiar
Stop Automation

Beset Modules

Enable Automated Printing

Menu Item

Description

Begin
SampleList

Begins execution of the currently open SampleList.

Begin Sequence

Begins execution of the currently open Sequence.

Begin at Begins the open SampleList at the selected SampleList line. This item

Selected is enabled when a SampleList is open. Upon selecting this menu item,

SampleList a prompt for the line in the SampleList appears. This is useful when

Line... recovering from a power failure that interrupted automation in
progress.

Begin at Begins the open Sequence at the selected Sequence line. This item is

Selected enabled when a Sequence is open. Upon selecting this menu item, a

Sequence Line...

prompt for the line in the Sequence appears. This is useful when
recovering from a power failure that interrupted automation in
progress.

Suspend Suspends execution of automation after the current run has been
Automation completed.

Resume Resumes execution of automation after it has been suspended.
Automation

Stop Automation

Stops the current run, resets all modules simultaneously and
suspends automation.
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Menu Item Description

Reset Modules | Stops the current run, resets all modules simultaneously. Automation
proceeds to the next injection after all the modules go to the Ready

state.
Enable Turns on or off the printing of reports automatically generated during
Automated any automation action. This is useful when you wish to disable printing
Printing (if the printer is out of paper, for example) without having to modify the

(checked or Print Options portion of the Report Method.

unchecked)

Recalculate Menu

_ﬁl_ System Control - S5aturn GC/MS #1 - Mot Ready
File=  Edit

o (= L Beqin RecalcList
=l = -% ghartupl.mth =
| | £ Beqgin At Selected Recalclist Line...

s 2000.40 - Not Feady "iew Calibration Curves...

Inject  Automation ===l netument Windows  Help

Menu ltem Description

Begin RecalcList... | Begins recalculation of the open RecalcList using the active
Method.

Begin at Selected | Begins the open RecalcList at the selected RecalcList line. This

RecalcList Line... item is enabled when a RecalcList is open. Upon selecting this

menu item, a prompt for the line in the RecalcList appears. This is
useful when recovering from a power failure that interrupted
automation in progress.

View Calibration Opens the Open a Method File to View Curves dialog box to view
Curves... calibration curves that are stored in a Method file.

Instrument Menu

_,|;1I_ System Control - Saturn GC/MS #1 - Mot Ready

File Edit

%lﬁl startup'l.mlh ’lﬁl ulﬂ v 1 Satun GCAS #1 Alt+1

200040 - Not Ready Configuration Alt+c
|htrument 1 Eaults

I Manual Control At Tune Setup Ethernet Communications

Cantral and Status ; ==up CCHM Parts
Cl T Fllﬁnt == Damo Madules =

Gas p=a
3800 GC
2400 GC

Help

Automation  Becalculate RGEINEGE indows

Inject

Cal 57

The Instrument Menu commands are used to switch the display between the
configuration screen and the instrument.
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Menu Item

Description

#:instrument name

Displays the Instrument Status window and Status and Control
windows for the named Instrument. i.e. Saturn GC/MS #1

Configuration

Displays the Configuration window.

Instrument # Faults

Displays the Instrument Faults dialog box, showing recent and self-
test messages and faults. The list of faults may be printed from this
dialog box.

Setup Ethernet
Communications

Available if an optional module driver is installed that uses Ethernet
to communicate with the device. See the Operation Manual for
your module driver for a detailed description if applicable. Allows
set-up of the communication between the 3800 GC and Mass
Spectrometer

Setup COM Ports

Available if an optional module driver is installed that uses Serial
1/0 to communicate with the device. See the Operation Manual for
your module driver for a detailed description if applicable, such as
the 3400 GC.

Setup ADC Board
Ports

Opens the Setup ADC Board I/0O Ports Dialog Box to configure the
ADC Board base address and determine the Switch S1 settings for
each ADC Board. Applicable only if the ADC Board module driver
is installed.

Windows Menu

__ni_ System Control - Saturn GC/MS #1 - Not Ready

File Edit Inject Automation Becalculate |nstrument

Help

Windows

@lﬁl [ startupl mth

v|ez| Enjen| »8ld

Shovodile Windows

lconize Maodule 'Windows

m 200040 - Mot Ready
Auta Tune | 1

Show Automation YWindows
|canze Sutamation sindaws
Anrange lcong

= Cogtlrol and Statu — It Seguenc.eList: sequence. SEQ)
G o [ Fecortn R
Cal (@ m Semn Instrument 1 Status
Gaz Muliphier . Message Log
; r N v 200040 - Not Ready
Menu Item Description

Show Module Windows

Opens the Status and Control windows for all the
modules in the Instrument. It is disabled when all
the windows are open, even if some are hidden
under others.

Iconize Module Windows

Iconizes the Status and Control windows for all the
modules in the Instrument. It is disabled when all
the windows are iconized.

Show Automation Windows

Opens the windows for all the automation files open
in the Instrument. It is disabled when all the
automation windows are open, even if some are
hidden under others.

Iconize Automation Windows

Iconizes the windows for all the automation files in
the Instrument. It is disabled when all the windows
are iconized.
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Menu ltem

Description

Arrange Icons

Arranges the icons, if any, in a row at the bottom of
the System Control window.

Sequence:,
Samplelist:,
RecalcList:

Opens the window for the selected file or moves it to
the front. Used to display the open Sequence,
SampleList, or RecalcList.

Instrument Status,
Message Log,
Configuration Log

open)

(only if Configuration window is

Displays the corresponding window for the
instrument or moves it to the front. Used to see the
instrument status, Message Log, or Configuration
Log.

Module Window

(name varies depending on
module)

Displays the Status and Control window for the
chosen module or brings it to the front.

Help Menu

,lj:I__ System Control - Saturn GC/MS #1 - Mot Ready

File  Edit Inject Automation Recalculate  Instument windows

BB| Bsatotmn  »|e3] B1lEn| B delsra] e ToP

Product Suppart ' eh Site

rE=—
Menu Item Description
Help Topics Displays the help you are now viewing.

Product Support Web Site

If you have Internet access and a web browser
installed on your computer, this option will
automatically open the Varian MS Workstation
Product Support Web Site. Here you will find the
latest software and documentation updates for the
Varian MS Workstation suite of products, along with
additional notes, tips, and answers to frequently
asked questions.

You may wish to visit this site periodically to see if
new information is available that may be pertinent to
you.

About System Control

Displays the About Box for the System Control
application. The About Box contains information
about the software version, installation information,
and a list of the instrument control modules that you
have installed.
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System Control Toolbar

Main Toolbar

Al Bnovenn a3

5]
e}
.".v

A
=

=y
B
v

The System Control main toolbar appears at the top of the Configuration and
Instrument Windows.

Item Description

Creates a new automation file (RecalcList, SampleList
= or Sequence). You are prompted for the name of the

new file.
= Opens an existing automation file. Displays the Open
(== Automation Dialog Box.

.l'fl.nl:llher itk b Active Method QuickLink button. When clicked,

. displays operations that may be performed on the
active method, including re-activation (which
downloads the method to any modules attached to the
instrument).

Activates a Method. Displays the Active Method
Dialog Box.

Displays the Edit Notes Dialog Box. Notes are
displayed in the Open File dialog box and are included
in the automation file printout

Displays the Module Information Editor Dialog Box.
Module information is logged in data files generated by
the instrument and can be included in reports.

=
Inject a single sample. Displays the Inject Single
ﬂ Sample Dialog Box.
KL
S
$fn
n

Begins the RecalcList currently open in the instrument.
This item is disabled unless a RecalcList has been
opened.

Begins the SampleList currently open in the
instrument. This item is disabled unless a SampleList
has been opened.

Begins the Sequence currently open in the instrument.
This item is disabled unless a Sequence has been
opened.

Pause automation. The current run will complete and
then automation will be suspended.
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Resume automation after a pause. Automation will
continue at the point that it was suspended.

|y

Stop automation. Stops the current run, resets all
modules simultaneously and suspends the Sequence.

Instrument status indicator. Shows whether the
instrument is not ready, running, computing or printing.
When the instrument is ready but not running (idle), no
status is shown.
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2000 MS Method Basic Scan

Functions

Introduction

The Saturn GC/MS analyzes the gas-phase ions formed from a sample in terms
of their mass-to-charge (m/z) ratios and their relative abundances in the resulting
spectra. The mass spectrum is a graphical representation of the ion intensities
versus the mass-to charge ratio.

The Saturn GC/MS creates the mass spectrum with an ion-trap analyzer. This
type of analyzer differs from beam transport analyzers such as magnetic sectors,
guadrupoles, and time-of-flight instruments where the ions to be separated pass
through a sequence of fixed electromagnetic fields. Instead, the ion trap confines
the ions within a single region where they experience time-dependent
electromagnetic fields.

Sample analysis with an ion trap analyzer may be divided into several steps:

Sample Introduction: Compounds are introduced from the transfer line to the ion
trap analyzer through the direct coupled capillary column.

Sample lonization: The compound is ionized in the mass spectrometer by either:

e destabilizing its molecular structure, causing an electron to be removed from
somewhere on the molecule (Electron Impact/lonization) (El).

e pressuring the MS with a selected reagent gas; e.g., methane, performing El
on the gas to form reagent ions, and allowing ion-molecule reactions to occur
between the compound and the reagent ion (Chemical lonization) (ClI).

Sample Fragmentation: Depending on the compound’s original structure and the
excess destabilizing (internal) energy present in the structure, the ionized
compound (molecular ion) breaks apart (fragmentation). This process forms
fragment ions and neutral fragments.

lon Storage: The ions (molecular and fragment ions) which were just produced
are stored and stabilized in the ion trap cavity, where they travel in defined orbits.
Helium buffer gas is also present in the cavity. It helps to focus the ions into more
compact orbits which produce sharper mass peaks as they are scanned out.
Helium is used because it does not ionize as readily as the analyte molecules.
While helium ions are the most dominant species in the trap, they are not stored,
but are pumped away as soon as they are formed.

lon Analysis: The ions are analyzed by applying a radio frequency (rf) (1.1 MHz)
voltage to the ring electrode encircling the trap cavity. As the voltage increases
on the ring electrode, ions are sequentially ejected from the trap according to
their mass-to-charge ratio. A small AC voltage (axial modulation voltage) of fixed
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frequency and amplitude is also applied to the endcap electrodes during the
analysis to improve ion injection and unit mass resolution.

The Saturn GC/MS has two techniques for generating sample ions in the ion
trap. Consequently there are two basic scan functions, i.e., the electron
ionization scan function and the chemical ionization scan function. A scan
function is a representation of the timing sequence for ion trap operation. It
shows the variations in time of the rf potential applied between the ring electrode
and the end cap electrodes, as well as any supplementary waveforms applied to
the cap electrodes.
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2000 MS Method Chemical

lonization

Introduction

Chemical ionization (CI) provides mass spectral data that complement electron
ionization (EI) data for the analysis of complex compounds. In the Cl mode of
operation, a Cl reagent gas is introduced into the ion trap analyzer. The reagent
gas is ionized by EI. Then, the sample molecules are ionized by ion molecule
reactions with the reagent gas ions.

Cl is a softer ionization technique than El. That is, Cl imparts less energy to the
sample molecules than does EI. Thus, the ionized sample molecule undergoes
less fragmentation, and an ion indicative of the molecular weight is more likely to
be observed. In addition to molecular weight confirmation, Cl mass spectra often
provide other significant structural information that may not be available from El
mass spectra.

The Chemical lonization Scan Function

El space charge control uses the integrated ion current from a fixed ion time
prescan to calculate the analytical scan ionization time. In contrast, Cl space
charge control does not use a fixed ionization time prescan to measure the
charge formed. Cl uses a portion of the ions detected during the previous
analytical scan to calculate the ionization and reaction times for the next
analytical scan.
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The figure below shows the scan function for chemical ionization.

ANALYTICAL SCAN

RF VOLTAGE
D
A B C

Reagent gas ionization, time determined by the previous scan

B Ejection of unwanted ions (i.e., non-reagent ions) using SECI waveform

C Reagtion of reagent gas ions with sample molecules, time determined from
previous scan
Ejection of ions with masses lower than that of the background mass

E Acquisition of Cl mass spectrum

Cl Scan Function

Chemical ionization occurs by forming reagent ions by electron impact, which
react with the sample to form product ions by ion molecule reactions. The
ionization and reaction storage rf are maintained at the same level. Unwanted
sample ions formed by electron ionization during the formation of the reagent
ions are ejected using a low frequency waveform prior to the chemical ionization
step.

The ion trap operates in a pulsed mode. The supply of reagent ions is created
during the ionization pulse and consumed during the reaction period to form
analyte ions. The number of analyte ions depends on the concentration of the
analyte, the initial reagent ion intensity, and the reaction time.

Because the spectral intensity is proportional to sample concentration and
reaction time, linear calibration curves can be obtained.

Then, during the analytical scan, the following steps occur:

1. The reagent gas is ionized for the length of time determined by the previous
scan.(A)

2. Allions with a mass greater than the reagent ions are ejected, i.e., all El ions
from the sample. ( B)

3. Reagent gas ions react with sample molecules to form sample ions. (The
reaction time was determined by the previous scan.) (C)
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4. Reagent gas ions are ejected. (D)
5. The Cl mass spectrum is acquired for the sample ions. (E)

SECI ejects all ions above a cutoff mass by applying a waveform between the
ionization and reaction periods. This is the preferred mode of operation on the
Saturn GC/MS, since all El artifact ions are eliminated. It should be noted that
fragmentation can still be observed in Cl spectra due to energy imparted when
the proton is transferred from the reagent ion to the sample molecule.

lon Formation By Chemical lonization

In Cl, ionization of sample molecules is a two-step process. In the first step,
reagent gas ions are formed as the reagent gas is ionized by interaction with
electrons emitted by the filament.

In the second step, the reagent gas ions react with sample molecules in the ion
trap to form sample ions. There are four principal reactions between reagent gas
ions and sample molecules. They are:

(A) Proton transfer: (RH)" +M - (MH)" + R

(B) Hydride abstraction: R"+M — [M-H]" + RH

(C) Association: R"+M — (MR)"

(D) Charge transfer: R"+M—> M +R

where R" is the secondary reagent gas ion and M is the neutral sample
molecule.

For methane CI, proton transfer (A) is the major reaction, and hydride abstraction
(B) is the next most often observed reaction. In both cases the resulting even-
electron ions are often relatively stable, and the observation of strong (M+1) or
(M-1) ions is possible even if the El spectrum of the same component shows no
molecular ion. The exothermicity of the reactions determines the amount of
energy deposited; therefore, the degree of fragmentation can be controlled by
the choice of a suitable Cl reagent gas. The proton affinities of some common
reagent gases of this type, known as proton transfer agents or Bronsted acids,
range from 130 kcal/mol to 200 kcal/mol in the following order: methane, water,
isobutane, and ammonia (with ammonia resulting in the “softest” ionization). By
choosing a suitable reagent gas, you can obtain high specificity (i.e., less
efficient detection of background or matrix interferences compared to the
analyte) as well as molecular weight information for the compounds of interest.

The association or clustering reactions (C) typically have very low reaction rates,
and the reaction products require rapid collisional stabilization. They are typically
seen on the Saturn GC/MS at much lower abundance then the (M+1) ion, but
when (M+28) and (M+41) ions are observed using methane, they are useful for
verifying the molecular weight.

The charge transfer reaction (D) produces a radical molecular ion (i.e., an ion
with an odd number of electrons) that dissociates quickly, giving El-like spectra.
However, the energy deposited in the molecular ion and the resulting
fragmentation pattern does not depend on the electron energy of the ionizing
electrons. Common charge-transfer reagent gases are nitrogen and argon.
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NOTE: Reagent ion formation can be a complex process. For example, for
proton transfer Cl with methane used as the reagent gas, reagent gas ions are
formed as follows:

First, methane is ionized to form two primary ions:

CH;+e-— (CH4 °)+ +2¢e

CH,+e-—>CH; +e-+H
These primary ions then react very rapidly to form predominantly the secondary
ions,

CHs" and C,Hs"

(CH; )"+ CHy; —> CHs" + CHj »

CH3+ + CH4 —> C2H5+ + H2

The Cl Parameters

Seagment Setpaints  lonization Mode - Cl Auto I

Reagent Gaz: IMethane j Target TIC: IEDDD 3: counts
I aximum lonization Time: |2UUU 3: usec
b aximum R eaction Time: I 3 msec

B0 :
Ejection Amplitude: |74 = =
: b El| volts Frezcan lanization Time: I'IDD 3 Uzec

Cl Storage Level:  |130 =4 mfz

Backaround Mass: |45 = m/z

Defaults | Restorne |
Reagent Gas
Fieagent Gas; kethane j
< ser-[_fl gfined)—
Cl Storage Level, | Acetonitile
Ammonhia

|zabutane

Eection Amplitude:

Background kaszs: |45 _:l iz

When you select a standard reagent gas (i.e., methane, isobutane, acetonitrile or
ammonia), the Cl parameters for the selected gas are set automatically, and you
do not need to change the default values of the Cl parameters. Be aware that if
you do change a Cl parameter and set it incorrectly, you may not be able to
operate properly in Cl. However, the Cl parameters: Max. lon Time, Max. React
Time, CI Storage Level Ejection Amplitude (v), and Background Mass can be
varied to optimize for sensitivity.

Cl Storage level

Cl Storage level is the value of the smallest mass stored in the ion trap during
the ionization of the reagent gas and the lowest mass stored during the reaction
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period. The CI storage Level is typically set to a value that is lower than the
mass of the reagent ion of interest. The Cl Storage Level can be set to any
value from 5 to 150 m/z. The optimum CI storage level will depend on the
molecular ion of the analyte. Generally, one should use higher ClI storage levels
for higher molecular ions, without raising the storage level to cause ejection of Cl
reagent ions. For example, the molecular ion of the analyte is 352 m/z. Using
acetonitrile, raising the rf storage level to 25 m/z may give better sensitivity than
the default of 19 m/z. If the CI storage level is raised, the Ejection amplitude will
have to be increased. For acetonitrile, raising the rf storage level from 19 to 25
m/z, requires an increase in the ejection amplitude from 15 to 25 volts. These
values are determined empirically.

Ejection Amplitude (v)

Ejection Amplitude (v) is a voltage that corresponds to a low mass ejection cutoff
that is slightly higher than the mass of the largest reagent ion produced by the
selected reagent gas. This voltage actively ejects unwanted ions (i.e., not
reagent ions) that are produced during ionization. All ions with masses equal to
or greater than the level established by this voltage will be ejected prior to the ClI
reaction. When this value is set to 0, active ejection is disabled; otherwise,
increasing the voltage decreases the ejection cutoff mass. Generally, higher ClI
storage values require higher ejection voltages. The voltage should not be set so
high as to cause the ejection of Cl reagent ions.

Background mass

Background mass is a mass value that is greater than or equal to the mass of the
largest reagent ion produced by the selected reagent gas. All ions with masses
less than this mass value are ejected from the ion trap after the reaction between
the reagent ions and sample molecules. The background mass level can be set
to any value from 10 to 300 m/z. For methane, ammonia, and isobutane, the
reagent ion ejection levels are 45, 45, and 65 m/z, respectively.

Target TIC Value

In Cl Auto mode, the target TIC value determines how many ions are allowed in
the ion trap. A maximum value of 30000 can be set.

Maximum ionization time

Maximum ionization time is the maximum time that energetic electrons, emitted
from the filament, are allowed to interact with reagent gas molecules to form
reagent ions. In Cl, the maximum ionization time can be set to any value from 10
to 2500 psec. For methane, ammonia, and isobutane, the maximum ionization
time is usually set to 2000 psec.

Maximum reaction time

Maximum reaction time is the maximum time that reagent gas ions are allowed to
react with sample molecules to form ions. The maximum reaction time can be set
to any value from 1 to 128 milliseconds. For methane, isobutane, and ammonia,
the maximum reaction time is typically set to 60 milliseconds.
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Prescan lonization Time

Prescan lonization Time parameter as used in MS/MS applications is set to 200
usec.

Default Parameters for Reagent Gases used in Chemical lonization Mode

Reagent Gas Methane |lIsobutane | Ammonia
Maximum lonization Time | 2000 2000 2000
(usec)

Maximum Reaction Time 60 60 60

(msec)

Cl Storage Level (m/z) 13 19 13

Cl Background Mass (m/z) | 45 65 40

Ejection Amplitude (v) 9.0 15 9

Using Non-Standard Cl Reagent Gases

Gases other than methane, ammonia, or isobutane can be used successfully
with the Saturn GC/MS. If you are using a non-standard Cl reagent gas, you
need to select the Reagent Gas list item labeled "User Defined". Then you will
need to input the name of the gas and the values for the CI parameters; the
parameter values will not be set up automatically.

NOTE: When you install a new supply of a non-standard reagent gas, you must
adjust the reagent gas pressure. After the pressure has been adjusted properly,
you should check the pressure at least once every day if you plan to operate in
Cl on a daily basis. For procedures to adjust and check the pressure of a non-
standard reagent gas, please contact a Customer Support Representative.

How to Optimize the Cl Background Mass

The proper setting for the CI background mass eliminates reagent ions which are
left over after the reaction period.

With the CI reagent connected and properly adjusted, click the Cl Gas control on
the System Control Manual Control page to open the Cl gas valve solenoids.
Turn on the trap and observe the spectrum over the scan range specified in the
acquisition method, (don’t use adjust Cl Gas). Look for any ions at the low end of
the range. The figure below shows an acetonitrile spectrum with the ClI
background mass set too low (=50 m/z). The 54 ion is clearly visible and has
caused a reduced ionization time. The next figure shows a proper background
mass setting for the same conditions (=65 m/z).
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How to Determine the Proper Ejection Amplitude

The proper setting for the Reagent lon Eject Amplitude will remove El generated
fragments but not affect the reagent ions.

With the CI reagent connected and properly adjusted, click the Cl Gas control on
the Manual Control page in System Control to open the CI gas valve solenoids.
Turn on the trap and observe the spectrum over the scan range specified in the
acquisition method, (don’t use Adjust Cl Gas). Temporarily set the CI
background mass to a value below that of the highest mass reagent ion (record
the previous value so you can restore it when you finish with this procedure).
Adjust the Ejection Amplitude until the reagent ion starts to be diminished.
Restore the Cl background mass and verify that no reagent ions remain.
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Chemical lonization Using Fixed Parameters

Segment Setpointy  |onization Mode - CI Fized |

Reagent Gas: lm lorization Tirne: 100 o usec
Cl Storage Level: |13_D _I: iz M awimun lonization Time:l2DDD 3: ugec
Ejection Amplitude: lﬂ volts Maximurn Reaction Time: lﬂ mgec
Background Mazs: lﬁ miz D efaults | Restaore |

The reaction parameters that are normally set by the Auto Control can also be
set manually. For Chemical lonization using fixed parameters, the instrument
uses the lonization Time entered in the method editor. The reaction time that
will be used is determined as follows:

o MaximumReactionTime o
ReactionTime= xSetlonizationTime
MaximumlonizationTime

where the maximum reaction and ionization times are entered below the
lonization Time.

Using Liquid Cl Reagents

Introduction

Liquids may be used with the Saturn GC/MS as ClI reagents in addition to the
standard Cl reagent gases. The liquid is placed in a reservoir and connected in
place of the tank of ClI gas. The vapor pressure of the liquid reagent is usually
sufficient to provide a constant, low flow to allow operation in the Cl mode.

Hardware

The figure below shows a functional block diagram of the CI plumbing setup for
using liquid reagents.

CI Shutoff )
Liquid Restrictor Valve Restrictor ClI Solenoid
Reservoir N—} To Manifold
Cl Needle
Valve

—J» To Roughing Pump

Functional Block Diagram of Liquid CI Plumbing
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Choice of Liquid Cl Reagents

Many liquids may be used as CI reagents. The general requirements are a
moderate vapor pressure and fairly low molecular weight. If the molecular weight
is too high, you may have problems seeing low molecular weight analytes
because they will be excluded as the reagent ions are ejected. If the vapor
pressure is too low, not enough reagent will enter the Saturn GC/MS for effective
Cl operation. This may be remedied by passing a stream of helium through the
reagent vial. This strategy has been used successfully with water as the reagent.

The following have been used as liquid CI reagents on a Saturn GC/MS:
e Methanol

e Dimethyl ether

e Dimethylamine

e Acetonitrile

e Diethyl ether

e Carbon disulfide

e Water (with a helium stream)

Setting Cl Parameters for Liquid Reagents
Set the CI Storage level sufficiently low to store the Cl reagent ions.

Set the CI background mass to a level sufficiently high that reagent ions do not
appear in the Cl spectrum.

Set the Reagent ion eject amplitude to a value between 7.4 and 12.5 volts. As a
starting point, use these values:

Mass Eject Amplitude
<20 7.5

21-50 9

>50 12.5

Adjust the value up or down as necessary to eject ions above the highest
reagent ion while not ejecting the ions from the reagent.

Suggested CI Parameters for Liquid Cl Reagents

Reagent Liquid Acetonitrile d3-Acetonitrile | Methanol
Cl Storage Level (m/z) 19 19 19
Ejection Amplitude (v) 15 15 15
Background Mass (m/z) 65 65 55

Target TIC 5000 5000 5000
Maximum lonization Time 2000 2000 2000
(Hsec)

Maximum Reaction Time 40 20 40

(msec)

Prescan lon Time (usec) 100 100 100
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Setting the Reagent Pressure for Liquid Cl Reagents

Connect a liquid reagent reservoir containing the chosen liquid to the liquid
reagent inlet block.

Open the CI needle valve 6-7 turns counterclockwise.

Open the CI gas valve solenoids by clicking on the Cl Gas Control on the System
Control page and allow the vapor flow from the reservoir to equilibrate. If, after
several minutes, there is not enough CI gas entering the trap, further open the
needle valve (clockwise).

While observing the spectrum using Adjust Cl Gas, turn the Cl needle valve to
increase or decrease the amount of reagent entering the trap until the resolution
between M and M+1 just starts to degrade. For best results when using
acetonitrile, use a filament emission current of at least 20 pA and maintain at
least 50% valley between m/z 41 and m/z 42.
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Adjusting the Cl Reagent Gas Pressure for Gases Other

Than Methane

When you install a new supply of reagent gas, you must adjust the pressure of
the Cl reagent gas in the ion trap. After the reagent gas pressure has been
adjusted properly, we recommend that you check the pressure at least once
every day if you intend to perform Cl analyses on a daily basis.

The reagent gas pressure is adjusted (or checked) by using the Adjust Cl Gas in
System Control. See System control section.

Checking the Cl Reagent Gas Pressure. In these procedures, in which methane
serves as the reagent gas, you observe the methane spectrum and adjust the
methane pressure so that: the ratio of the peak heights at mass 17 (CHs+) to
mass 16 (CH,4+) is about 10:1; the ratio of the peak heights at mass 17 to 29
(C,Hs+) is about 1:1; and mass 41 (CsHs+) is visible.

If you are using isobutane or ammonia as the reagent gas, you can use the same
procedures to adjust and check the reagent gas pressure, with the following
modifications:

Isobutane With isobutane as the reagent gas, observe the isobutane
spectrum and adjust the reagent gas pressure so that the ratio of the peak
heights at mass 57 [(CH3)sC’] to mass 43 [(CH3),CH'] is about 1:1.

Ammonia With ammonia as the reagent gas, observe the ammonia
spectrum and adjust the gas pressure so that the ratio of the peak heights at
mass 18 [(NH3)H'] to mass 17 (NH5") is about 10:1.

In each case, by following these guidelines, the reagent gas pressure in the ion
trap will be approximately 1 x 10 Torr to 2 x 10°° Torr (about 1.3 x 10 to 2.6 x
10 Pa).

n 200040 - Resdy [_1O] -]

| ShowKemad] [Somcinan Orks =]

100%
90% -
W%
0% "'3"; Cq"q'
60% -
§0% -
10% '33"%+
0%
20% UHHH“
10%
s - T "0 T 50 ik &0 "0 !
Mags

Reagent lon Spectrum for Isobutane
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Tuning for CI Operation

In ClI, as in EI, the Saturn GC/MS is tuned to achieve the best combination of

maximum peak height (sensitivity), optimum resolution of peaks, and smooth

peak shape. In addition, as in El, the key to proper ClI tuning is to optimize the
number of ions in the ion trap: too few ions, sensitivity suffers; too many ions,

resolution and peak shape suffer.

In Cl, the two main factors that affect the number of ions in the ion trap are the
ionization time and the reaction time. (The filament emission current is an
important third factor.)

To a first approximation, the number of reagent ions formed is directly
proportional to the ionization time, and the number of sample ions formed is
directly proportional to the reaction time.

To tune the Saturn GC/MS for CI operation, you simply tune and calibrate the
instrument from System Control Auto Tune section. You do not need to run a
different automatic setup, tuning, and calibration program for CI. The setup
parameters and mass calibration established for El are also satisfactory for CI.

Low-Pressure CI vs. High Pressure ClI

The conventional high pressure Cl source in quadrupole or magnetic mass
spectrometers requires reagent gas pressures on the order of 1 Torr. Such high
pressures are necessary because the residence time of ions is very short, about
10 seconds. Higher pressures result in the generation of the large number of
reagent ions that are necessary for successful chemical ionization in this short
time frame.

The Saturn GC/MS ion trap accumulates reagent ions and holds them for
reaction periods on the order of 1 to 128 milliseconds. In this longer time frame, a
lower reagent gas pressure (ca. 10™ Torr) produces a large population of sample
ions.
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The practical advantages of low-pressure Cl are:

No need for an expensive vacuum pumping system to handle the large
amounts of reagent gas

Low consumption of expensive high-purity reagent gas
Minimal contamination of the ion source

The potential of alternating El and CI scans without the compromises in
spectral quality typically seen in high-pressure sources

Very good CI sensitivity in the full-scan mode

Liquid reagents are easily used

Recommended Reading

For more information about the theory of chemical ionization and the
interpretation of ClI mass spectra, refer to Chemical lonization Mass
Spectrometry by Alex G. Harrison, CRC Press, Boca Raton, Florida, 1983.

For a comparison of high-pressure and low-pressure Cl in an ion trap, refer
to S.M. Boswell, R.E. Mather, and J.F.J. Todd, “Chemical lonization in the
lon Trap: a Comparative Study,” Int. J. Mass Spectrom. lon. Proc. 99 (1990),
139-149.

For examples of liquid ClI reagents, refer to:

G.F. Bauerle, Jr., B.J. Hall, N.V. Tran, and J.S. Bradbelt, “lon-Molecule
Reactions of Oxygenated Chemical lonization Reagents with Vincamine”, J.
Am. Soc. Mass Spectrom. 7 (1996), 250-260.

G. Moneti, et.al, “Acetonitrile as an Effective Reactant Species for Positive-
lon Chemical lonization of Hydrocarbons by lon-Trap Mass Spectrometry”,
Rapid. Commun. in Mass Spectrom., 10 (1996), 167-170.
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2000 MS Method Command

Reference

Spreadsheet editing

[ Mettvod Builder - [Method1%]

Lo Cle Edt Wew Window b

e = e e e o = e s R A W T N M = e = [

=18lx|
=18 x|

5 Method1*
i) et Motes
Versian Trfn
L) 2000 Mass Spec - Addrass 40
T 2000 Mass Spec Cortral
T s mathod Edeer
=T Charesl 1=M5 Data
¥ stendard M5 neperts

Print Options
Fersuks Format
Cheometogram Format

Compound Regorts
Calbration Bhock Report Format
Surmmary Report Format

] #5 ot Hancing
Caludations Setup
Crepound Tabie
Resuks Tresmen:

Srgment Description

Start
[min. |

Erad | Lew
m/ ]

FILMUL DELAY

200]

|=||~|“|N l

Add

|

Ingart

100

Delete

10.00.

Defauks

4

High
i | Mass | Mass
m/.

Mode

lanization ln =

Preparation

Mone

650 El Auto

Remes |

H

Jae]e]e]e

Spacid Acgicationt,

Ready

Item Description

Add Duplicates MS parameters of the last segment and adds it to the
end of the current table.

Insert Inserts a row before the one currently selected with the parameter
values of the highlighted row.

Delete Deletes the currently selected row.

Default Will insert system default parameters.

Restore Inserts parameters that were present when the method was first
opened, or last saved.
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Low | High o g =
L ML) [El;:i?:.t] [m] m‘z’; :fnf,sz*] e PlepI:lrelltiun 1
1 [FILAMULDELEY 000 300 40 B850 Mane + [
Z 200 1om 40 SE ] Aot None
| 3]
| 4]
| 3 7
Maone —
Add | [ et | Delete | Defaults Restare Special Applications...
Item Description

Segment Description

Comment Line. 20 characters can be entered.

Start Time

Start time of segment in minutes. 0.00 to 649.99 min.

End Time Time segment will be terminated. 0.10 to 650 min.
Low Mass Lower end of mass range to be acquired. 10 to 650 m/z.
High Mass Upper end of mass range to be acquired. 10 to 650 m/z.

lonization Mode

Method of ion formation in trap.

lon Preparation

Options applied after ionization to alter the ions stored in
the trap before analysis.

Special Applications

To specify data acquisition in Profile mode (vs. Centroid)
or to specify a pre-acquisition flow sampling period.

The flow samp

Special Applications

Methad Start Time: (T _:. minutes Profile Mode? [

ling segment
]|

Flow-5ampling Segment

Caricel |

Flovs Sampling? ™ Start Time: I"I 0.00 _|; TirUtes
End Time: ID.DD _l; rinutes Defaults |
Sample Flow Rate: |1 = midmin. Fiostors |
Item Description

Method Start Time

The time to flush the system before sample collection
begins plus the actual sampling time. Time of -30 to O
minutes may be entered.

Flow-Sampling Start Time/ | The duration of the actual sampling, from -10.00 to O

End Time

minutes. If time = 0, no flow sampling is done.

Sample Flow Rate

Set from 1 to 100 mL/min. Must be equal to value set
on EMFC in manual mode. If EMFC is set to auto
mode, the sample flow rate specified will be
downloaded at the start of the injection
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lonization Mode

Low High o e
S Start End lonization lon =
Segment Description - 3 Mass | Mass -
[min.) | ([min.] m/2) | (m/2) Mode Preparation | —
1 |FILMUL DELAY 0.on 3.00 40 £50 Mane b Mone
2 300 nn 40 alilE | Auto -
3 El Fised -
. | El duto —
| 4| Cl Fired |
5 ClAuto =
None —
Add Insert Delete Defaults | FRestore Special Applications...
Item Description
El-Fixed lons formed by electrons for a time set in method.
El-Auto lons formed by electrons for time calculated from AGC function
Cl-Fixed lons formed by collisions with CI reagent ions for time set in method.
Cl-Auto lons formed by collisions with CI reagent ions for time calculated
from previous scan.
None Selected when hardware should be turned off (i.e. solvent peak
elution)

lon Preparation

e Start End Low High lonization lon 1=
Segment Description (min.) (min) @ Mass M‘:,“ Mode Preparation |
1 |FIL/MUL DELAY . '
2 300 1000
3
4
5 -
Add Inzest Delete Defaults Restare
Iltem Description
SIS Selectively trap ions, range of ions or ejection of ions.
MS/MS Isolate and dissociate an ion or ions.
AMD Find optimum dissociation conditions for MS/MS for single parent
ion.
Ms" Use two to five parent ions for sequential dissociation.
usIS Unit mass isolation of 1 to 10 ions.
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Segment Setpoints

[3uScang)

Multipler Dffsat: [I =]+ vols Mass Dfect [ 2] mms1000

Segment Setpaints | lonization Mode - E| Auta |

Scan Time: |1.DD _Ij seconds/scan Count Threshald: |1 _Ij counts

CalGas [
Emizsion Curent: |1D _Ij uamps
Defaults Restore |
Item Description
Scan Time The duration of each scan (in seconds). Values from 0.10

to 5.00 seconds per scan. Below is displayed the number
of micro scans per scan for the selected mass range and
scan time.

Multiplier Offset

Multiplier offset (relative to 10° gain). Range +300 Volts.

Emission Current

Emission current may be set from 5 to 100 pA.

Count Threshold

The minimum number of intensity counts per sampling
interval required before a signal is recorded. Values from 0
to 1000 counts; it is typically set to 0 or 1 count.

Mass Defect

Mass defect is defined as the difference between the
nominal mass of an atom (or ion) and its exact mass.
Values from -300 mu per 100u to +300 mu per 100u can
be set.

Cal Gas

Click on box if Calibration gas is used in the Method
segment.
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lonization Mode - El Auto

Segment Setpoints  |onization Mode - El Auto I

Low Mass | High Mass

lonization Ionizalim;l
(m?z) Storage Time Fact Target TIC: |2DDDD 3 counts
Level [m/z] (4]
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100 249
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Add | Inzert | Delete | Defaults I Restore |

Max. lonization Time: |2SDDD 3: usec
Prescan loniz. Time: |1DD 3: usec
45 -

350 1
350

Item

Description

Mass Range
Segment Breaks

The El scan is made up of between 1 and 6 scan
segments, each holding a contiguous mass-range
segment. Overall, the set covers the entire mass range of
10 to 650 m/z. Only the intermediate segment boundaries
can be changed by the user.

lonization Storage
Level

The rf voltage used during the ionization period. Values
from 5 to 150 m/z.

lonization Time
Factor

The lonization Time Factor, given as a percent, is a
number that is multiplied by the calculated ionization time
(determined by the AGC pre-scan pulse) to give the actual
ionization time. Values from 1 to 999%.

Target TIC Value

Target TIC value determines how many ions AGC allows
into the ion trap during the calculated ionization time.
Range of values is 10 to 65000.

Maximum
lonization Time

Sets the limit for the longest ionization time which AGC can
use. Values from 10 to 65000 psec.

Prescan
lonization Time

This ionization time determines the number of ions formed
for the prescan. This value is then used to calculate the
ionization time for the analytical scan. Range 10 to 2500
usec.

Background Mass

The lowest mass used to determine the target TIC (total
ion current) value; all ions of lower mass are ejected from
the ion trap before the AGC prescan pulse. The
background mass can be set to any value from 10 m/z to
300 m/z; it is typically set to 45 m/z.

rf Dump Value

This value specifies the high m/z used for the prescan. It
should always be as high or higher than the analytical scan
range high mass.
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lonization Mode - El Fixed

Segment Setpointe | lonization Mode - El Fized I

(m/z) (m/z) Level [m#z)] (4] I ax. lonization Time: I 250003: Lzec
1 33 380 100
| 2] 100 243 5.0 100 |onization Time: 100 usec
3 260 399 A0 100
n 400 30 100
Add Insert Delete Defaults Restore |
Item Description

Breaks

Mass Range Segment

The El scan is made up of between 1 and 6 scan
segments, each holding a contiguous mass-range
segment. Overall, the set covers the entire mass range
of 10 to 650 m/z. Only the intermediate segment
boundaries can be changed by the user.

Level

lonization Storage

The rf voltage used during the ionization period. Values

from 5 to 150 m/z.

Factor

lonization Time

The lonization Time Factor, given as a percent, is a
number that is multiplied by the calculated ionization
time (determined by the AGC pre-scan pulse) to give the
actual ionization time. Values from 1 to 999%.

lonization Time

Sets the fixed ionization time. Values from 10 to 65000

psec.

Max lonization Time

Sets the maximum ionization time used by the system.
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The Cl Parameters

Cl Auto
Seament Setpoints  |onization Mode - T Auta I
Reagent Gas: I Methane j Target TIC: |5UUU 3: counts
i ization Time: |2EIDD 3:
Ol Storage Level 130 = M azimum lonization Time: (I
taximum Reaction Time: IBEI 3: MSEC
Ejection Amplitude:  |7.4 = —
= ol Prezcan lonization Time: ITDD 3 usec
Background Mass: [45 5 msz Defaults | Restore |

Reagent Gas

Feagent Gaz:

Cl Storage Level:

Ejection Amplitude:

Methane j

<User-Defined:
Acetonitrile
Armmania
|zobutane

b ethanol
Background Mass: |45 =5 w2
Item Description

Reagent Gas

Select Cl reagent for application. Select User-Defined for
gas not listed.

Cl Storage level

Value of the smallest mass stored in the ion trap during the
ionization and reaction period of the reagent gas. Values
from 5 to 150 m/z.

Ejection
Amplitude (v)

This voltage actively ejects unwanted ions (i.e., not reagent
ions) that are produced during the ionization stage of the CI
scan function. When this value is set to 0, active ejection is
disabled.

Background mass

The mass value that is greater than or equal to the mass of
the largest reagent ion produced by the selected reagent
gas. Values from 10 to 300 m/z.

Target TIC Value

Target TIC value determines how many ions are allowed in
the ion trap. Cl uses a portion of the ions detected during
the previous analytical scan to calculate the ionization and
reaction times for the next analytical scan. Values from 10
to 30000.

Maximum ionization
time

Maximum time that energetic electrons, emitted from the
filament, are allowed to interact with reagent gas molecules
to form reagent ions. In Cl, the maximum ionization time can
be set to any value from 10 to 2500 psec.
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Item

Description

Maximum reaction
time

Maximum time that reagent gas ions are allowed to react
with sample molecules to form ions. The maximum reaction
time can be set to any value from 1 to 128 milliseconds.

Prescan lonization
Time

lonization time of the prescan uses in MS/MS. This is
normally set to 200 psec for CI.

Cl Fixed Parameters

Segment Setpoints  lonization Mode - Cl Fixed |

Reagent Gas:

IMethane 'l

I'IUU 3: uzec

lanization Time:

W awirmun | orization Tirme: IQUUU 3: uzes
M airurm Reaction Time: IBD 3: e

Defaults |

Cl Storage Level |13.D :: méz
Ejection Amplitude: I?.4 _|::' volts
Backaround Maszs: |45 _l; miz

1

Restare |

Item

Description

Reagent Gas

Select Cl reagent for application. Select User-Defined for
gas not listed.

Cl Storage level

Value of the smallest mass stored in the ion trap during the
ionization and reaction period of the reagent gas. Values
from 5 to 150 m/z.

Ejection Amplitude
(v)

This voltage actively ejects unwanted ions (i.e., not reagent
ions) that are produced during the ionization stage of the CI
scan function. When this value is set to 0, active ejection is
disabled. Range 0 to 65.0 volts

Background mass

The mass value that is greater than or equal to the mass of
the largest reagent ion produced by the selected reagent
gas. Values from 10 to 300 m/z.

lonization Time

Fixed time Cl reagent ions are formed. Values from 10 to
2000 psec.

Maximum ionization
time

Maximum time that energetic electrons, emitted from the
filament, are allowed to interact with reagent gas molecules
to form reagent ions. In Cl, the maximum ionization time can
be set to any value from 10 to 2500 psec.

Maximum reaction
time

Maximum time that reagent gas ions are allowed to react
with sample molecules to form ions. The maximum reaction
time can be set to any value from 1 to 128 milliseconds.
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lon Storage (SIS) Parameters

Segment 5 etpaints | |onization Mode - El Auta lon Preparation - 515 |

Storage Mass Ranges Ejection Masses
Low Mass High Mass lon Mass | Amplitude
= oo |
N ¢ Catulo
Add Ingert Delete Defaults Restare |

Item Description
Storage Mass Table to enter ion(s) or range of ions for selective storage.
Ranges Enter up to five mass ranges.
Low Mass Low m/z integer mass. Mass range from 25 m/z to 650 m/z.
High Mass High m/z integer mass. Mass range from 25 m/z to 650 m/z.

Ejection Masses

Table to enter ion(s) for selective ejection. Enter up to five
ions.

lon Mass

Integer mass(es) of those ion(s) to be ejected. Use ADD
button to enter value.

Amplitude

Range is 1% to 200% with a default of 100%.

Customize SIS

Customize 515 Method |

lonization Storage Level:

W avetform Amplitude;

Defaultz | ] I Cancel |

a

= 'z

¥ autoscale?

|4-43 _% volks

Iltem

Description

lonization Storage
Level

Minimum mass that can be stored and isolated. Range: 20
m/z < mass < 60 m/z. Default = 48 m/z.

Autoscale

SIS waveform amplitude is automatically scaled as a function
of the frequency components and storage rf voltage selected.
By unchecking Autoscale, the user can enter a waveform
amplitude.
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The MS/MS lon Prep Method

Segment Setpointsl lanization Mode - El Fized  lon Preparation - M5/MS I

|zolation: Dissociation:
Wwaveform Type:
Parent lon Mazs: |131.EI _|::' méz SVEISIT YRS
Excitation Storage Lewel: |48.D _I; mez
Isalation Window: |30 =5 mfz Excitation Amplitude: m walts
D efaultz | Festore Cusztomize... | Yt Ealculatorl
Item Description
Isolation Mass to be isolated and window of isolation

Parent lon Mass (m/z)

Integer or exact mass. Parent ion mass range is
50 to 650 m/z.

Isolation Window (m/z)

Integral and fractional mass isolation windows
are both accepted. Range is 1.0 to 7.0 m/z and
is mass dependent. The default value is 3.0 m/z.

Dissociation

Waveform type and used for dissociation.

Waveform Type

Nonresonant or resonant excitation.

Excitation Storage Level

Rf storage level in m/z when the dissociation
waveform is applied following isolation. The
excitation storage level range depends on the
parent mass, but the storage level must lie more
than 2 mass units below the lowest product ion
value.

Excitation Amplitude

Range for nonresonant excitation is 0 to 100
volts. For resonant excitation, the range is O to
60 volts. Default values for nonresonant
excitation is 20 volts and 0.2 volts for resonant
excitation.

The MS “q” Calculator

&The M5 “q" Calculator

Deszired Parent lan:

Deszired "q" Yalue;

Excitation Storage Level: 116.4 mfz

264

]

0.40000 ==

Cloze

J

]|

=
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Item

Description

MS g Calculator

Use the q Calculator for suggested
excitation storage levels.

Desired Product Mass

Enter product mass expected from
dissociation.

Desired q Value

Empirically observed “q” value of 0.4
provides an optimum yield of product
ions.

Customize Non-resonant Method

— lonization
|oniz. Storage Level: = miz
E jection Amplitude: m vl
— lsolation:
Low Edge Offzet: ﬁ steps
High Edge Offzet; 2 _I steps
High Edge Amplitude: Iﬁ wvolks
|zolation Time: ] = e
— Dizszociation:
Excitation Tirne: 20 = meec
Defaults | Ok, I Cancel

Item

Description

lonization Storage
Level

The m/z value the rf is maintained during ionization and
the coarse isolation. Range 35 to 160 m/z (upper limit of
range depends on parent ion m/z), default =48 m/z.

Ejection Amplitude

Amplitude (v) of the ejection waveform during the coarse
isolation step. Range 0 to 60 volts, default=20.

Low Edge Offset

Integer value step to optimize the ejection of the mass
just below the parent ion mass. Range is 0 to 20 steps.
The default value is 6.

High Edge Offset

The integer value step to optimize the ejection of the
mass just above the parent ion mass. Range is -20 to 20
steps.

High Edge Amplitude

Amplitude of broadband waveform use to eject masses
above the isolated parent ion. Default is 30 volts.

179




Item

Description

Isolation Time

The dwell time during which the rf field is held constant
in the high mass ejection step. Range 1 - 10 msec.

Excitation Time

Time for collision-induced dissociation (CID) by ion
excitation. Range 0 to 1000 msec. The default is 20
msec.

Customize Resonant Method

Method Editor - MS/MS (Custom-Resonant) 3 |
— lanization:
loniz. Storage Lewel: msz
Ejection Armplitude: walks
— lsalation:
Lows Edge Offzet: =] _:l steps
High Edge Offset: = = steps
High Edge Amplitude: 300 = wolbs
lzalation Time: 5 =i msec
— Dissociation:
E =xcitation Time: 20 | msec
kA odulation FHange: Iﬂ steps
r odulation R ate: Im uzecsztep
Fumber of fregquencies: |1 "
CID Frequency OFffset: a _:l Hertz
D efaults I | Ok I Cancel I

Item

Description

lonization Storage Level

The m/z value the rf is maintained during
ionization and the coarse isolation. Range 35
to 160 m/z (upper limit of range depends on
m/z of the parent ion), default = 48 m/z.

Ejection Amplitude

Amplitude (v) of the ejection waveform during
the coarse isolation step. Range 0 to 60 volts,
default=20.

Low Edge Offset

Integer value step to optimize the ejection of
the mass just below the parent ion mass.
Range is 0 to 20 steps. The default value is 6.

High Edge Offset

The integer value step to optimize the ejection
of the mass just above the parent ion mass.
Range is -20 to 20 steps.

High Edge Amplitude

Amplitude of broadband waveform use to eject
masses above the isolated parent ion. Default
is 30 volts.

180




Item

Description

Isolation Time

The dwell time during which the rf field is held
constant in the high mass ejection step.
Range 1 - 10 msec.

Excitation Time

Time for collision-induced dissociation (CID)
by ion excitation. Range 0 to 1000 msec. The
default is 20 msec

Modulation Range

Mass range over which the rf storage field is
modulated during resonant CID. The range is
0 to 12 steps, default is 2 steps. Value of 0
gives a fixed rf storage field, i.e., no
modulation.

Modulation Rate

The number of microseconds that will be spent
at each step. The range is 29 usec to 5600
usec, default is 3000 usec/step.

Number of Frequencies

Enter an odd integer in the range of 1 to 121.
A frequency number of one generates a single
supplementary frequency applied to the end
caps. An integer of 3, generates three
frequencies: the resonance frequency and
frequencies 500 Hz above and below that
frequency.

CID Frequency Offset

To offset the dissociation frequency. The CID
frequency can be adjusted between + 3000
Hz.

Automated Methods Development (AMD)

SegmentSetpointsl |orization Mode - El duto lon Preparation - AMD |

Parent lon| lsolation | Waveform |  Excitation
Mass Window Type | Storage Level
1 2640 30 Mo t 480
5 4{ ST Customize... |
3 won
7" Calculatar
: R
)
fild | [Frsert | Delete | Defaults | Restore |
Item Description

Parent lon Mass (m/z) | Integer or exact mass. Parent ion mass range is 50 to
650 m/z.

Isolation Window (m/z) | Integral and fractional mass isolation windows are both
accepted. Range is 1.0 to 14.0 m/z and is mass
dependent. The default value is 3.0 m/z.

Waveform Type Nonresonant or resonant excitation.
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Item Description

Excitation Storage Rf storage level in m/z when the dissociation waveform
Level is applied following isolation. The excitation storage level
range depends on the parent mass, but the storage level
must lie more than 2 mass units below the lowest
product ion value.

Excitation Amplitude Range for nonresonant excitation is 0 to 100 volts. For
resonant excitation, the range is 0 to 60 volts. Default
values for nonresonant excitation is 20 volts and 0.2
volts for resonant excitation.

— lonization:
|omiz. Starage Level: ez
E jection Amplitude: wolks
— lgolation:
Lows Edge Offset: B _:I steps
High Edae Offzet: 2 _:l steps
High Edge Amplitude:  |30.0 _:l wolks
|zolation Tirme: Iﬂ MEEC
— Diszociation:
E=citation Tirne: Iﬁ MEes
b odulation B ange: 2 _:I steps
b odulation B ate: Im uzec/shep
Mumber of frequencies: |1 _:I
CID Frequency Offset: Iﬁ Hertz
Defaults | ITI Cancel
Item Description
lonization Storage Level The m/z value the rf is maintained at during

ionization and the coarse isolation. Range 35 to
160 m/z, default =48 m/z.

Ejection Amplitude Amplitude (v) of the ejection waveform during
the coarse isolation step. Range 0 to 60 volts,
default=20.

Low Edge Offset Integer value step to optimize the ejection of

the mass just below the parent ion mass.
Range is 0 to 20 steps. The default value is 6 .

High Edge Offset The integer value step to optimize the ejection
of the mass just above the parent ion mass.
Range is -20 to 20 steps.
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Item Description

High Edge Amplitude Amplitude of broadband waveform used to eject
masses above the isolated parent ion. Default
is 30 volts.

Isolation Time The dwell time during which the rf field is held
constant in the high mass ejection step. Range
1-10 msec.

Excitation Time Time for collision-induced dissociation (CID) by
ion excitation. Range 0 to 1000 msec. The
default is 20 msec.

Modulation Range Mass range over which the rf storage field is
modulated during resonant CID. The range is O
to 10 steps, default is 2 steps. Value of 0 gives
a fixed rf storage field, i.e., no modulation.

Modulation Rate The number of microseconds that will be spent
at each step. The range is 29 usec to 5600
usec, default is 3000 usec/step.

Number of Frequencies Enter an odd integer in the range of 1 to 121. A
frequency number of one generates a single
supplementary frequency applied to the end
caps. An integer of 3, generates three
frequencies: the resonance frequency and
frequencies 500 Hz above and below that
frequency.

CID Frequency Offset To offset the dissociation frequency. The CID
frequency can be adjusted between + 3000 Hz.

lon Preparation MS/MS

Set up Multiple Reation Monitoring by adding lines to a MS/MS run with different
parent ion masses and different dissociation parameters.

Segment Setpoints | lonization Mode - E| Auto  lon Preparation - MS/MS |

Parent lon Isolati Wavel Excitati Excitati
Mass Window Type Storage Level Amplitude
1 131.0 30 Resonant 450 0.20 Cushorm
2 £6.0 30 Resonant 480 10.00] Q ‘
il
bdd | inset | Delete | Defauts | Restore
Item Description
Parent lon Mass (m/z) Integer or exact mass. Parent ion mass range is 50
to 650 m/z.
Isolation Window (m/z) Integral and fractional mass isolation windows are
both accepted. Range is 1.0 to 14.0 m/z and is
mass dependent. The default value is 3.0 m/z.
Waveform Type Nonresonant or resonant excitation.

183



Excitation Storage Level

Rf storage level in m/z when the dissociation
waveform is applied following isolation. The
excitation storage level range depends on the parent
mass, but the storage level must lie more than 2
mass units below the lowest product ion value.

Excitation Amplitude

Range for nonresonant excitation is 0 to 100 volts.
For resonant excitation, the range is 0 to 60 volts.
Default values for nonresonant excitation is 20 volts
and 0.2 volts for resonant excitation.

lonization Storage Level

The m/z value the rf is maintained at during
ionization and the coarse isolation. Range 35 to 160
m/z, default =48 m/z.

Iltem

Description

Ejection Amplitude

Amplitude (v) of the ejection waveform during the
coarse isolation step. Range 0 to 60 volts,
default=20.

Low Edge Offset

Integer value step to optimize the ejection of the
mass just below the parent ion mass. Range is 0 to
20 steps. The default value is 6.

High Edge Offset

The integer value step to optimize the ejection of the
mass just above the parent ion mass. Range is -20 to
20 steps.

High Edge Amplitude

Amplitude of broadband waveform use to eject
masses above the isolated parent ion. Default is 30
volts.

Isolation Time

The dwell time during which the rf field is held
constant in the high mass ejection step. Range 1 - 10
msec.

Excitation Time

Time for collision-induced dissociation (CID) by ion
excitation. Range 0 to 1000 msec. The default is 20
msec.

Modulation Range

Mass range over which the rf storage field is
modulated during resonant CID. The range is 0 to 10
steps, default is 2 steps. Value of 0 gives a fixed rf
storage field, i.e., no modulation.

Modulation Rate

The number of microseconds that will be spent at
each step. The range is 29 usec to 5600 usec,
default is 3000 usec/step.

Number of Frequencies

Enter an odd integer in the range of 1 to 121. A
frequency number of one generates a single
supplementary frequency applied to the end caps. An
integer of 3, generates three frequencies: the
resonance frequency and frequencies 500 Hz above
and below that frequency.

CID Frequency Offset

To offset the dissociation frequency. The CID
frequency can be adjusted between + 3000 Hz.
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Scan Function 2 - MAM [Custom-R ezonant]

— lonization:
loniz. Storage Levwvel: =i mdz
Ejection Amplitude: =i wolts

— l=olation:
Lowe Edge Offzet: m steps
High Edge Offset: m steps
High Edge Amplitude: 300 =50 walts
lzolation Time: m msec

— Dissociation:
Excitation Tirme: 20 =0 msec
bdodulation Fange: 2 == zteps
tdodulation B ate: 3000 = usecdstep
MHumber af frequencies: |1 _:l
CID Frequency Offset: |0 _:l Hertz

Defaults I Ok I Cancel I

MS"

MS" uses two parent ions for sequential dissociation. The additional dissociation
step can be used to increase selectivity of analyte versus background or for
additional structure information.

Segment Setpoints | |onization Mode - El Auto  1on Preparation - MSh |

Parent lon | lsolation | Waveform E xcitation E xcitation
Mass Window Type Storage Level| Amplitude
Parent lon 1 3.0 30| Resonant 480 0.20
Parent lon 2 630 30| Resonant 480 0.20

g Ealculatorl

Add | Insert | Delete | Defaults | Restore |

First, work out optimized conditions for MS/MS of the first parent ion. AMD will
make this process go faster.

Then optimize the conditions for dissociation of that product ion (entered under
parent ion 2). You may need to make sequential injections using the MS"
method. If the second generation product ion is in the original El or CI spectrum,
then you can use AMD to find the optimum conditions.

Item Description

Parent lon Mass (m/z) Integer or exact mass. Parent ion 1 mass range
is 50 to 650 m/z. Parent ion 2 mass range is
from 50 to (parent ion-1)m/z, and so on.

Isolation Window (m/z) Integral and fractional mass isolation windows
are both accepted. Range is 1.0 to 14.0 m/z
and is mass dependent. The default value is
3.0 m/z.
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Item

Description

Waveform Type

Nonresonant or resonant excitation.

Excitation Storage Level Rf storage level in m/z when the dissociation

waveform is applied following isolation. The
excitation storage level range depends on the
parent mass, but the storage level must lie
more than 2 mass units below the lowest
product ion value.

Excitation Amplitude

Range for nonresonant excitation is 0 to 100
volts. For resonant excitation, the range is O to
60 volts. Default values for nonresonant
excitation is 20 volts and 0.2 volts for resonant

excitation.
M5n Stage 2 - M5n [Custom-Besonant] I

— lonization:
loniz. Storage Lewvel: msz
Ejection &mplitude: volts

— lzalation:
Low Edge Offzet: m zteps
High Edge Offzet; m steps
High Edge &mplitude: Iﬁ ol
lzolation Time: 5 =y msec

— Digzociation:
Excitation Tinne: Iﬂ Mg
tadulation Bange: 2 _:l zteps
tadulation Fate: Im uzec/step
Mumber of frequencies: |1 _:l
CID Frequency OFffzet: m Hertz

Defaults | IE Cancel

ltem

Description

lonization Storage
Level

The m/z value the rf is maintained at during ionization and
the coarse isolation. Range 35 to 160 m/z, default = 48
m/z.

Ejection Amplitude

Amplitude (v) of the ejection waveform during the coarse
isolation step. Range 0 to 60 volts, default=20.

Low Edge Offset

Integer value step to optimize the ejection of the mass just
below the parent ion mass. Range is 0 to 20 steps. The
default value is 6 .

High Edge Offset

The integer value step to optimize the ejection of the mass
just above the parent ion mass. Range is -20 to 20 steps.

High Edge Amplitude

Amplitude of broadband waveform use to eject masses
above the isolated parent ion. Default is 30 volts.

Isolation Time

The dwell time during which the rf field is held constant in
the high mass ejection step. Range 1 - 10 msec.
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Iltem

Description

Excitation Time

Time for collision-induced dissociation (CID) by ion
excitation. Range 0 to 1000 msec. The default is 20 msec.

Modulation Range

Mass range over which the rf storage field is modulated
during resonant CID. The range is 0 to 10 steps, default is
2 steps. Value of 0 gives a fixed rf storage field, i.e., no
modulation.

Modulation Rate

The number of microseconds that will be spent at each
step. The range 29 usec to 5600 usec, default is 3000
usec/step.

Number of
Frequencies

Enter an odd integer in range of 1 to 121. A frequency
number of one generates a single supplementary
frequency applied to the end caps. An integer of 3,
generates three frequencies: the resonance frequency and
frequencies 500 Hz above and below that frequency.

CID Frequency Offset

To offset the dissociation frequency. The CID frequency
can be adjusted between + 3000 Hz.
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2000 MS Method Electron
lonization

The Electron lonization Scan Function with Automatic
Gain Control (AGC)

The ion trap has a maximum storage capacity, beyond which mass resolution
and spectral quality deteriorate. The number of ions created is proportional to the
ionization time, with more ions being produced the longer the ionization time.
Automatic Gain Control (AGC) controls the ionization time in order to maintain
the number of ions in the trap at the optimum level.

The AGC scan function consists of a prescan and up to six scan segments. The
prescan is done using resonance ion ejection and the number of ions detected in
the prescan is used to calculate the ionization time for the six scan segments.
The figure below illustrates four scan segments correspond to the following four
portions of the mass range (default values): 10 to 99 m/z, 100 to 249 m/z, 250 to
399 m/z, and 400 to 650 m/z. One scan involves one complete ramping of the rf
voltage over the mass range selected by the user. The rf voltage is ramped at a
constant rate of approximately 5600 m/z per sec. One complete scan at this fixed
rate produces a microscan.

END OF
A SEGMENT
RF SETTLE RAMP
START
VARIABLE MASS
IONIZATION
TIME

"BASE" TIC MEASUREMENT MASS PEAKS
[AGC PEAK)

PRE-IONIZATION TIME

m/z 45
Vd

=1 0.1 ms IONIZATION

RF SETTLE

The AGC Scan Function

The AGC software automatically selects an ionization time from 10 usec to 65
msec for each of the six scan segments of the microscan, depending on the
amount of analyte in the ion trap and the tuning parameters. An estimate of the
number of ions formed in the ion trap is provided by a short prescan that consists
of a 0.1 millisecond ionization period. For low levels (e.g., for baseline or small
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GC peaks) the maximum ionization time of 65 milliseconds is selected, which
offers maximum sensitivity. As the amount of analyte increases, the ionization
time is decreased automatically in order to prevent saturating the ion trap with
ions.

The ion signals in each microscan are scaled automatically to correct for the
variation in ionization time. Microscans are averaged to improve the spectral
quality.

lon Formation

In the ElI mode electrons are passed through the ion trap cavity during the
ionization period. These electrons collide with the neutral sample molecules
present and transfer some of their energy to the molecules. These energetic
molecules decompose through a series of reactions producing ions and neutral
fragments. This set of fragment ions, characteristic of the sample molecule,
makes up the mass spectrum. The degree of fragmentation is a function of the
internal energy of the molecules, which is a function of the energy imparted by
the electrons, as well as the ion trap temperature and the axial modulation
voltage amplitude.

The ionization time is the time (between 10 ps and 65 milliseconds) during which
the electron gate voltage is positive, and the electron beam from the filament is
permitted to enter the ion trap. The electron beam generates ions by colliding
with sample and/or background molecules which are present within the ion trap.
The AGC software provides control of the ionization time so that the quantity of
ions can be maintained at the optimum level.

The number of ions formed in the trap is also a function of the intensity of the
electron beam. In general, increasing the filament emission current increases the
guantity of ions produced. The relationship between the filament emission
current and the measured TIC (i.e., the number of ions generated in the ion trap)
is not a strictly linear one. In particular, the emission current and the measured
TIC do not vary linearly for emission current values above 40 pA and at high
sample concentration.

Keep in mind that both the ionization time and the intensity of the electron beam
directly control the number of ions formed, and that the ion trap performs best
(producing the highest quality spectra with good resolution) when an optimum
guantity of ions (or “charge”) exists within its chamber.

AGC Prescan

The 0.1 millisecond ionization is followed by a ramping of the rf voltage to eject
the permanent background from 35 m/z to an upper mass limit selected by the
user. This upper mass limit is defined as the background mass. The default value
for the upper mass limit is 45 m/z; as a result, all masses below the background
mass (i.e., those masses corresponding to the chemical background) are ejected
from the trap.

The rf voltage is then ramped to its maximum value, and all ions with masses
above the background mass (i.e., those masses corresponding to sample ions)
are ejected from the ion trap and are detected by the electron multiplier. The
electron multiplier produces a signal proportional to the number of ions detected.
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The ion current measured during the AGC prescan is known as the AGC peak
area. The AGC peak area is proportional to the number of ions formed during the
prescan ionization. The AGC software uses the measured ion current as a
reference to optimize the ionization time for each scan as a function of analyte
concentration.

Scan Segment Setup Period

The prescan is followed by the first segment of the six scan segments. Each
segment can be divided into two parts: a setup period and a scanning period.
Each setup period can be subdivided into the following four stages:

First stage: The rf voltage is set to near OV for 2 milliseconds. This setting
allows the rf voltage generator circuit to stabilize while clearing the trap cavity of
all ions.

Second stage: The rf voltage is set to, and stabilizes at, the storage voltage,
selected to store, or trap, all ions of interest in the ion trap cavity.

Third stage: First, the electron gate is turned ON. Energetic electrons from the
heated filament are accelerated into the ion trap, where they interact with sample
molecules and sample ions are formed. After the ionization period, the electron
gate is turned OFF, and additional electrons are prevented from entering the ion
trap.

The newly formed sample ions are then permitted to stabilize in their orbits at the
storage voltage. This stabilization period is referred to as the cool time. The
length of this period is fixed.

Fourth stage: The electron multiplier is made ready, and the rf voltage is
ramped quickly from the storage voltage to a value appropriate to begin the mass
scanning of the segment.

Mass Scanning

During mass analysis, the rf voltage is ramped from a low voltage to a higher
voltage.

The ion trap operates in the resonance ejection mode. In this mode, at low rf
voltage (for example, at the storage voltage) most ions have stable oscillations in
the ion trap cavity. However, as the rf voltage is increased, ions of progressively
greater mass-to-charge ratios become unstable and are ejected from the cavity.

The voltage at which an ion is ejected from the ion trap cavity is defined as its
resonance voltage. At a voltage below its resonance voltage, an ion travels in a
stable orbit, oscillating along all three axes. At or above its resonance voltage,
the trajectory of the ion becomes unstable. As the rf voltage increases above the
resonance voltage, the amplitude of the oscillation of the ion increases most
rapidly in the axial direction. As a result, when ions are no longer stable in the ion
trap cavity, they are ejected from the cavity in a tightly collimated beam upward
and downward. The ejection of ions of each mass-to-charge ratio occurs over a
very short time period. One half of the ions go up; these ions strike the top
endcap and are neutralized. The other half of the ions go down and pass through
the holes in the bottom endcap; many of these ions strike the electron multiplier
and are detected.

The rf voltage is ramped at a constant rate of approximately 5600 m/z per sec.
One complete scan at this fixed rate produces a microscan. Depending upon the
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mass range and scan time, more than one microscan may be obtained during
each scan. (The number of microscans per scan for each set of mass-
range/scan-time conditions selected is displayed on the data system monitor
after these conditions are specified.) If two or more microscans are obtained,
they are averaged by the SAP Board and then stored as one mass spectrum by
the data system. This averaging of microscans provides improved spectral
quality.

At the completion of the scanning period, the rf voltage is again set to near 0V,
and the electron multiplier put into STANDBY. The entire process (setup and
scanning) is repeated up to six times per microscan, once for each of the six
segments.

Basic Equation of the AGC Software

The AGC software sets the ionization time to maintain the optimum quantity of
ions for each of the segments according to the following equation:

TIC:

m

ITa = ITp X X SFa

where:

IT, is the actual ionization time to be used for segment “a” in a six segment
microscan;

IT, is the ionization time of the prescan (default value of 0.1 millisecond);

TIC,, is the area in counts of the total ion AGC peak from the prescan
measurement;

TIC, is the tunable target TIC value used as a reference for the prescan
measurement calculations; and

SF, is the scale factor for segment “a”. It is a percentage of the actual ionization
time (IT,) that permits individual adjustment of the response and resolution of
each segment.

Increasing the target TIC increases the ionization time for all the segments;
decreasing it will decrease the ionization time. The target TIC is used as a
general resolution adjustment for the entire mass range (all six segments
together).

From the equation above, it is apparent that when the measured TIC increases
because the ion trap is generating more ions (usually due to an increase in
sample or background pressure), then the AGC software will reduce the
ionization time automatically, and vice versa. Also, if the target TIC is increased,
the ionization time for any given pressure will increase. This causes the ion trap
to create more ions. Likewise, reducing the target TIC value will decrease the
number of ions in the trap.
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Software Parameters

Segment Setpoints

Segmert Setpoints | larization Mode - El Auto |

Scan Tire: m seconds/scan Count Threshold: m counts

[3 uScansz)

Multiplier Offset: m +f- volts et st ID | A

CalGa: [T
Emizzion Current: I‘ID _lj uamps

Defaults Restore |

Scan Time

The duration of each scan (in seconds). The scan time can be set to any value
from 0.100 to 5.000 seconds per scan. Below the scan time input box is
displayed the number of microscans per scan for the selected mass range and
scan time. The number of microscans per scan is computed automatically; it
cannot be set directly. It is displayed for information only. The minimum duration
for the scan time is determined by the selected mass range.

Multiplier Offset

To improve detection limits, the multiplier voltage may be increased or decreased
by 300 volts of the Electron Multiplier 10° gain. The same multiplier gain must be
used for determining the calibration curve and analyzing unknown samples.

Emission Current

The number of ions formed in the trap is a function of both the ionization time
and the intensity of the electron beam. In general, increasing the filament
emission current increases the quantity of ions produced. The relationship
between the filament emission current and the measured TIC (i.e., the number of
ions generated in the ion trap) is not a strictly linear one. In particular, the
emission current and the measured TIC do not vary linearly for emission current
values above 40 pA and at high sample concentration.

In certain cases, a high emission current can be used to increase the sensitivity.
One of these is EI/MS/MS where the MS/MS isolation step eliminates the higher
background that would normally arise from a high emission current. The
emission current may be set from 5 to 100 pA.

Count Threshold

The minimum number of intensity counts per sampling interval required before a
signal is recorded. (The maximum number of counts per sampling interval is
4095.) The peak threshold can be set to any value from 0 to 1000 counts; it is
typically set to 0 or 1 count.
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Mass Defect

Mass defect is defined as the difference between the nominal mass of an atom
(or ion) and its exact mass. Its importance arises from the fact that the Saturn
GC/MS reports molecular weights to the nearest integer mass unit only. The
software must decide which mass to assign the measured intensity to. If the
exact mass of an ion happens to fall close to the dividing line between integer
masses, it may be assigned to the wrong mass. This is more likely for molecules
with higher molecular weights, since the mass defects for several atoms may add
together to produce a sizable mass defect. The mass defect parameter may be
set to any value from -300 mu per 100u to +300 mu per 100u. The formula for
calculating the mass defect parameter is:

ActualMass—IntegerMass
IntegerMass

MassDefect= x10°mu /100u

For example, hexachlorobenzene (C¢Clg) with an exact mass (for the base peak)
of:

(6x12.0000)+(5x34.9689+(1x36.9659)=283.8104
has a mass defect of:

(283.8104-284) / 284x10°=—66.76mu /100u
Similarly, dodecane (C1,H,6) has an exact mass of:
(12x12.0000)+(26x1.0078)=170.2028

and a mass defect of:
(170.2028-170)/170x10°+119.29mu /100u

Obviously, if a sample contains both of these compounds, the mass defect
parameter cannot be optimized for both in a single segment. For most analyses
the mass defect should be set to 0 in order to avoid mass misassignments, or
carefully program it with multiple segments.

Cal Gas

The calibration gas may be turned on during an acquisition by clicking on the Cal
Gas checkbox.

lonization Mode - El Auto

Segment Setpoints  [onization Mode - El Auto |

- lonization Ionizaliol;l
L L | [iTlh Lless Storage | Time Fact Target TIC: |2DDDU 3: counts
(m/2) | | ovel (miz) | ()
1 o 0 1 ax. lonization Time: |2EDDU 3: uzec
2 100 249 80 1 Frezcan loniz. Time: I‘IDD 3: LisEC
3 230 333 3.0 1 Background kM ass: |45 3: méz
‘l‘l i Mf RF Dump Y alue: IBED.D 3: méz
Add | Ingert | Delete | Defaults | Restore |
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Mass Range Segment Breaks

Each El scan is divided by default into four mass segments: 10 to 99 m/z, 100 to
249 m/z, 250 to 399 m/z and 400 to 650 m/z. For certain applications, the mass

ranges in these segments can be adjusted. Additional segments (maximum of 6
segments) can be added by clicking on the Insert button.

lonization Storage Level

Each segment has its own ionization storage level. This corresponds to an rf
voltage that is used to hold ions in the trap during the ionization period. It affects
ion storage in two ways— the storage efficiency of higher mass ions increases
as the level increases, while lower mass ions are not stored if their mass falls
below the cutoff. With AGC on, the default storage level is set to 35 m/z, causing
all ions above 35 m/z to be stored. This value gives good storage efficiency for
ions up to 650 m/z, while not storing the 18 and 19 m/z ions resulting from water
vapor.

For certain analyses, the storage voltage may be increased to prevent the
storage of ions produced from the solvent. For example, to exclude ions
produced from methanol (mass 32 and below), the storage voltage may be set to
38 m/z for all segments. Keep the El Background mass greater than or equal to
the segment ionization storage voltage.

lonization Time Factor

The lonization Time Factor is a secondary factor that determines how well the
Saturn GC/MS is tuned. The lonization Time Factor, given as a percent, is a
number that is multiplied by the calculated ionization time (determined by the
AGC pre-scan pulse) to give the actual ionization time. The default value of the
time factor is 100%. lonization Time Factor determines the actual ionization time
for each segment; thus, it determines the number of ions in the ion trap for that
segment

The calculated ionization time, determined by the AGC pre-scan pulse, is
generally the optimum value for segment 2. At lower masses (segment 1),
however, an actual ionization time of as low as 75% (and never lower than 50%)
of the calculated ionization time will sometimes provide a better tune. And for
higher masses (segments 3 and 4), an actual ionization time of up to 125% (and
never higher than 200%) of the calculated value sometimes provides better
results.

As the ionization time factor is increased (actual ionization time increased), the
peak height increases. However, the resolution of adjacent mass peaks may
decrease and the peak shape might distort.

Target TIC Value

In EI mode with AGC on, the target TIC value determines how many ions AGC
allows into the ion trap during the calculated ionization time. While increasing the
target TIC value will increase peak heights, increasing it too far will result in a
loss of mass resolution. This would be observed as mass misassignments and/or
incorrect isotope abundance ratios. For full-scan El operation, a target TIC of
20,000 is a good starting point. Under special circumstances, e.g., MS/MS, a
much lower target TIC is required. As the m/z distribution of the stored ions
becomes smaller, fewer ions can be trapped without a loss of resolution.
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Maximum lonization Time

This sets the limit for the longest ionization time which AGC can use. For
maximum sensitivity, start with the default value of 25,000 psec. In certain
special cases a smaller value may be used, e.g., to reduce unwanted ion-
molecule reactions. The highest Maximum lonization Time can be set is 65,000
psec.

Prescan lonization Time (usec)

This ionization time determines the number of ions formed for the prescan. This
value is then used to calculate the ionization time for the analytical scan. The
preset value of 100 pusec works for El operation. For cases where few ions might
be formed in the prescan (e.g., EI-MS/MS) use a large value such as 1500 usec.
Care must be exercised, however, since a large value could produce so many
ions in the EI mode that the prescan becomes saturated and AGC no longer
functions properly.

Background Mass

The lowest mass used to determine the target TIC (total ion current) value; all
ions of lower mass are ejected from the ion trap before the AGC prescan pulse.
The background mass can be set to any value from 10 m/z to 300 m/z; it is
typically set to 45 m/z. The background mass should always be set at least two
m/z higher than the lonization Storage Level.

rf Dump Value (m/z)

This value specifies the high m/z used for the prescan. It should always be as
high or higher than the analytical scan range high mass. In most cases, leave at
the default value of m/z=650. In certain circumstances, operating at 400 or 450
(matching the analytical scan) may allow operation in spite of “high mass noise”.
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lonization Mode - El Fixed

When AGC is off, a fixed ionization time scan function is used to coordinate the
processes that occur in the ion trap. This scan function consists by default of four
segments that compare qualitatively to those of the Auto scan function. It may
contain up to six segments. However, the fixed ionization time scan function
contains no prescan. Thus, the ionization times for each segment do not vary as
a function of sample concentration. The lonization Time can be set from 10 to
65,000 psec.

Manual tuning in Fixed mode is performed by altering the lonization Storage
Levels and lonization Times for each segment of the microscan.

Segment Setpoints  lonization Mode - EI Fived |
Low Mass | High Mass Igrllizalion TI_l:lnizFalil:nﬂ
(m/2] orage ime Fact
Level [m/z) [EA]
] kil 1
100 249 30 1 lahizatian Time: |1DD 3: I
250 39 kil 1
400 il =
1] »
Add | Inzert Delete | Defaults Restore |
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2000 MS Method lon Preparation

The lon Preparation Method

The two fundamental processes in mass spectrometry are ion creation and ion
analysis. For some applications, the ability to manipulate the ion population
following ion creation but prior to ion analysis through such techniques as
selective storage or dissociation may be advantageous. Although this may
require additional instrumentation when using other mass spectrometers, the ion
trap can accomplish it by means of an ion preparation method (IPM), which
modifies the scan function. Advantages associated with IPMs are similar to those
of other sample preparation methods, e.g., reduction of noise, increased
selectivity, etc.

Intermediate Scan Segments (ISS)

The use of the lon Preparation technique introduces intermediate scan segments
(ISSs) into the basic rf scan function. These allow you to customize the prescan
and analytical scan(s) for both electron- and chemical-ionization modes of
analysis.

In the case of electron ionization (El), ISS insertion takes place between creation
of the ions (ionization) and ion analysis. Electron ionization uses the automatic
gain control (AGC) scan function, which consists of a prescan and up to four
analytical scans. As seen in the figure, the prescan and analytical scans include
ionization periods, ISSs, and six rf voltage ramps (only two ramps shown) over a
user-defined range.

Ll
=
= ISS ES
z END OF
© 5 A SEGMENT
= =
N g 9 oE START
= N
= 2 M SETTLE RAMP el
T £ VARIABLE
c g IONIZATION
= TIME
\# \
RF SETTLE J ¥—1

Automatic gain control scan function showing location of intermediate scan segments

With chemical ionization (CI), there are two steps in ion creation (ionization and
reaction). The ion preparation method is capable of inserting ISSs following
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either or both segments of the scan function. Chemical ionization uses the
previous scan for ion control.

As shown below, the analytical scan includes an ionization period, a reaction
period, ISSs, and an rf voltage ramp for mass analysis.

ANALYTICAL SCAN
D

RF
VOLTAGE

A
_/ | L
A Reagent gas ionivation time, as determined by the previous scan.
B. Reagent gas reaction time, as determined by the previous scan

C. Ejection of reagent gas ions.
D. Acquisition of Cl mass spectrum

Cl scan function showing location of intermediate scan segments

Each intermediate scan segment is defined by the following parameters:
e Duration (in time) of the segment

e Beginning rf storage level

e Ending rf storage level

e DC voltage

o Waveform applied to the end cap electrodes

¢ Amplitude of the waveform

e States of two auxiliary outputs (ON or OFF)

e State of axial modulation signal (ON or OFF)

e State of the electron multiplier (ON or OFF)

The ionization portion of the scan function can also be modified to include
application of a waveform and rf modulation. The reaction period can also be
modified to include application of a waveform.
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Specifying the lon Preparation Parameters

Segment Description [?nli?:l] [El?:] I!l_g::s Itlhagst ID:E:;:’" PIEDI:Ir;liDn :‘I
3 3 miz [m/z)

1 |FILAUL DELAEY 0.00 300 40 E50 None

2 3.00 10.00 40 E50 El Auto
La
[t
La ~

Add Insert Delete Defaults Fiestore Sp . |

The lon Preparation Parameters control how the basic El or Cl scan functions
are modified to prepare the ions for scanning. You have control over which ions
are ejected, which are retained, and which will undergo dissociation (CID). Your
input and the lon Preparation technique you are using determine how the scan
function is constructed and what custom waveforms are created to complete the
analysis.

Theory of Operation of the SIS Option

Using the Selected lon Storage (SIS) option, you may selectively accumulate or
store specific ions in the ion trap. Success with this technique requires that there
be no excessive space-charge build up. Optimum mass resolution is achieved by
controlling the number of ions in the trap. When the concentration of background
matrix or co-eluting compound is large compared to the target compound,
Automatic Gain Control (AGC) maintains the correct number of ions in the trap
by reducing the ionization time. However, this also reduces the number of target
compound ions available for analysis.

SIS eliminates unwanted ions by ejecting them from the trap. Given the optimum
number of ions that can be stored in the trap, SIS enriches the sample ions
relative to the unwanted matrix ions by ejecting the latter throughout ionization.
The unwanted ions are ejected from the trap by a technique known as resonant
ion ejection.

Trapped ions exhibit a characteristic, or secular, frequency of oscillation. This
frequency depends on the mass of the ion and the amplitude of the fundamental
storage rf field. An ion's secular frequency increases with increasing storage rf
voltage, and decreases with increasing mass.

Normally, mass scanning results from the application of a single supplemental
dipole field to the end caps of the ion trap, and the application of a linear
frequency increase of rf voltage. As the rf voltage is increased, the ion's secular
frequency increases until it matches the frequency of the applied supplemental
field. At that point, resonance occurs and the ion absorbs energy from the
external field. The amplitude of the ion motion increases, and continues to
increase until the ion is ejected from the trap and the ion is detected.

Resonant ion ejection may also be used to eject multiple ions in a fixed rf storage
field. This is accomplished by applying multiple frequencies to the end caps of
the ion trap. One convenient method of applying multiple frequencies is to use a
broadband multifrequency waveform. The multifrequency waveforms used in SIS
include those frequencies required to eject the unwanted ions from the trap
without affecting the ions to be stored.
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Initially, you specify the mass window of ions to be stored. Because each mass
has a unique secular frequency at a given storage rf voltage, it is possible to
construct a waveform that does not include frequencies near the secular
frequencies of the ions to be stored. The resulting waveform consists of a
distribution of discrete frequencies with missing frequencies, called notches,
corresponding to the frequencies of the stored ions.

Modulation (the periodic increase, then decrease) of the storage rf increases and
decreases the secular frequencies of the ions in the trap. Thus, the unwanted
ions may be brought in and out of resonance with frequencies in the applied
supplemental waveform, so that unwanted ions are ejected and ions of interest
are selectively accumulated.

The figure below is a timing diagram of the SIS scan function. lonization begins
when the electron gate is turned on and electrons enter the trap. At the same
time, the supplemental waveform (WF) is turned on, and ion ejection begins.
With the electron gate and waveform both turned on, the amplitude of the rf
trapping field is modulated to vary the secular frequencies. Application of the
waveform and rf field modulation continues for another cycle after the electron
gate is turned off. This ensures that all remaining unwanted ions are ejected.

Low Mass Dwell

Scan
RF M
High Mass Dwell
Electron
Gate |

WF

Time

SIS Scan-Function Timing Diagram

Selected lon Storage (SIS) Parameters

NOTE: The lon Trap must be calibrated for optimum performance. Do SIS
Calibration in the Tutorial Section before running any SIS methods.

Click on the lon Preparation-SIS tab
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Under Storage Mass Ranges, enter the low m/z integer mass and the high m/z
integer mass for each of the mass windows to be selectively stored. Delete any
mass range not needed. You may enter up to five mass ranges. The default
parameters permit any mass range from 53 m/z to 650 m/z to be stored, given a
storage rf of 48 m/z.

Under Ejection Masses click on lon Mass press the Add button, and enter the
integer mass(es) of those ion(s) to be ejected, along with the corresponding
amplitude(s) as percentages of the amplitudes that would normally be used in a
SIS ejection waveform. Enter up to five masses to eject. The Amplitude range is
10% to 200% with a default of 100%.

Customize SIS

The minimum allowable mass is determined by the storage rf level, which may
be accessed by clicking on Customize.

Customize 515 Method I

lonization Storage Lewvel:

[+ &utoscale?

|4- 43 _l; volts

S\ aveform Amplitude:

Defaults | ok |

Cancel I

lonization Storage Level

Using the default storage rf level of 48 m/z, the minimum low mass that can be
entered is 53 m/z (48 + 5 m/z).

Allowable Storage Mass Range: (storage rf + 5) < mass < 650 m/z.
Default = 48 m/z.

The lowest storage rf level that can be entered is 20 m/z, which allows a
minimum low mass of 25 m/z to be acquired.

The figure below shows the relationship between the minimum mass window that
can be stored and the isolated mass. Note that unit mass isolation can only take
place at low mass; at higher masses, a range of ions is stored even when a
single mass is entered.
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As shown below, the window of ions ejected also depends on mass. A single
mass can only be ejected at low mass values. If a single high mass value is
entered in the table, a range of ions will be ejected.
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Ejected Mass

Autoscale Waveform

Under default operation (Autoscale = ON), the SIS waveform amplitude is
automatically scaled as a function of the frequency components and storage rf
voltage selected.

NOTE: The amplitude of the waveform should be optimized for each Saturn
GC/MS system. The method described in Tutorials, How to Calibrate SIS, has
been found to be adequate for tuning the amplitude in most Saturn GC/MS
systems. However, you may also manually increase or decrease the waveform
amplitude if you prefer.

Customize 515 Method I

lonization Storage Lewel:

I+ Autoscale?

waf S eform Amplitude: g 43 — wolts

D efaults I | Ok I Cancel I

To manually specify the waveform amplitude, deselect (uncheck) Autoscale. The
field for Waveform Amplitude appears active.

Enter the desired Waveform Amplitude in volts.
Range: 0 < amplitude < 60.00 volts. Default = 15.00 volts.
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Tips for Using SIS

Observe these recommendations for best results when using the SIS application.

When selectively storing ions that are easily fragmented by collision-induced
dissociation (CID), use wide mass isolation ranges and low amplitude
waveforms.

As the frequency notches become increasingly narrow and the voltage of the
frequency components increases, the ions that you wish to store acquire
sufficient energy to dissociate or be ejected. As a result, a small fraction of
these ions may be lost due to dissociation or ejection.

Target TIC values less than 10,000 are recommended when using SIS
applications, especially with a narrow mass window. Values in excess of
10,000 may cause space charge build-up, which can decrease the linear
range for quantitation and result in loss of resolution.

The MS “q” Calculator

For convenience, The MS g Calculator is available in all lon Preparation Options.

&The M5 "q" Calculator |

Dezired Parent lan: 264 _:I

Desired "q' W alue: 0.40000 ==

:

Escitation Storage Level: 116.4 mfz

Cloze

f

Storage rf values are often reported in terms of the Mathieu “q” parameter in the
scientific literature. The value of the “q” parameter determines the stability of the
parent ion trajectory. More stable trajectories allow higher excitation voltages to
be applied before ions are ejected from the trap. It has been empirically observed
that a “q” value of 0.4 provides an optimum yield of product ions. This calculator
utility determines the corresponding CID storage rf value (m/z) following user
entry of an ion mass (m/z) and desired “q".
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2000 MS Method MS/MS Option:
Theory of Operation

Overview

This section describes the four basic operations in Saturn lon Trap Tandem
Mass Spectrometry (MS/MS) for electron ionization (EI):

e |on formation and matrix ion ejection

e Parention isolation

e Product ion formation

e Product ion mass scanning.

Chemical ionization (Cl) MS/MS uses a subset of these operations.
Note that the utility of the MS/MS technique derives from the following:
e optimally filling an ion trap with the selected parent ion;

e obtaining qualitative structural information about the sample by forming the
product ion spectrum; and

e increasing the signal-to-noise ratio by eliminating interfering matrix ions in
the product ion spectrum during isolation.

lon Formation and Matrix lon Ejection

lonization of the sample and any co-eluting matrix occurs by electron ionization.
During ionization, a broadband multifrequency waveform is applied to the end
caps of the ion trap to resonantly eject ions below the specified parent ion mass.
This removes unwanted low-mass ions whose space charge would otherwise
affect the storage efficiency of the parent ion. Removal of most of the space
charge from the trap improves mass resolution in subsequent MS/MS steps.

Following ionization, a second broadband waveform is applied to the trap to eject
those ions whose masses lie above the specified parent ion mass. This removes
most of the remaining unwanted ions from the trap. There now remains in the
trap the optimum number of parent ions having the desired m/z value, along with
a few ions with values of m/z slightly above and below it.

The advantage of this two-step approach is that it only requires one calculation of
the waveforms. If subsequent adjustments are needed to accommodate changes
in mass calibration, they can be made automatically by software that
independently modulates the rf fields in each ion-ejection step.
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Parent lon Isolation

The parent ions can be completely isolated from any remaining matrix ions in
another two-step process.

The first step ejects the ions with masses below the parent ion mass by ramping
the rf field amplitude with axial modulation applied to the end cap electrodes.
This step resonantly ejects all ions having masses up to, and including, the mass
just below the parent ion mass. Axial modulation is then turned off.

In the second step, a broadband multifrequency waveform (WF2) is applied to
the trap to simultaneously eject all masses above the parent ion mass. Isolation
occurs at elevated rf levels where mass resolution is optimal. Thus, it is possible
to achieve unit mass isolation over the entire mass range of the ion trap.

Achieving unit isolation is useful in isolating a single mass in an isotopic cluster,
or in separating the parent ion from interfering matrix ions. This high resolution
isolation method is further advantageous in that it is calibrated using standard
mass calibration information, and uses the same broadband waveform for all
masses. Thus, if the system is recalibrated, or if a new parent ion mass is
selected, recalculation of the waveform is not required.

Product lon Formation

Product ions are formed from the parent ions by collision-induced dissociation
(CID). The parent ions constantly undergo collisions with helium gas in the ion
trap. Normally these collisions involve relatively small energies, but if the
translational energy of the parent ion is increased, the collisions may convert the
translational kinetic energy to internal vibrational energy.

If the parent ion acquires enough vibrational energy, one or more chemical
bonds in the ion may be broken, forming ions of lower m/z than the original
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(parent ion) m/z. The m/z distribution that results from the CID process depends
on the characteristics of the parent ion and the amount of energy that has been
converted into internal vibrational energy.

The translational kinetic energy of the parent ion can be increased using either of
two methods. Each method requires application of a waveform to the trap. The
waveform amplitude is called the CID excitation amplitude, and the length of time
that the waveform is applied is called the excitation time.

The first method involves nonresonant excitation. In this case, a low frequency
supplemental dipole field is applied to the end caps of the trap, resulting in an
instantaneous change in the potential energy of the ion in the trapping field.!
The restoring force of the trapping field converts the newly increased potential
energy of the ion into increased translational kinetic energy. A portion of this
kinetic energy is then converted into internal vibrational energy upon subsequent
collisions. This process is repeated during each oscillation cycle of the low
frequency dipole field.

The second method for increasing the parent ion kinetic energy involves
resonant excitation. This method requires application of a high frequency
supplemental dipole field to the end caps of the ion trap. The frequency must
match the oscillation frequency of the trapped ion. The resonant frequency of the
trapped ion depends on ion mass, space charge, rf trapping field amplitude, and
other instrumental factors. Thus, it is difficult to precisely calculate its value. The
amplitude of the rf trapping field is therefore modulated over a specified range.
As the resonant frequency of the trapped ion depends on the magnitude of the rf
field, modulating the rf field amplitude results in a modulation of the resonant
frequency of the ion. Modulation of this frequency causes the frequency of the
ion to periodically match that of the applied supplemental dipole field. Thus, the
energy coupled to ion motion is maximized, and the effects of shifts in the ion
resonant frequency are minimized. The effectiveness of the resonant excitation
method depends on the mass range over which the rf field is modulated, and the
total time spent in resonance.

An advantage of using nonresonant excitation is that it is not critical to match the
applied dipole frequency to that of the ion. Consequently, the method is affected
neither by electronic drifts, space charge effects, nor sample concentration. This
results in reproducible product ion spectra that are unaffected by changes in the
trapping conditions and sample concentration. This method is often useful with
parent ions that fragment by the breakage of a single weak chemical bond to
form highly stable ions containing functional groups that do not undergo
significant rearrangements. A disadvantage of the method is that it is not
selective with respect to excitation of ions in the trap . Therefore, the method
cannot be selectively tuned to excite only ions having a particular m/z. The
method is also less useful with parent ions in which multiple chemical bonds are
broken and with parent ions that undergo complex rearrangements following
collision-induced dissociation.

The resonant excitation method is selective to the mass range that is excited. It
permits coupling of energy to the motion of an ion having a particular m/z value
in a very controlled way. Consequently, the rate that the amplitude of the ion
motion increases is just balanced by the rate that energy is removed by
collisions. The ion is not ejected and energy can be deposited as internal energy
by increasing the number of collisions. This is done by increasing the excitation
time. Thus, it is possible to fragment parent ions that require the breakage of

! The dipole field is simply an electric field oriented along the axis of the trap.
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multiple chemical bonds or that undergo significant rearrangements. Periodic
modulation through ion resonance results in an averaging of the energy coupled
into the ion motion and provides a reproducible product ion spectrum, even with
changes in concentration. A disadvantage of this method is that two parameters
in addition to the excitation time and CID excitation amplitude need to be
optimized; these are the modulation range and CID bandwidth.

Changing the CID bandwidth permits simultaneous excitation of ions within a
range of masses. As CID bandwidth increases, the corresponding mass range
also increases. At a given CID bandwidth, mass range increases with increasing
ion mass, and decreases with increasing excitation rf storage level.

Mass
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Note that at a storage level of 48 m/z and a CID bandwidth of 4 kHz, the mass
range increases from 3 to 40 m/z when the parent ion mass increases from 100
to 400 m/z. Given a parent ion mass of 400 m/z and a CID bandwidth of 4 kHz,
the mass range decreases from 40 m/z for a storage level of 48 m/z to a range of
12 m/z for a storage level of 143 m/z.

The amount of energy that is converted to internal energy in the parent ion
depends on the number of collisions (excitation time), the relative energy of the
collisions (CID excitation amplitude), and the rate that the internal energy is
removed by collisional deactivation (excitation method). Collision-induced
dissociation in the ion trap is always in competition with ion ejection. If the CID
excitation amplitude selected is too large, the parent ion will be ejected to the
trap electrodes before it can collide with background helium atoms. If the CID
excitation amplitude selected is too small, the energy of the parent ion will not
exceed the internal energy threshold required to break the chemical bonds and
form product ions. This is because energy is constantly being removed by low
energy collisional deactivation. Therefore, the CID excitation amplitude and the
excitation time are both used to optimize the CID process in conjunction with an
appropriate choice of excitation method.

Product lon Mass Scanning

Following formation of the product ions by collision-induced dissociation, a single
rf ramp is used along with the axial modulation field to resonantly scan ions from
the trap into the electron multiplier. This process generates the product ion
spectrum.

Chemical lonization

Chemical ionization (CI) may also be used to selectively fill the ion trap. In this
case, the ion formation and matrix ion ejection steps described above are
modified. Insertion of the three subsequent MS/MS operations, i.e., parent ion
isolation, product ion formation, and product ion mass scanning, into the basic ClI
scan function (following the ionization and reaction steps) creates the CI-MS/MS
scan function.

EI/MS/MS and CI/MS/MS Automatic Space Charge
Control

Space charge control for EI/MS/MS and CI/MS/MS occurs by forming the ions
during a fixed ionization period. lon formation occurs in the same manner as for
El or CI. After ion formation, all ions outside of the isolation window specified by
the user are removed from the trap. The ions are subsequently scanned from the
trap at the normal scan rate.

Summary

The four operations described above, i.e., ionization, parent ion isolation, product
ion formation, and product ion mass scanning, are used in the analytical scan.
When automatic space charge control is used the number of parent ions in the
isolation window are used to determine the ionization time required to maintain
the optimum number of ions in the trap. Thus, the total ion space charge level is
held constant as the sample and matrix levels change. Maintaining a constant
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level of parent or product ions in the analytical scan results in consistent,
reproducible product ion spectra.

Lower target values may be required with the MS/MS option to prevent space
charging effects. Based on the isolated parent ion, the following target values are

recommended.
Parent lon Target
60 <m/z < 150 10000
150 < m/z < 500 5000
500 < m/z < 650 2000

Additionally, the EI-Auto PreScan ionization time must be changed from the
default value. This is done automatically when the user selects MS/MS ion prep.
The PreScan ionization time is changed to 1500 pusec.

Segment Setpoints  lonization Maode - EI Auto | lon Preparation - M5 /M5 I

lonization
Storage
Level [m/z)

lonization lﬁ
Time Factor Target TIC: 20000 counts
£

M ax. lonization Time: |25EIDD 3 usec

Low Mass | High Mass
[m/z) [m/z)
1
Add

It

Prescan loniz. Time: |15EID 3: usec
Background Mazs: |45 3: miz
RF Dump Y alue: IBED o 3: m.'z

et Defaults | Festare |

The MS/MS lon Prep Method

MS/MS Software Parameters

Segment Setpoints | |anization Mode - E| Fiked  loh Preparation - M5 /M5 |

|solation:

Parent lon Mass: |131.U _I::l méz

Digsociation:

Whavefarm Type:

Excitation Storage Level:l-’iS.D _Ij m/z

Isolation window: |3.0 = mfz Excitation Amplitude: |2D.DD _Ij wolts
Diefaults | Restore | Customize...l "q"EaIcuIatorl

Under the Isolation header, enter the Parent lon Mass (m/z). The parent ion
mass range is 50 to 650 m/z.

NOTE: Integer mass values may be used if the mass isolation window (next
step) is greater than 1.5 m/z. If the window size is less than 1.5 m/z, or if the
mass defect of the parent ion is greater than approximately 0.3 m/z, use the
exact fractional mass.
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Under the Isolation header, enter the Isolation Window (m/z).

The full mass isolation window range is 1.0 to 14.0 m/z; the actual range is mass
dependent. The default value is 3.0 m/z. Integral and fractional mass isolation
windows are both accepted. If mass isolation windows smaller than 1.5 m/z are
used, the exact mass of the parent ion should be entered in Parent lon Mass.

NOTE: When first developing a method, you may wish to start with a mass
isolation window of 3 m/z to ensure that the ion is centered in the window, e.g.,
given a parent ion mass of 502 m/z and a mass isolation window of 3 m/z, ions of
masses 501, 502, and 503 m/z would be isolated. If there is a need to reduce the
window because of interfering ions, this should be done in a later step because
the customized parameters may require optimization.

Some ions are more easily dissociated during the isolation step. Therefore,
increasing the window will reduce the ion loss by dissociation at the expense of
selectivity.

Under the Dissociation header, select the Waveform Type by clicking on
nonresonant or resonant excitation.

Segment Setpoints | lonization Mode - El &uto  |on Preparation - MS/MS ]

Parent lon lsolation = ‘Waveform Excitation Excitation
Mass Window Type Storage Level Amplitude
1 1310 30 Resonant 480 0.20 Customize. ..
2 BE0 30| Resonant 48.0 10.00 4

"'q" Calculator I

Add Inset Delete Defaults Restore

The nonresonant method is usually used first because it is easier.
Excitation Storage Level (resonant or nonresonant excitation)

Definition: the rf storage level in m/z when the dissociation waveform is applied
following isolation.

The excitation storage level range depends on the parent mass, but the storage
level must lie more than 2 mass units below the lowest product ion value. The
default value is 48 m/z for both resonant or nonresonant modes.

Use the "g" Calculator for suggested excitation storage levels.

NOTE: Set the excitation storage level to avoid ejection of the lowest mass
product ion. If, for example, a parent ion of 403 m/z dissociated to product ions
with m/z values of 350, 200, and 131, you would not want to use a storage level
value above 126 m/z.

Excitation Amplitude in volts.

The amplitude range for nonresonant excitation is 0 to 100 volts. For resonant
excitation, the range is 0 to 60 volts. The default values are 20 volts for the
nonresonant excitation method and 0.2 volts for the resonant excitation method.
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NOTE: If the excitation amplitude used is too large, the parent ion and product
ion spectra will be absent because both ions will be ejected from the trap. If the
value is too small, the parent ion spectrum will be dominant and the product ion
spectrum will be weak or missing.

The MS “q” Calculator

For convenience, The MS g Calculator is available in all lon Preparation Options.

#= The MS "g" Calculator |

Deszired Parent lan: 2E4 _:I

Dezired "q'' Walue: IZI_4EIEIEIEI_:|

i

Excitation Storage Level: 116.4 mfz

Cloze

J

Storage rf values are often reported in terms of the Mathieu “q” parameter in the
scientific literature. The value of the “q” parameter determines the stability of the
parent ion trajectory. More stable trajectories allow higher excitation voltages to
be applied before ions are ejected from the trap. It has been empirically observed
that a “q” value of 0.4 provides an optimum yield of product ions. This calculator
utility determines the corresponding CID storage rf value (m/z) following user
entry of an ion mass (m/z) and desired “q”.

NOTE: Right click of the mouse on the “q” calculator button provides a “q” to “p”
calculator.

Raw O <--> Beta Converter [
] ID.D'I Q000 _I?
Beta IEI.EIEI?EI?EI _l?

Calculate |

Customize Non-resonant Method

The parameters in the MS/MS lon Prep Method Editor window are the basic
ones needed to create a MS/MS lon Prep Method file. For the vast majority of
applications, no other information is required. However, some applications may
require further customization.

NOTE: Be sure that you have specified the parent ion mass before opening the
Customize Parameters window.
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Method Editor - M5/M5 [Custom-Honresonant]

— lonization

|oniz. Storage Level: me'z

=
E jection Amplitude: IEEI.EI _Ij vl

Low Edge Offzet: G

— l=alation:

steps

High Edge Offzet; 2 steps

High Edge Amplitude: IEEI.EI _I? wvolks

| zalation Tirme: 5 = e
— Dizzociation:
Excitation Time: 20 _l mIec

Defaultz | k. I Carnicel

Customize Parameters window is separated into three sections. lonization,
Isolation and Dissociation.

lonization

lonization Storage Level: The m/z value at which the rf is maintained during
ionization and the coarse isolation step. The range is 35 to 160 m/z, with a
default value of 48 m/z.

Ejection Amplitude: the amplitude (in volts) of the ejection waveform during the
coarse isolation step. The default value will work for most ions. For certain ions
that are less stable, this value may need to be reduced in order to minimize the
amount of energy imparted to the parent ion during isolation. The range of the
ejection amplitude is from 0 to 60 volts, with a default value of 20 volts.

Isolation

Low Edge Offset: The integer value step to optimize the ejection of the mass
just below the parent ion mass. The low edge offset range is 0 to 20 steps. The
default value is 6 .

Low Edge Offset affects the isolation window on the low mass side of the parent
ion. Increasing the value in the positive direction (increasing the default from 6 to
7 steps) opens the isolation window on the low mass side of the parent ion.
Decreasing the offset (decreasing from the default 6 to 5 steps) decreases the
window on the low mass side. The offset should be adjusted to minimize the
amplitude of the adjacent masses below the parent ion. Initially, adjust in 2 step
increments. Typically, a 2 step adjustment will eliminate the mass below the
parent ion.
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High Edge Offset: The integer value step to optimize the ejection of the mass
just above the parent ion mass. The High Edge Offset range is -20 to 20 steps.
The default value is 2.

High Edge Offset affects the isolation window on the high mass side of the
parent ion. Increasing the offset (from 4 to 5 steps) increases the window;
decreasing the offset (from 4 to 3 steps) decreases the window. The offset
should be adjusted to minimize the amplitude of adjacent masses above the
parent ion.

High Edge Amplitude: Amplitude of broadband waveform use to eject masses
above the isolated parent ion. Default is 30 volts.

Isolation Time: The dwell time during which the rf field is held constant in the
high mass ejection step.

< Eject > m
Eject < m —» T
m
RF
ilunizei CID Scan -
WF1 Selective ion trapping
A B
W2 Eject> m
WF3 CID

460 KHz Eject <m ‘ Scan L

The isolation time range is 1 to 10 msec. The default time is 5 msec.

A decrease in the Isolation Time may be required to isolate unstable ions. This
depends on the amount of parent ion intensity that is lost when adjusting the high
offset. Adjustment of the isolation time reflects a compromise between the
requirements of long times to efficiently eject the next highest mass during
isolation, and minimization of CID-based parent ion losses during isolation.

Unstable ions can often be recognized by asymmetric tailing of the mass peak
towards the low side of the spectrum during normal mass scanning. In the case
of the mass at m/z = 219 from the calibration gas PFTBA, the parent ion intensity
is frequently reduced to the CID intensity of the parent ion by the broadband
waveform used to eject the high mass ions above the parent ion.

Some of the frequency components in the waveform will fall close to the resonant
frequency of the parent ion and may couple energy into the ion motion. Unstable
ions can undergo CID at very low energies. By decreasing the isolation time, the
parent ion spends less time in the trap with the waveform present. Stable ions
from PFTBA that can be used to adjust the isolation parameters are m/z = 69,
131, 264, 464, 502, and 614. Column bleed from polysiloxane phases produces
stable clusters of ions starting at m/z = 181, 207, 281, and 429.

216



Dissociation

Excitation Time: The excitation time is the time required for collision-induced
dissociation (CID) by ion excitation. The excitation time range is 0 to 1000 msec.
The default excitation time is 20 msec for both resonant and nonresonant
excitation.

Customize Resonant Method

NOTE: Be sure that you have specified the parent ion mass before opening the
Customize Parameters window.

(Method Editor - MS/MS [Custom-Resonant) 3 |

— lonization:
loniz. Storage Lewel: _:. msz
Ejection Amplitude: =i wolts

— l=olation:
Lowe Edge Offzet: m steps
High Edge Offset: 2 _:l steps
High Edge Amplitude: 30.0 _:l woles
lzolation Time: 5 =i MEes

— Digzociation:
E =citation Time: 20 | msec
FAodulation Range: Iﬁ steps
kA odulation Fate: 2000 _:l uzecs/step
MHurmber of frequencies: ﬁ
CID Frequency OFffzet: o _:l Hertz

Defaults I | Ok I Cancel I

Customize Parameters window is separated into three sections. lonization,
Isolation and Dissociation.

lonization

lonization Storage Level: The m/z value at which the rf is maintained during

ionization and the coarse isolation step. The range is 35 to 160 m/z, with a
default value of 48 m/z.

Ejection Amplitude: the amplitude (in volts) of the ejection waveform during the
coarse isolation step. The default value will work for most ions. For certain ions
that are less stable, this value may need to be reduced in order to minimize the
amount of energy imparted to the parent ion during isolation. The range of the
ejection amplitude is from 0 to 60 volts, with a default value of 20 volts.

Isolation

Low Edge Offset: This parameter provides a fine adjustment for the isolation
window to optimize the ejection of the mass just below the parent ion mass. The
low edge offset range is 0 to 20 steps. The default value is 6.

Large positive values widen the isolation window towards low masses.
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High Edge Offset: This parameter provides a fine adjustment for the isolation
window to optimize the ejection of the mass just above the parent ion mass. The
High Edge Offset range is -20 to 20 steps. The default value is a function of the
parent ion mass.

Large positive values widen the isolation window towards high masses.

High Edge Amplitude: Amplitude of broadband waveform used in the two-step
isolation to eject masses above the isolated parent ion. The default value works
well for stable ions, but may need to be reduced for unstable ions. The range of
values is 0 to 60 volts with a default value of 30 volts.

Isolation Time: The dwell time that the broadband waveform is applied during

the high mass elimination step. The default value works well for stable ions, but
may need to be reduced for unstable ions. The range of values is 1 to 10 msec
with a default value of 5 msec.

< Eject > m
Eject<m — T
m
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{lonizel CID Scan -
WE1 Selective ion trapping
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WE2 Eject> m
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460 KHz Eject <m \ Scan |

NOTE: In the case of unstable ions, the isolation efficiency can be improved by
decreasing the isolation time.

Dissociation

Excitation Time: The excitation time is the time required for collision-induced
dissociation (CID) by ion excitation. The excitation time range is 0 to 1000 msec.
The default excitation time is 20 msec for both resonant and nonresonant
excitation.

Modulation Range: The step range over which the rf storage field is modulated
during resonant CID. This modulation greatly reduces any effect of changing
secular frequency with concentration. The default is sufficient for exciting a single
ion. When trying to excite an isotopic cluster, increase this value and/or increase
the CID bandwidth. The range is 0 to 12 steps. The default value is 2 steps.
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NOTE: This value is not used if the nonresonant CID method is selected. A
value of 0 gives a fixed rf storage field, i.e., no modulation

Modulation Rate:

The number of microseconds that will be spent at each step. The range is 29
usec to 5600 usec, with the default value of 3000 usec/step. The default value is
adequate for nearly all applications.

Number of Frequencies: Enter an odd integer in the range of 1 to 121 for the
number of frequencies. A frequency number of one generates a single
supplementary frequency applied to the end caps. An integer of 3, generates
three frequencies: the resonance frequency and frequencies 500 Hz above and
below that frequency

CID Frequency Offset : For certain applications it maybe desirable to offset the
dissociation frequency. The CID frequency can be adjusted between + 3000 Hz

Tandem Mass Spectrometry (MS/MS)

How to Customize Parent lon Isolation

If you wish to further optimize parent ion isolation by reducing the isolation
window, first build a method with a mass isolation window of 3 m/z, an excitation
time of 0 msec, and a CID (excitation) amplitude of 0 volts. This permits you to
observe only the isolation of the parent ion without the influence of CID. The
exact fractional mass of the ion should be used for the parent ion mass.

Use a fixed sample source, such as perfluorotributylamine (PFTBA) calibration
gas, or the column bleed obtained by raising the gas chromatograph oven
temperature to 300°C. Adjust the isolation parameters to isolate a single ion.

How to Select an Excitation Technique

The compound and matrix you are using determine which excitation technique
you should use. Nonresonant excitation works well with most compounds, but
resonant excitation has been found to work better with some. You are advised to
begin your analysis with nonresonant excitation because it requires optimization
of fewer parameters. If the results desired cannot be obtained using nonresonant
excitation, switch to resonant excitation.

How to Optimize the Nonresonant CID Parameters

Follow these steps to optimize the nonresonant or resonant excitation CID
parameters. Determine whether the CID (excitation) amplitude used was too
large or too small.

NOTE: If the CID (excitation) amplitude used was too large, the parent ion and
product ion spectra will be absent because both ions will have been ejected from
the trap. If the value was too small, the parent ion spectrum will be dominant and
the product ion spectrum will be weak or missing.
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Increase or decrease the CID (excitation) amplitude until a change in the spectra
is observed. In the case of nonresonant CID, use 10 volt steps; for resonant CID,
use 0.2 volt steps. Continue to increase or decrease the CID (excitation)
amplitude, but in smaller increments until suitable ion spectra are obtained.
Adjust the excitation time in 10-ms steps to optimize the spectra.

NOTE: If the parention is ejected instead of forming a product ion, increase the
excitation rf level from 48 to 55 m/z and adjust the CID (excitation) amplitude. In
general, increasing the rf storage level necessitates the use of a higher
amplitude to dissociate the ions. Do not, however, raise the excitation rf level
above the storage level of the product ions.

How to Customize the Resonant Excitation Method

Using a fixed sample source such as perfluorotributylamine (PFTBA) calibration
gas or the column bleed obtained by raising the gas chromatograph oven

temperature to 300°C, follow these steps to customize the resonant excitation
method.

Method Editor - MS/MS [Custom-H esonant)] I

— lonization:

loniz. Storage Lewvel: t=AN = sz

Ejection Amplitude: Im wolks
— l=olation:

Lowe Edge Offzet: B _:l steps

High Edge Offset: Iﬂ steps

High Edge Amplitude: 20.0 _:l wolks

lzolation Time: Iﬂ MEes
— Digzociation:

E=citation Tirme: 20 e | MEe:

FAodulation Range: Iﬁ steps

kA odulation Fate: 2000 _:l uzecs/step

MHMurmber of frequencies: m

CID Frequency OFffzet: o _:l Hertz

Defaults I | Ok I Cancel I

Reduce the modulation range to 0 steps. The modulation rate will now have no
effect on the spectra, i.e., the rf storage level is fixed. Iteratively adjust the CID
(excitation) amplitude and excitation time to optimize parent-to-product ion
conversion.

NOTE: If the amplitude used is sufficiently large, the parent ion should be
ejected. Parent ion ejection indicates that the CID frequency applied to the end
caps is properly resonant and that the trap function has been correctly calibrated.

Increase the modulation range to 2 steps.

Alternatively, increase the CID bandwidth by increasing the Number of
Frequencies from 1 to 3 frequencies. This increases the mass range around the
parent ion that is excited. Several frequencies may be used with or without
modulation, and may be useful when exciting isotopic clusters.
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Automated Methods Development

Automated Method Development (AMD) is used to optimize CID conditions for
product ion formation in a MS/MS method. AMD uses up to 10 different sets of
conditions for the same parent ion.

When using Automated Method Development (AMD) option, set the Saturn
method for 1 microscan per analytical scan by adjusting the Scan Time
(Segments Setpoints). The easiest way to do this is to use the down-scroll
button in the Scan Time edit control to reduce the time to its lower limit. The
software calculates the minimum scan time allowed based on the duration of
one microscan for the current method parameters. This will ensure that the
maximum number of cycles through the different voltages (scan segments)
across each peak is performed.

A strategy for using AMD to determine the optimum excitation storage level
and excitation voltage:

1.

Determine the parent ion and retention time for each compound from an
injection using normal El mode. Build a multi-segment acquisition
method, with one segment per compound.

Use the default conditions with Automatic Methods Development to
determine the mass of the product ion(s). AMD allows the CID voltage to
be incremented on a scan-by-scan basis (25v, 30v, 35v) for up to 10
scans and then the cycle repeats.

Once the m/z value of the product ion is determined, make the following
calculation. Product ion m/z divided by 1.4 = the highest CID rf excitation
level. For example, if the product ion is m/z 140, then the rf excitation
level must be no higher than 100. This will ensure good trapping
efficiency of the product ion. The value of 1.4 is a ratio of the “gq” ejection
value (.908) and the “q” value at Beta(1/3) of 0.63.

Once the rf excitation level is set, the only variable to optimize is the CID
voltage. This can be done with two injections using AMD. The first
injection can use voltage increments of 10 volts (Nonresonant) or 0.2
volts (Resonant). Once you get close with this first injection, lower the
voltage increment and optimize the voltage with the second injection.

Determining the Optimum Voltage for Nonresonant
Excitation Using Automated Methods Development
(AMD)

Follow these steps to determine the optimum voltage for nonresonant excitation
by using AMD while injecting the parent compound.
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It is a good idea to verify that the parent ion is isolated without a large loss in
intensity. This can be done by setting the excitation amplitude for scan segment
1=0 volts. Inject the sample and examine the spectra across the peak

Set the excitation rf equal to the lowest mass product ion expected divided by
1.4. If the product ions are not yet known, start with the excitation rf=48 m/z and
an excitation time of 20 ms. Set up the AMD method to cycle through excitation
voltages using increments of 5 or 10 volts.

NOTE : If you require a more accurate value for this voltage, you may inject the
sample and increase the CID (excitation) amplitude by 2 or 3 volts for each group
in the vicinity of the best values found with the 10-volt increments.

NOTE: If the rf level has been raised to trap the lowest product ion and a
satisfactory number of product ions still has not been obtained, either try another
parent ion or switch to resonant excitation. Some ions are sufficiently stable that
they are ejected from the trap before they can acquire enough energy to
dissociate. You may also try increasing the excitation time.

Determine the optimum voltage by plotting the product ion intensity data as a
function of CID (excitation) amplitude as shown below.

Nonresonant Excitation of a Typical lon
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Determine the optimum rf level by plotting the product ion intensity data as a
function of CID (excitation) amplitude for different rf levels as shown below.

Product lon Formation vs. Excitation RF for a Typical lon
Using Nonresonant Excitation
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NOTE: The maximum yield of product ions shifts to higher CID (excitation)
amplitudes as the rf level is increased.

Determining the Optimum Voltage for Resonant
Excitation Using Automated Methods Development
(AMD)

Follow these steps to determine the optimum voltage for resonant excitation
using AMD while injecting the parent compound.

Set the excitation rf equal to the lowest mass product ion expected divided by
1.4. If the product ions are not yet known, start with the excitation rf=48 m/z and
an excitation time of 20 ms. Set up the AMD method to cycle through excitation
voltages using increments of .2 or .5 volts.

Determine the optimum voltage by plotting the product ion intensity data as a
function of CID (excitation) amplitude as shown below.

Resonant Excitation of a Typical lon
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This figure shows a typical breakdown curve for resonant excitation using default
modulation parameters.
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MS/MS

You can do multiple reaction monitoring by adding lines of different parent ions
masses and different dissociation parameters. The limit is nine.

Segmenk Setpoints | lonization Mode - El Auto  |on Preparation - MS/MS ]

Parent lon | lIsolation = Waveform Excitation Excitation
Mass Window Type Storage Level Amplitude
1 131.0 30 Resonant 480
2 6600 BT e a0 10.00]
Add | Insest Delete Defaults Restore

Customize. ..
"'q" Calculator

Unit Resolution Selected lon Storage

Unit Resolution Selected lon Storage (uSIS) is capable of isolating up to 9 ions with unit mass
isolation. This method is useful for those cases where the standard SIS window is too large.

Segmert Setpoints I |onization kode - El Auto  lon Preparation - us1S I

Parent lon | lzolation

Mass Window
£3.0 1.0
131.0 1.0

5020 30
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[

Add I Insert | Delete | Defaults |

Customize... |
' Colltr|

"'g" Calculator

Restore |

Use uSIS when narrow mass ranges are required by your application. Allowed

storage windows vary up to 3u at m/z less than 80 and up to 14u at m/z 420 and
above. If larger ranges are needed, use the SIS option.

MS/MS/MS

MS?® uses two parent ions for sequential dissociation. The additional dissociation

step can be used to increase selectivity of analyte versus background or for

additional structure information.
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Segment Setpoints | lonization Mode - El duta  lon Preparation - kMSn

Parent lon | lsolation | Waveform Excitation E xcitation
Mass Window Type Storage Level| Amplitude
Parent lon 1 1310 300 Resonart 480 020
Parent lon 2 B3.0 300 Resonart 48.0 020
g Ealculatorl
Add | Ingert | Delete | Defaults | Restare |

First, work out optimized conditions for MS/MS of the first parent ion. AMD will
make this process go faster.

Then optimize the conditions for dissociation of that product ion (entered under
parent lon 2). You may need to make sequential injections using the MS3
method. If the second generation product ion is in the original El or CI spectrum,
then you can use AMD to find the optimum conditions.

225



226



2000 MS Method Section

Overview

In the 2000 MS Configuration section, you configured your hardware for a 2000
and opened the System Control Window for instrument control and acquisition.
At this point, you could simply inject a sample and acquire mass spectra.
However, it is not likely that the startup Method will have the method settings that
are appropriate for your analysis. Therefore, the startup Method will need to be
edited to enter the settings appropriate for your analysis. Method Builder is used
to view and edit methods. It can be accessed from MS Workstation Toolbar
under the icon that is labeled that “View/Edit Methods” or the startup.mth button.
The method can also be accessed from the System Control bar by clicking on
the Startupl.mth button.

R O T T T

é_ System Control - YWanan Saturn #1 - Waiting for Instrument Modules

File Edit Inject Automation Becalculate  |nztument Windows  Help

‘i%lﬁl Startup‘l.mth Plﬁl |J||J| }Elﬁllﬁl‘lﬁﬂl “l‘"l.l

Using Star Assistant to Create a New Method

If you click on the Method Builder button on the MS Workstation Toolbar, you will
get this dialog box.

Create/0Open Method File E3 I

Select a method file action

i* Create a Mew Method File

7 Open an Existing Method File Cancel |

[ Do nat digplay this dialog at startup

If you choose Create a New Method File, the Star Assistant Wizard will guide you
in building this new method.
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Configuring method

Thiz Star Azzistant will guide pou through
adding instrument module control and any
post-run processing to the method.

Click. the Mext button to continue.

[+ Shaw this introduction next ime

< Hack I Mest » I Cancel |

You will first be asked to select the instrument configuration for which you want
to create a method.

Select Configuration

Select an existing instrument configuration for the method or
zelect a custom configuration for the method. Then click Mest to
continue.

— Select a Configuration— — Configuration Description

The fallawing screens will
guide you in selecting a
 Inztument 1 custom configuration far your
methad.

< Back I Mext > I Cancel |

Select Instrument 1 for the 2000 module and click on Next.
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Select detectors for pogt-run processing

Select the detector(z) for which pou want to add post-run
procezzing to the method. Then click Mest to continue.

— Detector Modules
(WS atum 2000 Mass Spec at address 40

Select All |

¢ Back I Mext > I Cancel |

You will be asked to select the channels on which post-run processing will be
performed.

Create sections for post-run processing

For the following module: |2DDD at address 40

Select the channel(z] o Select the Post-Fun
process: processes bo perform:
[W]Channel 1=p5 Data [w] 5 aturn D ata Handling

Select All |

< Back I Ment = I Cancel I

When you have selected the data channels and type(s) of post-run processing to
be run for each detector, the Star Assistant will create a Method containing all of
the sections that are needed to control the hardware, collect data and do the
post-run processing specified. These Method sections will contain default values
for all of the parameters. These parameters will need to be edited to match your
analysis.
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The Method Builder Window

As you step down through the Method tree, the parameters associated with each
section of the Method are displayed for editing.

& Method Builder - [startup.mth]

DEiIe Edi iew Window Help

=|ex|E g2 [

2 & 250

Bl=|ass| B2z 2

GC Injector
GE Aupliary
GE Coluran
GC Detectors

1= AutoSampler

GC Relays

GL Shipchart

2000 Mass Spec - Address 40
T 2000 ass Spec Contol

LT M8 Method Editor

ch

Location: |C:\SatumWS\staltup.mth
Thursday, July 02, 1938 07 35.06
Thursday, July 02, 1938 07 35:.06
Size; 49844 hytes
Methiod File Athibute:
O Readorly
Aichive

Created
Modified:

[0 Hidden

[ Requires Passward on Save

Revision Hiztory:

I =

Detailed information about the menu items and Toolbar buttons can be found in

the online help.

Method Notes

% Method Builder - [startup.mth®]
DEiIe Edit Wiew ‘Window Help

el R T e

N IRRn

6 8| BB

startup mth*
Method Notes

o Satun 2000 Mass Spec - Address 40
EIE Satum 2000 Mass Spec Cantrol
.0 Main Editor
2T Channel 1=H5 Data

EI@ Satum [ ata Handing

Calculations Setup

Compound T able
Results Treatment

Example for bethod Motes

Method Motes iz a free fom test entry that can be used to annotate your method. Simply
click. an this window and start typing a description of the method or explanation far which
This methiod is to be used.

The first item in the Method is the Method Notes section. Method Notes is a free

form text field where in

formation about the Method or the application can be

entered. Method Notes are displayed in the File Open dialog boxes used

whenever you select a

Method.

Method Notes can help explain to the operator when a Method should be used.

They can also be used
to refer to specific item

to convey sample preparation information and reminders
s in the lab’s Standard Operating Procedures.
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The 2000 MS Method Windows

Under the Method Directory item 2000 Mass Spec Control, click on the item MS
Method Editor. The display on the right will now show the MS method. Note that
you may click on the splitter bar separating the Method Directory from the
Method Display and adjust the position so that the entire Method is visible on the
screen. Alternatively you may click on the display button IEl_EI

the Method View toolbar to hide the Method Directory.

Dfile Edit Wiew ‘window Help

Bl=(=]s|y Bl oeex]u] sl2]] «ade il E El zEn

on the far left of

startup.mth
- Method Notes - Low High izati
EI- 3400 G Corlrol- Addiess 24 Seament Descrption | 151, | L0 Mass || Mass Chode” | F
= GC In|e_cl0r 1 |FILAMUL DELAY 200 None - m
GC Ausiliary
G Column | 2 | 3.00 10,00 40 B30 El duta j Ho
i= GC Detectors | 3 | j
o= AutoSampler _4 j
= [GC Relays 5 j
Lg% GC Stripchart =
E'“E 2000 Mass Spec - Address 40 Add Irsert Delete Defaults Restore | Specic
=T 2000 Mass Spec Cantrol
[ g - hethod E ditor
él--g Chaninel 1=M5 Data
E@ MS Data Handing
Calculations Setup
Compound T able
Results Treatment

Spreadsheet editing

Method windows contain spreadsheet tables for time, mass ranges, ionization
mode, or lon Preparation parameters. All spreadsheets behave similarly.

[E5 Method Builder - [startup.mth]
A File Edit View Mindow Help

i = = A I e e = e N S TR e =T e

Low High P
P Start End lonization lon
Segment Description {min.) {min.) I'dnajszs I'dna,szs] Mode Preparation
FIL/MUL DELAY [aRul] 3.00 40 B&0 | Mone
I 300 10,00 40 B50 El &t

|LT||&|L\J N[=

add | nset | Delete | Defauls | Aestore | Special Applications...

Segment Setpaints | |onization Made - El Aute |

Scan Time: l@ secondsiscan Count Thrashold: ﬁ counts

(3 uScans)

Multiplier Offset: [0 = +/- volts MsssDefect [0 =] mmu/100u

CalGas [
Emission Curent [10 = uamps

Defauls Festore |

Highlight rows by clicking on the row numbers on the left side of the spread
sheet. Clicking on the Add button will duplicate MS parameters of the last
segment (except for the segment description) and add a row to the end of the
current table. Clicking on the Insert button will insert a row before the currently
selected row with the same parameter values. The Delete button will delete the
currently selected row. The Default button will insert system default parameters
to the current segment. The Restore button will insert current segment
parameters that were present when the method was first opened or last saved. A
method can contain a maximum of 250 segments.
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Generally, Method Segment 1 is a Filament/Multiplier Delay. This segment will
be acquired with the filament and multiplier turned off to protect the instrument
until after the elution of the solvent peak. The delay time can be set to 650
minutes, although 150 minutes is the recommended maximum. The lonization
Mode is None. If a Filament/Delay segment is not needed, Delete the row.

Select the Method Segment 2 Segment Description to enter purpose of
segment. Click or tab to Start Time (min.) and enter time to start segment and
tab to End Time to enter end time. The segment time may be set to any value
from 0.10 to 650.00 minutes.

Click or tab to Low Mass to enter low mass for acquisition and tab to High Mass
to enter high mass value. The mass range can be set to any value from 10 to
650 m/z.

Tab to lonization Mode. Click on the arrow and select the type of ionization to
be done in this segment. Details of each ionization mode are given in the Method
Editor.

I

Start End Low High lonization

(min) | (min) :"'nafz’; :'I'nj‘z’; Mode

FILAMUL DELAY 0.00 300 40 B50/ None
i n 40 ESTIE | Auto

El Fized
El Auta
Cl Fized
Cl Auto
Mane
Add | Insert | Delete | Defaults Restare

lon

Segment Description Preparation | _

L4 Hone

n Mone

| 1]

M

(2]

-

N KN ENE]

e

Special Applications...

Tab to lon Preparation. Click on the arrow and select the option to be used in
the segment. The None selection will acquire regular El or Cl spectra. Details of
each option are given in the Method Editor

Start End Low High lonization lon =

[min_] [min.] :-:“a!szs] :':n?:] Mode Preparation

Segment Description

CF | he |l | B [ =

FIL/MUL DE L&Y n.aoo 2.00 40 B50 Mane Mane ﬂ
300 10.11 40 B50 El Auta Hu:une ﬂ
Add | [nzert | Delete | Defaultz | Restare |

Multisegment Chromatogram Time Gaps

In a single acquisition it is possible to acquire data in different lon Modes (EI/CI -
Auto/Fixed) and/or using different lon Preparation techniques. When multiple
segments have been acquired, MultiChro displays each segment independently
in the Chromatogram display. There will be no connection between the last point
in one segment and the first point of the next segment. There is a small time gap
between segments. This gap is usually 1.0 + 0.2 seconds for all acquisition
modes except Automated Method Development (AMD) for MS/MS method
development. Using 10-segment AMD, the break between segments is about 1.5
seconds.
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Click on the Special Application button.

Special Applications E3 I
tethod Start Time: [ = minutes Profile Mode?

Floww-5 ampling Segment Cancel |
Flows S ampling? T Start Time: I'-I DS = mirtes

End Time: L0 = minutes Defaults |

Sample Flow Rate: |1 = milrir.

Restare I

From within the Special Application dialog, one may specify that data should be
acquired in Profile Mode (as opposed to Centroid).

NOTE: Data Handling cannot process a data file collected in profile mode.

Also from within the Special Application dialog, one may specify a pre-
acquisition flow-sampling period.

The Flow Sampling Segment

The flow sampling segment was designed for air monitoring systems, but can be
used for other applications as well. Using the optional hardware to connect the
Electronic Mass Flow Controller (EMFC) readout to the Saturn GC/MS allows the
actual flow rate to be monitored over the sampling interval and recorded in the
data file. The data, sampled at a rate of once per second, is used to determine
the actual sampled volume and is saved as the flow profile. The Method Start
Time includes the time to flush the system, as well as the actual sampling time.
The actual sample volume to be concentrated is determined by the specified
sample flow rate and the sampling duration (start time - end time). The
theoretical and actual sample volume can be viewed in the log file section of the
data file. The flow sampling segment is always performed before the other
segments in the acquisition method, unless its duration is set to zero. Having the
flow sampling segment as a separate segment performed before the rest of the
acquisition makes the chromatographic retention time independent of the
sampling duration: the data system clock is reset when the sampling is
completed. Note that the GC run time is not reset at the end of the sampling
segment.

The flow sampling segment is accessed via the Special Application button. The
flow sampling segment has the following:

e Method Start Time: The time to flush the system before sample collection
begins plus the actual sampling time. Times of -30 to 0 minutes may be
entered.

e Start Time/ End Time: The duration of the actual sampling, from -10.00 to 0
minutes. If the duration of the segment is set to 0, no flow sampling is done.

e Sample Flow Rate: (from 1 to 100 mL/min) If the EMFC is in manual mode,
the sample flow rate must equal the rate set on the EMFC. If the EMFC is set
to auto mode, the sample flow rate specified will be downloaded at the start
of the injection.
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You now see additional tab dialogs for Segment Setpoints and lonization Mode.
Examine the parameters, which may be adjusted in the Segment Setpoints
dialog. Click the tab "lonization Mode - El Auto" to see those parameters. Details
about these parameters is in the Main Editor Window.
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2000 MS Method System Control

The Startup Method

When you enter System Control and display the Saturn System Control Window,
the Startupl.mth (first time) or the last active Method for Saturn is activated.

The Startup method is a copy of the Default method and can be used to build
new Saturn control methods. The Default method is placed in the file
directory to ensure the existence of a skeletal valid method for the operator
to build on. Please use caution not to alter this method when developing
new methods. Change the Startup method if a customize set of base
parameters are to be used to build methods.

NOTE: In building new methods, clicking on the Defaults button will place
instrument valid default values in the section being build, regardless of the values
placed in the Default.mth.

To change Methods, simply click on the Activate a Method button on the System
Control Toolbar or choose Activate Method... from the File menu.

w 2000.40 - Not Ready EEE

Manwal Control AuoTure | Temperatures | Disgnostics | Shutdown | Acquistion |

Control and Status
Filarnent
Gas N

o= -r\\\_.':._/{
(FF)  ONIOFF ()

Method | SetPoints | Adjustments | Operating Conditians
Mode State: Idle

Fault State: Mo Fault

Cal B0 ™ < g i-| =4
Gas& MultTB%s\ Segment #: — FIL/MUL DELAY ol .
- Scan Mode: Nons Range: 0-0 Sl
Hide Keypad | [Frafile Spectrum +| lenPren: Nene Ion Count 0
] | & 1 =
Scan Number: 773, Time: 0.000 min, -~
RIC: 0, lon Range: 0.0- 0.0 m/z lon; NA, Segment: 1, Channel: 1
All intensities are zero
o [ITIIE'II o I]?‘WS il EI?'I2[I] o I]?‘Z'ZS ] EI?IZS
- Ecquirad Range mfz
‘ ] -
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Editing Methods from the Saturn Status and Control
Window

The Saturn System Control or Acquisition Window contains a "Method:" button
that allows you to directly edit the active Method.

Contral and Status——————————— M5 Method - Operating Conditions

Runtime: — 0.00 min, Start Acquisitionl vt | et Dats Fi: e
Endtime: | 10,00 mir, ethod Fatbup .ot
Scan Number, 0

Q' Ready Segment & 1 FIL/MUL DELAY

O MoFauls Scan Mode: Nane Range: 0-0 lon Time: 0
lonPrep:  None .

Hide Keypad I ISpectrum and Ehromatograrrj T .

When you click on this button, Method Builder is opened with the active Method
loaded. You can then edit that section or any other section of the Method as
described previously.

Once you have edited the Method and closed the Method Builder window, you
are prompted to reactivate the Method. Reactivating the Method downloads the
changes to the Saturn system.

System Control

® Fodule 200040 M ethod has changed! Reactivate it?

Ma |

NOTE: If you access the active method from the method editor via the Star Bar,
when the method editor is closed or the file saved, the method must be
reactivated in system control. To reactivated the current method, click on the
button from the System Control toolbar.

‘i%lﬁl startup.mth Plﬁl |:|||:|| }Elﬁllﬁflfﬂl “lhl.l

Changing Method End Time from the Saturn Control and
Status Window

During a Saturn acquisition, the end time of the acquisition can be changed from
the Control and Status window.

Contral and Statuz
Riuntime: 4.F0 rir. Sart Acguistiar

o

20 Running
2 Mo Faults
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Click on the Endtime button.
Endtime |

Pleaze enter a new endtime: |E|.1 9
Cancel |

Enter the new end time and click on OK.

Importing Method Sections

You may wish to copy sections from one Saturn Method file to another. This can
be done by opening the Method file that you want to edit in Method Builder. Then
from the Method Builder File menu, select Import Section...

% Method Builder - [Method1~]
Edit View ‘window Help

2= Mew Chrl+H ) = =
JER o[ |elx|e] @[] |6 =] BlSm]
S
g:j: Chiss ation: I[M ethod File Mot Saved)
E‘ Save As... ated:
E| Set Pazsword Wified:
v Prompt for Action at Startup
94071 bytes
(S BHP Yethod File Attribute
Frint Preyiew
Frint Setup... O Read-anly [ Hidden
Add Module Contral [ Archive [ FRequires Password on Save
Add Post-run Processing...

Delete Section... izion Histary:

l:u Revision Histary)

1 3800-1.mth
2 24DC.mth

3 Startup3.mth
A TEST.mth

E xit

The Import command prompts you to select the file containing the sections you
wish to import. Once you have selected the file, a dialog box of sections
contained in the Method file is displayed. Highlight the sections that you wish to
import by clicking on them. If you click on one section and then hold down the
shift key while clicking on another section, all of the sections in between will be
selected. Holding down the control key while clicking on a section will add that
selection to those files already selected. Clicking on a highlighted section while
holding down the control key will remove that section from the list of selected
files.
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Import Method Sections
— Sectionz to lmport

Z000 5 aturm Data Handling-FAodule 4001

Select Al lopot || Cance |

When the desired sections have been highlighted, click on the Import button to
import them into the Method being edited. If the Method already has sections
with the same module address and channel ID, you will be prompted to reassign
a new module address and channel number to the imported section or overwrite
the existing section in the current method.

Deleting Method Sections

To remove sections from a 2000 MS Method, open the Method containing the
sections you wish to remove in Method Builder. Click on the Delete Section

button on the Method Builder Toolbar or select Delete Section from the File
menu.

% Method Builder - [Method1~]

D File Edit Wiew Window Help

£2(5 o B8 | [E[X[| ale| [E = B[S

hodly Delete Secti
5 Method Notes TR [Method File Not Saved)
3200 AutaSampler Cortral - Addr | craated:
- Configuration »
- 3800 GC - Address 44 el
=80 3800 GC Control Size: 5401 bytes
g ample Delivery Method File Attribute
Injector
Flaow/Pressure O Read-only O Hidden
Calumn Oven . .
Detector O Archive O Requires Password on Save
Output
[Drata Acquizsition Fievizion Hiztory:
E Channel Front=777 ——
Mo R Hist
B E D ata Handling |[ Bl ]

A dialog box of sections contained in the Method file is displayed. Highlight the
sections that you wish to delete by clicking on them. If you click on one section
and then hold down the shift key while clicking on another section, all of the
sections in between will be selected. Holding down the control key while clicking
on a section will add that selection to those files already selected. Clicking on a
highlighted section while holding down the control key will remove that section
from the list of selected files.
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Delete Method Sections I

— Sections to Delete

ta Handling-fModule 40.1

Selectglll | Delete I Cancel I

When the desired sections have been highlighted, click on the Delete button to
delete them from the Method being edited. You will prompted to confirm that you
want to delete each section before it is deleted.

Printing the Method

To print a method from Method Builder, click on the Print button on the Toolbar
and select the Method section or sections to be printed. The active Method can
also be printed from the System Control Toolbar and the MS Workstation
Toolbar. Click on the Active Method Options button on the System Control
Toolbar or on the Method Operations button on the MS Workstation Toolbar and
select Print Method.

Password Protecting a Method

A Method can be password protected from changes by clicking on the Set
Password button on the Method Builder Toolbar or selecting Set Password from
the File menu.

& Method Builder - [startup. mth]
D File Edit Yiew Window Help

B[s{E]e]| @liblel 4 F[e(x]E] S(2() 4> M| [E 5| B(E)

% |: mith

i ethudNotes Locatior: IC:\STAH\startup_mlh

B0 Satun 2000 Mass Spec - Address AD| - Dreated:  Wiadnesday, Apil 15, 1998 10 3353
E-H Saturn 2000 Mazs Spec Control

E Vst Edibar Modified:  ‘wednesday, Apil 15, 1998 10:41:54
=T Channel 1=H5 Data Size: 345885 bytes
= SanunDataHanding Method File Attbute

=] Calculations Setup
ompound Table O Feadonly O Hidden

2| Results Treatment . .
Faulls reaimen Huchive O Requires Password on Save

Enter the password and then re-enter it to verify that it was not mistyped.

239



Add Password

Enter new password; I ********
% xxxxxxx 1

Re-enter new passward: I

0K I Cancel |

After a Method has been password protected, the password will be required to
save changes to the Method.

Once a Method is password protected, it can be activated and used for
instrument control and data acquisition. It can also be viewed from Method

Builder. Only the saving of changes to the Method will be inhibited unless the
correct password is entered.
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3800 GC Method Command
Reference

3800 GC AutoSampler

Autozampler:| EEE
Syringe Size (Ul {10 ul - S ample Depth [%]:
Injection kode: ILlser D efined vI Salvent Depth [%]:

Speed [uLfzec): | 5.0 Clean Solvent Source: ||

— Default Clean — Clean Mode
Wial |1 - Pre-lnj Solvent Flushes: :
Yalurne [ul]: | 5.0 — Pre-lnj Sample Fluzhes: —
Strokes: | 1 — || Postdnj Solvent Flushes: |1 —

— Internal Standard

Ilze: |no =
Wial: |1l [ More User Defined... |
Walume [ul): | 1.0 —

Drawup Speed [ulfsec) | 5.0

Pauze Time [gec]; (0.0

Air Gap: |ves

When the 8400 AutoSampler or 8410 Autolnjector is selected, the AutoSampler
window may contain up to five sections. The topmost section is common to all
modes of operation. The entries in this section are described below.

In addition, all modes of operation also include a Default Clean section and a
Clean Mode section. When Viscous, Volatile, or User Defined modes are
selected, the Internal Standard section is displayed. In User Defined mode, the
“More User Defined...” button is displayed to provide access to the dialog box to
set the User Defined parameter. The Default Settings for Predefined
AutoSampler Modes contains a table showing the parameters that are used by
the 8400/8410 for each of the predefined modes of operation.
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Item Description

AutoSampler Type 8400, 8410, or None

Specifies whether or not an 8400 AutoSampler or 8410
Autolnjector is installed on the 3800 GC. If an 8400 or 8410
is not installed on the GC or is turned off, select None. When
8400 or 8410 is selected, the following items are displayed
for editing.

Syringe Size (uL) 5ulL or 10 uL

Selects the size of the syringe that is installed on the
8400/8410 for use with this method. A 5 microliter or a 10
microliter syringe may be used with the 8400/8410.

Injection Mode Std Split/Splitless, Std On Column, Neat, Viscous, Volatile, or
User Defined

Sets the 8400/8410 parameters for the predefined modes of
operation.

Sample Depth (%) 0to 100 %

Specifies how far the syringe needle is to go down into the
sample vial. 100% is the bottom of the vial. 0% is the bottom
of the vial septum.

Solvent Depth (%) 0to 100 %

Specifies how far the syringe needle is to go down into the
solvent vial. 100% is the bottom of the vial. 0% is the bottom
of the vial septum.

Default Clean Section

— Default Clean
Wial: | -
Yolume [ul]: | 5.0 ——
Strokes: |1 —
Speed [uLfzec): | 5.0 ——

Default Cleaning occurs when the Stop button on the front panel of the 3800 GC,
the Reset button on the 3800 Status Window in Star Workstation System
Control, or the Stop Automation menu item in the Star Workstation System
Control Automation menu is pressed after the 8400/8410 has started its run and
before it has finished its sampling and post-injection washing operations. Default
Cleaning also occurs when the 3800 GC has a fatal automation fault after the
8400/8410 has started its run and before it has finished its sampling and post-
injection washing operations.

242



Item Description

Vial I, 11, or I
Specifies which of the three solvent vials will be used by the
Default Cleaning

Volume (uL) 0 to 10.0 microliters with 10 uL syringe
0 to 5.0 microliters with 5 uL syringe
Specifies the amount of cleaning solvent that will be drawn up
with each syringe cleaning stroke.

Strokes Oto 10

Specifies the number of times the cleaning solvent will be drawn
up into the syringe and expelled into the waste cup.

Speed (uL/sec)

0.1 to 50.0 pL per second with 10 pL syringe
0.1 to 25.0 pL per second with 5 pL syringe

Specifies the speed at which the cleaning solvent will be drawn
up into the syringe and the speed at which it is expelled into the
waste cup.

Clean Mode Section

= Clean Mode

Fre-lnj Salvent Fluzhes: | 2
Pre-Inj Sample Fluzhes: | 0
Paszt-ln Solvent Fluzhes:

Clean Saolvent Source;

—_

L FEIELE

Iltem

Description

Pre-Inj Solvent
Flushes

0to 99

Specifies the number of times each selected cleaning
solvent will be drawn up into the syringe and expelled into
the waste cup before flushing with next cleaning solvent (if
more than one cleaning solvent source is specified) or the
sample.

Pre-Inj Sample
Flushes

0to 99

Specifies the number of times the sample will be drawn up
into the syringe and expelled into the waste cup before the
syringe is loaded for injection.

Post-Inj Solvent
Flushes

0to 99

Specifies the number of times each selected cleaning
solvent will be drawn up into the syringe and expelled into
the waste cup before flushing with next cleaning solvent (if
more than one cleaning solvent source is specified).

Clean Solvent Source | I, II, L, 1 & I, I & I, 11 & Ill, or | & Il & 111

Selects which solvent vial or sequence of solvent vials will
be used to flush the syringe before and after injection.
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Internal Standard Section

= |ntermal Standard

Ilze: |ro -
Wial: |1l (1
Yolurme [ul]; | 1.0 =
Drawup Speed [ul/zec) | 5.0 —
Pause Time [zec) (0.0 —
Air Gap: |ves j
Item Description
Use Yes or No
If Yes, an internal standard addition will be used. When
internal standard addition is used, the internal standard
solution will be drawn up into the syringe from the specified
solvent vial before the sample is drawn up.
Vial I, Il, or 1l
Selects which solvent vial contains the internal standard.
Volume (uL) 0to 9.0 pL with 10 uL syringe

0to 4.9 uL with 5 uL syringe

Specifies the amount of internal standard to be drawn into
the syringe before the sample.

Drawup Speed
(uL/sec)

0.1 to 50.0 pL per second with 10 pL syringe
0.1 to 25.0 pL per second with 5 pL syringe

Specifies the speed at which the internal standard will be
drawn up into the syringe.

Pause Time (sec)

0 to 9.9 seconds

Specifies how long the syringe is to remain in the internal
standard vial after drawing up the internal standard.

Air Gap

Yes or No

If Yes, 1 pL of room air will be drawn into the syringe to
create an air gap between the internal standard and the
sample.
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More User Defined Settings Dialog Box
More User Defined Settings K|

— Solvent Plug — Wizcosity
YWial; lw vI Yiscosity Delay [zec): (0.0 i
YWlume [ul]; | 1.0 = Fill Speed [uL/zec): | 5.0 ——
Drawviup Speed [ulfzec]: | 5.0 i Inject Speed [ul Asec) |50.0 i
Pauze Time [sec) [0.0 = Pre-lnj Delap [sec): | 0.0 =
it Gap: | yes | Pastnj Delay [sec); | 0.0 -
— Uzer Defined
Fill “alume [ul): | 5.0 —— k. I
Fill Strakes: | O =
C I |
Sample Air Gap: |no J anee
Air Plug after S ample E

This dialog box is accessed from “More User Defined...” button that is displayed

when the User Defined mode is selected.

Solvent Plug Settings

=Solvent Plug
Yolume [ul]: | 1.0 ——
Crrawup Speed [ul/zec]: [ 5.0 =
Pause Time [zec) (0.0 —
Air Gap: |pes -
Item Description
Vial I, Il, or 1l
Selects which solvent vial to use for the solvent plug.
Volume (uL) 0to 10.0 pL with 10 pL syringe

0to 5.0 pL with 5 pL syringe

Specifies the amount of solvent to be drawn into the
syringe before the sample or internal standard.

Drawup Speed
(uL/sec)

0.1 to 50.0 pL per second with 10 pL syringe
0.1to 25.0 pL per second with 5 pL syringe

Specifies the speed at which the solvent will be drawn up
into the syringe.

Pause Time (sec)

0 to 9.9 seconds

Specifies how long the syringe is to remain in the solvent
vial after drawing up the solvent.

Air Gap

Yes or No

If Yes, 1 pL of room air will be drawn into the syringe to
create an air gap before the solvent plug.
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User Defined Settings

=zer Defined

Fill % clume [uL]; | 5.0 =
Fill Strokes: | 0 =
Sample &ir Gap: |no -

&ir Plug after Sample | 1.0 Ij‘

Iltem

Description

Fill Volume (uL)

0to 10.0 pL with 10 pL syringe
0to 5.0 pL with 5 pL syringe

Specifies the sample volume that will be used for each fill stroke.

Fill Strokes

0to 99

Specifies the number of the times the sample will be “pumped” in
and out of the syringe before loading the sample volume into the
syringe.

Sample Air Gap

Yes or No

If Yes, 1 pL of room air will be drawn into the syringe to create
an air gap before the sample plug.

Air Plug after
Sample

0to 10.0 pL with 10 pL syringe
0to 5.0 uL with 5 pL syringe

Specifies the volume of room air that will be drawn into the
syringe after it is loaded with sample.

Viscosity Settings

—Wizoozity

Yiscosity Delay [sec); (0.0
Fill Speed [uLdzec]; | 5.0
Inject Speed [ul/sec) |50.0
Pre-Inj Delay [zec): | 0.0
Post-Inj Delay [zec): | 0.0

-|I|- -|I|-|-|I|- -|I|-|-|I|-

Iltem

Description

Viscosity Delay (sec) | 0to 9.9 seconds

Specifies how long the syringe is to remain in the sample
vial after drawing up the sample.

Fill Speed (uL/sec)

0.1 to 50.0 pL per second with 10 pL syringe
0.1 to 25.0 pL per second with 5 pL syringe

Specifies the speed at which the sample will be drawn up
into the syringe.
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Item Description

Inject Speed (uL/sec) | 0.1 to 50.0 uL per second with 10 pL syringe
0.1to 25.0 pL per second with 5 pL syringe

Specifies the speed at which the contents of the syringe
will be expelled into the injector.

Pre-Inj Delay (sec) 0 to 99.9 seconds

Specifies the length of time the syringe needle resides in
the injector before expelling the syringe contents.

Post-Inj Delay (sec) |0 to 99.9 seconds

Specifies the length of time the syringe needle remains in
the injector after expelling the syringe contents.

Default Settings for Predefined AutoSampler Modes

The following table lists the parameter settings used for each of the Predefined
8400/8410 modes using a 10 uL syringe. If the predefined modes do not work
acceptably for your samples, use the User Defined mode to enter settings that
will work better with your samples. The values listed in this table provide a
starting point for setting the various parameters.

Std Std On-
Parameter Split/ Column Neat ® Volatile Viscous
Splitless
Solvent Plug Solvent plug is not used with predefined modes. If you wish to use
Settings: solvent plug injections, you must use User Defined mode.
PreDefined
Settings:
Fill Volume 7.5 uL 7.5 uL Not used Not used Not used
Fill Strokes 5 5 0° 0 0
Sample Air Gap | No No No No No
Air Plug after 1pL 1L 1L 1pL 1L
Sample
Viscosity
Settings:
Viscosity Delay | 0 sec 0 sec 0 sec 6 sec 9.9 sec
Fill Speed 2 pyL/sec |2 pL/sec 2 pL/sec 1 pL/sec 1 pL/sec
Inject Speed 50 pL/sec | 2 pL/sec 50 pL/sec |1 pL/sec 5 pL/sec
Pre-Inj Delay 0 sec 0 sec 0 sec 0 sec 0 sec
Post-Inj Delay | O sec 6 sec 0 sec 0 sec 12 sec

® Instead of fill strokes Neat mode fills the syringe with sample at 2 pL/sec then
expels it into the waste cup at 50 pL/sec. It does this a total of six times. Then it
fills the syringe with sample at 2 puL/sec and expels it back into the sample vial at
50 plL/sec. This “pumping” action is done three times. After this is completed, the
sample is loaded into the syringe and injected using the parameters in the table.
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3800 GC Sample Delivery

Frart Walve Owen | Middle Yalve Oven I Rear Yalve Oven I

Frort Walve Owven Irstalled: & Ye: © Mo
Walve Dven: Dn ) Oif Temperature [C: | 50 I:I:
Time Valve 1 Valve 2 Valve 3=

1 Frant Split - |hone - | none

2 | Tnitial| O [plt) = S &I

3 1.00{0FF [s/less) - |mzert |

4 - =
_5 T = [elete |
| 6 | I | Sort |

7 = =
| 6 | [ I
| 9 | I I
S of

Calumn Oven End Time: 20,00 min

Item Description

Front Valve Oven
Middle Valve Oven
Rear Valve Oven

The 3800 GC can have up to three valve ovens installed
(front, middle, and rear). The tabs at the top of the window
select the valve oven position.

Valve Oven
Installed

Indicate whether or not the Valve Oven at each position is
installed by clicking on the “Yes” or “No” radio buttons.

Valve Oven on/off

Indicate whether or not you will use the installed Valve Oven
by clicking on the “ON” or “Off" radio buttons.

Temperature (C)

Specifies the isothermal temperature of each Valve Oven.

Time Time settings to program how each valve is used initially and
at the indicated time.

Valve 1-7 Use the first row to indicate how each valve is used. Click on
the arrow in the top of each Valve column, and select from the
choices displayed in the combo box. The second row contains
the initial setting for each Valve when the Method is activated.
The following rows contain the time-programmed settings for
each of the seven Valves.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the spreadsheet.

Sort Sorts the spreadsheet rows by time.
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3800 GC Injector

Front Injector | Middle Iniectoll Hearlniectarl

Frant Injector Type: v Injector Over: & On  C OFF

Temperature [C]:

Item Description

Front Injector The 3800 GC can have up to three injectors
installed (front, middle, and rear). The tabs at

) the top of the window select the injector
Rear Injector position.

Middle Injector

Injector Type 1041, 1061, 1079, SPT.

Specifies the type of injector installed in the
selected position. Select “None” if no injector
is installed at that position.

Injector Oven On or off.

Turns the injector oven in the selected
position on or off.

Click on the following injector types for a description of the parameters that
appear when the injector is selected.

1041 Injector

Frant Injgctor | Middle Iniectorl Rear Iniectnrl

Front Injectar Tpe: (JIESHE -] Iniestor Oven: & On 0 Off

Temperature [C);

Item Description

Injector Oven On or off
Turns the 1041 injector oven in the selected position on or off.

Temperature (C) 50-450 C.
Specifies the oven temperature.
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1061 Injector

Front Injector I Middle Iniectu:url Fear Iniectorl

Front Injector Type: »|  Injector Oven: ™ On 0Off

Temperature [C:

Item Description

Injector Oven On or off

Turns the 1041 injector oven in the selected position on or off.

Temperature (C) 50-450 °C

Specifies the oven temperature.

1079 Injector

Frant Injector | Middle Inieu:h:url Rear Inieu:tu:url

Front Injectar Type: I‘IEI?EI -l Injector Owver: ™ On € OF

Enable Coolant at [C):
Caalant Timeout [min]: | 20.00

Injectar Coolant, € On & Off

L

Split Batin...

Rate . .
Temp [C) (C/min) Hold [min] | Total [min]
1 B0 20.00 20,00 Add
2
| Freert
2 =
4 [elete |
5
Colurn Oven End Time: 20,00 mir
Item Description
Injector Coolant On or Off

Turns the coolant valve on when the injector is cooling
down. The Coolant valve will not be used if the Off
position is selected.

Enable Coolant at (C)

30-450 °C

Specifies the temperature for the coolant valve to turns
on.

Coolant Timeout (min)

0.01-999.99 min

Provides a safety measure to save coolant after the
specified time, if either the injector fails to reach its set
temperature or the GC does not go into run.

Split Ratio... If the appropriate EFC type has been configured, displays
the Split Ratio dialog box.
Temp (C) -99-450 °C
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Item Description

Rate (C/min) 1-200 °C /min
The Rate in the first row is always blank and cannot be
edited.

Hold (min) 0.01-999.99 min

Total (min) 0.01-999.99 min
Cannot be edited.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the spreadsheet.

Spilt Ratio Dialog Box

This dialog is displayed from the 3800 GC Injector window when a 1079 injector
is configured with type 1 EFC.

Split Batio for Front 1079 + Front Type 1 EFC |
Time Sphit State | Split Batio Add
1 Imitialf| Dff - ] | Eert |
2 -|
3 B [elete |
4 (i St |
5 -
6 |
Colurnn Owen End Time: 20,00 min
Save I Cancel |
Item Description
Time 0.00-999.99 min

Split State On/Off

If the split state is ON, then the sample is split according to the split
ratio specified. If the split state is OFF, then all the sample enters
the column.

Split Ratio Off, 1 to 10,000

Use a split ratio of 100 after injection to vent the injector. Use a
very low split ratio after flushing to conserve carrier gas.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the spreadsheet.
Delete Deletes the currently selected row(s) in the spreadsheet.

Sort Sorts the spreadsheet rows by time.
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SPT

Front Injector I hiddle Iniectcﬂl Rear Iniectnrl

Front Injector Type: ISF'T vl Injector Dwer: ™ On OFff

Enable Coolant at [C:

Coolant Timeout [min]: | 20.00

Injector Coolant: © On 7 Off

Coolant at (C)

Temp [C] | Hold [min] | Total [min]
1 50 20,00 20.00 A.dd
2
|mgert

2 | i

4 [lelete |

h

Colurnn Oven End Time: 20,00 min
Item Description
Injector On or Off
Coolant Turns the coolant valve on when the SPT injection device is cooling
down. The cryogenic will not be used if the Off position is selected.

Enable 30-450 °C

Specifies the temperature for the coolant valve to turns on.

Coolant
Timeout (min)

0.01-999.99 min

Safety measure to save coolant after the specified time if either the
SPT fails to reach its set temperature or the GC does not go into run.

Temp (C) -185-450 °C
Hold (min) 0.01-999.99 min
Total (min) 0.01-999.99 min
Cannot be edited.
Add Adds a line to the spreadsheet.
Insert Inserts a line above the currently selected row in the spreadsheet.
Delete Deletes the currently selected row(s) in the spreadsheet.
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3800 GC Flow/Pressure

Front EFC | Middle EFC | Rrear EFC |

Front EFC Type: I MNaone 'I

Item Description

Front EFC The 3800 GC can have up to three injector EFC modules

Middle EEC installed (front, middle, and rear). The tabs at the top of the
window select the EFC position.

Rear EFC

EFC Type None, Type 1 (for 1079 injectors), Type 3 (for 1041/1061

injectors), Type 4 (for valved systems).
Specifies the type of EFC installed in the selected position.

Click on the following EFC types for a description of the parameters that appear
when the EFC type is selected.

Type 1 (for 1079 injectors)

Front EFC | Middle EFC | Fiear EFC |

Front EFC Type: IType1 [for 1079 Injectars] j
Preszure Rate - -
[osi) (psi/min) Hold [min) | Total [min]
1 10.0 2000 20.00 Add
2
| sert
: =
4 [efete |
L]
6
i
g
— Constant Colurnn Flows Mode
Constant Flaw: ™ 0fF On
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Iltem

Description

Pressure (psi)

0.1-100.0 psi

Rate (psi/min)

0.01- 400.00 psi/min

The Rate in the first row is always blank and
cannot be edited.

Hold (min)

0.01- 999.99 min.

Total (min)

0.01-999.99 min
Cannot be edited.

Constant Flow

On or off

Click on Constant flow to disable the
spreadsheet and reveals the constant flow rate
value.

Column Flow (ml/min)

Specifies the desired constant Column Flow.

Add

Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row
in the spreadsheet.
Delete Deletes the currently selected row(s) in the

spreadsheet.

Type 3 (for 1041/1061 injectors)

Frant EFC | Middle EFC | Frear EFC |

Front EFC Type: IType 3 [for 104141067 Injectors) j

Flow Rate . .

(mi/min) | (ml/min/mi Hold [min] | Total [min)
1 10.0 20.00 2000 Add
2

|Fzert
2 T
4 Delete |
L
[
Fi
8
ltem Description

Flow (ml/min) 0.1- 100.0 ml/min

Rate 10.0 ml/min/min

(ml/min/min) The Rate in the first row is always blank and cannot be edited.

Hold (min) 0.01-999.99 min

Total (min) 0.01-999.99 min
Cannot be edited.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the spreadsheet.
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Type 4 (for valved systems)

Front EFC | piddle EFC | Rear EFC|

Front EFC Type: |T_|,||:|e 4 [for Walved Systems) j
Pressure Rate . -
(psi) (psi/min) Hold [min] | Total [min]
1 0.0 20.00 20.00 Add
2 | et |
3
4 [elete |
5
6
7
8
= Total Flow =]
Hibuz {ml/min) Hill |
1 Initial 20 Ingert |
2
3 [elete |
1 Srt |
5 -l
Item Description

Pressure (psi)

Pressure spreadsheet
100.0 psi

Rate (psi/min)

0.1-100.0 psi/min
The Rate in the first row is always blank and cannot be edited.

Hold (min)

999.99 min

Time

Flow spreadsheet
Initial - 999.99 min

Total Flow (ml/min)

1-1000 ml/min.

Add Adds a line to the spreadsheet. This button appears next to
both the top and bottom spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet. This button appears next to both the top and
bottom spreadsheet.

Delete Deletes the currently selected row(s) in the spreadsheet. This
button appears next to both the top and bottom spreadsheet.

Sort Sorts the spreadsheet rows by time. This button appears next

to the bottom spreadsheet.
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3800 GC Column Oven

Calurn Oven Coolant, © On

Enable Coalant at [C]:
Cowlart Timeaut [min): | 20.00
Stabilization Time [mir:

Temp [C] [Ef?l:ﬁl] Hold [min] | Total [min]
1 Bl 20.00 20.00 Add
2
- T
4 [ElEtE |
L
b
¥
8
Item Description
Column Oven Coolant | On or Off.

Specifies whether or not the column coolant will be used.

Enable Coolant at (C)

30- 450 °C
Specifies the temperature at which to enable the coolant.

Coolant Timeout (min)

0.01-999.99 min

Provides a safety measure to save coolant after the
specified time, if either the injector fails to reach its set
temperature or the GC does not go into run.

Stabilization Time (min)

10.0 min
Specifies the column Stabilization Time.

Temp (C)

-99 - 450 °C

Rate (C/min)

0.01- 100.0 °C/min

The Rate in the first row is always blank and cannot be
edited.

Hold (min)

0.01-999.99 min

Total (min)

0.01-999.99 min

Cannot be edited. Column Oven End Time (Total) is
displayed in all time-programmed windows of the Method.

Insert

Inserts a line above the currently selected row in the
spreadsheet.

Delete

Deletes the currently selected row(s) in the spreadsheet.
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3800 GC Detector

Front Detector I Middle Detectnrl Rear Detectorl

Front Detectar T ype: IFID -I Detector Over: & On 7 OFff
Temperature [C):

Electrorics: ™ On  © Off

Time Range Autozero — &dd
1 Imitialf 12 - |pes L= i
: oo =N
3 H N [ v
4 = =
I I St |
] [ hd 3
—Adjustments
Tine Constant ¢ Slow & Fast EFC Type: INnne 'l
Column Oven End Time: 20,00 min
Front bMethanizer...
Item Description

Front Detector
Middle Detector
Rear Detector

The 3800 GC can have up to three detectors installed
(front, middle, and rear). The tabs at the top of the
window select the detector position.

Detector Type

None, FID, TCD, TSD, ECD, PFPD

Specifies the type of detector installed in the selected
position.

Detector Oven

On or off.

Turns the detector oven in the selected position on or
off.

Electronics

On or off.

Temperature (C)

50- 450 C

Methanizer...

Displays the Methanizer dialog box for the selected
position.

Click on the following detector types for a description of the parameters that
appear when the detector is selected.
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FID Detector

Frant Detectar | tiddle Detectnrl Rear Detectar

Front Detector Type: IFID -I Detector Over; & On € Off
Temperature [C]; Electronics; @ On  C Off
Time Range Autozero = Add |
1 Iitialf 12 + |yes - J Ieraari
- - [
3 E E [elete |
F = =
1 | St |
3 | =l
—Adjustments
Time Constant: © Slow & Fast EFC Type: INDne *I
Item Description

Detector Oven

On or off.
Turns the detector oven on or off.

Electronics On or Off.
Indicates whether the installed FID will be used or not.

Temperature (C) 50- 450 C.

Time Initial - 999.99 min.

Range 9, 10, 11, 12.

Autozero Yes or No.
Set to yes at initial time means that the FID Autozero is on
continuous before the run starts.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the spreadsheet.

Sort Sorts the spreadsheet rows by time.

Time Constant Slow or Fast.

EFC Type None or Type 11 for the FID detector.

Make up Flow (ml/min) | 0-50 ml/min.

H2 Flow (ml/min) 0-50 ml/min.

Air Flow (ml/min) 0-500 ml/min.

Methanizer Installed Yes or No.

Methanizer Oven On or Off.

Temperature (C) 50- 450 C.
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TCD Detector

Frant Detector | Middle Detectull Fear Detecturl

Front Detector Type: ITED vl Detector Oven: & On O 0ff
Temperature [C]: Electronics;  On € 0Off
Filarment Temp [C):
Time Range Autozero Polarity ]I Add |
1 Imitiallf 0.5 - [pes (& poszitive (i Irpsert |
2 = = =
3 E E E [elete |
4 - - -
| | | it |
5 [ [ lhd
— Adjustments
Time Constant ¢ Slaw & Fast EFC Type: IW "I
Carier Gag: IHe 'I
Filament Temp Limit [C]: [330 =
Item Description
Detector Oven On or off.
Turns the TCD oven on or off.
Electronics On or Off.

Indicates whether the installed TDC will be used or not.

Temperature (C)

50- 450 C.
Specifies the TCD Temperature.

Filament Temp (C)

0-390 C.
Specifies the Filament Temperature.

Time Initial - 999.99 min.

Range 0.5 and 5.0 mV.
Whenever possible, operate the TCD at the lowest practical
filament current.

Autozero Yes or No.
Set to yes at initial time means that the FID Autozero is on
continuous before the run starts. Autozero is automatically
disabled once the run starts.

Polarity Positive or Negative.
Converts the polarity to reverse the peaks that appear in the
negative direction.

Time Initial - 999.99 min.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the spreadsheet.

Sort Sorts the spreadsheet rows by time.
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Item Description
Time Constant Slow or Fast.
Carrier Gas He or N2/Argon.
Filament Temp Limit (C) | 390 or 490 C.

EFC Type

None, Type 13, Type 14, Type 16.
Specifies the installed type.

Make up Flow (ml/min) 0-50 mi/min.
Ref/Makeup Flow 0-100 I/min.
(ml/min)

Methanizer Installed Yes or No.
Methanizer Oven On or Off.
Temperature (C) 450 C.

TSD Detector

Front Detector I Middle Detectorl Rear Detectorl
FrontDetectorT_l,lpe:lTSD vl Detector Oven: & On 0 0Off

Temperature [C]:

Bead Curent [A): |2.400

) Bead -2 |
Time Hange Autozero Power Add
1 Imitiallf 12 v |pes T |on - |Fzert |
2 - - -
3 E Z E [efete |
- | | | ot |
5 = = e
—Adustments
Time Constant: © Slow & FaSE EFC Type: INDne "I
Item Description
Detector Oven On or off.

Turns the detector oven on or off.

Temperature (C)

50- 450 C.
Specifies the TSD temperature.

Bead Current (A) 2.4-38A.
Time Initial - 999.99 min.
Range 9,10, 11, 12.
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Item Description

Autozero Yes or No.
Set to yes at initial time means that the TSD Autozero is
on continuous before the run starts. Autozero is
automatically disabled once the run starts.

Bead Power On or Off.

Time Constant Slow or Fast.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the
spreadsheet.

Sort Sorts the spreadsheet rows by time.

EFC Type None or Type 12 for the TSD detector.

Make up Flow (ml/min) 0-50 mi/min.

H2 Flow (ml/min) 0-6.0 ml/min.

Air Flow (ml/min) 0- 200 ml/min.

Methanizer Installed Yes or No.

Methanizer Oven On or Off.

Temperature (C) 450 C.
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ECD Detector

Frant Detectar | Middle Detectull Fear Detectarl

Front Detector Type: IEED 'I Detector Overy ™ On € Off

Temperature [C):

Electionics. @ On

O

Time Range Autozero = Add
1 Iritiallf 1 - |ves w2 J |fzert
! i - =
3 z z [elete |
4 = =
| 1. St |
o | =l
—Adiustments
Time Constant ¢ Slow * Fast EFC Type: INDne 'I
Cell Current: II:-'l‘-.F' 'l
Contact Potenhal [rm]:
Item Description
Detector Oven On or off.

Turns the TCD oven on or off.

Electronics

On or Off.

Indicates whether the installed ECD will be
used or not.

Temperature (C) 50- 450 C.

Time Initial - 999.99 min.

Range 1or10.

Autozero Yes or No.
Set to yes at initial time means that the
ECD Autozero is on continuous before the
run starts. Autozero is automatically
disabled once the run starts.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected
row in the spreadsheet.

Delete Deletes the currently selected row(s) in the
spreadsheet.

Sort Sorts the spreadsheet rows by time.

Time Constant

Slow or Fast.

Cell Current

N2 High, N2 Std, CAP, Ar-CH4, Zero.

Contact Potential (mV)

0- 800 mV.

EFC Type

None, Type 13 for the ECD.

Make up Flow (ml/min)

0-50 ml/min.

Methanizer Installed

Yes or No.
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Item Description
Methanizer Oven On or Off.
Temperature (C) 450 C.

PFPD Detector

Front Detector | tiddle Detectu:url Rear Detectnrl

Front Detectar T_I.Jpe:IPFPD vl Detectar Over: = On 0 Off
T ermperature [C):

Electronics: ™ On Off
Square Floot Mode; € On & Off

Time Range Autozero - idd |
1 Iritialf 10 - [ves - J Insert
2 - =
n — =
| | STt |
5 = i
—Adjuztrents
Photamultiplier Woltage []: EFC Type: INu:une 'I
Gate Delay [mzec):
G ate Width [mssc]:
Trigger Level [mi]:
Item Description
Detector Oven On or off.
Turns the PFPD oven on or off.
Electronics On or Off.
Indicates whether the installed PFPD will be used or
not.
Temperature (C) 50- 450 C.
Specifies the PFPD Temperature.
Square Root Mode On or Off.
Time Initial - 999.99 min.
Range 8, 9, 10.
Autozero Yes or No.
Set to yes at initial time means that the PFPD Autozero
is on continuous before the run starts. Autozero is
automatically disabled once the run starts.
Add Adds a line to the spreadsheet.
Insert Inserts a line above the currently selected row in the
spreadsheet.
Delete Deletes the currently selected row(s) in the
spreadsheet.
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Item Description

Sort Sorts the spreadsheet rows by time.
Photomultiplier Voltage 300- 900 V.

V)

Gate Delay (msec) 20 msec.

Gate Width (msec) 20 msec.

Trigger Level (mV) 10- 2000 mV.

EFC Type None or Type 15 for the PFPD detector.
Air 1 Flow (ml/min) 0- 50 ml/min.

H2 Flow (ml/min) 0- 30 ml/min.

Air 2 Flow (ml/min) 0- 30 ml/min.

Methanizer Installed Yes or No.

Methanizer Oven On or Off.

Temperature (C) 450 C.

Methanizer Dialog Box

This dialog box is displayed by clicking on the Methanizer button at the bottom of
the detector window.

Front Methanizer [ x| |

........

Methanizer Dver: € On & Off

Temperature [C]:
Sawve I Cancel |

Item Description
Methanizer Installed Yes or No.
Methanizer Oven On or Off.
Temperature (C) 450 C.
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3800 GC Output

Part A I Pt B I Fort C I
Part & Installed? ™ ez € Mo

Time Sﬁignal Attenuation Add
ource

1 |Initial Front -1 - [rzert |

2 - -

3 — = [Nelete |

1 | | it |

3 | |
Item Description
Port A The 3800 GC can have up to three output ports installed
Port B (A, B, and C). The tabs at the top of the window select

the output port position.

Port C

Port Installed?

Yes or No.

Indicates whether or not the Port at each position is
installed. For the installed Port, the Output time program
is used to program the detector signal source and
attenuation.

Time

Initial - 999.99 min.

Signal Source

Front, Middle Rear.

Attenuation Powers of 2 from 1- Infinite.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the
spreadsheet.

Sort Sorts the spreadsheet rows by time.
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3800 GC Data Acquisition

Detector Bunch B ate: points [ 10.0 Hz]

Moize Monitor Length: bunched paints

[ B.4 zec]

The following zettingz will be ignored for all detectors

ather than the FID

—FID/TSD Detectar Full Scale

and TS0,

Frant; I‘I ) j

Middle: [1v =l

Rear: I‘I W j
Item Description

Detector Bunch Rate

Powers of 2 from 1 to 128 points.

Sets the detector bunch rate in numbers of points;
shows the resulting frequency in Hz. With increased
bunch rates, less disk space is required for storing the
data. With decreased rates, more data is collected.
Bunch rate should be set appropriately for the
narrowest peak of interest in your chromatogram.

Monitor Length

16 to 128 bunched points.

Sets the number of points collected during the
monitoring period, shows the resulting time in seconds.
Used to set the number of data points used to calculate
the baseline noise. Generally, a larger value entered
here will yield a lower noise calculation.

FID/TSD Detector Full
Scale

(Font, Middle, Rear)

1v, 10V, 100V, 1000V.

Specifies the maximum detector value that will be
processed by the Varian MS Workstation. The dynamic
range of the FID and TSD detectors are equivalent to
1000V full scale, but if your peaks of interest fall
significantly below this value, you may wish to limit the
full scale value here. Since the attenuation setting used
by the Standard Report application to scale the
chromatogram printout is based on the detector's full
scale value, a lower full scale value will allow you to
scale smaller peaks with greater resolution.
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3800 GC Method Section

Overview

In the 3800 GC Configuration section, you configured your hardware for an
instrument and opened the System Control Window for the instrument. At this
point, you could simply inject a sample, as described in the following sections.
However, it is not likely that the default Method will have the method settings that
are appropriate for your analysis. Therefore, the default Method will need to be
edited to enter the settings appropriate for your analysis. Method Builder is used
to view and edit methods. It can be accessed from:

— == .
ki I PN 2 g sms @cusvucz mh b
iﬁ [0 ]S 1T T R i

5 System Control - Saturn GC/MS #1 - Not Ready

File Edit Inject Automation Hecalculste |nstument 'windows Help

-1%.;;.1 Estatupl.mth b m."l u|u w8 %[ S| | 110 | M| Mot Ready

‘@ This button on the MS Workstation Toolbar opens
I

Method Builder and prompts you to create a new
method or open and existing one.

startupT.mth ,l This but_ton on the _System Contrql Toolbar allows
you to view and edit the method file shown on the
button.

This button on the MS Workstation Toolbar allows
@cdsvncz.mth 3

you to view and edit the method file shown on the
button.

Using Star Assistant to Create a New Method

If you click on the Method Builder button on the MS Workstation Toolbar, you will
get this dialog box.

Create/0Open Method File

Select 5 method file action

i Create a Mew hMethod File
= Open an Exizting Method File Cancel |

[~ Do not display this dialog at startup
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If you choose Create a New Method File, the Star Assistant Wizard will guide you
in building this new method.

Configuring method

Thiz Star Assistant will guide vou through
adding instrument madule cantral and any
post-run processing to the method.

Click the Mext button ta contitue.

¥ Show this introduction nest Hme

< Black I Mest > I Cancel

You will first be asked to select the instrument configuration for which you want
to create a method.

Select Configuration

Select an exizhing instrument configuration for the method or
select a custom configuration far the method. Then click Nest ta
continue.

—Select a Configuration—  — Configuration Description

The following screens will
guide you in selecting a
 Ingtrument 1 cuztom configuration for your
mmethiod.

< Back I Mest » I Cancel |

Select Custom to create a Method for an instrument that is not attached to the Varian
MS Workstation.

Select the Instrument for which this method will be used.
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Configure modules

Select a module from the list of available modules and click the Add button to add the module ta
the list of configured modules for the method. Click Remove to remove a module from the list of
configured modules. Click Mext to continue.

—dyvailable Modules——————— — Configured Modules
2000 Mass Spec Address Module
8200 AutoS ampler 28 | 8200
> (3800

Add Al -» | i
<- Hemaove |

¥ Show existing modules [in italics)

< Back Caticel

Select the detectors for post-run processing.

Select detectors for post-run processing

Select the detectar(z] far which you want ta add post-run
proceszing to the method. Then click Mext to continue.

— Detector Modules
(w3800 GC at address 44

Ungelect Al |

< Back I Mest > I Cancel |

For each detector in the Method, you will be asked to select the channels on
which post-run processing will be performed.
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Create gections for post-run processing

For the following module: |SSDD at address 44

Select the channellz] to
process:

Select the Post-Run
processes to perfarm;

[WIChannel Front=Front

[ 1Channel Middle=tiddle
[ 1Channel Rear=Rear

[w|GC Data Handling
(w]Standard GC Reports

Select All |

< Back I Mest » I

Cancel |

When you have selected the data channels and type(s) of post-run processing to
be run for each detector, the Star Assistant will create a Method containing all of
the sections that are needed to control the hardware, collect data and do the

post-run processing specified. These Method sections will contain default values

for all of the parameters. These parameters will need to be edited to match your
analysis.

The Method Builder Window

As you step down through the Method tree, the parameters associated with each
section of the Method are displayed for editing.

{4 Method Builder - [Method17] [_ O] %]
[ File Edit View window Help = x|
Bl=(Bles| i@ 2 epx]E] a2]| =l S]] el de )

& =

{25 Method Notes
W 5200.4utoS smpler Contrl - Address 26
T Configuration

Location:  [Method File Nat Saved)
Created:

3800 G - Address 44 Modfied

=) 3800 GC Cortrol Size 9401 bytss

] Tl - Methad File Attibu
Irigctor
FlowPressure [ Read-only [ Hidden
Column Oven
Detector O #ichive [0 FReguires Password on Save
Dultput

Dala Aoquisition

Revision History
=1 Channel Front=777

5 E Data Handing (Mo Revision Histary) =|
Integration Parameters
Peak Table
Calibration Setup
Verification Setup
Time Events Table
El-@ Standard Reports =l
4% Print Dptions
i Fiesults Format
Chromatogram Format
Calibration Block Report Format
FReady ML v
Title Bar
Menu Bar
Toolbar

This navigation window shows the overall structure of the Method, its sections and
subsections. The branches can be expanded by clicking on the plus sign or
contracted by clicking on the minus sign to show the desired level of detail.
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The parameters window shows the parameters for the highlighted item in the
navigation window. Method parameters are viewed and edited in this window.

Detailed information about the menu items and Toolbar buttons can be found in
the online help.

Method Notes

B3 Method Builder - [Method1%] [ o=
[©J File Edit View Window Help _1&] x|
it [ = = e e e s A e e = e B RS s = e RTINS ST
Method1® =
[ Methgd Nates E+ampls for Method Note
= 5200 AutoSampler Control - Address 26 M ethod Motes is a free form text entry that can be used to annotate your method
¢ AT Configuration ISiiraply click an this window and start typing a description of the method or
-89 3800 GC - Address 44 lapplication for which this method is lo be used.
=9 3800 GC Contral
: Sample Delivery
Injectar
Flow/Pressure
Column Oven
Detector
Output
H ®*\ Dats Aoquisition
=81 Channel Front=??7
=B Dats Handing
- mtegration Parameters
eak. Tabls
alibration 5 etup
erification S etup
- ime Events Table
=-4F Standsrd Reports
&5 Print Options
Results Format
Chromatagram Farmat
Caliibration Block Repart Format
-]
Ready [ [NUM G

The first item in the Method is the Method Notes section. Method Notes is a free
form text field where information about the Method or the application can be

entered. Method Notes are displayed in the File Open dialog boxes used
whenever you select a Method.

Method Notes can help explain to the operator when a Method should be used.
They can also be used to convey sample preparation information and reminders
to refer to specific items in the lab’s Standard Operating Procedures.

The 3800 GC Method Windows

The 3800 GC entry specifies the Varian MS Workstation module address of the
GC that the Method uses. The module Address in the parameter window can be
changed so that a Method developed for an instrument using one module

address can be easily modified for use on another instrument at a different
module address.
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[E4 Method Builder - [Method1=] [_[O]x]
|

[J Ele Edi View Window Help

Ble(E|es| BlalEl o eex]i] S]] = BBl 9l

=25

H

3800 GC Control
Sample Delivery
Injector
Flowe/Pressure
Column Oven
Detectar
Output

Peak Table
Calibration Setup
“Werification S etup
i) Time Events Table
=] @ Standard Reparts
b Print Dptions

=7 Results Format
£ Chromatogran Farmat
L

=] Calibration Block Report Format

[ Methad!

[EY Method Motes Detectar: |38[IEII3E Address |44 j
5 9200 AutoS ampler Conrol - Adchess 26 S —

L& Configuiation r

Detector Control Parameters

E| Sample Delivery

Elniectol

B\ Flow/Pressure
E| Caolurin Overn

EDelectol

Output
E| Data Acquisition

Last Modified:  Monday, March 30, 1998 15:4%:37

- Selected Channels and Post-Run Frocessing

Post-Run Processing | Chanhel | Last Modified

Front tanday, March 30, 1998 15:49:37
Front tonday, March 30, 1338 15:43.37

Diata Handling
@ Standard Reports

The 3800 Method section contains seven Method windows: Sample Delivery,
Injector, Flow/Pressure, Column Oven, Detector, Output, and Detector
Information. These windows contain all parameters that control the operation of

the 3800 GC during a chromatographic run.

Spreadsheet editing

Certain Method windows contain spreadsheet tables for time, temperature or

flow programming. All spreadsheets behave similarly.

Jetector I Fiear Detectar I
Dietector Dwver: & On

Electionics: & On

Range

[N KN EX KN K
[ KN N KN

0
0

Inzert

Delete

Sort

il

O Slow €% Fast

Colurnn Oven End Time: 20,00 min

Frant Methanizer... |

[ ham [

Add a row at the bottom of the spreadsheet.

Insert a row before the currently selected row.

Delete currently selected rows.
Sort rows by time (available in time program spreadsheets).
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Select rows by clicking and dragging on the row numbers on the left side of the
spreadsheet.

Front Detector | Middle Detecturl Rear Detectorl

Front Detector Type: IFID vl Detector Over: & On

Temperature [C]

Electionics: @ On

4

Time Range Autozero
1 Initial 12 *|pes vJ
2 1.20'12 =|no -
3 00112 *|no -
“ | |
5 | |

— Adjuztment
Time Constant ¢ Slow & Fast

-

A

One or more rows can be selected by clicking and dragging on this column.

Spreadsheets that specify time programs can display duplicate times, but all
duplicates must be eliminated before you can save your work.

Checking Method End times

All editing windows other than the column oven window and detector info window
show the current end time of the column oven program above the Save and
Cancel buttons.

Temp [C) ‘ [[l::‘f::il:.] Hold [min] | Total [min])
[ 1.00 1.00
200 200 20.00 21.75

O b=

Add

|nsert |
Delete |

Colurnn Oven End Time: 20,00 min

The column oven endtime is shown.

If you enter program end times for components other than the column oven that
exceed the column oven end time, the following warning is displayed.
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Method Editor ]

2)

The following components have program end times that exceed the Column Oven
EndTime: Front 1079 Injector Ramp; The Column Oven EndTime determines the
tethod EndTime on the 3300 GC. Do you want to save thiz Method even though
thiz condition exists?

When the Method is downloaded to the 3800 GC, component program end times

that exceed the column oven end time will be truncated.

Sample Delivery

Window

The Sample Delivery window contains the Valve Table Program and up to three

Valve Oven Programs (Front, Middle, Rear).

% Method Builder - [Method1*]
[ JFile Edt Yiew ‘Window Help

=181 %]

e L = T S e s = e = N = e

CIRTTT

Methad1*

+[Eh Method Notes

Bl 8200 AutoSampler Control - Addre
¢ R Configuration

- IBO0GE - Addvess 44

=) 3800 GC Control

£ Sample Delivery

Injector

Flow/Pressure

Channel Frant=777

a Handling
Integration Parameter
Peak Table
LCalibration Setup
Yerification Setup
Time Ewents Table
D-Q Standard Reports

iy Print Options

L5 Results Format

Y Chromatogram Formnal
k= Calibration Block Rep

om

=)

4 | i |

Frort Vialve Oven | Middle Vave Oven | Rear Valve Oven|

Frort Valve Oven Installed: © Yes & Mo

Time

Valve 1

Valve 2

Valve 3

(

Iritial

Frant Split
ON [zpiit]

Colarin Selzction

Columini ON

Lelelefaalafefafe
I I N K K N

Extemnal Evert D

Add

Irsert

[UE(EtE)

St

|

Column Oven End Time: 20.00 min

| |

Ready

| NOWl 4

Use these tabs to select which Valve Oven Program you wish to edit.

Indicate whether or not the Valve Oven at each position is installed by clicking on the

“Yes” or “No” radio buttons.

If you indicate that a Valve Oven is installed, a Valve Oven switch and a

Temperature setting will appear.
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1
Front Valve Oven | Middle ‘alve Oven I Rear Valve Oven I
Frort Walve Oven Installed: & Yes © Nao

Yalve Overy @ On O Off Temperature [C): | 50 H:

Time Yalve 1 Yalve 2 Yalve 3 =

2

=1

Front S plit - |none + | none
Initial| OM [zplit)
0.00[0FF [s/less]

Add

Insert

Delete

ot

[ N K KN KN X
(I I

" Lk

Calumn Owven End Time:  20.00 min

Indicate whether or not you will use the installed Valve Oven by clicking on the “On”
or “Off” radio buttons.

Use the spreadsheet to build a time program to turn the programmable valves on and
off.

Specify the isothermal temperature of each Valve Oven.

The first two rows of the spreadsheet are added automatically. Use the first row
to indicate how each Valve is used, by clicking on the arrow in the top cell of
each Valve column. Select from the choices displayed in the combo box.
Configure each Valve to match the setup on the 3800 GC that will be running the
method.

The second row of the spreadsheet contains the Initial setting for each of the
seven Valves. Each Valve will be switched to this setting when the method is
activated, and restored to this setting when each chromatographic run is
completed.

Rows after the second row of the spreadsheet contain the time-programmed
settings for each of the seven Valves. Each Valve will be switched to the setting
in each row at the indicated time.
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Injector Window

The Injector window contains up to three Injector Programs (Front, Middle, Rear).
Use the Injector Programs to specify the temperature setpoints of the isothermal

1041, 1061 and 1177 Injectors, and to specify the temperature ramp and split
ratio of the programmable 1079 Injector.

[E& Method Builder - [Method1*] =1 3
[JEle Edt View ‘Window Help o 1|
B8] @l@El o sex]m] Sl2)|[6E =l BIEm WMl
thncﬂ” Front Inisctar |Midd\e Irjector | Fiear Injector |
~35) Method Notes
E| 5200 AutaS ampler Contral - Address 26 Front Injector Type: | 1073 'I Injector Oven: & On € OF
v Configuration Injector Coolant: ¢ On & 0Off
£ 3600 GE - Address 44
-8 3800 GC Control Enable Coolart at (C)
Sample Del Split Rati
i In?;::?:r — Coalant Timeaut [min): LD
Flowi/Pressure Rat
Coluran Dven Temp [C) 2% | Hold (min) | Total [min]
(C#min)
ggt“tm 1 El 20,00 20,00 Add
H utput
Data Acquisition —§ ﬂl
= E' Chainel Front=277 = |
£ Data Handing | 4| o
B Integration Parameters 5
Peak Table
Eal\.blaln.:ln Setup Column Oven End Time: 2000 min
Yerification Setup
-] Time Events Table
= @ Standard Reparts
+-ghy Print Olptions
Results Farmat
=™ Chromatogram Format
Calibration Block Report Format
Fready HUM 7

Use the tabs to select which Injector Program you wish to edit.

Select the type of injector (1041, 1061, or 1079) at each position, or select “None” if
no injector is installed at that position.

1079 Injector

If you indicate that a 1079 Injector is installed, an Oven Power switch and a
Coolant switch will appear.

Frant Injectar | Middle Injector | Rear Injsctor |
Frant Injector Type: |1|:|?9 vl Injector Over: €& On ¢ O
Injgctor Coolant: ¢ On & O

Enable Coolant at [C:
z Split Ratio... |
Coolant Timeaut [min]: | 20.00 = AN

Temp [C] [E,‘::if:]] Hold [min] | Total [min]
] 20,00 20.00 Add

[fzert

L

DElEte

O | P |Gl | B |

Column Owen End Time: 20,00 min

Indicate whether or not you will use the installed 1079 injector by clicking on the “On”
or “Off” radio buttons.
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If you indicate that Coolant is turned on, specify the desired “Enable Coolant at”
temperature and “Coolant Timeout”.

Use the spreadsheet to build a temperature ramp program to heat and/or cool the
1079 injector.

The first row of the spreadsheet contains the Initial temperature and hold time for
the 1079 injector. The 1079 will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the programmed settings for
each of the ramp segments. Each segment will ramp to the specified
temperature at the specified rate (assuming the rate is achievable), and then
hold the temperature for the specified time. (Note that the Rate in the first row is
always blank and cannot be edited. Also note that the entire Total column cannot
be edited.)

1079 Split Ratio

Front Injector I tiddle Iniectnrl Rear Injectar I
Front Injectar Type: |1DF"EI vl Injector Dvers & On O Off
Injectar Coolant; & On = Off

Enable Coolant at [C):

. Split R atio...
Canlant Timeaut [min]: | 20.00 = &l

Temp [C) [[l?f?r:;] Hold [min] | Total [min]

1 B0 20.00 20.00 Add

If the 1079 Injector is connected to a Type 1 EFC, press the “Split Ratio” button to
build the Split Ratio Time Program.

NOTE: You must have already configured the Type 1 EFC in the corresponding
position in the Flow/Pressure Section before you can program the split ratio.
Specifically, to build a 1079 Split Ratio Program, a Front 1079 must have a
corresponding Front Type 1 EFC, a Middle 1079 must have a corresponding
Middle Type 1 EFC, and a Rear 1079 must have a corresponding Rear Type 1
EFC.

Use the Split Ratio spreadsheet to build a split ratio time program to control the
1079 injector / Type 1 EFC combination.

I Spht Ratio for Front 1079 + Front Type 1 EFC

Time Split State Split Ratio Add |
1 Iritial| OFF - arf In=ert |
2 0.50 On = 100
3 T — 5 Dol |
4 | ot |
5
B

RIEIE

Colurn Owen End Tirme: 20,00 it

Save I Cancel I
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You can use a spit ratio of 100 after injection to vent the injector of any residual
solvent.

Use a very low split ratio after flushing to conserve carrier gas.

The first row of the spreadsheet contains the Initial Split State and Split Ratio for
the 1079 injector. The 1079 will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the 1079 Split Ratio. The Split Valve will be switched to the ratio in each row
at the indicated time.

1177 Injector

If you indicate that a 1177 Injector is installed, an Oven Power switch, a
Temperature setting and a Split Ratio button will appear.

Indicate whether or not you will use the
installed 1177 injector by clicking on
the “On” or “Off” radio buttons.

Frant Injector | Middle Injector | Fear Injector |

Front Injector Type: |1‘|??‘ VI Injector Over: & On € OFff

Temperature [C]: (220
Set the desired Split Ratio...

Temperature.

If the 1177 Injector is connected to a Type 1
EFC, press the “Split Ratio” button to build the
Split Ratio Time Program.

NOTE: You must have already configured the Type 1 EFC in the corresponding
position in the Flow/Pressure Section before you can program the split ratio.
Specifically, to build a 1177 Split Ratio Program, a Front 1177 must have a
corresponding Front Type 1 EFC, a Middle 1177 must have a corresponding
Middle Type 1 EFC, and a Rear 1177 must have a corresponding Rear Type 1
EFC.

Use the Split Ratio spreadsheet to build a split ratio time program to control the
1177 injector / Type 1 EFC combination.
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Split Ratio for Front 1177 + Front Type 1 EFC Ed |

Time Split State | Sphlit Ratio Add
1 Initial OFf - Off Insert |
2 0,50 On - Tim
3 150 On - G ﬂl
4 || St |
5 -
6 |

Colurnn Oven End Time: 20000 mmin

Save I Cancel |

You can use a split ratio of 100 after injection to vent the injector of any residual
solvent.

Use a very low split ratio after flushing to conserve carrier gas.

The first row of the spreadsheet contains the Initial Split State and Split Ratio for
the 1177 injector. The 1177 will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the 1177 Split Ratio. The Split Valve will be switched to the ratio in each row
at the indicated time.

1041 Injector

If you indicate that a 1041 Injector is installed, an Oven Power switch and a
Temperature setting will appear.

Front Injectar | Middle Injector I Rear Injectar I
Front | njector Type: I vl Injectar Dwer: @ On . OfF
Temperature [C]:

Column Oven End Time: 20,00 min

Indicate whether or not you will use the installed 1041 Injector by clicking on the “On”
or “Off” radio buttons.If you indicate that a 1041 Injector is to be turned on, select the
desired Temperature setting.

1061 Injector

If you indicate that a 1061 Injector is installed, an Oven Power switch and a
Temperature setting will appear.
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Indicate whether or not you will use the installed 1061 Injector by clicking on the “On”
or “Off” radio buttons.

If you indicate that a 1061 Injector is to be turned on, select the desired Temperature
setting.

SPT Injection Device

If you indicate that a Sample Preconcentration Trap (SPT) is installed, an Oven
Power switch and a Coolant switch will appear.

SPT g

250
2000

50 2000 20.00

Indicate whether or not you will use the installed SPT by clicking on the “On” or “Off”
radio buttons.

If you indicate that Coolant is turned on, specify the desired “Enable Coolant at”
temperature and “Coolant Timeout”.

Use the spreadsheet to build a temperature program to heat and/or cool the SPT.
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Flow/Pressure Window

The Flow/Pressure window contains up to three EFC Programs (Front, Middle,
Rear). Use the EFC Programs to specify the pressure ramp of the Type 1 EFC,

the pressure ramp and total flow time program of the Type 4 EFC, and the flow
ramp of the Type 3 EFC.

[& Method Builder - [Method1™] =1 &3
"JEle Edt Wew wWindow Help ==l
@l@ﬂlﬁ"\a i e S R A

& Methoat

[ Method Notes
- 8200 AutoSampler Control - Address 26
i T Configuration
=-fT) 3800 GC - Address 44

B 2800°GC Contral
Sample Delivery
Injector
Flow/Pressurs
Colurnn Owen
Detectar
Output
B%) Data cquisiion

R EE N E =R

Front EFC | Middle EFC | Frear EFC |

Frank EFC Type: [ Type 1 ftor 107 Iniectors)

I

Total [min)

Pressure
[psi)
10.0

Rate
[psi/min]

Hold [min)

1.00
14.00

1.0, Agdd

20,00 =
Deleta

Eo | 200

ee|w|m|u||a-|w =

2 Handiing
Integration Parameters
Peak Table
Calibration Setup
Werification Setup
Time Events Table
B4 Standard Reports

&5 Print Options
- [23] Results Fomat
Chromatogram Format

i-|& Calibration Block Report Fomat

i~ Constant Calumn Flow Made

Constant Flove ® 0ff € On

Column Oven End Time: 20.00 min

Feady

Use the tabs to select which EFC Program you wish to edit.

Select the type of EFC (Type 1, Type 3, or Type 4) at each position, or select “None”
if no EFC is installed at that position.

Type 1 EFC (for 1079/1177 Injectors)

If you indicate that a Type 1 EFC is installed, a pressure ramp spreadsheet will
appear.

Frnt EFC | Middie EFC | Riear EFC |

Front EFC Type: I Type 1 (for 1073 Injectars] j
Pressure Rate - .
(sil {psiZmin] Hold [min] | Total [min]
0.0 1.00 1.00 Add
20.0] 200 14.00 20.00 Insert |

d

Delete

B0 |~ || O | L B =

— Constant Colurnn Flow Mode

Constant Flow: @ 0 ¢ On

Colurmn Oven End Tirme: 20,00 min

Use the spreadsheet to build a pressure ramp program to control the Type 1 EFC.
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The first row of the spreadsheet contains the Initial pressure and hold time for the
Type 1 EFC. The EFC will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the programmed settings for
each of the ramp segments. Each segment will ramp to the specified pressure at
the specified rate (assuming the rate is achievable), and then hold the pressure
for the specified time. (Note that the Rate in the first row is always blank and
cannot be edited. Also note that the entire Total column cannot be edited.)

Constant Column Flow for Type 1 EFC

Constant Column Flow mode for Type 1 EFC is enabled in the Flow/Pressure
window.

Front EFC | Middle EFC | Rear EFC|

Frant EFC Type: IT_I.Jpe 1 [for 1079 Injectars] j
Pressure Rate . .
(psi) (psi/min) Hold [min] | Total [min]
[N =
2
|tzert
3 —I
4 [Velete |
5
6
7
8
— Conztant Column Flow kMode
Constant Flow: © Off & On
Calurnn Flawy [rlrmit):

Column Oven End Time: 20000 min

Click on the Radio Button to turn on the Constant Column Flow Mode. This mode
disables the spreadsheet and reveals the constant flow rate value.

Enter the desired Column Flow.

When the method is activated in System Control, the Varian MS Workstation will
generate and download the appropriate pressure program corresponding to the
Column Temperature program, the Column Setup Length and Diameter, the
Carrier Gas, and the ambient Barometric Pressure. These parameters are
specified at the 3800 GC front panel, and the Barometric Pressure is measured
by the 3800 at the time the Method is downloaded. The 3800 will run the
pressure program to hold the Column Flow at the specified value as the Column
Temperature is ramped during each run.
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Type 3 EFC (for 1041/1061 Injectors)

If you indicate that a Type 3 EFC is installed, a flow ramp spreadsheet will
appear.

Front EFC | Middle EFC | Rear EFC |

Front EFC Type: | Type 3 (for 104141061 Injectars] 7]

[“5!,':::"] [mlf“fi‘:,mi Hold [min) | Total (min)

10.0 5.00 5.00 Add

2D.D| 20 10.00 20.00 o |
Delete |

B2 = [ | | e G | P | =

Calumn Oven End Time: 20,00 min

The first row of the spreadsheet contains the Initial flow and hold time for the
Type 3 EFC. The EFC will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the programmed settings for
each of the ramp segments. Each segment will ramp to the specified flow at the
specified rate (assuming the rate is achievable), and then hold the flow for the
specified time. (Note that the Rate in the first row is always blank and cannot be
edited. Also note that the entire Total column cannot be edited.)
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Type 4 EFC (for Valved Systems)

If you indicate that a Type 4 EFC is installed, a pressure ramp spreadsheet and a
flow time program spreadsheet will appear.

Front EFC | Middle EFC | Rear EFC |

Frant EFC Type: IT_l,lpe 4 [for Walved Spstems) j
Pressure Rate . .
(psi) {psiZmin] Hold [min] | Total [min]
1 10.0 5.00 5.00 Add
2 20.0] 2.00 10.00 20,00 —
5 Ii |
4 Delete |
5
6
7
8
. Total Flow |/
fine {ml/min] add |
1 Initial 3 Inzert |
2 1.EIE|| 8
3 Delete |
1 Sart |
5 =l

Colurit Owven End Time: 20,00 min
Pressure spreadsheet.

Flow spreadsheet.

The first row of the pressure spreadsheet contains the Initial pressure and hold
time for the Type 4 EFC. The EFC will equilibrate to this setting when the method
is activated, and will be restored to this setting when each chromatographic run
is completed.

Rows after the first row of the pressure spreadsheet contain the programmed
settings for each of the ramp segments. Each segment will ramp to the specified
pressure at the specified rate (assuming the rate is achievable), and then hold
the pressure for the specified time. (Note that the Rate in the first row is always
blank and cannot be edited. Also note that the entire Total column cannot be
edited.)

Use the flow spreadsheet to build a flow time program to control the Type 4 EFC
total flow. The first row of the flow spreadsheet contains the Initial Total Flow for
the Type 4 EFC. The EFC will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the flow spreadsheet contain the time-programmed
settings for the Total Flow. The Total Flow will be switched to the value in each
row at the indicated time.
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Column Oven Window

The Column Oven window contains the Column Oven Program. Use the Column
Oven Program to specify the Coolant Parameters and Stabilization Time of the
Column Oven, and to specify its programmable temperature ramp.

[& Method Builder - [Method1~] =1 3
[J Eie Edit Wiew Window Help -8 %]
(el Bl clelexc] a2 6 =l zElm <]
Method!~
Methad Notes Column Oven Coslant: € On & O
BT 8200 AutoS ampler Control - Address 26 -
[ ‘E Configuration Enable Coolant at [C]: ﬂ
-7 3800 GE - Addrass 44 ; -
E Coalant T it [mi): | 20.00
- 300 GC Cortrol ko Tmeaut i [ 20001
: Sample Delivery Stabiization Time (mink
Injectar
Temp (C] lgf‘:ﬁl] Hold [min) | Total (min)
1 50) 2000 20.00 Add
2
— =
© gy Data Acquisition 3 &I
E|E| Channel Front=777 a | [IElEte
=+ Data Handing 5 | —I
= Integration Parameters 6 |
Peak Table —
Calibration Setup L7
Werification Setup | 8|
=] Time Events Table
El-@ Standard Reports
@b Print Options
-J= Results Format
~4" Chromatogram Format
-] Calibration Block Report Format
Ready MUM 7

Indicate whether or not you will use the Coolant by clicking on the “On” or “Off”
radio buttons.

Use the spreadsheet to build a temperature ramp program to heat and/or cool
the Column Oven.

Specify the desired temperature at which to enable the coolant.
Specify the desired Coolant Timeout.
Specify the desired Stabilization Time.

The first row of the spreadsheet contains the Initial temperature and hold time for
the Column Oven. The Column Oven will equilibrate to this setting, and stabilize
for the specified Stabilization Time, when the method is activated, and will be
restored to this setting when each chromatographic run is completed.

Rows after the first row of the spreadsheet contain the programmed settings for
each of the ramp segments. Each segment will ramp to the specified
temperature at the specified rate (assuming the rate is achievable), and then
hold the temperature for the specified time. (Note that the Rate in the first row is
always blank and cannot be edited. Also note that the entire Total column cannot
be edited.)
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Detector Window

The Detector window contains up to three Detector Programs (Front, Middle,
Rear). Use the Detector Programs to specify the operating temperatures, gas
flow rates and parameters of the detectors.

B4 Method Builder - [Method17] M=l
[JFle Edi View \indow Help =8|
3|2 [ = 2(E(m|| W4 v
El:IDd:: n Frant Detector | Middie Dalactorl Rear Detecloll
[ Method Nates
E ' 8200 fubaS ampler Control - Address 26 Front Detector Type: “ ...... | Detector Dven:  On € Off
E Elguguﬁné'gizgm o Temperature (Ck -] Electionics: * On  Off
ress
B EE, 3300 5C Contol 1
Sample Delivery FFRD =
::TEC:‘}O'—\I Time Range | Autozero J Add
low/Pressure
Calumn Oven |1 Intialf12 s I [sert
&) Detectar 2 I Jd
O X & [
¢ gy Data Acquisition 4 - -
EI E| Channel Frant=27? 5 B B il
L2 | I ||
E Data Handling
= Integration Parameters ~Adjustment
Eeﬁ!ﬂ Tab|ES Time Constant © Slow & Fast EFC Type: lm
alibration Setup
Weiiication Setup Make up Flow [ml/min]
2] Time Events Table . .
Bl @ Standard Reports WAL -
& Emt IUDtFwﬂs it Flow rldmin)
esults Format
] Chromatogram Format Calurnn Owen End Time: 20.00 min
Calibration Block Repart Fomat
Frorit Methanizer

Use the tabs to select which Detector Program you wish to edit.

Select the type of Detector (FID, TSD, TCD, ECD, or PFPD) at each position, or
select “None” if no Detector is installed at that position.

Detector EFC modules

The detector Electronic Flow Control modules (EFC), if installed on your 3800
GC, are detector-specific and can be programmed from the Detector window.
Select the type of Detector EFC at each position, or select “None” if no Detector
EFC is installed at that position. Use the detector EFC program in each detector
window (Front, Middle, Rear) to specify the gas flow rates for each module.

Note that selecting the make-up gas and the auto-calibration of the module can
be performed from the Detector EFC Setup and configuration screens on the
3800 GC.

FID Detector

If you indicate that an FID Detector is installed, an Oven Power switch, an
Electronics switch, a Temperature setting and a Time Constant setting will
appear.
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Frant Detector I Middle Detectoll Rear Detectorl
Frant Detectar Type: IFID vI Detector Oven: ¢ On ¢ O
Temperature [} Electronics: & On Off

Time | Range Autozero j‘ Add |
1 Imitial 12 - |pes - s
2 5.00|10 = o - —I
3 L. E Delete |
4 - =

I 1 St |
] S ==
— Adjustments

Time Constant; © Slow 7 Fast EFE Type: Im
Make up Flow [mldmin]:

H2 Flow [mlmin]:

i Flaw (ol

Calumn Oven End Time: 2000 min

Frant Methanizer... |

Indicate whether or not you will use the installed FID Detector by clicking on the
“On” or “Off" radio buttons.

If you indicate that an FID Detector is to be turned on and heated, select the
desired Temperature setting.

Time-program the detector range and autozero in the spreadsheet.

Select the desired FID Time Constant by clicking on the “Slow” or “Fast” radio
buttons.

Select the desired gas flow rates for the detector EFC.

The first row of the spreadsheet contains the Initial Range and Autozero for the
FID Detector. The FID will switch to this setting when the method is activated,
and will be restored to this setting when each chromatographic run is completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the Range and Autozero. They will be switched to the value in each row at the
indicated time.

Methanizer

The Methanizer is programmed from the Detector window. Note that the Front
Methanizer is programmed from the Front Detector tab, the Middle Methanizer
from the Middle Detector tab, and the Rear Methanizer from the Rear Detector
tab.
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Time Range Autozero = Add |
1 Initial 12 =[ves -J |resert |
2 5.00) 10 - |no -
3 - = _ Delere |
1 15 1 St |
LB I ==
— Adjustment:
Time Constant: € Slow & Fast
Colurnn Oven End Time: 20,00 min
Front Methanizer. .. |
MNLUM L

Program the Methanizer in the position corresponding to the tab in the Detector
window by clicking on the Methanizer button.

The Methanizer Program dialog box will appear.

Front Methanizer |

Methanizer Oven: ¢ On & Off
T emperature [C):
Save I Cancel |

Indicate that a Methanizer is installed by selecting the “Yes” radio button.

Indicate whether or not you will heat the installed Methanizer by clicking on the
“On” or “Off" radio buttons.

If you indicate that a Methanizer is to be heated, select the desired Temperature
setting.

TCD Detector

If you indicate that a TCD Detector is installed, an Oven Power switch, an
Electronics switch, a Temperature setting, and a Filament Temperature setting
will appear in the top portion of the window, and additional detector adjustments
will appear below the spreadsheet.
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Frant Detectar | Middle Detectorl Rear Detector

Front Detector Type: ITCD vl Detector Overy, & On OFff
Temperature [C]: Electronics: & On OFf

Filament Temp [C):

Time ‘ Range Autozero Polarity j Add |
1 Initial 0.5 || ves [ positive = Irsert |
2 5.DD|D.5 | o - |positive |+
3 = =t =l Delete |
4 = = =
I 1 1 1 St
L9 I = a5 4'
— Adjustment
Time Constant; © Slow % Fast EFC Type: IT_l,lpe 14 'I
Carrier Gas: IHe 'I b ake up Flaw [ml/rmit):
Filament Temp Limit(C): [390 =] Rief/Makeup Flow iml/min)

Calurnn Owen End Time: 20,00 min

Front Methanizer... |

If you indicate that an TCD Detector is to be turned on and heated, select the
desired Temperature and Filament Temperature setting.

Indicate whether or not you will use the installed TCD Detector by clicking on the
“On” or “Off" radio buttons.

You can time-program the detector range, autozero, and polarity in the
spreadsheet.

Select the desired TCD Time Constant by clicking on the “Slow” or “Fast” radio
buttons.

Select the desired Carrier Gas and Filament Temperature Limit from the
available choices.

Three EFC types are available for the TCD detector. Select the type that is
installed on your 3800 GC.

Select the desired gas flow rates for the sample side and the reference side of
the TCD.

The first row of the spreadsheet contains the Initial Range, Autozero, and
Polarity for the TCD Detector. The TCD will switch to this setting when the
method is activated, and will be restored to this setting when each
chromatographic run is completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the Range, Autozero, and Polarity. They will be switched to the value in each
row at the indicated time.
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Micro-TCD Detector

If you indicate that a Micro-TCD Detector is installed, an Oven Power switch and
an Electronics switch will appear in the top portion of the window, and additional
detector adjustments will appear below the spreadsheet.

NOTE: The Micro-TCD cell temperature is set to 110 C and is not adjustable.

Frant Detectar | Middle Detectorl Fear Detectorl
Front Detectar Type: IMTCD VI Detector Over: & On ¢ OF
Temperature [C]: |11D Electronics: @ On € Of

Autozero Polarity - By

Time Range

Initialff 0.05

ha positive e

Delete

Sort

i

LU EN KN R
RN RN KH EHE!
RIENENENK!

— &djustment:
Time Constant; £ Slaw ' Fast

Carrier Gas: IHe 'l

Indicate that a Micro-TCD Detector is installed

Indicate whether or not you will use the installed Micro-TCD Detector by clicking
on the “On” or “Off” radio buttons.

You can time-program the detector range, autozero, and polarity in the
spreadsheet.

Select the desired TCD Time Constant by clicking on the “Slow” or “Fast” radio
buttons.

Select the desired Carrier Gas from the available choices.

The first row of the spreadsheet contains the Initial Range, Autozero, and
Polarity for the Micro-TCD Detector. The Micro-TCD will switch to this setting
when the method is activated, and will be restored to this setting when each
chromatographic run is completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the Range, Autozero, and Polarity. They will be switched to the value in each
row at the indicated time.
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TSD Detector

If you indicate that a TSD Detector is installed, an Oven Power switch, an
Electronics switch, a Temperature setting, a Bead Current setting and a Time
Constant setting will appear.

Frant Detector | Middle Detectorl Rear Detectar I

Front Detector Type: ITSD vl Detector Over: @ On O 0Off
Temperature (CJ:

Bead Current [4): 2.400

. Bead ./ |
Time ‘ Range Autozero Power Add
1 Initial 12 - |yes ~|on - - |
2 10,00 11 =[no ~ |off -
3 E [~ ] Delete |
4 = - -
= | I I I Srart
| 5 | 14 I = 4'
r Adjustment

Time Constant: € Slow © Fast EFC Type: lm
I ake up Flow [mldmin:

H2 Flaw [mimin:

A Flaw (mlfmink

Colurnr Oven End Time: 20,00 rrin

Frant Methanizer... |

If you indicate that an TSD Detector is to be turned on and heated, select the
desired Temperature and Bead Current setting.

Indicate whether or not you will use the installed TSD Detector by clicking on the
“On” or “Off" radio buttons.

You can time-program the detector range, autozero, and bead power in the
spreadsheet.

Select the desired TSD Time Constant by clicking on the “Slow” or “Fast” radio
buttons.

Select the desired gas flow rates for the detector EFC.

The first row of the spreadsheet contains the Initial Range, Autozero, and Bead
Power settings for the TSD Detector. The TSD will switch to this setting when the
method is activated, and will be restored to this setting when each
chromatographic run is completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the Range, Autozero, and Bead Power. They will be switched to the value in
each row at the indicated time.
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ECD Detector

If you indicate that an ECD Detector is installed, an Oven Power switch, an
Electronics switch, and a Temperature setting will appear in the top portion of the
window, and additional detector adjustments will appear below the spreadsheet.

Front D etector |Middle Detectorl Fiear Detectorl
Front Detector Type: IECD vl Detector Dven:  On Off

Temperature (C: Electiorics: & On © 0Off

Time ‘ Range Autozero j Add |
1 Iritial 1 e | Insert |
2 20001 *|na -
i I - | B |
4 v -
. 1 1 St |
| 5| - =l
r Adjustment:
Time Constant; £ Slow & Fast EFC Type: IType 13 =
Cell Current: ICAP - take up Flow [ml/min);
Contact Patential [mi]:

Colurnn Oven End Time: 20,00 min

Front Methanizer... |

If you indicate that an ECD Detector is to be turned on and heated, select the
desired Temperature setting.

Indicate whether you will use the installed Detector Oven and Electronics by
clicking on the “On” or “Off” radio buttons.

You can time-program the detector range and autozero in the spreadsheet.

Select the desired ECD Time Constant by clicking on the “Slow” or “Fast” radio
buttons.

Select the desired Make up gas flow rate.
Select the desired Cell Current and Contact Potential from the available choices.

The first row of the spreadsheet contains the Initial Range and Autozero for the
ECD Detector. The ECD will switch to this setting when the method is activated,
and will be restored to this setting when each chromatographic run is completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the Range and Autozero. They will be switched to the value in each row at the

indicated time.
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PFPD Detector

If you indicate that a PFPD Detector is installed, an Oven Power switch, an
Electronics switch, Square Root Mode switch, and a Temperature setting will
appear in the top portion of the window, and additional detector adjustments will
appear below the spreadsheet.

Front Detector | Middle Detector' Rear Detector'

Frort Detector Type: |FFRD =] Detector Oven: & On ¢ Off

Temperature [Cl: Electronics; & On O O

Square Root Mode: € On & 0O

Time ‘ Range | Autozero = Add
1 Initial 10 7 |ves LJ Insert |
2 1D.DDI8 =|no -
3 z z Delete |
4 . .
. I I St |
L5 [ |
~ Adjustmert
Phatomultipler Yoltage [¥]: EFLC Type: IT_I,Ipe 15 'l
Gate Delay [msec): &ir T Flow [mlmin):
Gate Width (msec] H2 Flow {mldmin:
Trigger Lewvel [my): Air 2 Flow [mlmin):

Column Owen End Time: 20,00 min

Front Methanizer... |

If you indicate that an PFPD Detector is to be turned on and heated, select the
desired Temperature setting.

Indicate whether you will use the installed Detector Oven and Electronics by
clicking on the “On” or “Off” radio buttons.

Enable or disable Square Root Mode.
You can time-program the detector range and autozero in the spreadsheet.

Select the desired PFPD Photomultiplier Voltage, Gate Delay, Gate Width, and
Trigger Level from the available choices.

Select the desired gas flow rates.

The first row of the spreadsheet contains the Initial Range and Autozero for the
PFPD Detector. The PFPD will switch to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the Range and Autozero. They will be switched to the value in each row at the
indicated time.
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Output Window

The Output window contains up to three Output Port Programs (Port A, Port B,
Port C). Use the Output Port Programs to time program the detector signal
source and attenuation at each port.
Part & | Port B I Part C I
Port & [nstalled? € ez € Mo

Time Signal Attenuation Add
Source
1 |Initial Front -2 - Inzert |
2 1.00 Frant =& -
3 [1000 |Fent =|s | __Dekete |
4 (i (i Sort |
5 = =

Column Oven End Timme: 20.00 min

Use the tabs to select which Output Port Program you wish to edit.

Indicate whether or not the Port at each position is installed by clicking on the
“Yes” or “No” radio buttons.

Time-program detector signal source and attenuation in the spreadsheet.

The first row of the spreadsheet contains the Initial Signal Source and
Attenuation for the Port. The Port will switch to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the Signal Source and Attenuation. They will be switched to the value in each
row at the indicated time.
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Data Acquisition Window

The Data Acquisition window contains instructions for collecting a baseline noise
sample (Noise Monitor) and for selecting the full scale for the FID and TSD
detectors. The Varian MS Workstation will sample the baseline noise on the first
derivative of the detector signal before each run. This sample is used to estimate
the baseline noise. The estimate is more accurate as the sample size is
increased, but the sample takes longer to acquire.

The Varian MS Workstation will set the full scale for the detector signal as
specified here. The dynamic range of the FID and TSD detectors are equivalent
to 1000V full scale, but if your peaks of interest fall significantly below this value,
you may wish to limit the full scale value here.

Since the attenuation setting used by the Standard Report application to scale
the chromatogram printout is based on the detector's full scale value, a lower full
scale value will allow you to scale smaller peaks with greater resolution.

[&& Method Builder - [Method17] M=l E
D Fle Edit View ‘Window Help —|&] x|

B SN BlEE e E 2] Bk = &l WA \

S Method1* 5
MDethod Mates Detector Bunch Rate: paints [ 10.0Hz]

-1 8200 AutaSampler Contral - Address 26 Maize Monitor Length; bunched points

ﬁ Configuration [ Bdserl
1-#) 3800 GC - Adchess 44 o
= EI 300 6 Control The following settings will be ignared for all detectors

ather thar the FID and TS0,
Sample Delivery

Irjector FID/TSD Detector Full Scale
Flow/Prezsure
Column Oven Frant:
Detector
Output Middle
£ Data Acquisition
E-#Ty Charnel Frant=FID
EHE DataHanding
Integration Parameters
Peak Table
Calibration Setup
Verification Setup
[&=] Time Events Table
EI-@ Standard Reports
iy Prink Options
Results Format
Chromatagram Format

Calibration Black Report Format

Rear

Feady [ [NOM 7

The 3800’s 40 Hz data rate can be reduced by bunching. Enter the bunch size
here. The resulting bunched data rate is shown to the right.

Enter the size of the noise sample as the number of bunched data points.
Select the full scale signal setting for the FID and TSD detectors.
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Autosampler Window

The Autosampler window contains sampling parameters for the 8400/8410
Autosampler when attached to the 3800 GC. The parameters include selection of
the sampling syringe size, the penetration depth for sample and solvent wash
vials, the default clean and clean modes, and the injection modes.

{E5 Method Builder - [Method1*] [_ (O]
[*J Eile Edit Wiew Window Help =1zl =
B|=|a[s]| m@lE| s ex(r] @(2] [ sl =30 )
Method!
—[E8) Method Motes
=T 3800 GC - Address 45 Autosamp\el:l 8400 b
=1-#F) 3800 GC Control l—_[ 2 -
T S | L] |10 uL = Sample Depth [%]:
Sample Delivery tER = e BRezTE m-
£ Iniector Injection MDde:IStd Split/Splitl = Solvent Depth (%]
U Defavit Clean Clear Mod
Column Oven
Detectar Wial || - Pre-Inj Solvent Flushes: | 3 =
Output Volume [ul]: | 5.0 = Pre-Inj Sample Flushes: | 0 —
LRl ataﬂcﬂlsl“ﬂﬂ Shokes: |1 = || PostInj Solvert Flushes: [1 =
-5y . e = = :
S ChaneiFroneTs Speed ulfec): |5 - Clean Solvert Source: || -

= DataHanding

-] Integration Parameters
Peak Table
Calibration Setup
Verification Setup
Time Events Table
andard Reparts

oofihy Prirt Optiors

4= Results Format
Chromatogram Foimat

Calibration Block Report Format

=t

Calumn Over End Time: 20000 min

Ready [ NOM 4

Default clean steps are used in the case that automation is stopped or a serious
fault is detected.

Select Pre and Post injection syringe clean modes.

Injection Mode

Injection Made: | Std SplitSplitl "I

lean—15td On Columr a
Meat
Wial: | |Vizcous

Walume [ul]:

The Injection Mode selection consists of five predefined injection modes:
Standard Split/Splitless, Standard On-Column, Neat, Viscous and Volatile. If any
of these modes cannot satisfy your injection needs, a sixth User Defined mode is
available. Selecting User Defined mode allows you access to all 8400
autosampler parameters to fine-tune your injection.

Consult the Online Help for a detailed description of all Injection Mode
parameters.
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Auto-Configuring the Method to Match the 3800 GC
Hardware

When you edit a 3800 GC Method while the corresponding GC is online in
System Control, you are warned if the Method configuration does not match the
hardware on the GC.

Method Editor ]

Thiz 3800 Method iz not compatible with the Hardware Setup for the 3800 that iz Onling at
Buz dddress 44, Do you want to automatically change the Method to make it compatible
with the Hardware?

Ma |

Click on Yes to change the Method to match the GC.
Click on No to accept the Method as is.
If you choose to auto-configure the Method, the following dialog is displayed.

Method Editor <]

@ The tethod has been automatically updated ta make it compatible with the Hardware!

Uploading the Method from the 3800 GC

You can get the Method from the GC and save it in the Varian MS Workstation.
This allows you to do local Method editing on the 3800 GC front panel and then
save this Method for later use on the Workstation.

"D System Control - Yarian Star #1 - Ready
Edit Inject  Automation  Becaloulate  lnstrument Windows  Help

Activate Method,. =
Upload dgtive Method from Mo S| v 3 [

Mew Samplelist...
Open Samplelist. ..

Mew RecalcList. ..
Open RecalcLizt...

Hew Seguencelist...
QOpen Sequencelist...

Frint
Printer Setup...

v Remember Last Open Files

E it

To upload the Method from the 3800 GC to System Control, select “Upload
Active Method from Modules...” from the File menu.
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You are then prompted for the name of the file under which to save the Method.
The active Method in System Control is updated to reflect the parameters
obtained from the 3800 GC.

The Startup Method

When you start System Control and display an Instrument Window, the last
active Method for that instrument is activated. When System Control is started, it
will return to the initial settings in the Method that was last used on the
instrument.

To change Methods, simply click on the Activate a Method button on the System
Control Toolbar or choose Activate Method... from the File menu.

-}i- System Control - Yarian Star #1 - Suspended

File Edit Inject Automation BRecalculate Instrument ‘Windows Help

Bl Bsmoine  vlez| Enlen| »8)%5 %] 0= =

Activate a Method
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Rurline: 0 _Stat_|| GCEE 120 100 Vabe 2 Fem oo On o
_— T o | ront : alve 2 Front Split On (splht]
EfeiocE - AEDmt . Reset {1 o Mia 1073 Of 47| Walve 3 Front Spit On [spit]
O Read, ; || @coolables:  Ms M| Walve 4 Front Spi On (spit)
O NoFault QI Front FID: 260 260 |Valve 5 Front Spiit On [spit)
@ Hid TSD: Off  B1||Valve B: Front Split: On [split]
Valves: -1-2-3-4-5-6-7 @ Heatable3: Mas MAA | [Walve 7: Front Split On (spht]
Hide Keypad I Wiew Setup. I Fesume Elat IIVIEW Front Only j Sample Deliveny Status j
¥
REBERE RN
- 5‘| Frant FID: 0.043 m =l |

Editing Methods from the 3800 Status and Control Window

The 3800 GC Status and Control Window contains a Method... button that allows
you to directly edit the active Method corresponding to that GC.

= 800 Read _ (O] =
3800 Operation

TempZones  Set Actual— — Sample Delivery Status

RunTime:  0.00 min Start (D Col Over: 90 90 |Valve 1: Front Split: On [spht
- . ————| (D Front 1075 100 100 [valve 2 Front Sphit: On (spht
Endline: 400min _ Reset 1|9 ciq073. O 41 Valve  Front Splt On [splt

)

)

- )

O Ready WEOT] | @ contable MM NJA Valve & Front Spit On (spi]
D NoFaul (D Front FID: 260 260 |valve 5 Front Spht: On [spht)
@ Mid T5D: Off BT |Walve B Front Spht: On [spit)

Yalves: -1-2-3-4-5-6-7 (@ Heatable3: Méb M/ Walve 7: Front Spiit: On [split)

Hide Keypad | Wiew Setup. I Fiesume Elat IIV\ew Front Orly j Sample Delivery Status j
"I
EREEEIERE

125 J[From D008 my] 4
10.0
o T.54
3 50
E 254
0.0
T T T J
a1 52 53

T 1
SHinutes =l

Method... button

When you click on this button Method Builder is opened with active Method
loaded and the corresponding Instrument Module selected. You can then edit
that section or any other section of the Method as described previously.
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Once you have edited the Method and closed the Method Builder window, you
are prompted to reactivate the Method. Reactivating the Method downloads the
changes to the Module.

[ System Control

® Module 380044 Method has changed! Reactivate it

Importing Method Sections

You may wish to copy sections from one 3800 Method file to another. This can
be done by opening the Method file that you want to edit in Method Builder. Then
from the Method Builder File menu, select Import Section...

% Method Builder - [Method1~]
Edit iew ‘indow Help
=

: MHew Chrl+M = | o
o £ X |[F
o [l sle] FE 8] Bl
E
: Cloze X
[ Chilss ation: I[M ethod File Mot 5 awved)
E‘ Save A3 ated:
Set Password Wified:
& v Prompt far Action at Startup
94071 bytes
[t . EHE Yathod File Attribute:
Print Prewview .
Print Setup.. O Read-only [ Hidden
Add Madule Contral . O Achive O Requires Password on Save
Add Past-run Processing,. .
Delete Section... izion History:
Import Section... L Revision History]
1 3800-1.mith
2 250C mth
3 Startup3.mth
4 TEST.mth

E xit

The Import command prompts you to select the file containing the sections you
wish to import. Once you have selected the file, a dialog box of sections
contained in the Method file is displayed. Highlight the sections that you wish to
import by clicking on them. If you click on one section and the hold down the shift
key while clicking on another section, all of the sections in between will be
selected. Holding down the control key while clicking on a section will add that
selection to those files already selected. Clicking on a highlighted section while

holding down the control key will remove that section from the list of selected
files.
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Import Method Sections E3 |

— Sections to Impaort

(0 5C-t odule 45
3800 Data Handling-t odule 45.Front
3800 Standard Reportz-Module 45 Frant

Select&lll Import I Cancel |

When the desired sections have been highlighted, click on the Import button to
import them into the Method being edited. If the Method already has sections
with the same module address and channel ID, you will be prompted to reassign
a new module address and channel number to the imported section or overwrite
the existing section in the current method.

Deleting Method Sections

To remove sections from a 3800 Method open the Method containing the
sections you wish to remove in Method Builder. Click on the Delete Section

button on the Method Builder Toolbar or select Delete Section from the File
menu.

[ Method Builder - [Method1*]
D File  Edit “iew ‘window Help

BlpB| e ex|o @l?l\l‘ EIRE ]

Created:
i ﬁ Configuration »
=8 E, 3000 GC - Address 44 Modiied
=-£ 3800 GC Control Size: 3401 bytes

Sample Delivery
Injector
Flow/Pressure O Fead-only O Hidden
Calumn Oven . )
Detectar O archive O Requires Password on Save
Output

80 D ata Acquisition Revision Histary:
E| Charnel Front=777 —

Mo R Hist
@ Daata Handing |[ o Revision Histary)

Methad File Attribute

A dialog box of sections contained in the Method file is displayed. Highlight the
sections that you wish to delete by clicking on them. If you click on one section
and the hold down the shift key while clicking on another section, all of the
sections in between will be selected. Holding down the control key while clicking
on a section will add that selection to those files already selected. Clicking on a

highlighted section while holding down the control key will remove that section
from the list of selected files.
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Delete Method Sections I
— Sectionz to Delete

8200 AutaS anpler-todule 26

3800 GE-kadule 44

3800 Data Handling-Module 44 Front
3800 Standard Reportz-todule 44.Front

Selectglll Delete I Cancel |

When the desired sections have been highlighted, click on the Delete button to

delete them from the Method being edited. You will prompted to confirm that you
want to delete each section before it is deleted.

Printing the Method

To print a method from Method Builder, click on the Print button on the Toolbar
and select the Method section or sections to be printed. The active Method can
also be printed from the System Control Toolbar and the MS Workstation
Toolbar. Click on the Active Method Options button on the System Control

Toolbar or on the Method Operations button on the MS Workstation Toolbar and
select Print Method.

Password Protecting a Method

A Method can be password protected from changes by clicking on the Set

Password button on the Method Builder Toolbar or selecting Set Password from
the File menu.

&4 Method Builder - [Method17]

DEiIe Edit  Miew ‘Window Help

Bl=|als| Bl L 2xT) a2 FE =l BSo

Methad]* Set Pazsword . - _
B Method Notes (1T 14 =thod File Mot Saved
= 5200 AutaSampler Control - Addr | Cragted:
- T Configuration »
=-E7) 3800 GC - Address 44 Madfied:
=-£1 3800 GC Control S 3401 bytes
gt Sample Deiivery Methad File Attribute
Injectar
Flow/Pressure O Read-anly O Hidden
goel:arzrmﬂven O Aichive O FRequires Pazsword on Save
Output

Enter the password and then re-enter it to verify that it was not mistyped.
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Add Password

Enter new password; I ********
% xxxxxxx 1

Re-enter new passward: I

0K I Cancel |

After a Method has been password protected, the password will be required to
save changes to the Method.

Once a Method is password protected, it can be activated and used for
instrument control and data acquisition. It can also be viewed from Method

Builder. Only the saving of changes to the Method will be inhibited unless the
correct password is entered.
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3800 GC System Control
Command Reference

Status and Control Window

=x 3800.44 - Equilibrating [_[a]=]
3300 Operation Temp Zones Set Actual— -~ Component Statu: ]

@Col Oven B0 127 |Wakve 1: Unused: Off
(DFront 1079 220 220 |Valve 2: Unused: O
@ Mid 1041 QOff 100 | [Walve 3: Unused: Off
@ Coolabled: N/A Neds | Valve 4 Unused: Off
CiFrant TSD: 2890 290 [Valve B Unused: O
(D Heatable?: N/ NAS | (Vabve B: Unused: O
Valves 1-2-3-485E-7 i@Rear PFPD: Off 38| Wale 7. Unused: O

Hide K.eypad _ Fesume Blat IV\ew Front Only j 2
L]

B EEE RN
Front TSD: 0.688 mY

RunTime:  0.00 min Sitart
EndTime:  9.00 min Feset

@ Equiibrating Method...

O NoFaulk

B754

B350+

625+

uvolts

BO00

575+

568
"2 U3 N4 hs "g b7 g g By

20
Minutes 4

The 3800 Status and Control window is divided into five display areas. These are
the 3800 Operation display, the Temp. Zones Status display, the Component
Status display, the 8400/8410 Carrousel display, and the Chromatogram display.

The left-most display area is the 3800 Operation display, which contains
information about the current run and the overall state of the GC.

The next display area to the right is the Temp. Zones Status display, which
shows the setpoint and current actual temperature of each heated zone in the
GC.

Next is the Component Status display. You select the component for which you
wish to see more detailed status information, including ready and fault status for
the selected component. You can change the component being displayed using
the selection box below the display area, or by clicking on the corresponding
temperature zone entry in the temperature zone status display.

3800 GCs that have an 8400 AutoSampler or 8410 Autolnjector installed will
have another display area, the 8400/8410 Carrousel display, that shows a
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graphical representation of the 8400 or 8410 Carrousel. This display graphically
shows which vials are to be sampled, which vials have been sampled, which vial
is currently being sampled.

Below these display areas is the Chromatogram display. A selection box above
the chromatogram allows you to select the channels for which you want to view
the realtime chromatogram.

3800 Operation Display
The 3800 Operation display is in the left portion of the 3800 Status and Control window.
— 3800 Operation

FunTime: 0,00 min Start
EndTime:  4.50 min Reszat
2 Ready Method...
(2 Mo Faul

Valves: -1-2-3-4-5-6-7

Item Description

Runtime Shows the elapsed time in minutes since the beginning
of the run. The maximum run time is 999.99 minutes.

Endtime Shows the time at which the run will end.

State Ready, Running, Stabilizing, Equilibrating, Computing,
Needs Monitor, Monitoring, Sampling, Connecting, or
Not Ready

Shows the state of the GC. The light appears green if
the GC is Ready or Running. Otherwise, the light is red.

Fault/No Fault indicator | No Fault (green light) or Fault (red light).

When a hazardous or disabling fault occurs, any run in
progress will halt and the affected component will shut
down. If the fault is recoverable, then the run is not
terminated.

Valves Displays the 3800 GC valve status. A plus sign (‘+')
precedes the valve number if its state is energized. A
minus sign (*-*) precedes the valve number if the valve is
in the default state or if the valve is unused.

Start If the system is Ready, starts the GC Method and sends
a start signal to the GC. Equivalent to pressing Start on
the front panel of the GC. The Start button is disabled
unless the 3800 GC is in the Ready state.

Reset Resets the GC, advancing it to the next state. If it is
RUNNING, the GC aborts the current run, goes to the
READY state, and continues with the next injection in
the Sequence. Equivalent to pressing Stop on the front
panel of the GC.

Method... Opens the Method Builder application for editing the
active 3800 GC method.
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Temp Zones Status Display

— Temp £ones Set Actual —
() Col Over: A7 &7
() Front 1073 50 &0
(21 Mid 1079: B0 RO
() Rear 1079: B0 B0
() Front TCD: B0 B0
(2 Mid FID: 50 B0
(Z) Rear ECD: 50 B0

The temperature zones status display is in the middle portion of the 3800 Status and Control window.
The display includes the setpoints and actual temperatures of the column oven, the three coolable
zones, and the three heatable-only zones of the 3800 GC. The display is “Fault” if a fault occurs in the
zone component or “Off” if the zone oven is off. If the zone has not been configured by the 3800 GC,
then “N/A” is displayed for the setpoints and actual temperature. Clicking on one of the temperature
zone entries will display the corresponding component status in the Component Status Display.

The LEDs indicate the status of each temperature zone. If the zone is not configured or the zone oven
is off, the LED is gray. If the temperature zone is Not Ready or there is a fault, then the LED is red.
Otherwise, the LED is green.

Component Status Display
— Component Statuzs

Walve 1: Unuged: Off
Walve 2 Unuged: Off
Walve 3 Unuged: Off
Walve 4 Unuged: Off
Walve 5 Unuged: Off
Walve B: Unuged: Off
Walve 7. Unuged: Off

Front Injector Status

Middle Injectar Status

Front Flove/Pressure Status
kiddle Flow/Pressure Statuz
Colurnn Owen Status

Front Detector Status

Rear Detectar Statuz
Autozampler Status

The Component Status display is in the right portion of the 3800 Status and
Control window. Select the component status to view with the drop down list box
below the display area.
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Column Oven Status:

Item Description

Ready Yes or No.
The column oven is Ready (Yes) if the setpoints have been
achieved and stabilized. The column oven is Not Ready (No) if
readiness to start a run has not been achieved or if, during a
run, the oven becomes not ready or goes “out of tolerance”.
Some reasons the GC may go Not Ready during a run are: the
temperature program is too aggressive, the oven door is
opened, the coolant runs out, the power line voltage drops, etc.

Fault Yes or No.
Displays if a fault in the column oven component has occurred.

Oven Power On or Off.
Displays if the column oven component is turned off or on at
the 3800 GC.

Coolant On or Off.
Displays if the column oven coolant is enabled in the active
method.

Setpoint -99 to 450 °C
Displays the column oven programmed temperature setting in
the active method.

Actual -99 to 450 °C
Displays the actual temperature of the column oven at the 3800
GC.

Stabilization 0.00 to 10.00 min

Time

Shows the 3800 GC column oven stabilization time in minutes.
The stabilization time counts down from the programmed
method value and then displays 0.00 minutes when the
stabilization period is over.

Enable Column
Oven Coolant at

30 °C to 450 °C

Displays the programmed column oven temperature at which
the column oven coolant is enabled.

Timeout 0.01 min to 999.99 min
Displays the programmed coolant time-out value in the active
method for the column oven.

Timed Out Yes or No.

Displays Yes if the coolant time-out period has elapsed for the
column oven.
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AutoSampler Status:

This option is only shown on 3800 GCs that have an 8400 AutoSampler or 8410

Autolnjector connected to them.

Item Description
8400/8410 State Ready or Running
Current Vial 0 through 99 for 8400 AutoSampler

1 through 21 for 8410 Autolnjector

Plunger Strokes

Displays the number of times that the syringe plunger has
been stroked up and down. This can be used to help monitor
syringe wear and plan for syringe replacements.

Injection Mode

Shows the injection mode specified in the active 3800 GC
method.

Injection number: x
ofy

where x and y are any nhumber between 1 and 9.

Shows the number of the injection that is currently being run
and the total number of injections scheduled for that sample.

Injectors used

Pos 1
Pos 2
Pos 1 then 2
Pos 2 then 1

Shows the injector positions that the 8400/8410 will use for
current run.

2nd Injection

Duplicate or Advance

This field is only displayed when the 8400/8410 is in Dual
Mode or Duplicate Mode.

Tray Orientation
(8410 Autolnjector
Only)

Vials 1 through 10,
Vials 11 through 16, or
Vials 17 through 21

Shows the range of vials accessible from the current 8410
carrousel location.
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Sample Delivery Status:

Item Description
Valve 1 through If the valves are configured in the 3800 GC, displays the
Valve 7 assigned valve name and current state at the 3800 GC. The

possible valve names, default state of the valve, and the
energized state of the valve are listed below.

Name Default State Energized
State

Unused Off On
Front Split On (split) Off (sl/less)
Middle Split On (split) Off (s/less)
Rear Split On (split) Off (s/less)
Gas Sampling Fill Inject
Liquid
Sampling Fill Inject
Sample Off On
Internal Std Off On
Surrogate Std Off On
Series Bypass Series Bypass
Backflush to Forward Backflush
Det
Backflush to
vent Forward Backflush
Column
Selection Column 1 Column 2
Injection to
detector Backflush Inject
Injection to
vent Backflush Inject
Alternate
injection Column 1 Column 2
Simultaneous
Injection Fill Inject
Methanizer
Bypass Series Bypass
Sample
Preconcentration SPT Trap SPT Desorb
External Event A Off On
External Event B
External Event C Off On
External Event D

Off On

Off On
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1177 Injector Status:

Item Description
Ready Yes or No.
The 1177 injector oven is Ready (Yes) if the setpoints have
been achieved and stabilized. The 1177 injector oven is Not
Ready (No) if readiness to start a run has not been achieved or
if, during a run, the oven becomes not ready or goes “out of
tolerance”.
Fault Yes or No.
Displays if a fault in the 1177 injector component has occurred.
1177 Oven On or Off.
Displays if the 1177 injector oven component is turned off or on
at the 3800 GC. The 1177 injector is an isothermal injector.
Setpoint 50 to 450 °C
Displays the 1177 injector oven programmed temperature
setting in the active method.
Actual 50 to 450 °C
Displays the actual temperature of the 1177 injector oven at
the 3800 GC.
Split State On or Off.

Displays the current split state of the 1177 injector method.

1079 Injector Status:

Item Description

Ready Yes or No.
The 1079 injector oven is Ready (Yes) if the setpoints have
been achieved and stabilized. The 1079 injector oven is Not
Ready (No) if readiness to start a run has not been achieved
or if, during a run, the oven becomes not ready or goes “out
of tolerance”. Some reasons the GC may go Not Ready
during a run are: the temperature program is too aggressive,
the oven door is opened, the coolant runs out, the power line
voltage drops, etc.

Fault Yes or No.
Displays if a fault in the 1079 injector component has
occurred.

1079 Oven On or Off.
Displays if the 1079 injector oven component is turned off or
on at the 3800 GC.

Coolant On or Off.
Displays if the 1079 injector oven coolant is enabled in the
active method.

Setpoint -99 to 450 °C
Displays the 1079 injector oven programmed temperature
setting in the active method.

Actual -99 to 450 °C
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Iltem

Description

Displays the actual temperature of the 1079 injector oven at
the 3800 GC.

Split State

On or Off.
Displays the current split state of the 1079 injector method.

Split Ratio

1 to 10000 or Off

Displays the current split ratio of the 1079 injector method.
The split ratio is defined as the Column Flow + the Split Flow
/ the Column Flow.

Enable 1079
Injector Coolant at

30 °C to 450 °C

Displays the programmed injector oven temperature at which
the 1079 injector oven coolant is enabled.

Timeout 0.01 min to 999.99 min
Displays the programmed coolant time-out value in the active
method for the 1079 injector oven.

Timed Out Yes or No.

Displays Yes if the coolant time-out period has elapsed for
the 1079 injector oven.

1041/1061 Injector Status:

Item Description

Ready Yes or No.

The 1041/1061 injector oven is Ready (Yes) if the setpoints have
been achieved and stabilized. The 1041/1061 injector oven is Not
Ready (No) if readiness to start a run has not been achieved or if,
during a run, the oven becomes not ready or goes “out of
tolerance”.

Fault Yes or No.

Displays if a fault in the 1041/1061 injector component has
occurred.

1041/1061 On or Off.

Oven Displays if the 1041/1061 injector oven component is turned off or
on at the 3800 GC. The 1041 and 1061 injectors are isothermal
injectors.

Setpoint 50 to 450 °C
Displays the 1041/1061 injector oven programmed temperature
setting in the active method.

Actual 50 to 450 °C

Displays the actual temperature of the 1041/1061 injector oven at
the 3800 GC.
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SPT Injector Status:

Item Description

Ready Yes or No.
The SPT injector oven is Ready (Yes) if the setpoints have
been achieved and stabilized. The SPT injector oven is Not
Ready (No) if readiness to start a run has not been achieved
or if, during a run, the oven becomes not ready or goes “out
of tolerance”. Some reasons the GC may go Not Ready
during a run are: the temperature program is too aggressive,
the oven door is opened, the coolant runs out, the power line
voltage drops, etc.

Fault Yes or No.
Displays if a fault in the SPT injector component has
occurred.

SPT Oven On or Off.
Displays if the SPT injector oven component is turned off or
on at the 3800 GC.

Coolant On or Off.
Displays if the SPT injector oven coolant is enabled in the
active method.

Setpoint -99 to 450 °C
Displays the SPT injector oven programmed temperature
setting in the active method.

Actual -99 to 450 °C

Displays the actual temperature of the SPT injector oven at
the 3800 GC.

Enable SPT Coolant | 30 °C to 450 °C

at Displays the programmed injector oven temperature at which
the SPT injector oven coolant is enabled.

Timeout 0.01 min to 999.99 min
Displays the programmed coolant time-out value in the active
method for the SPT injector oven.

Timed Out Yes or No.

Displays Yes if the coolant time-out period has elapsed for
the SPT injector oven.

Type 1 Injector EFC Flow/Pressure Status:

Iltem

Description

Ready

Yes or No.

The Type 1 Injector EFC component is Ready (Yes) if the
setpoints have been achieved and stabilized. The Type 1 Injector
EFC component is Not Ready (No) if readiness to start a run has
not been achieved or if, during a run, the EFC becomes not ready
or goes “out of tolerance”. Some reasons the GC may go Not
Ready during a run are: the temperature program is too
aggressive, the oven door is opened, the coolant runs out, the
power line voltage drops, etc.

Fault

Yes or No.
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Item Description

Displays if a fault in the Type 1 EFC component has occurred.
Type 1 0.1 to 100 psi
Pressure Displays the programmed column head pressure setting in the
Setpoint active method.

Actual Pressure

0.1 to 100 psi
Displays the actual column head pressure at the 3800 GC.

Column Flow

Displays, in ml/min, the column flow rate calculated from the
column head pressure, column temperature, and column
parameters (carrier gas, column length, and internal diameter).

Linear Velocity

Displays, in cm/sec, the column linear velocity calculated from the
column head pressure, column temperature, and column
parameters (carrier gas, column length, and internal diameter).

Total Flow Displays, in ml/min, the total flow rate through the system.
Split State On or Off.

Displays the current split state of the 1079/1177 injector method.
Split Ratio 1 to 10000

Displays the current spilit ratio of the 1079/1177 injector method.
The split ratio is defined as the Column Flow + the Split Flow / the
Column Flow.

Type 3 Injector EFC Flow/Pressure Status:

Iltem

Description

Ready

Yes or No.

The Type 3 Injector EFC component is Ready (Yes) if the
setpoints have been achieved and stabilized. The Type 3
Injector EFC component is Not Ready (No) if readiness to
start a run has not been achieved or if, during a run, the
EFC becomes not ready or goes “out of tolerance”. Some
reasons the GC may go Not Ready during a run are: the
temperature program is too aggressive, the oven door is
opened, the coolant runs out, the power line voltage drops,
etc.

Fault

Yes or No.

Displays if a fault in the Type 3 EFC component has
occurred.

Type 3 Flow
Setpoint

0.1 to 100 ml/min

Displays the programmed column flow rate setting in the
active method.

Actual Flow

0.1 to 100 ml/min

Displays the actual column flow rate calculated from the
measured head pressure and column parameters (carrier
gas, column length, and internal diameter).

Pressure

Displays, in psi, the measured column head pressure.

Linear Velocity

Displays, in cm/sec, the column linear velocity calculated
from the column head pressure, column temperature, and
column parameters (carrier gas, column length, and internal
diameter).
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Type 4 Injector EFC Flow/Pressure Status:

Iltem

Description

Ready

Yes or No.

The Type 4 Injector EFC component is Ready (Yes) if the
setpoints have been achieved and stabilized. The Type 4
Injector EFC component is Not Ready (No) if readiness to
start a run has not been achieved or if, during a run, the EFC
becomes not ready or goes “out of tolerance”. Some reasons
the GC may go Not Ready during a run are: the temperature
program is too aggressive, the oven door is opened, the
coolant runs out, the power line voltage drops, etc.

Fault

Yes or No.

Displays if a fault in the Type 4 EFC component has
occurred.

Type 4 Pressure
Setpoint

0.1 to 100 psi

Displays the programmed column head pressure setting in
the active method.

Actual Pressure

0.1 to 100 psi
Displays the actual column head pressure at the 3800 GC.

Column Flow

Displays, in ml/min, the column flow rate calculated from the
column head pressure, column temperature, and column
parameters (carrier gas, column length, and internal
diameter).

This value is not displayed if the column length has not been
set in the 3800 GC column parameters setup.

Total Flow

1 to 1000 ml/min
Displays the programmed total flow rate in the active method.

Linear Velocity

Displays, in cm/sec, the column linear velocity calculated
from the column head pressure, column temperature, and
column parameters (carrier gas, column length, and internal
diameter).

TCD Status:

ltem

Description

Ready

Yes or No.

The TCD detector is Ready (Yes) if the setpoints have been
achieved and stabilized. The TCD detector is Not Ready (No) if
readiness to start a run has not been achieved or if, during a run,
the TCD detector becomes not ready or goes “out of tolerance”.
Some reasons the GC may go Not Ready during a run are: the
temperature program is too aggressive, the oven door is opened,
the coolant runs out, the power line voltage drops, etc.

Fault

Yes or No.
Displays if a fault in the TCD detector component has occurred.

TCD Electronics

On or Off
Displays the TCD Electronics setting in the active method.

Range

0.05, 0.5, 0or 5.0
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Item Description
Displays the TCD Range initial condition setting or the time-
programmed setting in the active method.

Time Const Fast (50 msec) or Slow (200 msec)

Displays the electrometer time constant setting from the TCD
Adjustments in the active method.

Filament Temp

010 490 °C

Displays the TCD Filament Temperature setting in the active
method.

Current Displays, in mA, the actual TCD current.

Balance Pct Displays, in %, the TCD bridge balance. On the 3800 GC, the
bridge is balanced automatically and should normally set around
0%. A large offset in bridge balance (+ or -) could indicate a
potential problem.

Polarity positive or negative

Displays the TCD Polarity initial condition setting or time-
programmed setting in the active method.

Detector Signal

Displays, in mV, the actual TCD detector signal at the 3800 GC.

Bunch Size

Displays the data acquisition bunch size.

Freq

Displays the data acquisition bunch rate, in Hz.

MicroTCD Status:

NOTE: The microTCD detector temperature is set to 110°C and is not user

adjustable.

Iltem

Description

Ready

Yes or No.

The microTCD detector is Ready (Yes) if the setpoints have
been achieved and stabilized. The microTCD detector is Not
Ready (No) if readiness to start a run has not been achieved
or if, during a run, the microTCD detector becomes not ready
or goes “out of tolerance”. Some reasons the GC may go Not
Ready during a run are: the temperature program is too
aggressive, the oven door is opened, the coolant runs out,
the power line voltage drops, etc.

Fault

Yes or No.

Displays if a fault in the microTCD detector component has
occurred.

microTCD
Electronics

On or Off

Displays the microTCD Electronics setting in the active
method.

Range

0.05, 0.5, 0r 5.0

Displays the microTCD Range initial condition setting or the
time-programmed setting in the active method.

Time Const

Fast (50 msec) or Slow (200 msec)
Displays the electrometer time constant setting from the
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Item Description
microTCD Adjustments in the active method.

Current Displays, in mA, the actual microTCD current.

Balance Pct Displays, in %, the microTCD bridge balance. On the 3800
GC, the bridge is balanced automatically and should normally
set around 0%. A large offset in bridge balance (+ or -) could
indicate a potential problem.

Polarity positive or negative

Displays the microTCD Polarity initial condition setting or
time-programmed setting in the active method.

Detector Signal

Displays, in mV, the actual microTCD detector signal at the
3800 GC.

Bunch Size Displays the data acquisition bunch size.
Freq Displays the data acquisition bunch rate, in Hz.
FID Status:
Item Description
Ready Yes or No.
The FID detector is Ready (Yes) if the setpoints have been
achieved and stabilized. The FID detector is Not Ready
(No) if readiness to start a run has not been achieved or if,
during a run, the FID detector becomes not ready or goes
“out of tolerance”. Some reasons the GC may go Not
Ready during a run are: the temperature program is too
aggressive, the oven door is opened, the coolant runs out,
the power line voltage drops, etc.
Fault Yes or No.

Displays if a fault in the FID detector component has
occurred.

FID Electronics

On or Off
Displays the FID Electronics setting in the active method.

Range 9,10, 11,0r12
Displays the FID Range initial condition setting or the time-
programmed setting in the active method.

Time Const Fast (50 msec) or Slow (200 msec)

Displays the electrometer time constant setting from the
FID Adjustments in the active method.

Detector Signal

Displays, in mV, the actual FID detector signal at the 3800
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GC.

Bunch Size

Displays the data acquisition bunch size.

Freq

Displays the data acquisition bunch rate, in Hz.
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ECD Status:

Item Description
Ready Yes or No.
The ECD detector is Ready (Yes) if the setpoints have been
achieved and stabilized. The ECD detector is Not Ready (No) if
readiness to start a run has not been achieved or if, during a run,
the ECD detector becomes not ready or goes “out of tolerance”.
Some reasons the GC may go Not Ready during a run are: the
temperature program is too aggressive, the oven door is opened,
the coolant runs out, the power line voltage drops, etc.
Fault Yes or No.
Displays if a fault in the ECD detector component has occurred.
ECD On or Off
Electronics Displays the ECD Electronics setting in the active method.
Range 1lor10
Displays the ECD Range initial condition setting or the time-
programmed setting in the active method.
Time Const Fast (50 msec) or Slow (200 msec)
Displays the electrometer time constant setting from the ECD
Adjustments in the active method.
Detector Displays, in mV, the actual ECD detector signal at the 3800 GC.
Signal
Bunch Size Displays the data acquisition bunch size.
Freq Displays the data acquisition bunch rate, in Hz.
TSD Status:
Item Description
Ready Yes or No.
The TSD detector is Ready (Yes) if the setpoints have been
achieved and stabilized. The TSD detector is Not Ready
(No) if readiness to start a run has not been achieved or if,
during a run, the TSD detector becomes not ready or goes
“out of tolerance”. Some reasons the GC may go Not Ready
during a run are: the temperature program is too
aggressive, the oven door is opened, the coolant runs out,
the power line voltage drops, etc.
Fault Yes or No.

Displays if a fault in the TSD detector component has
occurred.
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Iltem

Description

TSD Bead Power

On or Off

Displays the TSD Bead Power initial condition setting or the
time-programmed setting in the active method.

Range 9,10, 11, 0r 12
Displays the TSD Range initial condition setting or the time-
programmed setting in the active method.

Time Const Fast (50 msec) or Slow (200 msec)

Displays the electrometer time constant setting from the
TSD Adjustments in the active method.

Bead Current

2.4 to 3.8 A or Off

Displays the TSD Bead Current setting in the active method
or Off if the Bead Power is off.

Detector Signal

Displays, in mV, the actual TSD detector signal at the 3800
GC.

Bunch Size

Displays the data acquisition bunch size.

Freq

Displays the data acquisition bunch rate, in Hz.

PFPD Status:

ltem

Description

Ready

Yes or No.

The PFPD detector is Ready (Yes) if the setpoints have
been achieved and stabilized. The PFPD detector is Not
Ready (No) if readiness to start a run has not been achieved
or if, during a run, the PFPD detector becomes not ready or
goes “out of tolerance”. Some reasons the GC may go Not
Ready during a run are: the temperature program is too
aggressive, the oven door is opened, the coolant runs out,
the power line voltage drops, etc.

Fault

Yes or No.

Displays if a fault in the PFPD detector component has
occurred.

PFPD Electronics

On or Off
Displays the PFPD Electronics setting in the active method.

Range

8,9,0r10

Displays the PFPD Range initial condition setting or the
time-programmed setting in the active method.
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Type 11 Detector EFC Status:

Iltem

Description

Type

11

Displays the Detector EFC type. Detector EFC Type 11
has 3 channels and is used for FID detector gas control.

Ready

Yes or No.

The Detector EFC is Ready (Yes) if the setpoints have
been achieved and stabilized. The Detector EFC is Not
Ready (No) if readiness to start a run has not been
achieved or if, during a run, the Detector EFC becomes not
ready or goes “out of tolerance”. Some reasons the GC
may go Not Ready during a run are: the temperature
program is too aggressive, the oven door is opened, the
coolant runs out, the power line voltage drops, etc.

Fault

Yes or No.

Displays if a fault in the Detector EFC component has
occurred

Ch 1 (Make up) Set,
Actual

Displays, in ml/min, the programmed and actual channel 1
flow rate.

Ch 2 (H2) Set, Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate.

Ch 3 (Air) Set, Actual

Displays, in ml/min, the programmed and actual channel 3
flow rate.

Type 12 Detector EFC Status:

Item Description
Type 12
Displays the Detector EFC type. Detector EFC Type 12
has 3 channels and is used for TSD detector gas control.
Ready Yes or No.
Fault Yes or No.

Ch 1 (Makeup) Set,
Actual

Displays, in ml/min, the programmed and actual channel 1
flow rate.

Ch 2 (H2) Set, Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate.

Ch 2 (Air) Set, Actual

Displays, in ml/min, the programmed and actual channel 3
flow rate.
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Type 13 Detector EFC Status:

Item Description

Type 13
Displays the Detector EFC type. Detector EFC Type 13 has
1 channel and is used for either ECD or TCD detector gas
control.

Ready Yes or No.

Fault Yes or No.

Ch 1 (Makeup) Set,
Actual

Displays, in ml/min, the programmed and actual channel 1
flow rate for TCD detector gas control.

Ch 1 (Reference) Set,
Actual

Displays, in ml/min, the programmed and actual channel 1
flow rate for ECD detector gas control.

Type 14 Detector EFC Status:

Item Description
Type 14
Displays the Detector EFC type. Detector EFC Type 14
has 2 channels and is used for TCD detector gas control.
Ready Yes or No.
Fault Yes or No.

Ch 1 (Make up) Set,
Actual

Displays, in ml/min, the programmed and actual channel 1
flow rate.

Ch 2 (Reference) Set,
Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate if the channel 2 gas type is a Helium, Nitrogen, or
Argon reference.

Ch 2 (Make up) Set,
Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate if the channel 2 gas type is a Helium, Nitrogen, or
Argon make-up.
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Type 15 Detector EFC Status:

Item Description
Type 15
Displays the Detector EFC type. Detector EFC Type 15
has 3 channels and is used for PFPD detector gas control.
Ready Yes or No.
Fault Yes or No.

Ch 1 (Air 1) Set,
Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate.

Ch 2 (H2) Set, Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate.

Ch 3 (Air 2) Set,
Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate.

Type 16 Detector EFC Status:

Item Description
Type 16
Displays the Detector EFC type. Detector EFC Type 16 has
2 channels and is used for TCD detector gas control.
Ready Yes or No.
Fault Yes or No.

Ch 1 (Make up) Set,
Actual

Displays, in ml/min, the programmed and actual channel 1
flow rate.

Ch 2 (Reference) Set,
Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate if the channel 2 gas type is a Hydrogen reference.

Ch 3 (Make up) Set,
Actual

Displays, in ml/min, the programmed and actual channel 2
flow rate if the channel 2 gas type is a Hydrogen make-up.
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8400/8410 Carrousel Display

When an 8400 AutoSampler or 8410 Autolnjector is connected to your 3800, the
Carrousel display will be visible in the 3800 GC Status and Control window.

8400 AutoSampler Carrousel 8410 Autolnjector Carrousel
Item Description
Red fill Indicates vials listed in the active SampleList that have not

yet been sampled or are missing.

Green fill Indicates the vial (vials in Dual Mode) currently being
sampled.

Blue fill Indicates the vials in the active SampleList that have been
sampled.

Action Description

Click on a | Displays the vial number for that position for 5 seconds
vial position

Double- Opens the Inject Single Sample dialog box to inject a single sample.
clickon a
vial position
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Chromatogram Display Toolbar

SRR EEE

Shows or hides the toolbar.

1
*

Full Scale: zooms all traces to their full scale values. This button is the
same as double clicking in the chromatogram display window.

8

Vertical Full Scale: the chromatogram is zoomed such that all of the
trace is visible within the given time range. This command only affects
the displayed amplitude range, the time range is unaffected. This
button is the same as double clicking in the Y axis of the
chromatogram display window.

Horizontal Full Scale: the chromatogram is zoomed such that the
entire time range is visible. This command only affects the displayed
time range, the amplitude range is unaffected. This button is the same
as double clicking in the X axis of the chromatogram display window.

Previous Scaling: zooms to the previous time and amplitude range.
Each time you scale the chromatogram, the new scaling rectangle is
added to the end of a list of scaling rectangles. Previous scaling
zooms the display to the value stored in the previous position on the
list. This item is disabled when at the start of the list.

Next Scaling: zooms to the next time and amplitude range. Each time
you scale the chromatogram, the new scaling rectangle is added to
the end of a list of scaling rectangles. Next scaling zooms the display
to the value stored in the next position on the list. Since new scaling
rectangles are added to the end of the list, it implies that Next Scaling
is only available when you had formerly hit the Previous Scaling
button. That is, this item is disabled when at the end of the list.

ﬂ

Autoscaling: when depressed, the vertical axis is autoscaled
continuously. If the chromatogram trace exceeds the current vertical
scaling, the Y axis is automatically adjusted to keep the trace in view.

Cursor Display: turns the cursor on or off. The cursor follows the
chromatogram trace and displays the time and amplitude of its current
position in an “info-panel.

Hold the control key down to allow the cursor to move anywhere on
the screen without following the active trace.
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Chromatogram Zooming and Scrolling

The following mouse actions are possible for the chromatogram display window:

Action Effect of Action

Left mouse button click | Expands selected section of chromatogram to fill the
and drag a selection. entire window.

Left mouse button Zooms to full scale.

double click.

Left mouse click and Zooms isometrically from the mouse position, or, if you
hold are holding the control key down, zooms out from that
point. Once PowerZooming begins, you can move the
mouse around while the mouse button is still down to
change the point at which you are zooming

You can view other sections of the chromatogram while maintaining the same
zoom level by scrolling. Scroll bars are shown only if the time or amplitude range
of your zoomed view is less than the maximum time or amplitude range of the
chromatogram. Scrolling horizontally lets you see sections of the chromatogram
earlier or later than the current section. Scrolling vertically lets you see sections
of higher or lower amplitude.

You can scale vertically using the Attenuation Control to the right of the
chromatogram display window. This adjusts the amplitude range on a logarithmic
scale. When using the attenuation control, the lowest point of the active trace is
fixed, and the amplitude range is adjusted to a smaller range as you slide the
position indicator up and to a larger range as you slide it down.

You can zoom in the amplitude and time axes in the same way as you do in the
chromatogram display window. You can select a rectangular section of the axis,
PowerZoom, and double click in the axis. These actions zoom just like they
would in the chromatogram display window, except that only the amplitude
scaling is affected when zooming in the amplitude axis and only the time scaling
is affected when zooming in the time axis.

3800 Setup Dialog Box

This dialog box shows the hardware configuration reported by the 3800 GC. This
configuration is compared to and must match the configuration in the Method
when it is activated.
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3800 Setup

Column Oven Zone: Temp Limit 450 C; Mo Coolant
Zone 1: Front 1079: Temp Limit 450 C; LCO2 Coolant
Zone 2 Mid 1041 Temp Limit 450 C; Mo Coolant
Zone 3 Mot Configured!

Zone 4: Front TSD: Temp Limit 450 C

Zone & Mot Configured!

Zone B: Rear PFRD: Temp Limit 450 C

Front Injector EFC Type 1 Outlet: &tm, Units: psi, Splitless Yent: 20 mlfmin, Gas Saver: O mlfmin after 0,00 min
Mid Injector EFC Type 3 is Configured with Outlet: Atrm, Units: psi
Fiear Injector EFC not Configured

Front Detectar EFC not Configured
Mid Detector EFC not Configured
Rear Detector EFC not Configured

Front Calumn iz Configured with L=3000 cm, D=320 microns, He Carier Gas
id Column is Configured with L=400 cm, D=320 microns, He Carier Gas
Fiear Column not Configured

Walve 1 iz Unused: Default iz Off: Energized iz On
Yalve 2 is Unused: Default i OF: Energized iz On
Walve 3 iz Unused: Default iz Off: Energized iz On
Walve 4 iz Unused: Default iz Off: Energized iz On
Walve 5 iz Unused: Default iz Off: Energized iz On
Walve B iz Unused: Default iz Off: Energized iz On
Walve 7 iz Unused: Default iz Off: Energized iz On

Mothing connected ta SID-1
8400 Autosampler connected ta 510-2 iz Configured with 10 ul Syringe; Inj Ports in Both Pozitions

i Bual Mode Getwp | Pt | [ 0K ]

8400/8410 Dual Mode Setup Dialog Box

8400 Dual Mode Setup

8400 Mounting Position: ;Front 'i

8400 Injection Iniect Front TSD Mid Rear PFFD
Position njector Detect tect Detect
Poz 1 Front 1073 yes - |ho
Fos 2 Mid 1041 ho

Indicate which Detectors are connected ta each Injector that is reachable by the 8400 Syringe
Tower. This information iz uged to manage Detector D ata Handling for Dual-Sample Injections
arly.

()3 I Cancel |

When the 8400 AutoSampler or 8410 Autolnjector is used in Dual Mode, this
dialog box is used to assign the detector channels to the datafile for the
corresponding sample. In Dual Mode operation, two datafiles are created; one for
the first sample injected, the other for the second sample injected. The samples
that are injected are identified by their 8400/8410 Injection Position as either
Position 1 or Position 2. The table in this dialog box allows the user to specify
which detector information to associate with each 8400/8410 Injection Position.

If the user enters the correct 8400/8410 Mounting Position, Front or Rear, then
the Injector that corresponds to each 8400/8410 Injection Position will be
correctly identified. The 8400/8410 Mounting Position specified in this Dialog box
has no effect on the actual operation of the AutoSampler. It is for informational
purposes only.
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Field

Description

8400/8410 Mounting
Position
(Informational entry

only)

Front or Rear

When set to match the physical mounting location of the
8400/8410, the Injector column in the table will show the
3800 injector that corresponds to the 8400/8410 Injection
Positions. The 8400/8410 Mounting Position specified in
this Dialog box has no effect on the actual operation of
the 8400/8410 AutoSampler.

8400/8410 Injection
Position
(not user modifiable)

Pos 1 and Pos 2

Specifies the 8400/8410 Injection Position for the other
entries in the row.

Injector
(not user modifiable)

When the 8400/8410 Mounting Position is set to match
the physical mounting location of the 8400/8410, this
column will show the 3800 injector that corresponds to
each of the 8400/8410 Injection Positions. This column is
for informational use only and does not affect the
operation of the 8400/8410 AutoSampler or Star WS.

Front XXXX Detector
where XXXX is the
abbreviation for the
type of detector

Yes or No

When yes is selected, the chromatographic data from this
detector channel will be added to the datafile created for
the sample injected in the 8400/8410 Injection Position
specified on the same line in the first column of the row.

Mid XXXX Detector
where XXXX is the
abbreviation for the
type of detector

Yes or No

When yes is selected, the chromatographic data from this
detector channel will be added to the datafile created for
the sample injected in the 8400/8410 Injection Position
specified on the same line in the first column of the row.

Rear XXXX Detector
where XXXX is the
abbreviation for the
type of detector

Yes or No

When yes is selected, the chromatographic data from this
detector channel will be added to the datafile created for
the sample injected in the 8400/8410 Injection Position
specified on the same line in the first column of the row.
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Setup Ethernet Ports Dialog Box

This dialog box is displayed the first time that the Star Assistant guides you
through the setup of your 3800 in System Control. This dialog box is also
accessed from the Instrument/Setup Ethernet Communications menu item of
System Control.

Setup Ethemnet Ports for dirkdell.csb_varian.com : 132.190.73.235

bddess  Madule Type IP &ddress or Domain Name Status Actusl IP
44 | [Mare =] ] Mo Address
45 | Mare =] ] Mo Address
45 | Mare =] ] Mo Address
47 | More =] ] Mo Address

Mo IP Addresses are being assigned from this ‘Workstation. Setup... I

Selechthe Workstations [Faddress. |

"IP Address Management [BOOTF Server]

< Back QK I Cancel

Field Description

Address 44, 45, 46, or 47

Click the Address button to attach to a 3800 GC on the
Ethernet network. If you are running on a company network,
only GCs on the same local subnet appear in the Select
Available Modules dialog box that is displayed after clicking
the Address button.

Module Type None or 3800

This field is set if you select a 3800 GC using the Address
button. If you specify an IP Address or Domain Name
explicitly, then select 3800 from this combobox.

IP Address or This field is set if you select a 3800 GC using the Address
Domain Name button. To connect to a GC in a different subnet, type its IP
Address directly into the IP Address or Domain Name field.
Status Available, Online, In Use By <client>, Not Responding, or
No Address
Displays the connection status of the 3800 GC.
Status Meaning
Available Not in use by anyone
Online In use by this

In Use By <client> Workstation

In use by another

Not Responding Workstation

No Address .
Not responding to
Workstation queries
No IP Address or
name specified
Actual IP Displays the actual IP address of the connected 3800 GC.
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Setup... Click to setup IP address management (BOOTP Server).

The Setup BOOTP Server Dialog Box is displayed.

Select the Allows you to select from one of the IP addresses
Workststion IP configured for this computer.
Address...

Setup BOOTP Server Dialog Box

If IP addresses are managed by a Network Administrator from a central source,

the 3800 GCs must be added to the list of devices requiring IP addresses. IP

addresses must be assigned to GCs using a BOOTP Server. A BOOTP Server
lists Ethernet addresses (which are unique to each communication card installed

in each 3800 GC) along with the IP addresses that are to be assigned to the

corresponding device.

in local mode.

You may obtain the Ethernet address for each GC from
the GC's front panel. Turn on the 3800 GC and press any key to allow it to start

Setup BODTP Server at

[~ Manage IP addriesses from this Workstation
I Require passward entry for this dislog box

Ethemnet Address IP Address Hoszt Hame -:'J

| O | O el -

[Uelete

e

J Inzert
!

< |

tanually enter an IP Addrezz and Host Mame comezponding to each Ethernet
Address in the table. Use this feature wher individual IP Addresses and Host
Mames have been reserved for use by each 3800 GC, but [P Address and Host
Mame management iz not performed by & Metwork Administrator.

¢ Azsign IP addresses manually

0 Assign: ID_ IP addreszes starting from: ID.D.D.D

Thizs “Workstation will aszign these settings to each 3800 GC

Subret Mask:
Gateway:
Domain:
Ok Cancel |
Field Description

Manage IP addresses
from this Workstation

Checked or not checked

When IP addresses are managed from a central
location by a Network Administrator, the BOOTP
Server on your Workstation must be disabled (not
checked).

Require password entry
for this dialog box

Checked or not checked
Check this box to restrict access to the BOOTP Server
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Field

Description

dialog box to avoid inadvertent or unauthorized
changes to IP address assignments. If this item is
checked, the next time you enter the BOOTP Server
dialog box, you will be prompted for a password. The
initial password is blank (no password). To set your
password initially, enter the desired password in the
Enter new password and Re-enter new password
fields. Subsequent entry into the BOOTP Server will
require this password.

Ethernet Address

Displays the Ethernet address of any 3800 GCs
already connected to the network and powered on.
You may also manually enter an Ethernet address for
a 3800 GC (available from the 3800 GC front panel

display).

IP Address

Displays the IP address of any 3800 GCs already
connected to the network and powered on. You may
also manually enter an IP address for a 3800 GC. Use
the manual entry of IP addresses and Host Names
when individual IP addresses have been reserved for
use by each 3800 GC but IP Address and Host Name
management is not performed by a Network
Administrator.

Host Name

You must enter a name for each 3800 GC. The IP
address will not be assigned to the GC until a name is
entered.

Assign IP addresses
manually

Selected or not selected

Select this entry if you manually enter IP addresses
and Host Name entries in the table.

Assign IP addresses
starting from

Selected or not selected

Select this entry to consecutively assign IP addresses
beginning from a particular address. Enter the number
of IP addresses to assign automatically and the
starting IP address. As 3800 GCs are powered on, IP
addresses are automatically assigned from the
specified address.

Subnet Mask

Displays the subnet mask assigned to the Workstation.
This parameter is assigned in the TCP/IP network
setup in the Control Panel application.

Gateway

Displays the Gateway assigned to the Workstation.
This parameter is assigned in the TCP/IP network
setup in the Control Panel application.

Domain

Displays the Domain name assigned to the
Workstation. This parameter is assigned in the TCP/IP
network setup in the Control Panel application.

Advanced...

Click for specialized IP address management entries.
The Advanced BOOTP Dialog Box is displayed.
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Advanced BOOTP Settings Dialog Box

Advanced BOOTP Settings

[ issign Private Class & &ddresses to Hosts Manualle

r~ Enter Each Item that should Override Settings from Registry————

Use Subnet Magk: i

Uze Gateway: I

Use Domair: i

Caticel |

Iltem

Description

Assign Private Class A
addresses to Hosts Manually

Checked or not checked

Determines whether IP addresses must be
entered in the Setup BOOTP Server dialog box
(checked) or if they are generated (unchecked).

Use Subnet Mask

Enter the subnet mask here. This is only used
when the Manage IP addresses from this
Workstation checkbox is checked in the Setup
BOOTP Server dialog box.

Use Gateway

Enter the gateway address here. This is only
used when the Manage IP addresses from this
Workstation checkbox is checked in the Setup
BOOTP Server dialog box.

Use Domain

Enter the domain name here. This is only used
when the Manage IP addresses from this
Workstation checkbox is checked in the Setup
BOOTP Server dialog box.

8400/8410 SampleList Window Extensions

+ 0410 SompleList: 8410-0,s5mp

Inicction | Znd Inject (o Ingection  2nd Ing | Inieclor it Ingechion | =
Naolez Holes

Volus | Volume | Ueed Injeetin Dol

1 10 Pos1 &
2 10 Pos2 =
10 101 then 2 | Dugleeal
o 1.0 2then | = [Advarce
1.0 1.0 Zthen1 &
0 10 Ve

DaftaFies. | Recaclin.

When a 3800 GC controls an 8400 AutoSampler or 8410 Autolnjector, the

SamplelList for that instrument contains the following device-dependent fields.

Many of these SampleList fields are only shown and available for editing when
the 8400 AutoSampler or 8410 Autolnjector is used in Duplicate Mode or Dual
Mode. Refer to the help on the generic SampleList Window for a description of

the fields not listed below.
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Field

Description

2nd Sample Name
(Dual Mode operation only)

Up to 19 characters

Sets the name of the second sample injected. This
column is only displayed when the 2 Injection is
“Advance” or “Clean & Adv".

2nd Inject Notes
(Dual Mode operation only)

up to 180 characters

Opens the Notes window for the selected second
sample to edit or create a note about the sample.
This column is only displayed when the 2 Injection
is “Advance” or “Clean & Adv".

Vial

0 through 99 for 8400 AutoSampler
1 through 21 for 8410 Autolnjector

Sets the AutoSampler vial number of each sample in
the SampleList. When the 2nd Injection is “Advance”
or “Clean & Adv”, two sequentially numbered vials
will be shown. The first vial will be injected on the first
injection and the next vial location will be sampled for
the second injection.

Injection Volume

0.1t0 10 L

Sets the injection volume of the sample in microliters.
When the SampleList is edited in System Control, the
maximum value allowed is set to the syringe size
currently configured in the 3800 GC setup.

During operation, if the sample volume plus solvent
volume, internal standard addition volume, and air
gaps volume specified in the active method on the
3800 exceed the syringe volume, a 3800 hardware
fault will occur. This will cause the Star Workstation
to halt automation and reset the 3800. After changing
the method settings and/or the injection volume to
reduce the total below the installed syringe volume
shown in the 3800 setup screen, you should begin
the SampleList at the selected line to bypass the
samples that have already been run.

2nd Inj Volume
(Duplicate Mode or Dual
Mode operation only)

0.1t0 10 pL

Sets the injection volume in microliters for the second
injection of the sample in Duplicate Mode or the
injection of the second sample in Dual Mode. When
the SampleList is edited in System Control, the
maximum value allowed is set to the syringe size
currently configured in the 3800 GC setup.

During operation, if the sample volume plus solvent
volume, internal standard addition volume, and air
gaps volume specified in the active method on the
3800 exceed the syringe volume, a 3800 hardware
fault will occur. This will cause the Star Workstation
to halt automation and reset the 3800. After changing
the method settings and/or the injection volume to
reduce the total below the installed syringe volume
shown in the 3800 setup screen, you should begin
the SampleList at the selected line to bypass the
samples that have already been run.

Injectors Used

Pos 1, Pos 2, 1 then 2, or 2then 1

Selects the 8400 Injection position to be used for the
sample. If the 8400 is not configured for both
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Field

Description

injection positions, entering the wrong position will
cause the sample line to be skipped and a “Bad
Injector” message entered into the message log.

To run samples in Duplicate Mode or Dual Mode, you
must select either “1 then 2” or “2 then 1".

2nd Injection
(Duplicate Mode or Dual
Mode operation only)

Duplicate, Advance, Clean & Dup, or Clean & Adv

Specifies the action that the 8400 will take before
making the second injection during a run.

If you choose “Duplicate” or “Clean & Dup”, the same
sample will be used for both injections. This is called
Duplicate Mode.

If you choose “Advance” or “Clean & Adv”, the 8400
will advance to the next vial location and will sample
the vial, if any, that is there for the second sample
injection. This is called Dual Mode.

Injection Delay
(Duplicate Mode or Dual
Mode operation only)

0.0 and 0.1 through 10.0 minutes

Sets the time delay between the first injection and the
second injection in Duplicate Mode and Dual Mode
operation. When the value is 0.0, the injection time
delay is turned off and not used. For values other
than zero, the 8400 will prepare and load the syringe
for the second injection. When the syringe is loaded,
it will move to the inject position and wait for the
injection delay to time out before injecting.

If the injection delay times out before the sample is
injected, an error message saying that the injection
delay timed out before injection is placed in the
message log.
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3900 GC Method Command
Reference

3900 GC AutoSampler

Autozammpler: =R

Syringe Size [ul]: {10 uL - Sample Depth [%]:
Injection Mode: ILIser Defined vI Solvent Depth [%]:

Speed [uL/zec): | 5.0 Clean Solvent Source:

— Default Clean Clean Mode
Wial: || - Pre-lnj Salvent Flushes: | 3 =
Yalume [ul]: | 2.0 = Pre-Inj Sample Flushes: | 0 ;
Stokes: | 1 i Post-Inj Salvent Flushes: | 1 =
= | =]

— Internal Standard

dse: | no
Wial: |l
‘Wolurne [ul]: | 1.0
Drawup Speed [ul/zec); | 5.0

More Uszer Defined... |

Pauze Time [zec]: 0.0

Air Gap: |ves

Ringamakie

When the 8400 AutoSampler or 8410 Autolnjector is selected, the AutoSampler
window may contain up to five sections. The topmost section is common to all
modes of operation. The entries in this section are described below.

In addition, all modes of operation also include a Default Clean section and a
Clean Mode section. When Viscous, Volatile, or User Defined modes are
selected, the Internal Standard section is displayed. In User Defined mode, the
“More User Defined...” button is displayed to provide access to the dialog box to
set the User Defined parameters. The Default Settings for Predefined
AutoSampler Modes contains a table showing the parameters that are used by
the 8400/8410 for each of the predefined modes of operation.
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Item Description

AutoSampler Type 8400, 8410, or None

Specifies whether or not an 8400 AutoSampler or 8410
Autolnjector is installed on the 3900 GC. If an 8400 or
8410 is not installed on the GC or is turned off, select
None. When 8400 or 8410 is selected, the following
items are displayed for editing.

Syringe Size (uL) 5ulL or 10 uL

Selects the size of the syringe that is installed on the
8400/8410 for use with this method. A 5 microliter or a
10 microliter syringe may be used with the 8400/8410.

Injection Mode Std Split/Splitless, Std On Column, Neat, Viscous,
Volatile, or User Defined

Sets the 8400/8410 parameters for the predefined
modes of operation.

Sample Depth (%) 0to 100 %

Specifies how far the syringe needle is to go down into
the sample vial. 100% is the bottom of the vial. 0% is
the bottom of the vial septum.

Solvent Depth (%) 0to 100 %

Specifies how far the syringe needle is to go down into
the solvent vial. 100% is the bottom of the vial. 0% is
the bottom of the vial septum.

Default Clean Section

— Default Clean
Wial || p—
Yolume [ul]: | 5.0 —
Strokes: |1 i
Speed [ulizec) | 5.0 =

Default Cleaning occurs when the Stop button on the front panel of the 3900 GC,
the Reset button on the 3900 Status Window in Star Workstation System
Control, or the Stop Automation menu item in the Star Workstation System
Control Automation menu is pressed after the 8400/8410 has started its run and
before it has finished its sampling and post-injection washing operations. Default
Cleaning also occurs when the 3900 GC has a fatal automation fault after the
8400/8410 has started its run and before it has finished its sampling and post-
injection washing operations.
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Item Description

Vial I, 1, or Il
Specifies which of the three solvent vials will be used by the
Default Cleaning

Volume (uL) 0 to 10.0 microliters with 10 uL syringe
0 to 5.0 microliters with 5 uL syringe
Specifies the amount of cleaning solvent that will be drawn up
with each syringe cleaning stroke.

Strokes Oto 10

Specifies the number of times the cleaning solvent will be
drawn up into the syringe and expelled into the waste cup.

Speed (uL/sec)

0.1 to 50.0 microliters per second with 10 uL syringe
0.1 to 25.0 microliters per second with 5 uL syringe

Specifies the speed at which the cleaning solvent will be drawn
up into the syringe and the speed at which it is expelled into
the waste cup.

Clean Mode Section

—Clean Mode
Pre-lnj Salvent Fluzhes: | 3 =
Fre-lnj Sample Flushes: —
Paozt-lnj Salvent Flushes: | 1 =
Clean Solvent Source: || j
Item Description
Pre-Inj Solvent Flushes 0to 99

Specifies the number of times each selected
cleaning solvent will be drawn up into the syringe
and expelled into the waste cup before flushing with
next cleaning solvent (if more than one cleaning
solvent source is specified) or the sample.

Pre-Inj Sample Flushes 0to 99

Specifies the number of times the sample will be
drawn up into the syringe and expelled into the waste
cup before the syringe is loaded for injection.

Post-Inj Solvent Flushes 0to 99

Specifies the number of times each selected
cleaning solvent will be drawn up into the syringe
and expelled into the waste cup before flushing with
next cleaning solvent (if more than one cleaning
solvent source is specified).

Clean Solvent Source LILHLT&I &L &I, or I &1l &I

Selects which solvent vial or sequence of solvent
vials will be used to flush the syringe before and after
injection.
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Internal Standard Section

= |ntermal Standard

lze: o

Whal: |11

Walume [ul]: | 1.0

Drawup Speed [ul/zec) | 5.0

Pause Time [zec) (0.0

L L

Air Gap: |ves

Item Description

Use Yes or No
If Yes, an internal standard addition will be used.
When internal standard addition is used, the internal
standard solution will be drawn up into the syringe
from the specified solvent vial before the sample is
drawn up.

Vial I, Il, or 1l
Selects which solvent vial contains the internal
standard.

Volume (uL) 0 to 9.0 microliters with 10 uL syringe

0 to 4.9 microliters with 5 uL syringe

Specifies the amount of internal standard to be drawn
into the syringe before the sample.

Drawup Speed (uL/sec)

0.1 to 50.0 microliters per second with 10 uL syringe
0.1 to 25.0 microliters per second with 5 uL syringe

Specifies the speed at which the internal standard
will be drawn up into the syringe.

Pause Time (sec)

0 to 9.9 seconds

Specifies how long the syringe is to remain in the
internal standard vial after drawing up the internal
standard.

Air Gap

Yes or No

If Yes, 1 microliter of room air will be drawn into the
syringe to create an air gap between the internal
standard and the sample.
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More User Defined Settings Dialog Box
More User Defined Settings ————___________[|

— Solvent Plug —Yizoozity
"ial:

Yolume [ul]: | 1.0

Crawup Speed [ulfzec): | 5.0

|

-|I|-

Yiscosity Delay [sec): 0.0
Fill Speed [uL/sec): | 5.0
Inject Speed [uL/zec): [50.0
Fre-lrj Delay [zec): | 0.0
Paszt-Inj Delay [zec]: | 0.0

Pauze Time [zec): |0.0

‘ '|II'|'|II‘ 'lII‘

-|I|- -|I|-|-|I|- -|I|-

&irGap: |ves

— dzer Defined

Fill ‘olume [ul): | -0
Fill Strokes: |0

= ] 4 I
' — Cancel
Sample &ir Gap: |no J ﬂl
Air Plug after Sample | 1.0 Ij‘

This dialog box is accessed from “More User Defined...” button that is displayed
when the User Defined mode is selected.

Solvent Plug Settings

— Solvent Plug

|

viet: [
Yolume [ul]: | 1.0
Drawup Speed [ulfzec) | 5.0

-|I|- -|I|-

Fause Time [zec]: |0.0

LT

&irGap [pes
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Item Description
Vial I, 11, or Il

Selects which solvent vial to use for the solvent plug.
Volume (uL) 0 to 10.0 microliters with 10 uL syringe

0 to 5.0 microliters with 5 uL syringe

Specifies the amount of solvent to be drawn into the
syringe before the sample or internal standard.

Drawup Speed (uL/sec)

0.1 to 50.0 microliters per second with 10 uL syringe
0.1 to 25.0 microliters per second with 5 uL syringe

Specifies the speed at which the solvent will be
drawn up into the syringe.

Pause Time (sec)

0 to 9.9 seconds

Specifies how long the syringe is to remain in the
solvent vial after drawing up the solvent.

Air Gap

Yes or No

If Yes, 1 microliter of room air will be drawn into the
syringe to create an air gap before the solvent plug.

User Defined Settings

=zer Defined
Fill % alume [uL]; | 5.0
Fill Strakes: | 0O

Sample &ir Gap: |no

&ir Plug after Sample | 1.0 Ij‘

L[S T
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Iltem

Description

Fill Volume (uL)

0 to 10.0 microliters with 10 uL syringe
0 to 5.0 microliters with 5 uL syringe

Specifies the sample volume that will be used for each
fill stroke.

Fill Strokes

0to 99

Specifies the number of the times the sample will be
“pumped” in and out of the syringe before loading the
sample volume into the syringe.

Sample Air Gap

Yes or No

If Yes, 1 microliter of room air will be drawn into the
syringe to create an air gap before the sample plug.

Air Plug after Sample

0 to 10.0 microliters with 10 uL syringe
0 to 5.0 microliters with 5 uL syringe

Specifies the volume of room air that will be drawn into
the syringe after it is loaded with sample.

Viscosity Settings

—YWizoozity

Yizcozity Delay [sec] (0.0

Fill Speed [ul/zec): | 5.0

Inject Speed [ulfzec]: |50.0

Pre-Inj Delay [zec] | 0.0

Post-Inj Delay [sec): | 0.0

-|I|- -|I|-|-|I|- -|I|-|-|I|-

Iltem

Description

Viscosity Delay (sec)

0 to 9.9 seconds

Specifies how long the syringe is to remain in the
sample vial after drawing up the sample.

Fill Speed (uL/sec)

0.1 to 50.0 microliters per second with 10 uL syringe
0.1 to 25.0 microliters per second with 5 uL syringe

Specifies the speed at which the sample will be drawn
up into the syringe.

Inject Speed (uL/sec)

0.1 to 50.0 microliters per second with 10 uL syringe
0.1 to 25.0 microliters per second with 5 uL syringe

Specifies the speed at which the contents of the
syringe will be expelled into the injector.

Pre-Inj Delay (sec)

0 to 99.9 seconds

Specifies the length of time the syringe needle resides
in the injector before expelling the syringe contents.

Post-Inj Delay (sec)

0 to 99.9 seconds

Specifies the length of time the syringe needle remains
in the injector after expelling the syringe contents.
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Default Settings for Predefined AutoSampler Modes

The following table lists the parameter settings used for each of the Predefined
8400/8410 modes using a 10 microliter syringe. If the predefined modes do not
work acceptably for your samples, use the User Defined mode to enter settings
that will work better with your samples. The values listed in this table provide a

starting point for setting the various parameters.

Std Split/ | Std On-

Parameter Splitless Column Neat ® Volatile Visco
us

Solvent Plug Solvent plug is not used with predefined modes. If you wish to

Settings: use solvent plug injections, you must use User Defined mode.

PreDefined

Settings:

Fill Volume 7.5uL 7.5uL Not used | Not used Not
used

Fill Strokes 5 5 0° 0 0

Sample Air Gap | No No No No No

Air Plug after luL luL luL luL luL

Sample

Viscosity

Settings:

Viscosity Delay | 0 sec 0 sec 0 sec 6 sec 9.9 sec

Fill Speed 2 ul/sec 2 ul/sec 2 ul/sec |1ul/sec 1
ul/sec

Inject Speed 50 uL/sec 2 ul/sec 50 uL/sec |1 uL/sec 5
uL/sec

Pre-Inj Delay 0 sec 0 sec 0 sec 0 sec 0 sec

Post-Inj Delay | 0 sec 6 sec 0 sec 0 sec 12 sec

® Instead of fill strokes Neat mode fills the syringe with sample at 2 uL/sec then
expels it into the waste cup at 50 uL/sec. It does this a total of six times. Then it
fills the syringe with sample at 2 uL/sec and expels it back into the sample vial at
50 uL/sec. This “pumping” action is done three times. After this is completed, the
sample is loaded into the syringe and injected using the parameters in the table.
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3900 GC Injector Section

1177 Injector

Injector Owen: @ On 0 0ff

Injectar Temperature [C):

Time Split State | Split R atio
1 [nitiall O1F¢ - i
2 -
3 -
< =
= =
& =
Add [Fsert [Ielete it
Item Description
Injector Oven On or off.
Turns the 1177 injector oven in the selected position on or
off.
Temperature (C) 50 to 450C.
Specifies the oven temperature.

Spilt Ratio Dialog Box

This dialog is displayed from the 3900 GC Injector section when an 1177 injector
is configured with type 1 EFC.

Injectar Over: ™ On  © OFf

Injectar Temperature [C:

Time Spht State | Spht Ratio
1 I mitiall CIFF - QIff
2 =
3 |
- =
- |
6 =
Add [Fsert [elete it
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Item Description

Time 0.00 to 999.99 min.

Split State On/Off.
If the split state is ON, then the sample is split according to the
split ratio specified. If the split state is OFF, then all the sample
enters the column.

Split Ratio Off, 1 to 10,000.
Use a split ratio of 100 after injection to vent the injector. Use a
very low split ratio after flushing to conserve carrier gas.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the spreadsheet.

Sort Sorts the spreadsheet rows by time.
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3900 GC Flow/Pressure Section

Type 1 (for 1177 injector)

i~ Constant Colurnn Flow Mod
Pressure Rate . .
(psi) (psifmin) Hold [min] | Total [min])
Constant Flow. @ [0 € On 1 10.00) 2000 2000
2
(St E vl Kl l:lj 3
4
Pressure Polse: £ Ho €1 ves 5
= 6
Eulse Bressure [Esi] l:l:ll 7
Eulse urstiar [ mir) l:a | 8 |
Add [rert [efete
ltem Description

Pressure (psi)

0.1 to 100.0 psi.

Rate (psi/min)

0.01 to 400.00 psi/min.

The Rate in the first row is always blank and cannot be
edited.

Hold (min)

0.01 to 999.99 min.

Total (min)

0.01 to 999.99 min.
Cannot be edited.

Constant Flow

On or Off

Click on Constant flow to disable the spreadsheet and
reveals the constant flow rate value.

Column Flow (ml/min)

Specifies the desired constant Column Flow.

Pressure Pulse

Yes or No

Click on Yes to enable a pressure pulse injection in
constant flow mode.

Pressure Pulse (psi)

0.1t0 100.0 psi.

Specifies the desired column head pressure during
injection.

Pulse Duration (min)

0.01 to 5.00 min.

Specifies the period of time after the run starts for
which the pressure will be maintained.

Add Adds a line to the spreadsheet.

Insert Inserts a line above the currently selected row in the
spreadsheet.

Delete Deletes the currently selected row(s) in the

spreadsheet.
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3900 GC Column Oven Section

Column Owven Stabilization Time [min]:
Rate . )
Temp [C] (C/min) Hold [min] | Total [min]

1 B0.0 2000 2000

2

3

4

L]

b

¥

]

Add [mzert [elete

ltem Description
Stabilization Time (min) 10.0 min.

Specifies the column Stabilization Time.

Temp (C)

30 -450C.

Rate (C/min)

0.01- 100.0 C/min.

The Rate in the first row is always blank and
cannot be edited.

Hold (min)

0.01-999.99 min.

Total (min)

0.01-999.99 min.

Cannot be edited. Column Oven End Time
(Total) is displayed in all time-programmed
windows of the Method.

Add

Adds a line to the spreadsheet.

Insert

Inserts a line above the currently selected row in
the spreadsheet.

Delete

Deletes the currently selected row(s) in the
spreadsheet.
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3900 GC Method Section

Overview

In the 3900 GC Configuration section, you configured your hardware for an
instrument and opened the System Control Window for the instrument. At this
point, you could simply inject a sample, as described in the following sections.
However, it is not likely that the default Method will have the method settings that
are appropriate for your analysis. Therefore, the default Method will need to be
edited to enter the settings appropriate for your analysis. Method Builder is used
to view and edit methods. It can be accessed from:

[ o ] A 5 2N oo ] o]

é System Control - Saturn GC/MS #1 - Not Ready
File  Edit Inject Automation Fecalculate |nstrument Windows Help

Ble] Psateion || E0{E 28|55 11]>-|m] NotReady

Method Builder and prompts you to create a new

‘@ This button on the MS Workstation Toolbar opens
|
method or open and existing one.

startup] mth ,l This button on the System Control Toolbar allows
you to view and edit the method file shown on the
button.

OFN.mth ;l This button on the MS Workstation Toolbar allows
you to view and edit the method file shown on the
button.

Using Star Assistant to Create a New Method

If you click on the Method Builder button on the MS Workstation Toolbar, you will
get this dialog box.

Create/0Open Method File <]

Select a method file action

i Create a Mew Method File

= DOpen an Existing Method File Cancel |

[~ Do not display this dialog at startup
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If you choose Create a New Method File, the Star Assistant Wizard will guide you
in building this new method.

Configuring method

Thiz Star Assistant will guide vou through
adding instrument madule cantral and any
post-run processing to the method.

Click the Mext button ta contitue.

¥ Show this introduction nest Hme

< Black I Mest > I Cancel I

You will first be asked to select the instrument configuration for which you want
to create a method.

Select Configuration

Select an existing instrument configuration for the methaod or
zelect a custom configuration for the method, Then click Next to
continue.

—Select figuration— [~ Configuration Dezscription

The fallawing screens will
guide you in zelecting a

" Inztument 1 cuztom configuration for pour
method.

< Back I Mext > I Catcel |

Select Custom to create a Method for an instrument that is not attached to the Varian
MS Workstation.

Select the Instrument for which this method will be used.
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Configure modules

Select a module from the list of available modules and click the Add button to add the module to
the list of configured modules for the method. Click Remove to remove a module from the list of
configured modules. Click Mest to continue.

—&wailable Maodules — Configured Madules

2000 Mass Spec Address Module
40 2000

44 3300

4

L]

Add Al -»

<- Remove

3

W Show exizting modules [in italics)

< Back I Mewt > I Cancel

Select detectors for post-run processing

Select the detector[z) for which pou want to add post-run
processing to the method. Then click Mext ta continue.

— Detectar Modules
w2000 Mass Spec at address 40

Unzelect Al |

< Back I Met » I Cancel |

For each detector in the Method, you will be asked to select the channels on
which post-run processing will be performed.
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Create sections for post-run processing 1]

Far the following module: |2DDD at address 40

Select the Post-Run
processes to perform:

Select the channells] to
process:

[w/Thannel 1=k5 Data [w]|Standard M5 Reports

(vt S Data Handling

Unszelect Al |

< Back I Mewut > I

Cancel |

When you have selected the data channels and type(s) of post-run processing to
be run for each detector, the Star Assistant will create a Method containing all of
the sections that are needed to control the hardware, collect data and do the
post-run processing specified. These Method sections will contain default values
for all of the parameters. These parameters will need to be edited to match your
analysis.

The Method Builder Window

As you step down through the Method tree, the parameters associated with each
section of the Method are displayed for editing.

8 Method Builder - [Method1*] I[=1 B3

[ZJFle Edt view Window Help el x|
||| lmlml o[ clex]] @] 1l v M Sl Blelm
- =

BT
L£J 0 2000 Mass Spec - Address 40

2T 2000 Mass Sper Control
i LT MS Method Editor

Calibration Black Report Format
Surnmary Repork Format

Location: ~ [[Methad File Not Saved)
Created
Modified:

=T Charnel 1=M5 Dats Size: 12329 bytes
EF 4 Standard M Reports ~Method File Altibu
Print Options
Resulks Format O Read-only [ Hidden
Chromatogram Format . .
em— O #ichive O FRequires Pagsword on Save

Revision Histary:

= M5 Data Handling - =
Caleudations Sebup (Mo Revision Histary) _I
Compound Table
-l Results Treatment
=B 3000 GC Contral - Address 44
&C Contral
= Aubosampler
I-|
Ready [ [

Title Bar / MenuBar / Toolbar

This navigation window shows the overall structure of the Method, its sections and
subsections. The branches can be expanded by clicking on the plus sign or
contracted by clicking on the minus sign to show the desired level of detail. The
parameters window shows the parameters for the highlighted item in the navigation
window. Method parameters are viewed and edited in this window.
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Detailed information about the menu items and Toolbar buttons can be found in
the online help.

Method Notes

ll E& Method Builder - [Method1*] [_10]

.mFﬂB Edit  Wiew Window Help

=181 x|
| BlEEs]s| @lalel celelx]E] Sl2] 4y il EE Sl &S

B Method1* =
[ PR 1=thod Notes:

; o g---%DZEEES:‘T:S:CS;:?E;?;;D k4 ethod Motes is & free form text entry that can be used to annotate your method.
i = N Simply click on this window and start typing & description of the method or

- O M3 Methad Editar application far which this method is to be used.

E-'@ Channel 1=M5 Data

4% Standard M Reports

Print Optians

Results Format

Chramatogram Format
Campound Reports

Calibration Block Report Farmat
€7 Summary Report Format

M5 Data Handling

= Calculations Setup

Campound Table

Results Treatment

- 3900 6C Cortrol - Address 44

GC Control
21 Autosampler

Eample for Method Moteg

o)

Ready

H
I T

The first item in the Method is the Method Notes section. Method Notes is a free
form text field where information about the Method or the application can be

entered. Method Notes are displayed in the File Open dialog boxes used
whenever you select a Method.

Method Notes can help explain to the operator when a Method should be used.
They can also be used to convey sample preparation information and reminders
to refer to specific items in the lab’s Standard Operating Procedures.

The 3900 GC Method Windows

The 3900 GC entry specifies the Varian MS Workstation module address of the
GC that the Method uses. The module Address in the parameter window can be
changed so that a Method developed for an instrument using one module

address can be easily modified for use on another instrument at a different
module address.
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B4 Method Builder - [Method1*] [_ [O]x<]

[ZJ) File Edt View Window Help

=ls1x|

e = R T e T e T = e N T RN T T = e =

MethadL*
[ Method Motes
E-[ 2000 Mass Spec - Address 40
- 2000 Mass Spec Control
T M Methad Editor
=-T3 Channel 1=M5 Data
=4 Standard MS Reports
: Print Options
Resulks Format
Chromatagram Farmat
Compound Reports
Calibration Block Report Format
B Surmmary Report Format
= F M5 Data Handling
Caleulations Setup
Compound Table
Results Treatment

11 Autosampler

Ready

Mocule:  [3800 GC

tddess [44 =]

i~ Module Control Parameter

tdodule Control Parameters

E| GLC Cantrol
B Autosampler

Last Modified:  Thursday. August 10, 2000 15:0216

[ T

The 3900 Method section contains two Method windows: GC Control, and
Autosampler. These windows contain all parameters that control the operation of
the 3900 GC during a chromatographic run.

Spreadsheet editing

Certain Method windows contain spreadsheet tables for time, temperature or
flow programming. All spreadsheets behave similarly.

Injectar Over: & On 0 OF
Injectar Temperature [C]:
Time Split State | Splt Ratio
1 Imitial | CIFF [l Ff
2 1.00 Off - Ff
3 4.00 Off - 0Ff
4 3.EIEI|EIff - Ff
2 =
6 =
Add | |nzert | Delete Sort

Add a row at the bottom of the spreadsheet.

Insert a row before the currently selected row.

Delete currently selecte

d rows.

Sort rows by time (available in time program spreadsheets).

Select rows by clicking and dragging on the row numbers on the left side of the

spreadsheet.
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Injector Owern: & On . 0ff

Injectar Temperature [C);

Time Split State | Split Ratio
1 Imitial O - Qe
2 1.00 O - Qe
R -
4 4.00 O - Iff
e =
b |
Add Inzert Delete St

One or more rows can be selected by clicking and dragging on this column.

Spreadsheets that specify time programs can display duplicate times, but all
duplicates must be eliminated before you can save your work.

Checking Method End times

All editing windows other than the column oven window show the current end
time of the column oven program above the Save and Cancel buttons.

Autosampler:l 2400 - |
Syiinge Size [ul): {10 uL hd Sample Depth [%]:
Injection kMaode: IStd On Colurm vl Salvent Depth (%] m

Default Clean Clean Mode
Yial |1 - Pre-lnj Sohvent Flushes: | 2 ==
Yalume [uL) | 5.0 — Pre-lnj Sample Flushes: | 0 =
Strokes: | 1 i Post-lnj Sokwent Flushes: | 1
Speed [ul/sec: | 5.0 e Clean Salvent Source: || j

Colurnn Oven End Time: 4250 min

The column oven endtime is shown.

When the Method is downloaded to the 3900 GC, component program end times
that exceed the column oven end time will be truncated.
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GC Control Window

The GC control window contains sections (Flow/Pressure, Injector, and Column
Oven).

Flow/Pressure Section
Use the EFC Programs to specify the pressure ramp of the Type 1 EFC.

[ Methosd Dusldes - [Method]*]

[ Fle Ed vew Widew Help

] 2 == [ o = O I = B (T
2

T rieth

Cenlant Cokeen Floms Modde:

Presmwe Rale o =
[ [puihminy | [FRH Do || Vedol i
ET) ET)

Corshort Flowe = OF " 0n

= [Jafa]eJs[s =

BREIN

| | e | |

nectar Qverc 0 €00

Cokan O Szakostion Ti [t [0 1

riaclcs Torsgasshan £t

I
£l

Rty

[min] | Total fuvin]

Time Splt State | Split Ratio

EL)

T T ET)

ﬂ|ﬂ|h|u|N|—
<[]+

X 5 oh
1 on - on
200 o = on
4 on = on

T [ I (R

I | | |

Type 1 EFC (for 1177 Injectors)

With a Type 1 EFC is installed, a pressure ramp spreadsheet will appear.

Hate
[psi/min]

F"ress_ure
[psil
10.00

Hold [min]
20.00

T otal [min)

20.00

(==N N - B 2 B T

Add = [elete

Use the spreadsheet to build a pressure ramp program to control the Type 1 EFC.

The first row of the spreadsheet contains the Initial pressure and hold time for the
Type 1 EFC. The EFC will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.
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Rows after the first row of the spreadsheet contain the programmed settings for
each of the ramp segments. Each segment will ramp to the specified pressure at
the specified rate (assuming the rate is achievable), and then hold the pressure
for the specified time. (Note that the Rate in the first row is always blank and
cannot be edited. Also note that the entire Total column cannot be edited.)

Constant Column Flow for Type 1 EFC

Constant Column Flow mode for Type 1 EFC is enabled in the Flow/Pressure
section.

— Constant Column Flow Mode

Comstant Flowe © O & On

Colurnr Flow [l min);

Pressure Pulse: © Mo & Yes

Pulze Prezsure [psi]:
Pulze Duration [min]:

Click on the Radio Button to turn on the Constant Column Flow Mode. This mode
disables the spreadsheet and reveals the constant flow rate value.

Enter the desired Column Flow.

Click on “Yes” to perform a pressure pulse injection. Upon injection, the pressure will
change to the Pulse Pressure for the Pulse Duration setting.

When the method is activated in System Control, the Varian MS Workstation will
generate and download the appropriate pressure program corresponding to the
Column Temperature program, the Column Setup Length and Diameter, the
Carrier Gas, and the ambient Barometric Pressure. These parameters are
specified in the 3900 GC system control setup, and the Barometric Pressure is
measured by the 3900 at the time the Method is downloaded. The 3900 will run
the pressure program to hold the Column Flow at the specified value as the
Column Temperature is ramped during each run.

Injector Section

Use the Injector Program to specify the temperature setpoints of the isothermal
1177 Injector, and split ratio of the 1177 Injector.
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1177 Injector

With a 1177 Injector is installed, an Oven Power switch, a Temperature setting
and a Split Ratio table will appear.

Injector Oven: ™ On O OFf

Injectar Temperature [C):

Time Split State | Split Batio
1 I mitiall CIFf - Qe
2 =
e =
£ |
= =
6 =
Add Inzert Delete Sort

Indicate whether or not you will use the installed 1177 injector by clicking on the “On”
or “Off” radio buttons.

Set the desired Temperature.

NOTE: You must have already configured the Type 1 EFC in the corresponding
position in the Flow/Pressure Section before you can program the split ratio.

Use the Split Ratio spreadsheet to build a split ratio time program to control the
1177 injector / Type 1 EFC combination.
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Injector Owven: & On O 0ff

Injectar Temperature [C);

Time Split State | Split Batio
1 Initial OHff - Qe
2 0s0on =
3 150 0n - A
g =
I |
b =
Add Inzert Delete St

You can use a split ratio of 100 after injection to vent the injector of any residual
solvent.

Use a very low split ratio after flushing to conserve carrier gas.

The first row of the spreadsheet contains the Initial Split State and Split Ratio for
the 1177 injector. The 1177 will equilibrate to this setting when the method is
activated, and will be restored to this setting when each chromatographic run is
completed.

Rows after the first row of the spreadsheet contain the time-programmed settings
for the 1177 Split Ratio. The Split Valve will be switched to the ratio in each row
at the indicated time.

Column Oven Section

The Column Oven window contains the Column Oven Program. Use the Column
Oven Program to specify the Stabilization Time of the Column Oven, and to
specify its programmable temperature ramp.

Columnn Owen Stabilization Time [rin]):

Temp [C) [Ef?l:if:l] Hold [min] | Total [min]

50.0 20.00 20.00

== (ST - B TR L

Add [ et [Nelete
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Specify the desired Stabilization Time.

Use the spreadsheet to build a temperature ramp program to heat and/or cool the
Column Oven.

The first row of the spreadsheet contains the Initial temperature and hold time for
the Column Oven. The Column Oven will equilibrate to this setting, and stabilize
for the specified Stabilization Time, when the method is activated, and will be
restored to this setting when each chromatographic run is completed.

Rows after the first row of the spreadsheet contain the programmed settings for
each of the ramp segments. Each segment will ramp to the specified
temperature at the specified rate (assuming the rate is achievable), and then
hold the temperature for the specified time. (Note that the Rate in the first row is
always blank and cannot be edited. Also note that the entire Total column cannot
be edited.)

Autosampler Window

The Autosampler window contains sampling parameters for the 8400/8410
Autosampler when attached to the 3900 GC. The parameters include selection of
the sampling syringe size, the penetration depth for sample and solvent wash
vials, the default clean and clean modes, and the injection modes.

B4 Method Builder - [Method1*] H=] 3
[Z)File Edt view Window Help o [
i = o s e e e = e N S BT B (=
‘ Method 1+
Method Hotes
1T 2000 Mass Spec - Address 40 Autosampler| 5400 :I'
£ T 2000 Mass Spec Cantrol Syiinge Size [uL] 5 .
- 10 - Sample Depth (2 [30 |
[ 15 Method Edtor R 10 pebeana [0 |
£ Channel 1=M5 Data Injection Mode: [Std On Colm = Solvent Depth (%)
G- Standard M5 Repcrts Default Clean Clean Mod
47 print Options
€ Resuls Format vial: i ~| || PreniSalvent Flushes: | 3 =
Chromatogram Format Walume [ul): | 5.0 = Pre-lnj Sample Flushes: | 0 =
EUEDU:"d ;“EDE';\S Format Strokes: | 1 = || Past-nj Salvent Flushes: | 1 ==
alibration Block Report Formal
i E = : -
D Ererem Speed (Ul /sec] 2 Clean Solvent Source: |1 =l
=+ M5 Data Handing
Calculations Setup
i Compound Table
Results Trestment
=1-£5 3900 C Cantrol - Address 44
E GC Contral
Calurmin Oven End Time: 20,00 rin
Ready g i

Injection Mode

Injection Made: | Std 5 plit/Split "I

lean—— | Std On Colurnt) =
I eat

Wial: ||Vizcous

| olatile

Yolume [ul]:

The Injection Mode selection consists of five predefined injection modes:
Standard Split/Splitless, Standard On-Column, Neat, Viscous and Volatile. If any
of these modes cannot satisfy your injection needs, a sixth User Defined mode is
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available. Selecting User Defined mode allows you access to all 8400
autosampler parameters to fine-tune your injection.

Consult the Online Help for a detailed description of all Injection Mode
parameters.

Auto-configuring the Method to Match the 3900 GC

Hardware

When you edit a 3900 GC Method while the corresponding GC is online in
System Control, you are warned if the Method configuration does not match the
hardware on the GC.

Method Editor H

This 3900 Method is not compatible with the Hardware Setup for the 3900 that is Online at Bus Address 44, Do you
want to automatically change the Method ko make it compatible with the Hardware?

‘fes No |

Click on Yes to change the Method to match the GC.

Click on No to accept the Method as is.

If you choose to auto-configure the Method, the following dialog is displayed.

Method Editor

@ The Method haz been automatically updated to make it compatible with the Hardware!

Uploading the Method from the 3900 GC

You can get the Method from the GC and save it in the Varian MS Workstation.
This allows you to do local Method editing on the 3900 GC front panel and then
save this Method for later use on the Workstation.
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-'_El_-' System Control - Yarian Star #1 - Ready

JRIER Edit  [nject Automation  Becalculate  |nstument “Windows Help

Activate Method. .. i ’El ﬁl.l ﬁl"l EQI 1] | hl .l

Uplaar o et l

Mew SampleLizt...
Open Samplelist..

Mew RecalcList...
Open RecalcList...

Mew Sequencelist...
Open Sequencelist...

Erint
Printer Setup...

v Remember Last Open Files

Exit

To upload the Method from the 3900 GC to System Control, select “Upload Active
Method from Modules...” from the File menu.

You are then prompted for the name of the file under which to save the Method.
The active Method in System Control is updated to reflect the parameters
obtained from the 3900 GC.

The Startup Method

When you start System Control and display an Instrument Window, the last
active Method for that instrument is activated. When System Control is started, it
will return to the initial settings in the Method that was last used on the
instrument.

To change Methods, simply click on the Activate a Method button on the System
Control Toolbar or choose Activate Method... from the File menu.

"8 System Control - Saturn GC/MS #1 - Ready

File Edit Inject Automation Recalculate Instrument ‘Windows Help

‘\%lﬁ | [Bstatupimh ¥ ua“l En|En] 8 §q| =

=g 3900.44 - 8400 Init

3900 Operation— | TempZones  Set Actual |~ Injgctor EFC Status—————————————
Bunlime: 000 min | | 3ol Oven 500 501/ FlowReady Yes Pressure Ready Yes
Fieset O 177 500 501 || Type 1 Pressure Setpoint: 10.0 psi
EndTime:  3.00 min
Method || (oo Actual Pressure: 100 psi
© ganirit Setup en sias Calumn Flaw: 1.5 ml/min
£ Mo Faut S Column: Ready: no Fault Linear Velocity: 3123 em/sec
_— e Iniector: Ready: no Fault Tatal Flow: 20.0 ml/mit
End Stetiifzafion Oven Off Stabilization Time 0.50 min Split State: OKF Split Ratio: OFf
B 8400 Initializing Current ial: 1 Plunger Strokes: 0

Editing Methods from the 3900 Status and Control Window

The 3900 GC Status and Control Window contains a Method... button that allows
you to directly edit the active Method corresponding to that GC.
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"8 System Control - Saturn GC/MS #1 - Ready

File Edit Inject Automation Recalculate Instrument ‘Windows Help

’@lﬁ | Mstatuplmh ¥ gs| 1 s e e e R =

=g 3900.44 - 8400 Init

300 0peiation— [ TempZones 56t Actual-| — Injector EFL Status
Bunime: 0.00min | | 2ol Oven 50.0 50.1| Flow Ready: Yes Pressure Ready Yes
ErdTme 300mn |LFEset | [|@ 1177 50.0 50| Type 1 Pressure Setpoint 10.0psi
o Mathod. || g Aetual Pressure: 10.0 psi

6400 Init ==l Colurmn Flow: 1.5 ml/min
@ HoFaut Eutoret ||| Golumn: Fieads; o Fau Linear Velosity: 312 3 cmésec

Hen Injector: Rieady; no Fault Total Flow: 20.0 mlfmin
knd Stabiizaton || Oven Off bilization Time 0.50 min || Splt State: Off Splt Ratio: Off
nitializing urrent Yial hunger Strokes:

W 5400 Inital Current Vial: 1 Flunger $trokes: 0

Method... button

When you click on this button Method Builder is opened with active Method
loaded and the corresponding Instrument Module selected. You can then edit
that section or any other section of the Method as described previously.

Once you have edited the Method and closed the Method Builder window, you
are prompted to reactivate the Method. Reactivating the Method downloads the
changes to the Module.

System Control

@ todule 3300 .44 Method haz changed! Reactivate ity

Importing Method Sections

You may wish to copy sections from one 3900 Method file to another. This can
be done by opening the Method file that you want to edit in Method Builder. Then
from the Method Builder File menu, select Import Section...

& Method Builder - [Method1*]
J File Edit View ‘Window Help

a1 New Ctrl+M 2
JE e x| s(2] J4 v | R B B(Slm)|
=
iE Close -
Save Chrlas cation: I[Methmd File Mot 5aved]
E save as... reated:
St Password odiied:
w Prompt For Action at Startup I
ize: 12329 bytes
Fublon QP fethad File Attibu
Print Preview 5
Print Setup... O Read-only [ Hidden
add Module Contral, . O aichive [ Renuires Password on Save
Add Post-run Processing...
Delete Section. .. evizion Histary:
Import Section,.. ho Fievision History) ;I
1.3900-1.mth
2 C:\Pragram Filesy, .. \OFM.mth

B it

= E Autosampler | |

I

The Import command prompts you to select the file containing the sections you
wish to import. Once you have selected the file, a dialog box of sections
contained in the Method file is displayed. Highlight the sections that you wish to
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import by clicking on them. If you click on one section and the hold down the shift
key while clicking on another section, all of the sections in between will be
selected. Holding down the control key while clicking on a section will add that
selection to those files already selected. Clicking on a highlighted section while
holding down the control key will remove that section from the list of selected
files.

Import Method Sections

— Sectionz to lmport

2000 M azz Spec-Module 40

2000 Standard kM5 Reports-kodule 4001
2000 M5 Drata Handling-Module 40.1
3900 GC-Module 44

Select.-'i‘-.lll [ mport I Cancel |

When the desired sections have been highlighted, click on the Import button to
import them into the Method being edited. If the Method already has sections
with the same module address and channel ID, you will be prompted to reassign
a new module address and channel number to the imported section or overwrite
the existing section in the current method.

Deleting Method

Sections

To remove sections from a 3900 Method open the Method containing the
sections you wish to remove in Method Builder. Click on the Delete Section
button on the Method Builder Toolbar or select Delete Section from the File
menu.
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{4 Method Builder - [Method1#]

[Z) Fle Edit View Window Help

e = s = e T N T T =T R (= e
o

Delete Section

: Method Notes cation: I[Method File Mat 5 awved)
B 0 2000 Mass Spec - Address 40 Cirelizil
E 2000 Mass Spec Control :
... W5 Method Editer Mouified:
Size: 12329 bytes
~ Methad File Attribu
O Read-only O Hidden
:::&zt:dg:;;ntrsmat O Archive [ Requies Password on Save
alibration Block Repark Fo
4 Surmary Repork Format Fievision Histan:
EEDat Ha'_jdhng [Mo Revision History) ;l
Calculations Setup
Compound Table
Results Treatment
-7 3900 GC Control - Address 44
iy GC Contral
E Autosanmpler
|

A dialog box of sections contained in the Method file is displayed. Highlight the
sections that you wish to delete by clicking on them. If you click on one section
and the hold down the shift key while clicking on another section, all of the
sections in between will be selected. Holding down the control key while clicking
on a section will add that selection to those files already selected. Clicking on a

highlighted section while holding down the control key will remove that section
from the list of selected files.

Delete Method Sections | x| |

— Sectionz to Delete

2000 Mass Spec-tModule 40
2000 Standard M5 Reparts-badule 40.1
2000 M5 Data Handling-kodule 40.1

3900 GC-Maodule 44

Select.ﬁ.lll Delete I Cancel |

When the desired sections have been highlighted, click on the Delete button to

delete them from the Method being edited. You will prompted to confirm that you
want to delete each section before it is deleted.
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Printing the Method

To print a method from Method Builder, click on the Print button on the Toolbar
and select the Method section or sections to be printed. The active Method can
also be printed from the System Control Toolbar and the MS Workstation
Toolbar. Click on the Active Method Options button on the System Control
Toolbar or on the Method Operations button on the MS Workstation Toolbar and
select Print Method.

Password Protecting a Method

A Method can be password protected from changes by clicking on the Set
Password button on the Method Builder Toolbar or selecting Set Password from

the File menu.

[Z)File Edit View Window Help

BR[| @lE(E] =2 @2 9] [E =l sSm

E
—— lewl Location: [Method File Net Saved)
[0 2000 Mass Spec - Address 40 Created:

EE 2000 Mass Spec Contral -

LT 5 Method Editar Lo

=T Channel 1=M5 Data Size: 12329 hytes

E& Standard M3 Reports
¢ 4% Print Options

— Method File Attribute:

esults Format O Readaonly [ Hidden

ompound Reports [ Archive [ Requires Password on Save

alibration Block Repart Fo

ummary Report Format Rewvision Histary:

=5 t2 Handing [Ma Revision Histary) ;I

- Calculations Setup
e Compound Table

- Resulks Treatment
=-E5) 3900 GC Contral - Address 44

-2 GC Contral
.29 Autosampler

Enter the password and then re-enter it to verify that it was not mistyped.
Add Password

xxxxxxxx

Enter new pazswaord; I
% xxxxxxx 1

Re-enter new pazzwond: I

ak. I Cancel |

After a Method has been password protected, the password will be required to
save changes to the Method.

Once a Method is password protected, it can be activated and used for
instrument control and data acquisition. It can also be viewed from Method
Builder. Only the saving of changes to the Method will be inhibited unless the
correct password is entered.
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3900 GC System Control
Command Reference

Status and Control Window

=g 3900.44 - Equilibrating

3900 Operation TempZones  Set Actual | Injector EFC Status
RunTime: 0,00 min :la" UCﬁIEy\f&n :gg gg 1 E\ow ?e;dy Yess P.es_su.: Eeﬂady_: Tes
EndTime: 2000 min eset L] ype 1 Pressuie Setpoint psi
Method... T — Actual Pressure: 100 psi
® Eaqulibrating Sem ven Statis Column Flows 1.5 mlémin
@ NoFault e .d Columi: Ready; no Fault Linear Yelacity: 312.3 cmésec
- __—Htenc | Inigctor: Ready; na Fault Tatal Flaw: 20.0 mlémin

Erd Siehieation | Oven O ||| Stabilization Time 0.00 min || Splt State: Off Spit Ratior OIf

#8400 Intializing Current Yial: 1 Plunger Strokes: O

The 3900 Status and Control window is divided into four display areas. The left-
most display area is the 3900 Operation Display, which contains information
about the current run and the overall state of the GC.

The middle displays area is the temperature zone status display, showing the
setpoint and current actual temperature of each heated zone in the GC, the Oven
Status, and the Injector EFC Status display.

The right most display is the 8400/8410 carrousel display.

3900 Operation Display
The 3900 operation display is in the left portion of the 3900 Status and Control

window.
— 3900 Operation
RunTime:  0.00 rmin Sl
EndTime:  20.00 min E
= E quilibrating m
) Mo Fault —Setup...
Extend

Erd Statilieation Dwern Off
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Item Description

Runtime Shows the elapsed time in minutes since the beginning of
the run. The maximum run time is 999.99 minutes.

Endtime Shows the time at which the run will end.

State Ready, Running, Stabilizing, Equilibrating, Computing, or
Not Ready

Shows the state of the GC. The light appears green if the
GC is Ready or Running. Otherwise, the light is red.

Fault/No Fault indicator | No Fault (green light) or Fault (red light).

When a hazardous or disabling fault occurs, any run in
progress will halt and the affected component will shut
down. If the fault is recoverable, then the run +is not
terminated.

Start If the system is Ready, starts the GC Method and sends
a start signal to the GC. The Start button is disabled
unless the 3900 GC is in the Ready state.

Reset Resets the GC, advancing it to the next state. If it is
RUNNING, the GC aborts the current run, goes to the
READY state, and continues with the next injection in the

Sequence.

Method Opens the Method Builder application for editing the
active 3900 GC method.

Setup Opens the GC Setup Dialog Box which is used to set the
configuration of the 3900 GC.

Extend The Extend runtime button allows the runtime to be

extended by 10 minutes each time the button is clicked
on. The extended run time will be used until the method
is either re-activated or a new method is activated. The
extend run feature does not change the method stored in
your Saturn WorkStation.

Oven Off/Oven On Oven On/Oven Off. Turn the column oven heater either
on or off depending on its current state.
End stabilization If the 3900 GC is in a stabilization state, this button will

end the stabilization time and set the gc to ready.

Temp Zones Status Display
Temp £ones Set Actual

L2 Col Overy; A0.0 501
RN rE A0.0 501

The temperature zones status display is in the middle portion of the 3900 Status
and Control window. The display includes the setpoints and actual temperatures
of the column oven, and the injector of the 3900 GC. The display is “Fault” if a
fault occurs in the zone component or “Off” if the zone oven is off.

The LEDs indicate the status of each temperature zone. If the zone is not
configured or the zone oven is off, the LED is gray. If the temperature zone is Not
Ready or there is a fault, then the LED is red. Otherwise, the LED is green.
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Iltem

Description

Col Oven Setpoint

Abient+5 °C to 450 °C

Displays the column oven
programmed temperature setting in
the active method.

Col Oven Actual

Abient+5 °C to 450 °C

Displays the actual temperature of the
column oven at the 3900 GC

1177 Setpoint

50to 450 °C

Displays the 1177 injector oven
programmed temperature setting in
the active method.

1177 Actual

50 to 450 °C

Displays the actual temperature of the
1177 injector oven at the 3800 GC.

Oven Status Di

Owen Statuz

Colurmn: Beady: no Fault
Injectar: Beady: no Fault
Stabilization Time 0.00 rmin

splay

Oven Parameters:

ltem

Description

Column Ready

Yes or No.

The column oven is Ready (Yes) if the setpoints have
been achieved and stabilized. The column oven is Not
Ready (No) if readiness to start a run has not been
achieved or if, during a run, the oven becomes not ready
or goes “out of tolerance”. Some reasons the GC may go
Not Ready during a run are: the temperature program is
too aggressive, the oven door is opened, the coolant
runs out, the power line voltage drops, etc.

Column Fault

Yes or No.

Displays if a fault in the column oven component has
occurred.

Injector Ready

Yes or No.

The injector oven is Ready (Yes) if the setpoints have
been achieved and stabilized. The injector oven is Not
Ready (No) if readiness to start a run has not been
achieved or if, during a run, the injector becomes not
ready or goes “out of tolerance”. .

Injector Fault

Yes or No.

Displays if a fault in the injector oven component has
occurred.
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Iltem

Description

Stabilization Time

0.00 - 10.00 min

Shows the 3900 GC column oven stabilization time in
minutes. The stabilization time counts down from the
programmed method value and then displays 0.00
minutes when the stabilization period is over.

Injector EFC Status Display

— Injector EFC Status

Actual Preszure: 100 pai
Column Flows: 1.5 ml/min

Tatal Flowe 20.0 milmin

Flow Ready: ez Pressure Ready: Yes
Type 1 Prezsure Setpaint;

Linear Yelocity: 312.3 cmizec

Split State: Off  Split Batio: Off

10.0 pzi

Injector EFC Status:

Iltem

Description

Flow Ready

Yes or No.

The Type 1 Injector EFC component is Ready (Yes) if the
setpoints have been achieved and stabilized. The Type 1
Injector EFC component is Not Ready (No) if readiness to
start a run has not been achieved or if, during a run, the
EFC becomes not ready or goes “out of tolerance”. Some
reasons the GC may go Not Ready during a run are: the
temperature program is too aggressive, the oven door is
opened, the coolant runs out, the power line voltage drops,
etc.

Pressure Ready

Yes or No.

The Type 1 Injector EFC component is Ready (Yes) if the
setpoints have been achieved and stabilized. The Type 1
Injector EFC component is Not Ready (No) if readiness to
start a run has not been achieved or if, during a run, the
EFC becomes not ready or goes “out of tolerance”. Some
reasons the GC may go Not Ready during a run are: the
temperature program is too aggressive, the oven door is
opened, the coolant runs out, the power line voltage drops,
etc.

Type 1 Pressure
Setpoint

0.1 - 100 psi

Displays the programmed column head pressure setting in
the active method.

Actual Pressure

0.1-100 psi
Displays the actual column head pressure at the 3900 GC.

Column Flow

Displays, in ml/min, the column flow rate calculated from
the column head pressure, column temperature, and
column parameters (carrier gas, column length, and
internal diameter).
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Item Description

Linear Velocity Displays, in cm/sec, the column linear velocity calculated
from the column head pressure, column temperature, and
column parameters (carrier gas, column length, and
internal diameter).

Total Flow Displays, in ml/min, the total flow rate through the system.
Split State On or Off.

Displays the current split state of the 1177 injector method.
Split Ratio 1-10000

Displays the current split ratio of the 1177 injector method.
The split ratio is defined as the Column Flow + the Split
Flow / the Column Flow.

8400/8410 Carrousel Display

When an 8400 AutoSampler or 8410 Autolnjector is connected to your 3900, the
Carrousel display will be visible in the 3900 GC Status and Control window.

8400 AutoSampler Carrousel / 8410 Autolnjector Carrousel

Item Description
Red fill Indicates vials listed in the active SampleList that have not
yet been sampled or are missing.
Green fill Indicates the vial (vials in Dual Mode) currently being
sampled.
Blue fill Indicates the vials in the active SampleList that have been
sampled.
Action Description
Click on a vial position Displays the vial number for that position for 5
seconds.
Double-click on a vial position Opens the Inject Single Sample dialog box to
inject a single sample.

3900 Setup Dialog Box

This dialog box shows the hardware configuration reported by the 3900 GC. This
configuration is compared to and must match the configuration in the Method
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when it is activated. It also allows the configuration of the 3900 GC to be
changed from the Saturn GC/MS Workstation.

3900 Setup

 Calumn

Fapid M5 Mode:

[—

Length [m]: 30.00 ==

Izide Diamneter (Ll 250 —
— Temperature Limits

Column Oven [C): 325 i

Injectar [C]: 325 =

— Ready-In Sync Polarity

[+ Clozed Means Feady

Firrnweare Yersion: 4.17

Driver Wersion: 3.46

Line Yoltage: 120 Yalts
Atmozphernc Pressure: 14.7037 psi

—Injector EFC
Splitless Went Flow [mldmin): | 25.0 —
Gaz Saver Flowe [ml/min): 18.0 i
Gias Saver Timeaut (min]: 0.00 =
EFLC Flow: Calibrated

&uto Calibrate EFC Flow. . |

Calibrated
Calibrate Septum Purge Flov. ..

Septum Purge Flow:

—AutoS ampler

AuteSampler Type: 5400

Syringe Yolume [ul): 10ul 'I

Calibrate AutoS ampler. .

Syringe Speed [ul/zec]: 30 +|
Meedle Depth () 30 %’
Plurger Count Lirit: 10000 ;!
Enable Buzzer: yes J

|

Frint Actual Cloge & Update
Item Description
Column, Rapid MS Mode On/Off

When a Rapid-MS column is used in the 3900
GC, the Rapid-MS Mode should be set to On.
This will configure the GC to set the proper
parameters for the Rapid-MS column. The
column length and inside diameter entries will
be grayed out.

Column, Length

The length of the column in meters. Values
range from O to 250 meters.

Column, Inside Diameter

Inside diameter of the column in micrometers.
Values range from 0 to 999 micrometers.

Temperature Limit, Column Oven

Upper temperature limit of the column oven.
Values range from 50 to 450°C.

Temperature Limit, Injector

Upper temperature limit of the injector. Values
range from 50 to 450°C.

Ready-In Sync Polarity

Is Ready-In a closed contact (Checked/Un-
checked). Allows you to specify what switch
state corresponds to External Device Ready.

Injector EFC, Splitless Vent Flow

The flow the system will vent when the split
valve is left closed for the duration of the run
such as during an on-column injection. This
flow is diverted before the injector and thus
does not influence the splitless nature of the
run. This entry is ignored during split and
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Iltem

Description

splitless runs in which the split vent is opened.

Injector EFC, Gas Saver Flow

The lowest system flow rate that will be
maintained during the gas saver period. This
has a range of 1-100 mL/min and defaults to
20 mL/min.

Injector EFC, Gas Saver Timeout

A non-zero value entered for this parameter
will cause the system to initiate a timer once a
method is activated. If no system actions such
as a run start or another method activation
occurs before the Gas Saver Timeout is
reached, then the system will reduce the flow
through the system to the Gas Saver Flow. A
method activation action will clear the Gas
Saver Flow and bring the system to Ready for
subsequent injections. A zero value entered
for the Gas Saver Timeout will cause the Gas
Saver Flow to be ignored and no Gas Saver
actions will be performed.

Injector EFC, Auto Calibrate EFC
Flow

Automatically calibrate the EFC system.
When it is finished, the screen will display
either a successful completion or detected
problem message. No other GC functions can
be performed during AutoCalibration. Note
that AutoCalibration should be done on a
semiannual basis.

Injector EFC, Calibrate Septum
Purge Flow

Calibrate the septum purge. After
installing a new column, the septum
purge should be calibrated. Set the
desired column head pressure. Then
measure the actual septum purge flow
rate and enter this value in the septum
purge field. The septum purge flow rate is
adjustable but is typically setat 3 - 5
mL/min.

Septum Purge Calibration, Desired
Head Pressure

The desired column head pressure in psi.
Range is 0.1 - 100 psi.

Septum Purge Calibration,
Measured Flow Rate

The septum purge flow rate is adjustable but
is typically set at 3 - 5 mL/min.

Print Actual

Sends the 3900 setup parameters to the
default printer.

Close & Update

Saves the changed parameters and
reinitialize the 3900 with the new parameters.

AutoSampler, Type

None, 8400, 8410

Displays the type of autosampler that is
connected to the 3900 GC.

AutoSampler, Syringe Volume

5 uL, 10 pL and 100 pL.

Enter the syringe volume you will install and
use with your CP-8400/8410. The 3900 will
use this value to set the correct entry
selections and any needed internal settings to
correctly use the indicated syringe size.
Incorrectly setting this parameter may cause

369




Item Description

poor operation but will not harm either the GC
or the AutoSampler.

AutoSampler, Syringe Speed 1 to 30 (cm/sec), default=30

The Injector Injection Speed parameters
define the rate at which the needle will
penetrate the injector septum and descend to
the set Injector Needle Depth.

AutoSampler, Needle Depth 0 to 100, default=100

The Injector Needle Depth parameters define
how far into the designated injector the needle
will penetrate. 100% causes the needle to be
completely inserted to its 2-inch length.

AutoSampler, Plunger Count Limit | (1-100,000) — This parameter defines the
expected number of strokes the plunger is
expected to survive without significant
degradation. Once the entered value is
exceeded, a message will be displayed on the
CP-8400/8410 Status page indicating the
plunger counter has exceeded the set value.
The default number of strokes is 10,000.

AutoSampler, Enable Buzzer Buzzer at Start of Cycle (On/Off) — A sound
will be generated to warn of impending tower
movements when this parameter is set to On.
The default value is On.

23%822?"!3 Calibrate Displays the 8400/8410 AutoSampler
P Calibration Dialog Box.

Calibrate Autosampler Dialog Box

This dialog box helps the user to calibrate the 8400/8410 AutoSampler. Items
that are not active are "grayed" in the actual screen.
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Calibrate Autozampler

— Calibrate Yial 0 Position
Tower Counterclockwise Clockwize
Start Calibration Canousel: Counterclockmize Clockwize
Save Calibration Sy Up B
— Calibrate Injector Position
Start Calibration Tower: Counterclockwize Clockwize
Save Calibration Syringe: Up Diown
— Change Syringe
Start Syringe Change Finish Syringe Change Clear Plunger Counter

[ Use Mouse Buttons to adjust pasitions of Tawer, Syinge, and/or Carrousel,

Abart Calibration... |

ltem

Description

Calibrate Vial O Position, Start
Calibration

To start the Vial O (or Vial 1) calibration, make
certain a vial with the same form factor and cap
as the ones you will be using for your analyses
is placed in the 0 position of the carrousel (or
the Vial 1 position of the CP-8410). Press the
Start Calibration button.

Calibrating the Vial O (or Vial 1) position
involves manipulating the positions of three
different components. The object of the
calibration is to position the syringe exactly over
the center of the sampling target area of the
vial. Upon starting the calibration procedure,
the CP-8400/8410 will rotate the tower, rotate
the carrousel, and lower the syringe sled to the
approximate location of Vial 0 (or Vial 1 if
CP-8410). After the CP-8400/8410 has found
the approximate Vial O (or Vial 1) position,
visually check that the syringe sled is not
resting on the vial top. If it is use the Syringe
Up button. Press the button until the syringe
sled is clear of the vial top by approximately 1
mm. Start the calibration process by adjusting
the tower position

Calibrate Vial 0 Position, Save
Calibration

When you have completed the Vial O (or Vial 1)
calibration, press the Save Calibration button.

Calibrate Vial 0 Position, Tower
Counterclockwise

Moves the tower 10 steps in the
counterclockwise direction each time the button
is pressed.

NOTE: One basic rule associated with this
calibration concerns rotation of the tower and
carrousel; to assure consistent operation,
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always approach the final calibration position
with clockwise movements. To help facilitate
this rule, the carrousel will backup 10 steps
when a counterclockwise action is selected but
will move one step when a clockwise tower
rotation is selected.

Calibrate Vial O Position, Tower
Clockwise

Moves the tower 1 step in the clockwise
direction each time the button is pressed.

NOTE: One basic rule associated with this
calibration concerns rotation of the tower and
carrousel; to assure consistent operation,
always approach the final calibration position
with clockwise movements. To help facilitate
this rule, the carrousel will backup 10 steps
when a counterclockwise action is selected but
will move one step when a clockwise tower
rotation is selected.

Calibrate Vial 0 Position,
Carrousel Counterclockwise

Moves the carrousel 10 steps in the
counterclockwise direction each time the button
is pressed.

NOTE: One basic rule associated with this
calibration concerns rotation of the tower and
carrousel; to assure consistent operation,
always approach the final calibration position
with clockwise movements. To help facilitate
this rule, the carrousel will backup 10 steps
when a counterclockwise action is selected but
will move one step when a clockwise tower
rotation is selected.

Calibrate Vial 0 Position,
Carrousel Clockwise

Moves the carrousel 1 step in the clockwise
direction each time the button is pressed.

NOTE: One basic rule associated with this
calibration concerns rotation of the tower and
carrousel; to assure consistent operation,
always approach the final calibration position
with clockwise movements. To help facilitate
this rule, the carrousel will backup 10 steps
when a counterclockwise action is selected but
will move one step when a clockwise tower
rotation is selected.

Calibrate Vial 0 Position, Syringe
Up

Use the Syringe Up button and adjust the
syringe sled height so that the needle is just
barely above the vial cap (You should be able
to see about a paper’s thickness of space
between the syringe sled needle guide and the
top of the vial cap. The penetration depth into
the vial is measured from the bottom of the
needle guide, so this height will give you
optimum penetration depth.).

Calibrate Vial 0 Position, Syringe
Down

Use the Syringe Down button and adjust the
syringe sled height so that the needle is just
barely above the vial cap (You should be able
to see about a paper’s thickness of space
between the syringe sled needle guide and the
top of the vial cap. The penetration depth into
the vial is measured from the bottom of the
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needle guide, so this height will give you
optimum penetration depth.).

Calibrate Injector Position, Start
Calibration

Press the Start Calibration. The CP-8400/8410
will rotate the tower so that it is over the Injector
position and lower the syringe sled so that it is
over the injector. If the needle guide descends
so that it is either resting on the inject switch or
below the needle cone on the inject switch, use
the Syringe Up button and move the sled up
until the needle guide is just above the injector
cone.

Calibrate Injector Position, Save
Calibration

Press the Save Calibration softkey when the
Injector calibration is complete.

Calibrate Injector Position, Tower
Counterclockwise

Using the Tower Counterclockwise button
rotates the tower counterclockwise 10 steps.
Position the tower directly over the injector
Inject Switch Locator cone.

Calibrate Injector Position, Tower
Clockwise

Using the Tower Clockwise button rotates the
tower clockwise 1 step. Position the tower
directly over the injector Inject Switch Locator
cone.

Calibrate Injector Position,
Syringe Up

Using the Syringe Up button adjust the height
of the needle guide such that the sled is just
resting on or very slightly depressing the
Injector Switch and is covering the locator cone.

Calibrate Injector Position,
Syringe Down

Using the Syringe Down button adjust the
height of the needle guide such that the sled is
just resting on or very slightly depressing the
Injector Switch and is covering the locator cone.

Change Syringe, Start Syringe
Change

Selecting Start Syringe Change will cause the
tower to rotate such that the user will have easy
access to the syringe for routine service and
syringe removal and replacement. The buzzer
will sound before any tower movement occurs.
Press the Finish Syringe Change softkey upon
completion of the syringe maintenance.

Change Syringe, Finish Syringe
Change

Selecting Finish Syringe Change will cause the
tower to return to its previous position and
state. The buzzer will sound prior to movement
as designated by the “Buzzer at start of cycle”
setting.

Change Syringe, Clear Plunger
Counter

Selecting this softkey causes the Plunger
stroke count to be reset to 0.

Use Mouse Buttons to adjust
positions of Tower, Syringe,
and/or Carrousel

Checking this box, changes the Calibrate
AutoSampler Dialog Box for the positions to be
adjusted with the mouse.

Close

Closes the dialog box.
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Calibrate Autosampler E3

— Calibrate ial 0 Position

Use Mouse Buttons to Rotate Tower...

Start Calibration

Usze Mouse Buttons to Rotate Camousel...

Save Calibration

Uze Mouse Buttons to Raize/Lower Syringe...

— Calibrate Injectar Position

Start Calibration Usze Mouse Buttons to Fotate Tower...

Save Calibration Use Mouse Buttons to Raise/Lower Syringe. ..

— Change Syringe

Start Syringe Change Finish Syringe Change Clear Flunger Counter

V' Use Mouse Buttons to adjust positions of Tower, Syringe, and/or Carrousel.

Close |

Iltem

Description

Calibrate Vial 0 Position, Start
Calibration

To start the Vial O (or Vial 1) calibration, make
certain a vial with the same form factor and cap
as the ones you will be using for your analyses
is placed in the 0 position of the carrousel (or
the Vial 1 position of the CP-8410). Press the
Start Calibration button.

Calibrating the Vial 0 (or Vial 1) position
involves manipulating the positions of three
different components. The object of the
calibration is to position the syringe exactly
over the center of the sampling target area of
the vial. Upon starting the calibration
procedure, the CP-8400/8410 will rotate the
tower, rotate the carrousel, and lower the
syringe sled to the approximate location of Vial
0 (or Vial 1 if CP-8410). After the
CP-8400/8410 has found the approximate Vial
0 (or Vial 1) position, visually check that the
syringe sled is not resting on the vial top. If it is
use the Syringe Up button. Press the button
until the syringe sled is clear of the vial top by
approximately 1 mm. Start the calibration
process by adjusting the tower position

Calibrate Vial 0 Position, Save
Callibration

When you have completed the Vial O (or Vial 1)
calibration, press the Save Calibration button.

Calibrate Vial 0 Position, Use
Mouse Buttons to Rotate Tower

Clicking this button will display the following
dialog box.
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Rotate Tower [ %]

Click the l=ft Mouze Button to rotate the
Tower Counterclockwize,

Click the right Mouze Button to ratate the
Tower Clockwize.

Prezs the 'Ezc' Key on the Kepboard o
cloze this Window.

Calibrate Vial 0 Position, Use
Mouse Buttons to Rotate
Carrousel

Clicking this button will display the following
dialog box.

Rotate Carrousel E

Click the l=ft Mouze Button to rotate the
Carrouzel Counterclockwize.

Click, the right Mouse Button to ratate the
Carrouszel Clockwize.

Fresz the 'Ezc' Key on the Keyboard to
cloze thiz Window.

Calibrate Vial 0 Position, Use
Mouse Buttons to Raise/Lower
Syringe

Clicking this button will display the following
dialog box.

Raize/Lower Syrninge E

Click the left Mouze Button ta raize the
Syringe Up.

Click, the right Mouze Button to lower the
Syringe Down.

Fress the 'Ezc' Key on the Keyboard to
cloge this Window.

Calibrate Injector Position, Start
Calibration

Press the Start Calibration. The CP-8400/8410
will rotate the tower so that it is over the
Injector position and lower the syringe sled so
that it is over the injector. If the needle guide
descends so that it is either resting on the
inject switch or below the needle cone on the
inject switch, use the Syringe Up button and
move the sled up until the needle guide is just
above the injector cone.

Calibrate Injector Position, Save
Calibration

Press the Save Calibration softkey when the
Injector calibration is complete.

Calibrate Injector Position, Use
Mouse Buttons to Rotate Tower

Position the tower directly over the injector
Inject Switch Locator cone. Clicking this button
will display the following dialog box.
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Rotate Tower [ %]

Click the l=ft Mouze Button to rotate the
Tower Counterclockwize.

Click the right Mouse Button to ratate the
Tower Clockwize.

Fresz the 'Exc' Key on the Keypboard to
cloze this Window.

Calibrate Injector Position, Use
Mouse Buttons to Raise/Lower
Syringe

Using the Syringe Up button adjust the height
of the needle guide such that the sled is just
resting on or very slightly depressing the
Injector Switch and is covering the locator
cone. Clicking this button will display the
following dialog box.

RaizefLower Synnge [ %]

Click the l=ft Mougze Button to raise the
Syringe Up.

Click the right Mouse Button ta lower the
Swyringe Down,

Fresz the 'Exc' Key on the Keypboard to
cloze this Window.

Change Syringe, Start Syringe
Change

Selecting Start Syringe Change will cause the
tower to rotate such that the user will have
easy access to the syringe for routine service
and syringe removal and replacement. The
buzzer will sound before any tower movement
occurs. Press the Finish Syringe Change
softkey upon completion of the syringe
maintenance.

Change Syringe, Finish Syringe
Change

Selecting Finish Syringe Change will cause the
tower to return to its previous position and
state. The buzzer will sound prior to movement
as designated by the “Buzzer at start of cycle”
setting.

Change Syringe, Clear Plunger
Counter

Selecting this softkey causes the Plunger
stroke count to be reset to 0.

Use Mouse Buttons to adjust
positions of Tower, Syringe,
and/or Carrousel

Un-checking this box, changes the Calibrate
AutoSampler Dialog Box for the positions to be
adjusted with the buttons on the screen.

Close

Closes the dialog box.
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Setup Ethernet Ports Dialog Box

This dialog box is displayed the first time that the Star Assistant guides you
through the setup of your 3900 in System Control. This dialog box is also
accessed from the Instrument/Setup Ethernet Communications menu item of

System Control.

Setup Ethernet Ports for rowley.csb_varian.com : [ x|
Addiess Madule Type IP Addrezs ar Domain Hame Status Actual IP

INone d I

Mo Address

45 | INone

Mo Address

Mo Address

A
46 | INone d I
47 | INone j I

"IP Address Management (BOOTP Server]

Mo P Addrezses are being assigned from this \Work station

Mo Address

Setup... |

™ Prompt for Setup if needsd < Back oK I Cancel

Item Description

Address 44, 45, 46, or 47
Click the Address button to attach to a 3900 GC on the
Ethernet network. If you are running on a company
network, only GCs on the same local subnet appear in
the Select Available Modules dialog box that is displayed
after clicking the Address button.

Module Type None or 3900

This field is set if you select a 3900 GC using the
Address button. If you specify an IP Address or Domain
Name explicitly, then select 3900 from this combobox.

IP Address or Domain
Name

This field is set if you select a 3900 GC using the
Address button. To connect to a GC in a different subnet,
type its IP Address directly into the IP Address or Domain
Name field.

Status

Available, Online, In Use By <client>, Not Responding, or
No Address

Displays the connection status of the 3900 GC.

Status Meaning

Available Not in use by anyone

Online In use by this
Workstation

In Use By <client>
In use by another

Not Responding Workstation

No Address .
Not responding to

Workstation queries

No IP Address or name
specified
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Actual IP Displays the actual IP address of the connected 3900
GC.
Setup... Click to setup IP address management (BOOTP Server).

The Setup BOOTP Server Dialog Box is displayed.

Setup BOOTP Server Dialog Box

If IP addresses are managed by a Network Administrator from a central source,
the 3900 GCs must be added to the list of devices requiring IP addresses. IP
addresses must be assigned to GCs using a BOOTP Server. A BOOTP Server
lists Ethernet addresses (which are unique to each communication card installed
in each 3900 GC) along with the IP addresses that are to be assigned to the
corresponding device. You may obtain the Ethernet address for each GC from
the GC'’s front panel. Turn on the 3900 GC and press any key to allow it to start
in local mode.

Setup BOOTP Server at |

[ tanage IP addresses from this Workstatior:

[™ Require password entry for this dialog box

Ethernet | 1p gqdress Host— _ 24
Addrecs

[nzert

[NEelEte

s

b I (= O Y I T LS

=
1| | 3

b anually enter an IP Address and Host Mame comesponding to each
Ethernet Addrezs in the table. Usze this feature when individual IP
Addreszes and Hozst Mames have been reserved for uze by each 3800
GLC, but [P Addrezs and Host Mame management iz not perffarmed by a
M etwork, Adminiztrator.

% pzzign IP addresses manually

" Azsign: [0 IP addresses starting from: 0.0.0.0

Thiz ‘Workstation will azzign these settings to each 38300 GC———
Subnet b azk:
(3 ateway:
Dornair:

Cancel |
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Manage IP addresses
from this Workstation

Checked or not checked

When IP addresses are managed from a central
location by a Network Administrator, the BOOTP Server
on your Workstation must be disabled (not checked).

Require password entry
for this dialog box

Checked or not checked

Check this box to restrict access to the BOOTP Server
dialog box to avoid inadvertent or unauthorized changes
to IP address assignments. If this item is checked, the
next time you enter the BOOTP Server dialog box, you
will be prompted for a password. The initial password is
blank (no password). To set your password initially,
enter the desired password in the Enter new password
and Re-enter new password fields. Subsequent entry
into the BOOTP Server will require this password.

Ethernet Address

Displays the Ethernet address of any 3900 GCs already
connected to the network and powered on. You may
also manually enter an Ethernet address for a 3900 GC
(available from the 3900 GC front panel display).

IP Address

Displays the IP address of any 3900 GCs already
connected to the network and powered on. You may
also manually enter an IP address for a 3900 GC. Use
the manual entry of IP addresses and Host Names
when individual IP addresses have been reserved for
use by each 3900 GC but IP Address and Host Name
management is not performed by a Network
Administrator.

Host Name

You must enter a name for each 3900 GC. The IP
address will not be assigned to the GC until a name is
entered.

Assign IP addresses
manually

Selected or not selected

Select this entry if you manually enter IP addresses and
Host Name entries in the table.

Assign IP addresses
starting from

Selected or not selected

Select this entry to consecutively assign IP addresses
beginning from a particular address. Enter the number
of IP addresses to assign automatically and the starting
IP address. As 3900 GCs are powered on, IP addresses
are automatically assigned from the specified address.

Subnet Mask

Displays the subnet mask assigned to the Workstation.
This parameter is assigned in the TCP/IP network setup
in the Control Panel application.

Gateway Displays the Gateway assigned to the Workstation. This
parameter is assigned in the TCP/IP network setup in
the Control Panel application.

Domain Displays the Domain name assigned to the Workstation.

This parameter is assigned in the TCP/IP network setup
in the Control Panel application.
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Advanced BOOTP Settings

Dialog Box

This dialog lets you enter advanced settings.

Advanced BOOTP Settings

[ issign Private Class & Addresses to Hosts Manuall
r~Enter Each Item that should Override Settings from Hegistry----—i
Usze Subnet Mask: i '
Uze Gateway: I i
Use Domair: i |
==
Item Description

Assign Private Class A addresses to Hosts
Manually

Checked or not checked

Determines whether IP addresses
must be entered in the Setup BOOTP
Server dialog box (checked) or if they
are generated (unchecked).

Use Subnet Mask

Enter the subnet mask here. This is
only used when the Manage IP
addresses from this Workstation
checkbox is checked in the Setup
BOOTP Server dialog box.

Use Gateway

Enter the gateway address here. This
is only used when the Manage IP
addresses from this Workstation
checkbox is checked in the Setup
BOOTP Server dialog box.

Use Domain

Enter the domain name here. This is
only used when the Manage IP
addresses from this Workstation
checkbox is checked in the Setup
BOOTP Server dialog box.
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8200 AutoSampler Instrument
Control Command Reference

8200 AutoSampler Status and Control Window

1 8200.01 - Ready M=l B3

—AutaSampler Operation———————— —Active Sample Statuz
FunTime: 0.00 rin Inject. . I ame:
EndTime: 0.00 min Reset Location:
Standard Mode Advance Injection:
D Feady Method... Activi:  Feady
i Mo Fault visl 5§
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Item Description

RunTime The elapsed time since the start of the run.

EndTime The time when the AutoSampler Method will end.

Mode Standard or SPME. Standard is used with liquid sampling
syringes. SPME is used with Solid Phase MicroExtraction
fibers and holders.

Status light Shows the state of the AutoSampler. When the AutoSampler is

ready to prepare and inject a sample, the light is green.
Otherwise, it is red.

Fault/No Fault
light

Shows whether the AutoSampler has faults that have not been
cleared. The light appears green when the AutoSampler has
no uncleared faults; otherwise it appears red.

Vial 1 - 48 with standard sample vial tray.
1-12 with large sample vial tray.

Name Shows the sample name for the currently active sample in the
Active SampleList.

Location Shows the vial number of the currently active sample.

Injection "m" of "n"
where
m=1-9
n=1-9
Shows the current injection number and the total number of
programmed injections of the current sample.

Activity Lists the operation that the AutoSampler is currently doing.

Inject... Starts the AutoSampler Method section and begins execution
of its sample preparation and injection programs. If the
AutoSampler is designated as the Instrument's Autocontrol
Module, the AutoSampler Method will start without the use of
this button.

Reset Terminates the AutoSampler Method section; clears all faults.
Used to stop the AutoSampler Method, return the AutoSampler
state to Ready, and continue with the next automated run. To
prevent sample carryover, the Reset command will not prevent
the AutoSampler from performing and completing the Final
Rinse cycle of an injection.

Advance Advances the AutoSampler to the next state or step of an
automix routine.

Method... Invokes the Method Builder and displays the AutoSampler's
Configuration page of the active Method. The AutoSampler's
programmable parameters may then be modified.

Hide/View Toggles between hiding and showing the keypad. Used to hide

Keypad or display the keypad in order to enlarge or reduce the size of

the AutoSampler Carrousel Display.

Run Vial Check

Searches the AutoSampler carrousel to determine which vials
are present. Used to update the AutoSampler Carrousel
Display.

Hardware

Displays the Hardware Dialog Box. The Hardware Dialog Box
allows the VarianWs 8200 AutoSampler hardware settings to
be set to match the hardware installed in the AutoSampler.
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AutoSampler Carrousel Display

Item Description

Black dot Indicates the vials found during Vial Check.

Red fill Indicates vials listed in the active SampleList that have not yet
been sampled.

Blue fill Indicates the vial currently being sampled.

Green fill Indicates the vials in the active SampleList that have been
sampled.

Action Description

Click on a vial position Displays the vial numbers for that

position for 5 seconds

Double-click on the center of the carrousel | Opens the Active SampleList window

to edit the active SampleList.

Double-click on a vial position Opens the Inject Single Sample

Dialog Box to inject a single sample.
Double-click on the outside of the Opens the Active RecalcList window
carrousel within the display box to edit the RecalcList.

383




Hardware Dialog Box

8200 Hardware Configuration E3

Sampling Device

= 3]

100 ul Syringe

" SPME Device

¥ wiait For Ready In
[ et Beady In

Configuration: W arian Injectar

aF. Set Config...

Cancel

ltem

Description

Sampling Device

Specifies the size and type of syringe installed in the
8200 AutoSampler, either a 10 microliter liquid
sampling syringe, a 100 microliter liquid sampling
syringe, or a Solid Phase MicroExtraction (SPME)
fiber and holder.

Wait for Read In

When checked, the AutoSampler waits for a
hardware Ready input signal before starting. When
unchecked, the hardware Ready input is ignored.

Invert Ready In

When checked, the hardware Ready input logic is
inverted (a high signal is a true). When unchecked,
the default hardware Ready input logic is used (a low
signal is a true).

Configuration

Shows the injector that the current configuration file is
setup for.

OK button

Saves the entries and closes the dialog box.

Set Config... button

Selects the configuration file to use. The
configuration file specifies AutoSampler parameters
to use when injecting into different injector
configurations.

Cancel

Discards edits and closes the dialog box.
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8200 SampleList Window Extensions

When an 8200 is controlled by the Varian MS Workstation, the SampleList for
that instrument contains the following device-dependent fields. Refer to the help
on the generic SampleList Window for a description of the fields not listed here.

\ 8200 Standalone SampleList: Plant 85 AC_smp [_[O] %]
Sample Hame Sample Type IEvaLI Inj. Yial I"I'rflﬁlr:;" F?:lllfi'r':i:s j‘ add I
1 [ [Blark Solvent Analysis 1 1 100 nene || -
z Calibration Std Calibration 2 2 1.0 none &I
3| Blark Solvent inalysis 1 1 10 none Decie |
4 0900 Sample Analysis 2 10 1.00 2 routi .
5 | |Blank Solvent tinalysis 1 1 1.0 's:r:zes [Eoew |
[ 6 13003ampke inalysis 2 11 1.0] 2 outines Acd Lines... |
7 Blank Solvent Analysis 1 1 10 none
& | 1700 5ample nalysis 2 12 10 2iautines_|| ﬂl
qu Rlank Solvent nalusi 1 1 1 [ — Llj
Begin | Suspend | BResume Carmougel Data Files. | RecalcList.
Item Description
Vial 1 - 48 with standard sample vial tray.
1-12 with large sample vial tray.
Sets the AutoSampler vial number of each sample in the
SampleList.
Volume 01. to 8.7 ul with 10 ul syringe, or
1 to 87 ul with 100 ul syringe
Sets the injection volume of the sample in microliters.
Automix routines Click on the button in this column to open the Automix
Routines Dialog Box and enter the automix routine to be
followed for the specified sample.
Carrousel... button Opens the Carrousel Dialog Box for automatic updating
of the active SampleList.

Automix Routines Dialog Box

Automiz Name Vial | Volume Mixes SlMix Washes (i
roke Time
1 |neutralization 4 50 4 5.0 1 0.5 Add
i defivatization I 42 05 E 5.0 2 1.0 = |
S| Delei= |
= elete
G
[S7Al
e
| 9 |
Cancel ¥ &utomiz First Injection Only Save Az Default Autamix |
Item Description
Automix Name Descriptive name for the automix step
Vial 1 - 48 with standard sample vial tray.

1-12 with large sample vial tray.

Selects the AutoSampler vial for the source of
the reagent to be used in this automix step.
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Volume

0.1 to 10 ul with 10 ul syringe, or
1 to 100 ul with 100 ul syringe

Sets the volume in microliters to be drawn
into the syringe and add to the vial to be
sampled.

Mixes

0to 100
Sets the number of mixing strokes to be done.

Mix Stroke

0.1 to 10 ul with 10 ul syringe, or
1 to 100 ul with 100 ul syringe

Sets the volume to be drawn into the syringe
in microliters for each mixing stroke.

Washes

Oto9

Sets the number of times the syringe will be
washed after this step.

Reaction Time

0.0 to 99.9 minutes

Pause time to allow reactions to finish before
the next step of the automix routine or sample
injection is performed.

Add button

Adds a new automix line to the end of the
automix routine

Insert button

Inserts a new automix line before the selected
line.

Delete button

Deletes the selected automix routine line.

Automix First Injection Only

When checked, this automix routine will only
be performed before the first injection from
the vial. When unchecked, this automix
routine will be performed before each
injection.

OK button

Saves the edits and closes the dialog box.

Cancel

Discards edits and closes the dialog box.

Set as Default Automix

Saves the highlighted line as the default
entry. New lines will be created with these
values loaded.
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Carrousel Dialog Box

Carrouszel |

Copy

Delete

Append

R eplace the entire S ampleLizst with a copy
af the Default 5ample parameters far
each wial in the Carrouszel,

Delete each line in the SampleList far
which no wial can be found in the
Carrousel,

&ppend a new line to the Samplelist for

each wial in the Carrousel that iz not
entered in the S amplel izt

Cancel thiz operation.

Item Description

Copy Replaces the entire SampleList with a copy of the Default
Sample parameters for each vial in the carrousel.

Delete Deletes each line in the SampleList for which no vial can be
found in the carrousel.

Append Appends a new line to the SampleList for each vial in the
Carrousel that is not entered in the SampleList.

Cancel Cancels the operation and closes this Dialog Box without
changing the SampleList.
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8200 Method Command Reference

8200 Configuration Window

Carrousgel Tupe: I 48 "Yials - l

—AutoSampler Timing

EndTime:
™ Prep Ahead
— Sampling Made:
Liquid
* Standard Mode € Wiscous Sample
" Wolatile Sample € User Defined
 Meat Sample

' SPME Mods

ltem

Description

Carrousel Type

12 Vials or 48 Vials

Select the tray that is to be used on the 8200
AutoSampler when this Method is run.

End Time
GC Cycle Time (SPME mode)

0 to 640 minutes

Specifies the number of minutes that the 8200
AutoSampler will wait before starting the
sample preparation for the next injection when
Prep Ahead is checked.

Prep Ahead

When checked, the 8200 AutoSampler will
begin preparing the sample for the next
injection before the instrument goes to ready.
When unchecked, the 8200 will wait for an
Instrument Ready before starting the sample
preparation for the next injection.

Liquid Sampling Modes

Select from the various liquid sampling modes
described in the following table. When a liquid
sampling mode is chosen, the Liquid
Sampling Options subwindow is shown. For a
detailed description of the liquid sampling
modes and their corresponding 8200
AutoSampler parameters, please refer to the
8200 AutoSampler Operator’'s Manual.

Mode

Description

Standard Mode

Default mode of operation. A solvent flush
sampling mode used for most samples.
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Description

Volatile Sample

Used with samples in a high vapor pressure
solvent. A solvent flush sampling mode with
slow plunger speeds and no upper air gap to
minimize flashing of the sample during
sampling.

Neat Sample

Used to minimize the solvent that is injected
with the sample. In this mode, solvent flush is
turned off. The syringe is washed several
times with the sample and overfilled with
sample. During injection only the specified
amount of sample is injected from the syringe
and the excess is expelled into the waste arm.

Viscous Sample

Used with samples that have a higher
viscosity than water. A solvent flush sampling
mode with slow plunger speeds and longer
pauses to improve reproducibility with higher
viscosity samples.

User Defined

Allows you to set the 8200 AutoSampler
parameters. When this mode is selected the
User Defined Parameters subwindow is
displayed with the parameters available for
editing.

SPME Mode

When the SPME (Solid Phase
MicroExtraction) sampling mode is chosen,
the SPME Options subwindow is shown.

Liquid Sampling Options

— Liguid S ampling Options

ISDIvent 2 %wiash 'I
|1D ul Syringe VI

ltem

Description

Wash Mode

Choose from:

Solvent A Wash
Solvent B Wash
A then B Wash
No Wash

Selects the solvent used to wash the syringe
after sampling and to create the solvent plug
before sampling a vial. When the solvent A
then solvent B wash mode is selected, solvent
A will be used for the solvent plug.

Syringe Volume

Either 10 microliters or 100 microliters.

Selects the size of the syringe that is installed
on the 8200 syringe.
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User Defined Parameters

— User Defined Parameters

Solvent Flush Sampling: & ves © Mo

Syringe Wazh Time [gec):
Air Dry After Wash: © Yes (% Ng
Solvent Plug Size [ul):
Yial Meedle Diepth [%]:
Uptake Speed [ul/zec]:
Upper 4t Gap: & as C Na
Lower &ir Gap: & Yes O Ma
Pausze Time [sec):
Hot Needle Time [min]:
Injection Rate [ul/sec):
MNeedle Residence Time [min]:

Iltem

Description

Solvent Flush Sampling

When Yes is selected, the solvent plug size needs
to be specified and whether upper and lower air
gaps are to be used must be selected. When No is
selected, the solvent plug size and upper and
lower air gaps are turned off.

Syringe Wash Time (sec)

6 to 180 seconds

Sets the amount of time that the wash solvent will
be flushed through the syringe.

Air Dry After Wash

This parameter may only be selected when Solvent
Flush Sampling is set to No. When Yes is selected,
the compressed air supplied to the 8200
AutoSampler will be blown through the syringe
after the wash cycle to dry the syringe. When No is
selected, air drying is not done.

Solvent Plug Size (ul)

0.0 to 3.0 microliters (10 microliter syringe)
0 to 30 microliters (100 microliter syringe

The volume of solvent loaded into the syringe used
to flush the sample from the syringe needle during
injection.

Vial Needle Depth (%)

0 to 100 percent

Sets the syringe needle depth in the vial. May be
used for doing ambient headspace or multiple
liquid phase sampling.

Uptake Speed (ul/sec)

1.0 to 5.0 microliters (10 microliter syringe)
10 to 50 microliters (100 microliter syringe

Sets the plunger speed to provide the specified
volumetric sample flow into the syringe.

Upper Air Gap
Lower Air Gab

When Yes is selected, room air is drawn into the
syringe to create the corresponding air gap. When
No is selected, the sampling step to create the
corresponding air gap is skipped.
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Description

Pause Time (sec)

1 to 30 seconds

Sets the amount of time that the syringe will be
held in the vial after the sample is drawn into the
syringe. It allows the pressures to equilibrate and
the sample flow into the syringe to stop before
withdrawing the syringe from the vial.

Hot Needle Time (min)

0.00 to 1.00 minute

Sets the amount of time that the syringe needle will
reside in the injector before the sample is expelled
from the syringe.

Injection Rate (ul/sec)

0.2 to 10.0 microliters (10 microliter syringe)
2 to 100 microliters (100 microliter syringe

Sets the rate at which the sample will be expelled
from the syringe into the injector.

Needle Residence Time
(min)

0.00 to 10.0 minutes

Sets the amount of time that the syringe needle will
reside in the injector after the sample is expelled
from the syringe.

SPME Options

— SPME Option

Absorh Time [min)

Dezorb Time [min):

™ Sample Headspace ™ Agitate

ltem

Description

Absorb Time (min)

0.00 to 640.00 minutes

Sets the amount of time the SPME fiber will be
extended into the sample for absorption.

Desorb Time (min)

0.00 to 640.00 minutes

Sets the amount of time the SPME fiber will be
extended into the injector for desorption.

Sample Headspace

When checked, the SPME fiber guide will be
inserted just below the septum and the fiber
extended into the vapor space for sampling. When
not checked, the SPME fiber guide will be inserted
further into the vial and the fiber extended close to
the bottom of the vial.

Agitate

When checked, the SPME agitation motor will be
turned on during absorption to improve sample
contact with the fiber. When not checked, the
SPME agitation motor will not be run.
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Automated MS Report Generation

Overview

Once you have added Report sections to your Method, automated reports can be
generated from System Control after each injection, after recalculations, or by
the use of any of the Print actions in the Sequence window.

You may choose to disable automated Report printing during the course of an
automated sequence of injections or recalculations. You can do this by disabling
automated printing from the Automation menu in the Instrument window.

Automation

Beagin SampleList
EEeqin Sequence
Begin At Selected SampleList Line. ..
Beaity &t Selected Sequence e,

Suepend Sutenmation
Fesume Sutarmatian
Stamsutamation

Beset Modules

v Enable Automated Frinting

When this item is not checked, report printing is disabled. ASCII file generation is still
performed if specified in the Report Method section.

Disabling automated printing is analogous to disconnecting the printer—
automation continues but no reports are printed. This is useful if you are about to
run out of printer paper but do not wish to suspend automation.
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Automation File Editor Command

Reference

Menus

File Menu

Menu Item Description

New A sub-menu displays RecalcList, SampleList and Sequence.
Selecting one of them displays the Create a New
Automation File dialog box to name a new file of the
selected type.

Open A sub-menu displays RecalcList, SampleList and Sequence.
Selecting one of them displays the Open an Automation File
dialog box to open an existing automation file of the selected
type .

Save Saves the currently displayed automation file with the
existing name.

Save As Displays the Save Automation File As dialog box, allowing
you to save the currently displayed automation file with a
new name.

Print Prints the currently displayed automation file.

Printer Setup

Opens the

Print Setup Dialog Box to select a printer and set options for
it. You can open the Print Setup dialog box from the Saturn
Printer Setup dialog box.

Exit

Quits the Automation File Editor. If any file is open and
changes have not been saved, you will be prompted to do
So.
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Edit Menu

Menu Item Description

Cut Deletes a selection and copies it to the Clipboard. Used to
remove or move a selected part of a spreadsheet.

Copy Copies a selection to the Clipboard. Used to duplicate a
selection and place the duplicate in a new place (using Paste).

Paste Inserts previously cut or copied information that was stored in
the Clipboard into a spreadsheet.

Clear Deletes a selection but leaves the Clipboard unchanged.

Add Adds a new line in a Sequence, SampleList or RecalcList.

Insert Inserts a new line in a Sequence, SampleList or RecalcList.

Select All Selects all lines in a Sequence, SampleList or RecalcList.

Fill Down Causes the contents of the top cell in a series of highlighted
cells to be copied to the cells below it. Used to edit all the cells
in a column quickly.

Edit Notes Opens the Edit Notes dialog box to permit editing of the notes
associated with the currently open automation file.

Help Menu

Menu Item Description

Help Topics Displays the help you are now viewing.

Product Support | If you have Internet access and a web browser installed on your

Web Site computer, this option will automatically open the Varian MS
Workstation Product Support Web Site. Here you will find the
latest software and documentation updates for the Varian MS
Workstation suite of products, along with additional notes, tips,
and answers to frequently asked questions.

You may wish to visit this site periodically to see if new
information is available that may be pertinent to you.

About Displays the About Box for the Automation File Editor

Automation File
Editor

application. The About Box contains information about the
software version, installation information, and a list of the
instrument control modules that you have installed.
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Main Toolbar

SEEIEEIREYEEE

Iltem

Description

A sub-menu displays RecalcList, SampleList and Sequence.
Selecting one of them displays the Create a New Automation File
dialog box to name a new file of the selected type.

A sub-menu displays RecalcList, SampleList and Sequence.
Selecting one of them displays the Open an Automation File dialog
box to open an existing automation file of the selected type .

Saves the currently displayed automation file with the existing
name.

Displays the Save Automation File As dialog box, allowing you to
save the currently displayed automation file with a new name.

Prints the currently displayed automation file.

Deletes a selection and copies it to the Clipboard. Used to remove
or move a selected part of a spreadsheet.

Copies a selection to the Clipboard. Used to duplicate a selection
and place the duplicate in a new place (using Paste).

Inserts previously cut or copied information that was stored in the
Clipboard into a spreadsheet.

|E ||ﬂ' |F |i:"’“E |@] |ﬁ5 |. |ﬂ; ||||'-

Causes the contents of the top cell in a series of highlighted cells to
be copied to the cells below it. Used to edit all the cells in a column
quickly.
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Open Automation File Dialog Box

This dialog box is used to specify or open an automation file. The Open

Automation File dialog box appears with several different titles, depending upon

how you access it. In all cases, it contains the fields listed below in forms
appropriate for the type of file you are about to open.

Open a RecalcList File

Lookin: |3 Examples = gl i ==

paradc. icl
paraiz.rcl

File narme: ||

Open I

Files of bype: IF!eu:aIu:Lists [*.rcl] j Cancel |

[ Mates Fecent Filez >|

Iltem

Description

Look in

Lists the available folders and files. To see how the current folder
fits in the hierarchy on your computer, click the down arrow. To
see what's inside a folder, click it. The box below shows the
folders and files in the selected location. You can also double-
click a folder or file in that box to open it. To open the folder one
level higher, click the “up arrow” button on the toolbar.

File list

Lists the folders and files in the selected location. To see what's
inside a folder, double-click it. You can also use the Look In box to
see the hierarchy of folders. To open the folder one level higher,
click the “up arrow” button on the toolbar.

File name

Shows the currently selected file.

Files of type

Restricts the list of files to only those matching the selected type.

Recent Files

Click on this button to display a list of recently selected files.
When you select a file from this list, its name is displayed in the
File name box.

Notes

When checked, displays any notes and/or revision log associated
with the currently selected file.

Open

Opens the selected file.

Cancel

Cancels file selection.
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Save Automation File As Dialog Box

This dialog box is used to name an automation file. The Save Automation File As
dialog box appears with several different titles, depending upon how you access
it. In all cases, it contains the fields listed below in forms appropriate for the type
of file you are about to save.

Save Automation File As EH |

Save in: I‘EE:-:amples j ﬁl

parade.rcl
paraiz.rel

File narmne: Iuntitled.rcl Save I
Save as type: IFlecaIcLists [=.rcl] j Cancel |

[ Motes Fecent Filez >|

Item Description

Save in Lists the available folders and files. To see how the current folder fits
in the hierarchy on your computer, click the down arrow. To see what's
inside a folder, click it. The box below shows the folders and files in
the selected location. You can also double-click a folder or file in that
box to open it. To open the folder one level higher, click the “up arrow”
button on the toolbar.

File list Lists the folders and files in the selected location. To see what's inside
a folder, double-click it. You can also use the Save In box to see the
hierarchy of folders. To open the folder one level higher, click the “up
arrow” button on the toolbar.

File name Shows the currently specified file.

Save as type Specifies the type of file to save.

Recent Files Click on this button to display a list of recently selected files. When
you select a file from this list, its name is displayed in the File name
box.

Notes When checked, displays any notes and/or revision log associated with
the currently selected file.

Save Saves the file with the specified hame.

Cancel Cancels file saving.
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Print Setup Dialog Box

This dialog box is used to specify the printers that will be used by Varian MS
Workstation applications both interactively and during automation.

Star Printer Setup E

r— Default Star Printer

Uzed by all Star Workstation applications for interactive
pritting.

HF Lazerlet Il on W'z dewhprintg 0

r— Instumnent Printers

Used during automated printing by Syatem Contral.

Inztrurnent 1: IHF' Lagerlet BSi/B5I M on YWServerly  Change...

Instrument 2: IHF' Lazer/et B5i/551 M on YhServerly  Change.

Irstrurnemt 3: IHF' Laserlet 55i/55i1 M on YWServerls  Change..

il

Irstrurnemt 4 IHF' Laserlet 55i/55i1 M on YWServerls  Change..

0K |

Item Description

Default Saturn | Displays the printer that is used when printing interactively from
Printer Varian MS Workstation applications. Click on the Change button
to select a different printer.

Instrument Displays the printer that is used when printing under automation
Printers from System Control. Since the Varian MS Workstation is a
single instrument workstation, the printer specifications for
instruments 2-4 will be ignored.
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Edit Notes Dialog Box

This dialog box allows you to enter descriptive notes associated with an
automation file. These notes can be viewed when selecting the file, and are
included in the file's printout.

Motes - C:ASaturnw S \tutorial-c_rcl

Tutarial files calibration block. “I

[T hese nates will be displayed in the Open File dialog box, and in
automatian file printouts,

k. I Cancel |

ltem

Description

Notepad Area

Shows any notes attached to the file. The notes may describe
the contents of the file, its uses, restrictions, etc. The
Notepad Area is scrollable if the notes exceed the available
space. The notes can be edited here, either by typing text

directly, or by pasting text from the Clipboard by pressing the
keys: CTRL V simultaneously.
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RecalcList Window

Data Files can be added to a RecalcList by clicking on a cell in the Data File
column and typing the file name, or by pressing the Browse... button and

selecting the file name. Another way of quickly adding one or more Data Files to

a RecalcList is by selecting the files of interest in the Explorer, and dragging

them over the RecalcList Window. When you release the mouse button, the Data

Files are automatically appended to the RecalcList.

Note that a Recalc List may contain standard GC data files (.run extension) as
well as MS data files (.sms extension). Some of the Recalc List items described

below are handled differently for the two data file types. When the list is

processed, the appropriate data handling will be used automatically for each data

file.

i Untitled.rcl - RecalcList

IS[=] E3

Data File

-

Sample

Cal. -
Name Sample Type level Inj.

Add |

c:\saturmwshgoexampleshanalys1.llFirst analysis| Analysis 1 Insert |

Delete |
Fill Dawn |
Defaults... |
Beport... |

<|<|<|<|<|<|<|<‘<

T

1
-
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Description

Data File

Shows the name and path of the Data File for each sample.

Sample Name

Cannot be edited.
Shows the name of each sample in the RecalcList.

Sample Type

Baseline, Analysis, Calibration, Verification, Print Calib, New
Calib Block, AutoLink, Activate Method

Sets the sample type, or automation action, of each line in
the RecalcList.

Cal. Level

1to 10

Sets the calibration level of each calibration or verification
sample in the RecalcList.

Inj

Cannot be edited.

Shows the number of injections made of each sample in the
RecalcList.

Recalc Notes...

Up to 180 characters

Opens the Notes window for the selected record to edit or
create a note about the sample. This note is stored
separately from the original injection notes.
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Description

AutoLink...

Two AutoLink commands when Sample Type is Baseline,
Analysis, Calibration, or Verification.

One AutoLink command when Sample Type is AutoLink.

One Activate Method Command when Sample Type is
Activate Method.

Opens the AutoLink Parameters dialog box to set the options
for linking to a remote application during automation through
System Control.

Opens the Activate Method Dialog Box to set the path name
for activating a new method during automation of a
RecalcList through System Control.

Unid Peak Factor

0to 1,000,000.0

Sets a calibration factor for unidentified peaks. Not used by
calibration samples.

Multiplier 0.000001 to 1,000,000.0
Sets a value for the multiplier. Results for the sample are
multiplied by this value. Not used by calibration samples.
Divisor 0.000001 to 1,000,000.0

Sets a value for the divisor. Results for the sample are
divided by this value. Not used by calibration samples.

Amount Standard

0.000001 to 1,000,000.0

GC Files: Sets the amount of the first internal standard.
Used to calibrate results for Internal Standard and
Normalized Percent calculations. Not used by calibration
samples.

MS files: Sets an ISFactor which is used by Analysis and
Verification samples. It will be multiplied by the appropriate
Compound Calibration Level Amount that is in the DH
Method being used. Note that internal standards in Analysis
and Verification samples always use the amount that is
specified in Calibration Level 1.

MultiChannel none, multiple, specific channel

MultiStandard GC files: Opens the Data Handling Channels dialog box to
specify the calibration parameters for up to five different
Detector Channels.

MS files: Not used by MS data handling. These are GC
detector channels which are different from the scan function
channels that may be specified in the MS method.

Add Adds a line to the end of the RecalcList.

Insert Adds a new line before the highlighted line.

Delete Deletes the highlighted line in the RecalcList.

Fill Down Causes the contents of the top cell in a series of highlighted
cells to be copied to the cells below it. Used to edit all the
cells in a column quickly.

Browse... Opens the Open Data File dialog box to select a Data File to
add to the RecalcList.

Report... Shows the results report for the selected Data File.
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Item Description

Defaults... Displays the Set Defaults dialog box, allowing you to specify
default values for each applicable field in the RecalcList.

Begin Opens the Begin RecalcList Dialog Box to specify a method
to be used while recalculating or printing all RUN files in this
RecalcList, and to then begin recalculating or printing the

files.

Suspend Suspends execution of this RecalcList after the current file
has been completed.

Resume Resumes execution of this RecalcList after it has been
suspended.

Data Handling Channels Dialog Box

NOTE: This dialog box is only used to specify standard GC data handling. MS
data handling uses only one detector channel.

You can specify the Multiplier, Divisor, and Unidentified Peak Factor on a
channel-by-channel basis for up to five different detector channels. And you can
specify up to eight internal standards for each of the five channels, for a total of
forty internal standards. If you only want to specify a single Multiplier,
Divisor, Unidentified Peak Factor, and Amount Standard to be used for all
channels of all detectors, you may do so directly in the SampleList,
RecalcList or Inject Single Sample dialog box and do not need to use this
dialog box.

If you plan to specify parameters on a channel-by-channel basis, before opening
this dialog box make sure that the active method contains the data handling
sections for each channel, and that their peak tables contain the standard peaks
(if any) properly named and checked. The dialog box uses information from the
active method to help you make the proper specifications for the type of
calibration method that you will be using. If you later change the standard
peak names in the peak table, you will need to revisit this dialog for each
sample to update the names and amounts.

Data Handling Channels For Method Another.mth. Sample First analysis’

Standard | Amount
Peak 1 | Standard 1

[EDCE.16 Charnel & | IntemalSid D 1 T Pesk 1000 1 Add

|- Insert
= Delete:
v

Calculation| Unid Peak
Type

Detector Channel Factor

Multiplier| Divisor

=TT

Ok I Cancel I Edit Calibration Setup. Edit Standard Peakls)
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Description

Detector Channel

Indicates the detector channel that is specified by the
remaining fields in the row. Channels are indicated by
the detector module name, bus address, and channel
identifier. The combo box contains entries for all
channels having data handling sections in the active
method. If the desired channel is not visible in the
combo box, make sure that the correct method is active
and that it contains data handling sections for the
desired channel.

Calculation Type

Internal Std
External Std
Normalized %
No Calibration

Indicates the calibration method specified for the
detector channel in the active method. To change the
calibration method for a specific channel, first click on
the channel’s row, then click on the “Edit Calibration
Setup” push-button. If the Calculation Type is not
Internal Std or Normalized %, the “Edit Standard
Peak(s)” push-button will be disabled.

Unid Peak Factor

0 to 1,000,000
Sets a calibration factor for unidentified peaks.

Multiplier 0.000001 to 1.000,000
Sets a value for the multiplier. Results for the sample
are multiplied by this value.

Divisor 0.000001 to 1,000,000

Sets a value for the divisor. Results for the sample are
divided by this value.

Standard Peak 1

40 character standard peak name from peak table

Indicates the name of the first Internal Standard Peak.
The Amount Standard 1 will be applied to the Internal
Standard Peak having the same name. To change the
standard peak name for a specific channel, first click on
the channel’s row, then click on the “Edit Standard
Peak(s) push-button.

Amount Standard 1

0.000001 to 1,000,000

Sets the amount of the first internal standard. Used to
calibrate results for Internal Standard and Normalized
Percent calculations.

Standard Peak 2-8

40 character standard peak name from peak table

Indicates names of the multiple internal standard peaks
present in the specific channel’s peak table. . To change
the standard peak names for a specific channel first
click on the channel’s row, then click on the “Edit
Standard Peak(s) push-button. If the peak table does
not contain multiple internal standards, these fields will
be disabled.
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Description

Amount Standard 2-8

0.000001 to 1,000,000

Sets the amounts of the second through eighth internal
standards. Used to calibrate results for Internal
Standard and Normalized Percent calculations involving
multiple internal standards. If the peak table does not
contain multiple internal standards, these fields will be
disabled.

Add Adds a line to the end of the list.
Insert Adds a new row before the highlighted line.
Delete Deletes the highlighted row in the list.

Edit Calibration Setup

Opens the Calibration Setup Dialog Box to permit
inspection and editing of the calibration parameters in
the method for the indicated detector channel.

Edit Standard Peak(s)

Opens the Peak Table Dialog Box to permit inspection
and editing of the Standard Peak names in the method
for the indicated detector channel. Open the Peak Table
and press OK to transfer the standard peak names and
amounts from the Peak Table to the indicated detector
channel row.
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Open Data File Dialog Box

Open Data File

Look jn:

I 23 Saturriw's

M= [ E

Dacn0.01 ngl SMS
Dacn0.01 ng2 SMS
Dacn0.03 ngl SMS
Dacn0.03 ng2 SMS

Dacn0.003 ngl . 5M5 @Dacnm ngl.5M5
Dacn0.003 ng2.5M5  j@R Dacn0.1 ng2 SMS

= [acn0.3 ngl SM5
i Dacn 3 ng2 5MS
i Dacn1 0 ngl 5MS
i Daon1 0 ng2 M5

i@ Dacn10.0 ngl M5
i Dacn10.0 ng2 M5
{8 Dacnd 0 ngl 5M5
{8 Dacnd 0 ng2 SMS
{8 Dacna0 0 ngl 5MS
{8 D'acna0 0 ng? 5MS

[]

File: narne: IDaanl.3 ngl.SMS

Open I

Files of type: IData Files [*.mun;* sms]

— Fiun Information

File: T3S aturmiv/S40acn.3

Sample: |DaanI.3 ng

Imject D ate: |?a’31 £38 710 &AM

Run Time: |D.DDD - 15.995 mnin.

Wwhorkstation: |

Instrument: |Satumn GC/MS B1

Module: |2000.40

Fun Mode: |I:a|ibrati0n

j Cancel |

— Rezult Information

Ehianiel: I j
Recalc D ate:

Feak Measurement; Area
Calculation Type: Intemal Standard
Detected Peaks: [2 Compounds OK
Rejected Peaks: [0 Missing, O Failed
|dentified Peaks: |1 TICs. 205

elete Fesultz., |
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Description

Look in

Lists the available folders and files. To see how the current
folder fits in the hierarchy on your computer, click the down
arrow. To see what's inside a folder, click it. The box below
shows the folders and files in the selected location. You can
also double-click a folder or file in that box to open it. To open
the folder one level higher, click the “up arrow” button on the
toolbar.

File list

Lists the folders and files in the selected location. To see
what's inside a folder, double-click it. You can also use the
Look In box to see the hierarchy of folders. To open the folder
one level higher, click the “up arrow” button on the toolbar.

File name

Shows the currently selected file.

Files of type

Restricts the list of files to only those matching the selected
type.

Run Information

Shows information about the currently selected file.

Result Shows information about the results, if any, calculated from the
Information current data file.
Channel Specifies the detector channel to show Result Information for.

Note that this applies only to standard GC results.

Delete Results

Allows you to delete results from the currently select channel of
the currently selected data file. This button does not appear if it
has been disabled from the Varian MS Workstation Security
Administration application. Note that this only affects standard
GC results. MS results are not deleted.
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Item Description

Open File Opens the selected data file using the selected channel.

Cancel Cancels file selection.

SampleList Window

The SampleList window contains injection parameters that are specific to the

sample introduction device you are using on your instrument. This section
describes the generic SampleList fields. Refer to the appropriate Instrument

Control help topic in the System Control Reference Help for a description of the

device-specific extensions to the SampleList.

i Generic SampleList: untitled. smp [_[O] <]
Sample Name Sample Type IE\?LI Inj. In'ﬁ::ggn AutoLink [.IASm_‘ fad |

1 Diefault Sample |Analysiz 1 nane none
—— Insert |
| 2 |

2 Delete |
| 4 Fill Dowen |
| 5 |

5 AddLires... |
| 7 | Defaults. |
| 8 |

]
R of

Begin | SiEpend | Eesume | Data Files. | RecalcList
ltem Description

Sample Name

Up to 19 characters
Sets the name of each sample in the SampleList

Sample Type

Baseline, Analysis, Calibration, Verification, Print Calib, New
Calib Block, AutoLink, Activate Method

Sets the sample type, or automation action, of each line in
the SampleList.

Cal. Level

1to 10

Sets the calibration level of each calibration or verification
sample in the SampleList.

Inj

1t09
Sets the number of injections to be made of the sample.

Injection Notes

up to 180 characters

Opens the Notes window for the selected sample to edit or
create a note about the sample.
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Iltem

Description

AutoLink

Two AutoLink commands when Sample Type is Baseline,
Analysis, Calibration, or Verification.

One AutoLink command when Sample Type is AutoLink.

One Activate Method Command when Sample Type is
Activate Method.

Opens the AutoLink Parameters dialog box to set the options
for linking to a remote application during automation through
System Control.

Opens the Activate Method dialog box to set the path name
for activating a new method during automation of a
SampleList through System Control.

Unid Peak Factor

0 to 1,000,000.0

Sets a calibration factor for unidentified peaks. Not used by
calibration samples.

Multiplier 0.000001 to 1,000,000.0
Sets a value for the multiplier. Results for the sample are
multiplied by this value. Not used by calibration samples.
Divisor 0.000001 to 1,000,000.0

Sets a value for the divisor. Results for the sample are
divided by this value. Not used by calibration samples.

Amount Standard

0.000001 to 1,000,000.0

GC Files: Sets the amount of the first internal standard. Used
to calibrate results for Internal Standard and Normalized
Percent calculations. Not used by calibration samples.

MS files: Sets an ISFactor which is used by Analysis and
Verification samples. It will be multiplied by the appropriate
Compound Calibration Level Amount that is in the DH Method
being used. Note that internal standards in Analysis and
Verification samples always use the amount that is specified
in Calibration Level 1.

MultiChannel
MultiStandard

none, multiple, specific channel

GC files: Opens the Data Handling Channels dialog box to
specify the calibration parameters for up to five different
Detector Channels.

MS files: Not used by MS data handling. These are GC
detector channels which are different from the scan function
channels that may be specified in the MS method.

Add

Adds a line to the end of the SampleList.

Insert

Adds a new line before the highlighted line.

Delete

Deletes the highlighted line in the SampleList.

Fill Down

Causes the contents of the top cell in a series of highlighted
cells to be copied to the cells below it. Used to edit all the
cells in a column quickly.

Add Lines...

Displays the Add Lines dialog box, allowing you to specify the
number of lines to either insert or append to the spreadsheet,
along with the values to use for each applicable field. Certain
fields such as Sample ID and vial number can be
automatically incremented.

Defaults...

Displays the Set Defaults dialog box, allowing you to specify
default values for each applicable field in the SampleList.
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Item Description

Data Files... Opens the Data File Generation dialog box to specify the
naming scheme being used for Data Files generated from
injections. Note that if the method contains both MS and
standard GC DH method sections, then both sms and run
files will be generated.

RecalcList... Opens the RecalcList Generation dialog box to specify the
options for generating or updating RecalcLists after injections.
Note that if the method used contains both MS and standard
GC DH sections, then the generated Recalc List will contain
both sms and run files.

Select SampleList Section Type Dialog Box

A SampleList File may contain multiple SampleList Sections. Each installed
AutoSampler can contribute its own unique type of section, having special
features that correspond to its special hardware. For example, the 8200 has
syringe sampling mode features, while the 8134 has relay control features.
Generally each installed AutoSampler has its own unique SampleList with
special columns for its features. A SampleList File can contain a section for each
type of AutoSampler, similar to the way that a Method file can contain a section
for each type of Instrument Module.

This dialog box lets you pick the specific section that you want to edit in a
SampleList file that may contain more than one section.

ltem Description
SampleList section Selects a section type to use in building a new SampleList;
type listbox opens the appropriate SampleList window. SampleLists

may contain sections for multiple types of sample handling
devices, depending upon which module drivers have been

installed.
OK Creates a SampleList section of the specified type.
Cancel Cancels the SampleList section creation.
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Data File Generation Dialog Box

D ata File Generation

Specify the names for Data Files generated by detector modules uzing thiz Samplelist.
MHurnbers will be appended to file hames if the file alkeady exiztz. Do not include the file
gxtenzion in the Data File name.

— Directory for Data Files

=]

— D ata File names

o A
£5) data

& rodul=0l

=

I‘Zs“/;i

E xample:

Sample 11

Uze the following sprmbols ta enter the

= correspohding wariable data to the file
narme.
Mew Falder. .
e | %z = Sample ID
N i = Injection number
Drives: %d= Date
I =X \'xws_devhvulE\users'xrowlej #m = Detector Module name
Q. I Cancel
Item Description

Directory for Data Files

Shows the currently selected directory where Data Files
will be generated.

New Folder Allows you to create and name a new folder in the
currently displayed directory.
Drives Allows you to specify the drive where Data Files will be

generated.

Data File Names

Allows you to enter the Data File name specification. You
may enter as many characters as you wish, but the final
file name (including path) must not exceed 255
characters in length.

You may embed the special symbols listed in the window
to represent sample-specific information in the Data File
name. As you enter the specification, an example file
name is shown.

OK

Accepts the name specification.

Cancel

Cancels the name specification.
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RecalcList Generation Dialog Box
RecalcList Generalion |

¥'ou can automatically create or update a Becalclizt with files generated
during automated injectionz. Specify the FecalcList generation options
fior thiz Samplelizt below.

i~ Do not automatically create and update a FecalcList.

= Create and update a new Flecalclist

RecalcList name: Iu::"-.saturnws"-.g-:e:-:amples'xuntitled

" Append to an existing RecalcList,

RecalcList narme: | Eru:-wse...l
| k. I Cancel |

Item Description

Do not automatically No RecalcList will be generated or updated when you
create and update a create Data Files as a result of injections.

RecalcList.

Create and update a new | Allows you to enter the name of a new RecalcList that
RecalcList will be created when Data Files are generated as a
result of injections. If the RecalcList name that you
specify already exists when the injections are
performed, a number will be appended to the name so
that it is unique.

Append to an existing Allows you to browse for an existing RecalcList file.

RecalcList When Data Files are generated as a result of
injections, their information will be appended to this
file.

OK Accepts the RecalcList specification.

Cancel Cancels the RecalcList specification.
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AutoLink Parameters Dialog Box

With AutoLink, you can specify a program to be executed after all injections of a

sample have been performed, or two programs to be executed after each
injection of that sample. When AutoLink appears as a sample type in a

SampleList or RecalcList, the associated program is executed at that point in the

SampleList / RecalcList after the previous SampleList / RecalcList line has

completely finished. The AutoLink can also be specified as part of a SampleList

line that has a Baseline, Analysis, Calibration, or Verification sample type. In

such cases, the two AutoLink programs are executed after each injection of the

sample.

AutoLink Parameters |

Command

Other parameters

|
Browze. .. |

|
Cancel |

ltem

Description

Command

DOS command lines to open DDE applications

Sets the command line that will be used when
AutoLink is invoked.

Other Parameters

commands understood by the remote application

Provides information to the remote application when
it is invoked.

Browse...

Opens the Select an AutoLink Program dialog box to
select the name of an AutoLink program and enter it
into the Command field.
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Sequence Window

Action Method Sample/Recal
1 |Inject = chsaturnwsgeexampleshanother. mihf o \saturmwsgeexamples’ LI
2 - et |
—i é Delete |
| 5 | |
| 6 | |
Fi -
_3 Z Browse. .. |
| 9 | |
10 -
| | 0
Item Description
Action Shows the action chosen for each line in the Sequence
Method Shows the Method chosen for each line in the

Sequence

Sample/RecalcList

Shows the SampleList or RecalcList chosen for each
line in the Sequence

Add

Adds a new line to the end of the Sequence.

Insert

Adds a new line above the highlighted line.

Delete

Deletes the highlighted line in the Sequence.

Browse...

Opens the Select a Method File or Select a
Sample/RecalcList window to browse through
directories and find a Method or Sample/RecalcList file
to add to the Sequence.
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Automation File Editor

Overview

The Automation File Editor is used for editing and creation of SampleLists,
RecalcLists, and Sequences outside of the Varian MS Workstation’s System
Control application. The off-line Automation File Editor allows access to these
files without disrupting automated runs that may be occurring in System Control.
SampleLists and Sequences that are active and running in System Control
can not be accessed simultaneously in the off-line Automation File Editor.

Accessing the Automation File Editor

= -
£y i S &

2 Edlit SampleLists, RecalcLists and
A i -
Automation Files =

0
%%, Secuences offine

Click on the Automation File Editor icon on the MS Workstation Toolbar

The Automation File Editor is displayed.

Editing or creating a RecalcList

# Automation File Editor

JH=8 Edit Help
Mew » RecalcList...
Open r SampleLizt...
Save Sequence...
Save .,
Hiint..
Frinter Setup...
E uit

Choose either a New RecalcList or Open an existing RecalcList from the File
menu..

gi# Automation File E ditor
File Edit Help

EEIEREIEA -]
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...or by clicking on the New or Open Automation File button on the toolbar.

The RecalcList window for the open RecalcList is displayed. It contains most of
the same fields contained in the SampleList. Where the SampleList may contain
AutoSampler and sample specific data handling information, the RecalcList
contains the Data Filename and data file specific data handling information. The
fields that are common to both the RecalcList and the SampleList are described
in the sections following the creation of the SampleList.

Automation File Editor - [DEMONSTRATION RUNs.RCL]

File Edit Help
2l |Ee| 2 & || m/E

{DEMONSTRATION RUNs.RCL - RecaleList 1o =]

J Data File Sample Name IE:L:I Inj. Fhi‘:::;c AutoLink j‘ fdd |
1 |c:hchromatography labhdal] Test Run #1 1 nohe nohe Insert |
2 | civchromatography labhdat Test Run #1 2 none none

_3 chchromatography labhdat Test Fun #2 1 hohe hohe &I

I c:hchromatography labhdat Test Run #2 2 e e Fill Down |
5 | cichromatogiaphy labhdat Test Run #2 1 none none =

_B c:hchromatography labhdat Test Run #3 ) em— m— m

Z c:hchromatography labhdat Test Run #4 1 none nane Browse... |

| 8 c:hchromatography labhdat Test Run #4 2 none none Bl
9 | c:hchromatogiaphy labhdat Test Run #5 1 none none —
10 Lo chonen abaarsnb Labd dal Tk D HE 2 i

Kl I ﬂJ

Enter post calculation operations to be performed.

Enter notes about the recalculation of the Data File.

Press the reports button to view results for the currently selected data file. The
SaturnView application will be started and the data file will be automatically
loaded.

wutomation File Editor - [DEMONSTRATION RUNs.RCL]
File Edt Help
=R Y
A DEMONSTRATION RUNs.RCL - RecalcList 18 [=]
; Amount | Unid Peak| . MultiChaninel |~
Data File Sample Name Standard Factor | Multiplier  Divisor MultiStandard || Add |
c:chromatography labhdal Test Fun #1 1 0 1 none Insit

c:hehromatography labhdat Test Run #1
cvchromatography labhdat Test Run #2 1
cihehromatography labhdat Test Run #2 1
crhehromatography labhdat Test Run #3 1
crhehromatography labhdat Test Run #3 1
1
1
1
1

none:

e Delete
none Fil Dgwn
nane

Defauls
none
nane Browse..

none

c:hehromatography lab\dat Test Run #4
crhehromatography labhdat Test Run #4

c:hehromatography lab\dat Test Run #5
Labh A2t T ok B #E,

Wlwlﬂlmlml#lwl’\-‘ -‘I_

Beport..
none

hoooooooo

1
1
1
1
1
1
1
1

13}

En
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Editing or creating a SampleList

Edit Help
MHew r RecalcList...
Open r SampleLizt...
Save Sequence...
Sawe e
Eritite..
Frinter Setup...
E xit

Choose either a New SampleList or Open an existing SampleList from the File
menu..

552 Automation File E ditor
File Edit Help

EEIEREIE -]

...or by clicking on the New or Open Automation File button on the toolbar.

After choosing the SampleList to open the “Select SampleList Section Type”
dialog box is displayed. This dialog box allows you to choose a SampleList that is
appropriate for the AutoSampler that will be used, e.g. CP-8400, CP-8410, 8200
Standalone AutoSampler. Choose the Generic SampleList if you are not using
the 8200/SPME AutoSampler with your 3800 GC.

Select SampleList Section Type E |

Pleagze select a Samplelizt Section Type

8134 Strearn Selector Valve [554]

Cancel |

The SampleList window for the open SampleList is displayed.
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ii Automation File Editor - [Demonstiation runs.smp]

File Edit Help
SEEIEEIEA
i Demonstration runs.smp - 8200 Standalone SampleList M= E
Cal. - | Injection -
Sample Hame Sample Type level Inj. Notes AutoLink dd |
1 C14-C17 std #1 Analysis - 2 none none |
2 |C14-C17 sid 2 Sinalysi = 20 none none —Iﬂse"
3 C14-C17 std #3 Analysis - 2 none none Delete |
4 |C14-C17 std #4 Analysis - 2 none none ;
—— = Fill D vy |
5 (C14-C17 std #5 Analysis - 2 none none
6 [ ¢ ctivate Method = 38002mth | AddLines |
| 7 M Defaults... |
[} -
9 = Hardware.. |
10 M
3 [ I
Data Files... | FecalcList...

Enter notes about the sample.
Enter post-run operations to be performed.
Enter information about the samples you plan to inject.

Select the location and name for the Data Files to be generated by the
Samplelist.

Specify RecalcList generation options.

Spreadsheet columns can be sized by dragging their border using the left mouse
button. Move columns by dragging them using the right mouse button. Right click
on column headers for formatting options.

When the table is scrolled to the right, the Sample Name column doesn't scroll so
you can easily tell for which sample you are entering additional parameters.
Commonly used data handling parameters, the amount for single internal
standard calculations, the unidentified peak factor, a multiplier, and a divisor, can
be entered directly into this table. Note that for MS data handling, the Amt Std is
used as an IS Factor which is multiplied by the appropriate calibration level
amount in the method.

If you have more complex requirements when doing standard GC data handling,
such as multiple internal standards or multiple detectors requiring different
entries for these data handling parameters, click on the button in MultiChannel
MultiStandard column. For MS data handling, the analogous specifications are
contained in the method.

E Automation File Editor - [Demonstration runs.smp]
Eile Edit Help
BEEIEEA R EE
i Demonstration runs.smp - 8200 Standalone SampleList [_TO] %]
Amount 5td | Unid Peak -k o MultiChannel
Sample Name | ,c"yo only) | Factor | Multiplier|  Divisor | o ictandard bdd |
1 |C14-C17 sid 1 1 0 1 1 none
= ———— Insert |
2 |C14-C17 sid H2 1 0 1 1 none
3 | C14-C17 std H3 1 0 1 1 none Delete I
4 |C14-C17 std #4 1 1] 1 1 none |
— —_— Fill Dawr
5 |C14-C17 std #5 1 1] 1 1 none
_? —_ Defaults... |
8
9 Hardware.. |
10
L] R ]
Data Files. RecalcList
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If you need to add several similar lines to the sample list, click on the Add
Lines... button. You can then enter the common information in the dialog box.

Add Lines to 8200 SampleList

Injection = - Injection | Amount Std | Unid Peak .
Notes | Autolink | Vial | e | (5. N% only)| Factor | Multiplier

1/ none none 1 10 1 0 1

Sample Name Sample Type

C14- C17 std #1 |&nalysiz
[«

Nurnber of Lines to Add: |5

V Mumber Sample Names from: |1 ¥ Number Vials from: |1

Add Inzert | Cancel |

For sequentially numbered Sample names, enter the starting number and the
number of entries to add to the SampleList. The Sample Names will have these
numbers appended to them.

Specifying the Data File Name and Path

Data File names can be up to 255 characters long. Sample ID, injection date,
module name, and injection number can be embedded in the file name making
the Data File name correlate with each sample injection. When you click on the
Data Files... button, the Data Files Generation dialog box is displayed. This
dialog box allows you to select the path and the filename “specification” for the
data file.

The left side of the Data File Generation dialog box allows you to select the drive
letter and sub-directory (path) where the data files are to be stored.

Data File Generation E3

Specify the names far D ata Files generated by detector modules uging this Samplelist.
Mumbers will be appended to file names if the file already exists. Do not include the fle
extenszion in the Data File name.

— Diirectary for Data Files———— ~ Data File names
25 b = IZSZi
(L] Examples E xample;
Sample 11

= Uze the fallowing symbals to enter the
—I cormezponding vanable data to the file

name.
Hew Falder...
S aliite] | %z = Sample D
I Zi = Injechion number
Drives: 24 Date
= o iwBa_va09i j %m = Detector Module name
Ok I Cancel

The right side of this dialog box allows you to create a filename “specification”.
You can combine text entry with the “%” variable symbols shown to specify
filenames that contain sample injection specific information. An example of the
filename is dynamically updated as you type in the filename specification. This
makes it easy to see how a Data File created with this filename specification
would appear.
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Specifying Per-Sample Data Handling Parameters

Most Data Handling parameters are specified in the Method used during the
injection. Some parameters may vary on a per-sample basis, and are therefore
specified when you perform the injection. The following Data Handling
parameters can be specified on a per-sample basis:

e Unidentified Peak Factor

e Multiplier

e Divisor

e Amount Standard when one Internal Standard is being used

Refer to the Data Handling and Reports Manual for a brief description of these
parameters. Refer to the Regulatory Compliance Manual for a complete
description of how these parameters are used to calculate results.

Not only can you specify these parameters on a per-sample basis, but you can
specify them on a per-detector channel basis when doing standard GC data
handling. This is useful if, for example, you have different detectors installed on
your GC. In addition, if you are using multiple internal standards, you can also
specify their amounts on a per sample and per detector channel basis. Note that
when doing MS data handling, the analogous specifications are made in the data
handling method.

To access these extended Data Handling parameters, click on the button in the
Multi-Channel Multi-Standard column in the 8200 SampleList. You will be
prompted for the Method that will be used when this SampleList is run. Then
Data Handling Channels dialog box is displayed. When you select the detector
channel in the Data Handling Channels dialog box, the calculation type, internal
standard peaks and amounts are read from the Method that you just selected.
The values entered for internal standard peaks and amounts will be entered into
the peak table of this method.

Calculation Unid Peak Standard
Type Factor

Amount

Detector Channel Multiplier| Divisor

|3800.45 Channel Front = | Uncalibrated 0

1
2 < |nzert
3 -
_4 = Delete
N |

Ok I Cancel | Edit Calibration Setup... | Edit EtandardiPeaklE] .. |

Select specific detector channels here (up to 4).
An amount may be entered for each internal standard peak in the Method.

Use these buttons to edit the corresponding sections of the active Method.
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Specifying a RecalcList

From the SampleList RecalcList... button, you can choose to create a new
RecalcList, append to an existing RecalcList, or not create nor update a

RecalcList. Clicking on the RecalcList button displays the RecalcList Generation
dialog box.

RecalcList Generation

‘You can automatically create or update a RecalcLizt with files generated
during automated injectionz. Specify the RecalcLizt generation optionz
far thiz S amplelizt below,

" Do not automatically create and update a BecalcList.

% Create and update a new Fecalclist.

RecalcList name: Iu:ugraph_l,l labfiles For recalculation

" &ppend to an existing RecalcList,

RecalcList name: | Eru:uwse...l
Ok I Cancel |

If you choose to create a new RecalcList, this automatically generated RecalcList
will not overwrite an existing RecalcList. If a RecalcList with the same filename
exists, the newly created RecalcList will have number appended to its filename to
make it unique and to prevent the older RecalcList from being overwritten.

Changing Default SamplelList Entries

When you add a new row into a SampleList, default values are used for each
cell. To change the default values, click on the Defaults... button in the open

SampleList window. The following dialog box will be displayed. Enter the desired
default values and click on Save.

Set 8200 SampleList Defaults

Sample Name Iniection | o) ink

Sample Type Notes

C14-C17 std i Jnalsis
j—‘.

Injection| Amount Std | Unid Peak -
Volume | (IS, NZ only)  Factor | Multiplier

1 10 1 0 1

1 none
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Using More Than One Method for Injections

The Varian MS Workstation allows you to perform automated injections using
more than one Method. There are two ways in which this can be accomplished.
The first is by changing the active Method from within the SampleList. The
second is by using a Sequence.

You may change the Method used during injections by activating a Method in a
SampleList row.

+ Demonstration runs_smp - 8200 Standalone 5ampleList [_ O]
. | Injection - -
Sample Name Sample Type Inj. Motes AutoLink Vial | R
1 |C14-C17 std #1 Analpsis 21 hane hahe 1 [
2 |C14 017 std 2 Analysis 2| rone o 2| =
3 |C14-C17 std B3 Analysis 2 norne norne 2 [elete I
4 |C14-C17 std B4 Analysis 2 nore nohe 4 I
f—— . Fill R
5 |C14-C17 std #5 Analysiz 2 nore nohe 5
o - - — |
7 eilication | I
5 Baseling etaults.
— Print Calib o]
9 Mew Calib Block —Ia' HEI
0| utolink
N [ d =)
[ata FilEess I Heca(elist,

Select Activate Method from the Sample Type cell.
Click on the AutoLink button. The Activate Method dialog box is displayed.

Activate Method

Method FathM arme
IC:'\STAH'GBDD-thh

Browsze. . 0k | Eancell

Enter the name of the Method to...or pick the Method from a list of files.

: Demonstration runs.smp - $200 Standalone SampleList M=
Cal | ;| Injection - -
Sampls Nams Sample Type | C2L | Inj | feotion | Autolink | Vial | P
1 [CTe Ci7 s 81 analysis - 2 none none 1 oo
2 |Cl4-CiTsid 82 Snlysis - 2] rone e z e |
3 |04 017 st 3 iy B 21 rene none a Delete |
4 |C1eCiradng snalysis - 2| none none 4
1 4 " Fil Digwn
§ |14 017 std 5 Aralysis B 2] pane none 5
3 Activate Method | oo 2mh [N _ AddLines |
I i Defaults...
i B
T | - Harcvare
10 -
Rl | G|
Datafies.. | _Resalolist..

When this line is encountered during automated injections, the specified Method
is activated.

You may specify any number of Methods to be used in the SampleList.
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Editing or Creating a Sequence

i Automation File Editor

MHew r RecalcList...
Open r SampleLizt...
Save Sequence...
Sawe e

Eritite..

Frinter Setup...

E xit

Choose either a New Sequence or Open an existing Sequence from the File
menu...

552 Automation File E ditor
File Edit Help

EEIEREIE -]

...or by clicking on the New or Open Automation File button on the toolbar.

The Sequence window for the open Sequence is displayed.

i Untitled. seq - Sequencelist M=l E3

Action Method Sample/Recal
g Add
Inject chsatumwshgoexampleshanother. mthy c:\saturmwshgoexamples’ él
Insert |
Delete |

Browsze... |

O RN NN RN RN RN

-
=
=

=

Enter the Method and SampleList to use. You may enter any number of
Sequence lines.

Choose the action to be done in that step of the Sequence from the drop down
box.

Browse for a Method or SampleList file in the active cell.
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GC Batch Report

Overview

The Batch Report application allows you to quickly generate reports for a batch
of Data Files without using System Control. Reports are automatically printed
when you drag and drop Data Files from the Windows Explorer onto the Batch
Report window. You can specify the Method to use when formatting the reports,
and the post-run application that you wish to invoke.

§ =5z § 4 S Cenerste standard GC repents for Data
tie ! L';d""' Fies tasing tng-nnd-ceop intrrines

Click on the Batch Reporting icon in the MS Workstation Toolbar.

The Batch Report window is displayed.

& Batch Report <idle> MIE 3 |

" lse Data File Method
& UseMethod:  [22)164236 mth | Browse.. |

Command: REPORT 32 Change... |

Current Job: — <idle

Drag and drop D ata Files to be proceszsed:

Statuz Meszages

Eatze Eesume | Cluait I Help

Reports are printed using the formatting options stored in the Method last used to
process the Data Files, or from the specified Method. You may specify the post-
run application to invoke. Use REPORT32 for standard reports. Use the
Windows Explorer to drag and drop Data Files into the Batch Report window.

As each report is generated, the Status Messages window is updated.
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Method Selection
@ BatchReport <idle> ~ ME K|

" Use D ata File Method
% Usze Method: lz_emamp.mth Pl

Cormatd: report 32 Change... |

Current Job:  <idle>

Drag and drop D ata Files to be processed:

Statuz Meszages

Faiise Hesume (it Help

The Batch Report application allows you to generate reports for a set of Data
Files using parameters specified in a Method. You determine whether you to use
the Method parameters from the most recent report generation for each Data File
(the Data File Method), or whether you wish to specify a different Method for all
Data Files in the batch.

To use the Data File Method for Data File in the batch, click on the Use Data File
Method radio button. To use a specific Method, click on the Browse button and
select the Method you wish to use. You can view and edit the selected Method
using the Quick Link button.
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Generating Reports
§(Batch Report Gide> —_ WEE|

" Usze Data File Method
&+ Use Method: lz_exarnp. mth }l Browsze... |

Cormatd: report 32 Change... |

Current Job:  C:hSaturniaSSECE sampleshCal_2 min

Drag and drop D ata Files to be processed:

ChSaturminSVGLE wamplesiCal 1. un
C:ASaturmiaSSECE vamplesiCal_3.wn
CASaturmiwS NG CE sampleshCal_4.mn
C:hSaturniaS G CE wamplestCal_5.wn

Statuz Meszages
Running repart32. exe -rai BATCHR 32

Pauze Hesume | (it I Help

To generate reports for Data Files using the report formatting information in the
specified Method drag Data Files from the Windows Explorer and drop them on
the Batch Report window. When you do, the upper list box will show the selected
files. As each file is processed, a status message is added to the lower list box.

During the report generation process, you can click on the Pause button to stop
processing after the current job. When paused, the Resume button becomes
enabled, allowing you to resume the batch.

Changing Report Commands

By default, the Batch Report application generates a Standard Report for each
Data File in the batch (assuming the Method contains a Standard Report section
corresponding to the detector data stored in the Data File). You can select
alternate report applications that you have installed in the Star Workstation by
clicking on the Change button in the Batch Report window. When you do, you
are presented with the Change Application dialog box.
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Change Application |

Select the command line ta run for each Data File:

"CASatumiw S madhraiexe' -Ral BATCHRSZ
"CASaturmiw S hatarli 32 exe” BATCHR3Z
"CASatumiw S atarwr 32 exe’’ - BATCHR 32
REFPORT32 EXE rai BATCHR 32

Cancel |

The Change Application dialog box displays all post-run applications registered
in the Star32.ini file in your Windows directory. The actual command line is listed
for each:

Command Line | Application

Report32.exe The Standard Report application.
Starwr32.exe Star Custom Report Writer
Pvwrai32.exe PolyView

Starfi32.exe StarFinder

Select the application you wish to invoke from Batch Report and click OK.
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GC Data Handling Calibration

Types of Calibration

There are three types of calibration available with the Varian MS Workstation:
External Standard, Internal Standard, and Normalized Percent. Refer to the
section GC Data Handling Fundamentals for a brief description of each
calibration type. Refer to the Regulatory Compliance Manual for a complete
description of the algorithms used by each type to calculate results.

Preparing the Method for Calibration

In order to generate quantitative results for the compounds in your samples, you
must identify the peaks of interest and specify your calibration parameters. This
is done by using the Peak Table and Calibration Setup window in the Data
Handling section of the Method. The Data Handling Method section can be
edited from the Interactive Graphics or the Method Builder application. The
Method Builder application can be invoked anywhere a Method name appears in
a Quick Link button.

Calibration Setup

The Calibration Setup window contains parameters that affect the type of
calibration calculations that will be performed by your Varian MS Workstation.

B4 Method Builder - [Method17] 9I=] &3
D Eile Edit “iew ‘Window Help - 18] x|
1@|m|n|ﬁ|¥ (@] o e(elx(m] sl2]| g ] EE =l ®8m |
Methocﬂ r— Calibration Type — Replicate Treatment————————————
E| r[??oﬁdo‘:gte;ddress 15 + % [No Calibration) " Keep F\Epllcfatas.Sepalat.e
B- é Channel A=4 ™ Internal Standard & pverage Calitvation Replicates
=8 E D ata Handling " Egtemal Gtandard AveragingWeight
=3 Inteqration Parameters - % Apply this weight to ~
, Homalized new replicates [%]: W

Number ol

f . — Replicate Tolerance:
Calibration Levels: -

erific.ation Setup € Always add new replicates

i-deed Time Events Table

Feady

— Multi-Level Parameters

~ Curve Defaults

Drigir: m
ILmEar

iew Eurpes. ..
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Aoplthie wemhting
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" Neyer add new eplicates
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this tolerance [%):

Out of Talerance Action..

i~ Calibration Range Tolerance

Peaks outside the range + tolerance
generate calibration range ernors.

Bange Talerance [%):

Out of Tolerance Action... |

I[Nona] j

Ediilecl Caltraion Daian |

)
[ oMl
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Specify the calibration type.
Up to 10 separate replicates.
Percent of new versus historical data.

Refer to the on-line help in Interactive Graphics for a description of all fields in
this window.

Refer to the Regulatory Compliance Manual for a description of weighting
options.

Peak Table

The Peak Table contains amounts for each level (the number of which is
specified in the Calibration Setup), and the internal standard peak designations.

Bl Muthud Busdden - [Ex_snamp.mlh"|

ClBe Edt Mew \rdow Hep EIEIET
= e S O | L = Y (=]
i Es_emaipndh® T T T |
" B Method Maies [ | Rutention | o pome | Rt | St | gy Stendad Peak | Level 1
=i 228 ADC Boasd - Adkbers 16 | it = S | |
= 8 A0 Bomd Cordiol 1 5o 20ctareen 00 Do S o 2
E Set Condtion: 2] cxs 1-Dstancd B ¥ = 5 @ 2 et
2 s Acquiition L rebecans T R 2 ekl
3 a Chand A=, 4| 474 2fdmetphe. B H  E1-0cew il 20 "—"'"'_I
= aw‘”'?l-"m B reDodecane B W E e = 2 Fil Do
=i Data Her Te] 2 2 d-dimet s i 1-0cterd H oo 12 .
Iskapretion P saatala —: 10655 Ttk B Wioas H oo 12 [ |
Prk Tabie = - e R =
Cafbuation Setup [EES 4 |
Verliabon Sehun Ll d o o
Time Everts Tabin | H §H B -
4l I
Dt Pk, Wirndows... |
— i

Specify internal standard peaks.
Refer to the appropriate standard peak.

Enter amounts for each level.

Automated Calibration

You calibrate your Method by injecting calibration samples using System Control.
Calibration samples are specified in the SampleList.

t Generic SampleList: 8200 attached to SwLab 3800.smp [_ (Ol ]
5 le N 5 le T Injection | Amount Std | Unid Peak |
EIL[E LD Smperne Motes | [IS. N% only] Factor Agdd
1 Mew Calib Block | =
L1 o Insert
2 Standard H1 Calibration 3| Standard
3 Standad #2 Calbration 3 Standard Delete
4 Standard H3 Calibration 3|/ Standard Fil Down
5 Unknown #1 Analysis 1 Unknown
[ Unknown #2 Analysis 1 Unknown Add Lines
7 Unknown #3 Analysis 1 Unknown Defaults...
8 Unknown #4 Analysis 1 ' Unknawn —
9 Unknown #5 Analysis 1 Unknown
[ — o
Beain Suspend | - Eesume: Dats Files, RecalcList...

To clear previously stored calibration data, enter a New Calib Block line.
Select the Calibration sample type.

Enter the calibration level for this injection.

You may inject more than one replicate for each level.
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Specify internal standard amounts.

You can also calibrate your Method using previously collected Data Files,
recalculating them as calibration samples. Add the Data Files to the RecalcList.

\ RecalcList: parais.icl [_[O]x]
_ Recalc | Amount 5td [L=
Data File Sample Name Sample Type AutoLink | et ]
1 New Calib Block |« o
2 | cstatenamples\parais].n Calin Level #1 —
3 | | chstamesamplestparaisZ Calb Level #2 Delete
4| chstatenamplesiparaisin Calb Level 3 FillDown
6 | | cstatesampleshparaisd.n Sample 41 =
B | | cslarexamplestparaiss i S ample #2 __ Defaus_|
7 crhstarexamples\paraist n S ample #3 Browse.
[]
3| cstateamplestparaist.n Calb, Level #1 LBt |
10 cihstarexampleshparaisd.n Calib. Level #2
[l
Begin | Suspend | Besre

Enter the Data Files to be used as calibration samples.
Select the Calibration sample type.

Enter the calibration level for this Data File.

Inspecting Calibration Curves

Calibration Curves can be viewed and edited from System Control. Pull down the

Recalculate menu.

EegmEesalzist
Heamit Selested Herslcink Drer,

-alibration Cul

Select View Calibration Curves.

You are prompted for the Method containing the calibration curves to view. The

active Method for the instrument is selected by default.

Dpen a Method File to View Curves EHE

Laok in: I i3 Examples j gl IEET

5 tnalysT 2. mth Cal_2MTH Idenkmih
% Anather.mth Cal_b.mth Int_std.mth
% Blark-A.mth Drata File Method. mth |5_examp.mth
% Cal_1.MTH Ez_exarnp.rith long narne. mth

% cal_1ab.mth E=_exampdub.mth Mp_examp.mth

"™ Cal_1-B.mth [EBExt_std.mth (B8 pq.mth

25 Cal_2-B.mth h2test. mth Practice.mth

File name: IStartupB.mth Open

Files of lype: IMethods [ mith]

|

Cancel

[~ Open as read-only

Recent Files »

RN

Select the Method.

If curves exist for more than one channel, you are prompted for the channel. The
Calibration Curve window is displayed for the selected channel’s curves.
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i Calibration Curve - 2-Octanone _ 5] =]

Brint.... IF'rintéII...I Egpnrt...l Deerlay... I Fairt Infa... Igoefficients...
es_examp.mih; ADCB.16.B: 2-Octanone

External Standard Analysis Resp. Fact. RSD: 47.52%
Curve Type: Linear Corr. Coef{R%: 0996426
Origin: lgnare
y= +1.8814e+002x +5.3428e+003
Replicates 1 1 1 1 1

20000 -
Fl
] 25000
]
K 20000

15000
5]
i 10000
z -
g a000

1]
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Armount

Peak Mame: | 1 2.0ctanone dE Exact View |
— Origih———— Curve Fit ™ Curve Only Save |
" Inchude & Lingar oeve - F:

" lgnore  Quadratic . Cursor ml= =i |

" Force " Cubic g I Cancel I

You may also view Calibration Curves for the active Method in Interactive
Graphics. Pull down the Results menu.

Reintegration List ..
Reintegrate Mow Chr+R
Reintegrate Now/Clear Moved Events

v Autozave method before Reintegration

-alibration Cu

CALCSTARNERAMPLESHCaAl_1.un - B 3

Select View Calibration Curves.
The Calibration Curve window is displayed.

You may also view Calibration Curves from the Calibration Setup window in the
Data Handling section of the Method.
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 Curve Defaults
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|
Ready MNLUM o

Select View Curves.

Generating Calibration Block Reports

As you create calibration information in System Control, you may wish to
generate a Calibration Block Report documenting the calibration curves and
replicate statistics for each peak. Open the SampleList (shown) or RecalcList

window.
\ Generic SampleList: 8200 attached to SWLab 3800.smp [_[Olx]
| Sample Name Add

1 ! Insert
2 Standard #1 Calibration 1 3 Standard =
3 | [Standard #2 Calibration 2 3] Standard Delete
4 Standard #3 Calibration 3 3 Standard Fill Dgwn
5 o
6 | |Unknown 1 Analysis 1 | R i fdd Lines...
7 Unknown 2 Analysis 1 Unknown 10 0 Diefaults.
8 Unknouin #3 Analysis 1 Unknown 10 0 —
9 Unknown 4 Analysis 1 " Unknown 10 1}

BB [C— Lci I ERT 10 0 Lr'l

Begin Suspend| | | Hesumel | Data Files. RecalcList...

Enter a Print Calib line after all calibration runs are completed.

A Calibration Block Report is printed when the SampleList or RecalcList line is
encountered during automation. The format of the Calibration Block Report is
determined by parameters set in the Calibration Block Report Format window in
the Report section of the Method. Refer to the section Generating GC Standard
Reports for details on the Report Method section.
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Calibration Verification

You may wish to periodically check the validity of your calibration data as you
perform analytical injections. You do so by injecting a verification sample with
known amounts for each compound and comparing them to amounts calculated
from the calibration curves. If the amounts deviate more than a given tolerance, a
verification failure occurs and a number of failure actions can take place.
Verification failure options are specified in the Verification Setup window in the
Data Handling Method section.

[E5 Method Builder - [Es_examp.mth=] [ O] =]

Dfl\e Edit Yiew ‘Window Help

=lalx|

FE I ERERE R E N EETE RIS

e =| BI8lm|

B g ADC Board Contral
o cet Conditions
E Data Acquisition
B-55 Channel &=4
El-{5 Chanrel B=B
E!-E D ata Handling
Integration Parameters
Peak Table
ibration Setup

Setup:
e Time Events Table

Ready

Es_examp.mth “erification runs are perfarmed by System Contral =
©-[T Method Motes of Interactive Graphics by specifuing a sample
£ ADC Board - Address 16 type of Yerfication'

Deviation Tolerance [%]:
Out-of-Tolerance Action

' Mo Action

" Increment Error Count

" Teminate Sample List

" Halt Automation

The out-of-tolerance action iz performed when the
amount computed for any peak deviates from the
calibrated amount by the given tolerance.

=l

I T

Specify the tolerance.

Select the failure action. Verification failures are documented in the results

report.

Verification samples are entered into the SampleList (shown) or RecalcList.

\ Generic SampleList: 8200 attached to SWLab 3800.smp | _ O] x]
5 le N 5 le T Cal. Ini Injection | Amount Std | Unid Peak
ample: Name ample T¥PE | oypl| M- | Notes | (IS. NZ only)  Factor Add
2 Standard #1 Calibration 1 3 Standard Insert
— nser
3 Standard #2 Calibration 2 3 Standard =
4 | Standard #3 Calibration 3 3 Standard Delele
5 Frint E?allh Fil Down
[ Unknow #1 Analysis 1" Unknown i]
7 Unknown #2 Analpsis 1 Unknown 0 Add Lines
8 oc #1 esfication 1 Unknawn 10 ] Defauls.
9 Unknown #3 Analpsiz 1 Unknown 10 0
10 | | Unknown #4 Analpsis 1 Unknown 10 0
R — o
Begin | Suspend | Hesume | Data Files... RecalcList...

Select the Verification sample type.

Specify the calibration level corresponding to the known amounts in the sample.

Refer to the on-line help in Report for details on the format of the results report
for Verification runs.
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GC Data Handling Fundamentals

Introduction

Even after optimizing your chromatographic conditions to provide the best
separation possible, you may still have unresolved peaks or other situations
requiring special post-run Data Handling operations. For instance, you may want
to exclude solvent peaks from the total area when doing area percent
calculations. You may want to ensure that a very small peak in one part of the
chromatogram is detected, and not rejected as a noise peak. Another common
use for special post-run Data Handling is to fine tune your quantitation method.
This section will provide an overview of both how the Varian MS Workstation
software performs the peak processing and how you can use the software to
most efficiently meet your Data Handling needs.

Refer to the Calibration section for more information on calibration and
verification procedures. Refer to the Regulatory Compliance Manual for a
complete description of Data Handling algorithms and calculations. Refer to the
on-line help in Interactive Graphics for descriptions of all of the fields in the Data
Handling section of the Method.

Performing a Pilot Run

You may wish to use a pilot run to adjust the Data Handling parameters to their
proper settings. You can use Interactive Graphics to edit the Data Handling
section of your Method, and save this along with the Instrument Control sections
for automatic data analysis on your production runs.

Data Handling Methods can be developed using an iterative approach. You
change Method parameters, then reintegrate, and then determine if the results of
your changes are appropriate. If not, you repeat these steps until you have the
desired results. The Interactive Graphics application in the Varian MS
Workstation is designed to facilitate this iterative process. You can view your pilot
run and create a Peak Table by clicking on peaks of interest with the mouse. You
can add timed integration events graphically using the Interactive Time Events
window. You can even generate and review calibration curves used to calculate
results. Refer to the section Interactive Graphics for more information on these
procedures.
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Peak Detection

The Varian MS Workstation software reduces the raw data collected from the
chromatograph into a results report in four steps:

e Peak detection

e Peak integration (and final baseline determination)
e Peak identification (if a Peak Table is present)

e Results calculations

Peak detection is the process in which the peak start, apex, and end points are
determined. This is also the step where fused peaks are identified as a
mother/tangent peak pair, or as two valley separated main peaks.

The programmable time events that affect the peak detection process are Peak
Width, Signal to Noise Ratio, Inhibit Integrate, Tangent Percentage, and Forced
Peak. These are discussed in more detail later in this section.

Once the peaks are detected, the area for the peaks is determined in the peak
integration step. The first part of this step is to process any Split Peak events.
This event causes a previously detected peak to be treated as two separate
peaks. Tied to both peak detection and peak integration is baseline placement.
The four time events which affect baseline placement do not affect peak
detection. These events are Valley Baseline, Horizontal Forward, Horizontal
Backward, and Horizontal Minimum.

After areas for all peaks have been calculated, the optional step of peak
identification is done. Before peaks are identified, they may be excluded from
consideration by the Solvent Reject event or the Peak Reject event. Also, several
peaks may be treated as one peak by the Group Peak event. Peak identification
is the process by which peaks detected in the first step, and integrated in the
second, are matched by retention time with a list of peaks you have previously
entered in the Peak Table. As described below in more detail, Interactive
Graphics provides a fast and efficient means of building the Peak Table using
your pilot run.

The final step is to perform one or more of a large variety of possible calculations
producing the final results. This produces results in a state suitable for printing or
exporting by the Report application.

Peak Width Determination

In general, peaks are wider in liquid chromatography than they are in gas
chromatography. To account for potential wide differences in peak width from run
to run, you can set an initial peak width parameter. The lower the peak width
value, the more accurate the placement of peak events. However, if set too low,
a wide low peak may not be detected.

Peaks tend to widen with the retention time. The Data Handling software can
account for this by automatically programming peak width events at appropriate
times. This way, early eluting narrow peaks can use a low and more accurate
peak width setting, while later eluting wide peaks will be properly detected with a
higher peak width setting. To do automatic peak width programming, the peak
detection software monitors peak widths as peaks are detected. If it determines
that peaks are getting too wide relative to the current peak width setting, it
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programs a new, wider peak width. Although it is rarely necessary, the software
is also able to automatically program narrower peak width settings.

Instead of letting the software automatically program peak width settings as
needed, you can manually program your own peak width setting. The act of
manually programming a peak width event disables automatic peak width
programming. In the vast majority of cases, automatic peak width determination
is all that is needed.

Adjusting the Signal To Noise Ratio

The Signal to Noise Ratio (S/N ratio) also affects the peak detection process.
When you lower the S/N ratio, more small noise peaks are detected. Conversely,
increasing the S/N ratio causes fewer small peaks to be detected. In the extreme
case, a high S/N ratio may cause some larger peaks of interest to remain
undetected, particularly if you have manually programmed peak width value that
is too low. Another effect of a high S/N ratio value is that peak start and end
events tend to be closer to the peak apex, especially when there is a lot of tailing,
or a sloping baseline. This can result in valley separated peaks incorrectly
considered baseline resolved.

The optimal setting for this value depends on your analyses. You want to set this
value low enough so that all the peaks in which you are interested are detected,
but high enough so that extraneous noise “peaks” are not detected. If you want
small peaks to be detected in one part of the chromatogram, but not in another,
you can program different S/N ratio values at different times in the
chromatogram.

Rejecting Solvent Peaks

In many types of chromatographic analyses, you will have a large, essentially
unretained solvent peak elute at the beginning of your run. This represents the
solvent in which your sample is contained, and is not pertinent to your results.
You have two options for removing the peak from your results—using the Inhibit
Integrate or the Solvent Reject event. Generally you will use Inhibit Integrate
unless an analyte of interest is a shoulder peak or is tangent to the solvent peak.
Remember that Inhibit Integrate occurs at the first step of peak processing,
during the peak detection phase. Its effect is to remove the section of the
chromatogram specified by the event from consideration while peak detection is
in progress. With the Inhibit Integrate event, regardless of the specific location
where the event ended, the next detected peak always starts a new baseline.
This is why a Solvent Reject event is used if your analyte of interest is a shoulder
peak or is tangent to the solvent peak. This allows the peak detection algorithms
to correctly determine the baseline points for the shoulder or tangent peak, while
still removing the solvent peak from your final results calculations.

Skimming Fused Peaks

Fused peaks are peaks that elute next to each other and are not baseline
resolved. The peak detection software treats fused peaks as either valley
separated peaks, tangent peaks, or as fused tangent peaks. The Tangent
Percentage value affects which peaks are considered valley separated peaks
and which are tangent peaks. The Tangent Percentage value represents the
percentage of the peak height of the second peak to the first fused peak. If the
peak height of the second peak is a lower percentage than the Tangent
Percentage value relative to the first peak, then the peak is considered a tangent,

437



otherwise it is considered a main peak. The rule of thumb is that the higher the
programmed Tangent Percentage value, the more peaks are considered
tangents. Note that a tangent peak can only be detected following a main peak.
Tangent skimming cannot be done on leading tangents.

Tangent Skimmed Peak

Valley Separated Peaks

Fused tangent peaks are a special case of tangent peaks. Once it is determined
that more than one peak is tangent to a main peak, the tangents themselves
could be valley separated.

Splitting Fused Peaks

Occasionally, the Data Handling software will not detect a shoulder peak,
especially if there is no clear valley between the fused peaks. It will treat all of the
area as one peak, even if you expect two peaks to be present. In this case, you
would use the Split Peak event. This splits one peak into two valley separated
peaks.

Forcing Peaks

Forcing peaks is a way of defining your own baselines. You might use this if,
after adjusting the S/N ratio and peak width, a peak you are interested in is still
not detected. Alternatively, you can use the Forced Peak event as a way of
grouping multiple peaks so that they are reported as one peak (see also the
Group Peak event).

The Forced Peak event causes peak events to be placed at the start and end
times of the event and a baseline is drawn between the two. The apex is taken to
be the highest data point in the time range for the event. This event supersedes
all other peak detection events, so the Peak Width, Signal to Noise Ratio, Inhibit
Integrate, and Tangent Percentage settings have no effect on the forced peak
placement.
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Identifying Peaks

Peaks are identified with the use of the Peak Table in the Data Handling section
of the Method. The main purpose of the Peak Table is to list the names of your
compounds and their expected retention times. Since retention times may vary
slightly from run to run, you can specify a window of time during which the
Workstation will try to identify a particular peak. The peak window is the actual
span of time on the chromatogram that the software searches for the peak,
centered around the retention time you entered for that peak. If the peak falls
within that time window, it will be identified, otherwise it will not be identified. You
may choose to report unidentified peaks, but these peaks cannot be accurately
guantified (refer to the on-line help in Interactive Graphics for a description of the
unidentified peak factor).

If your peaks tend to drift, you can automatically modify their peak windows by
marking a peak as a reference peak. Non-reference peaks will have their peak
windows adjusted by the same percentage that the reference peaks have
deviated from their expected retention times, accounting for the direction of
change.

Interactive Graphics provides an easy way to build a Peak Table using your pilot
run. You select the Edit Method—Fill Peak Table menu item, and one by one
click on the peaks in your pilot run which you want to identify in your production
runs. As you click on a peak, a new entry is added to the Peak Table with the
retention time and a default name. When you have added all the peaks of
interest, you can change the default names to real compound names.

Building a Calibration Curve

In order to determine absolute amounts of an analyte, you need to compare the
peak area from a run in which the amount is unknown to a run in which you have
injected a known amount of the compound. A sample that contains known
amounts of the compounds to be analyzed (analytes) is called a calibration
standard. When you inject a calibration standard, you designate the run as a
Calibration Run. You enter amounts (for each analyte in the calibration standard)
into the Peak Table. Note that this is the same table used for identifying your
analytes.

Sometimes you will want to do several calibration runs, and in each successive
calibration run you inject different calibration standards with different amounts of
each analyte. This is called multipoint or multilevel calibration. The Varian MS
Workstation allows you to calibrate with up to ten levels. Each level represents
the amount of each analyte injected for each of the different calibration
standards. Multilevel calibration can be more accurate than single level
calibration, because you calibrate over large range of analyte amounts. For more
accuracy, you may want to repeat injections at a given level. This is a way of
averaging out variations from injection to injection.

Regardless of the number of calibration runs you perform, the result of the
calibration runs is a calibration curve. The calibration curve for an analyte is
generated by plotting the peak size on the y axis and the injected amount of the
analyte on the x axis for each calibration run you have performed, and then
calculating the best line through the points. There are options to do a linear,
guadratic or cubic fit through the points.
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Calibration Curve Report
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Sample Calibration Curve Using Linear Fit

When you inject a sample with unknown amounts of your analytes, you
designate the run as an Analysis Run. After identifying a peak as discussed
above, the peak is quantified using the calibration curve. The peak area, which is
determined after the second step of peak processing, is used as the y value in
the calibration curve equation. This lets you calculate the x value which is the
analyte amount.

External Standard Calibration

The External Standard calibration type is the most common method of calibrating
an analysis. To calculate results with this technique, you must first perform a
calibration run with a standard mixture. The calibration curve manager
automatically generates a curve by plotting the known amounts of standards, as
entered in the Peak Table, against the corresponding peak sizes, as calculated
by the software. When you inject a sample in an analysis run, the Varian MS
Workstation calculates the amount of the analyte from the coefficients for the
curve and the size of the sample peak.
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Internal Standard Calibration

When you use the Internal Standard calibration type, you calibrate with regular
calibration standards but you also add a known amount of another analyte, the
internal standard, to each calibration standard and sample. When you make an
injection, any variation in the injection volume will be reflected by a detectable
variation in the amount of the internal standard. Fluctuations may also be caused
by the process used to prepare the samples. In this case, adding the internal
standards before sample preparation corrects for recoveries. Your Peak Table
may contain as many as eight internal standard peaks. Each non-standard peak
refers to the internal standard peak to use for calculations. Having multiple
internal standards allows you to match each peak to a standard with similar
chemical properties, which should have a similar recovery.

In generating the curve for an Internal Standard Calibration, you plot ratios: the
peak size divided by the standard peak size on the y axis and amount of
standard divided by the amount of internal standard on the x axis. Even if your
injection volume varies slightly, the ratio of the sample to the internal standard
will remain constant.

Normalized Percent Calibration

The Normalize Percent calibration type gives a percentage amount of each
analyte relative to the total amount of all analytes in the sample, adjusted for
varying detector response to the different analytes. It is analogous to a regular
percentage calculation, except that the percentages are based on actual
amounts of sample components rather than on peak size. It is also analogous to
the Internal Standard calibration type in that the amounts are determined using a
calibration curve based on ratios of sample to internal standard. An alternative
method of generating ratios of amounts is to use either Internal Standard or
External Standard calibration types and choose Normalize Results in the
Integration Parameters window in the Data Handling section of the Method.

Choosing a Calibration Type

Your choice of which calibration type to use depends on your regulatory
requirements and sample workup techniques. If you can very accurately
measure your standard amounts, using an external standard calibration type is
the easiest. The Internal Standard calibration type accurately accounts for
variances in injection volume. You would also choose Internal Standard
calibration if you have varying loss during sample preparation. In this case you
would add a known amount of your Internal Standard compound before sample
preparation, and sample loss during preparation will be accounted for.
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GC Data Handling Method
Command Reference

Integration Parameters

— Peak Detection — Peak Measurement

[ Subtract Elank Baseline M:fsurement [Le
* Peak Area
L - [5 5 &
Initial 5/ Fatio:  Pesk Height
Imitial Peakwidth: |4 zec I:I: " Sg. Rt Height
Imitial T angent -
T e |10 2 Initial Peak. z
Height %: - 1000 =

Beject Value:
Monitar Moise Peak Result Calculation
¥ Before every min ¥ Repart Unidentified Peaks
" Once at start of method [T Report Missing Peaks

" Fired walue: bl ™ MNomalize Results

Peak Detection:

Item Description

Subtract Blank Baseline | checked or not checked

If checked, subtracts the blank baseline in the Method
from each Data File. Used to account for predictable
changes in the baseline for each run, giving a relatively
flat baseline.

Initial S/N Ratio 1to 256

Sets the initial signal-to-noise ratio for the Method. Used
to set the sensitivity of peak detection. This value is
overridden if you time program a Signal to Noise Ratio
event.

Initial Peakwidth 0.5 to 256

Represents an estimate of the peak width at half height
in seconds. Peak detection uses this with the S/N Ratio
to discriminate between peaks and noise. It
automatically updates the value if you do not program
peak width.
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Description

Initial Tangent Height %

0to 100

Sets the percentage of a mother peak's size below
which a given peak is considered a tangent peak. Used
to assign tangent peak status as a percentage of the
mother peak size. Can be used to force a peak to be
integrated as a tangent or as a fused peak. This value is
overridden if you time program a Tangent Height
Percentage event.

Monitor Noise:

Item Description

Monitor Noise Before Every Run, Once at Start of Method, Fixed Value

Sets times at which the Workstation monitors noise. The
workstation can monitor noise before each run, once at the
start of each Method, or use a user-specified value between
1 and 10,000 (units depend on detector type).

Peak Measurement:

Iltem

Description

Measurement Type

Area, Height, Square Root of Height

Sets the method used to measure the peaks.

Initial Peak Reject Value

0 to 1,000,000

Sets the minimum size peak to be identified. Used
to eliminate very small peaks from the report, to
ensure that insignificant peaks are not mistaken for
peaks of interest. This value is overridden if you
time program a Peak Reject value.

Peak Result Calculati

on:

Iltem

Description

Report Unidentified Peaks

checked or not checked

If checked, tells the Workstation to report all peaks,
whether identified or not.

Report Missing Peaks

checked or not checked

If checked, tells the Workstation to report any peaks
in the peak table that were not found. Used to see
which peaks should have been found in the sample
but were not.

Normalize Results

checked or not checked

If checked, results for each analyte will be expressed
as a percentage amount relative to the total amount
of all components of the sample. This checkbox is
enabled only for external standard and internal
standard calculations.
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Peak Table

| Retention Peak Name

Time

Standard Peak

G Level1 =l
Hame T

Ref | Std

RRT|

1.000 Peak 1.000

1.010 Feak 1.010

1.020 Peak 1.020

Amount Add
0 1
0 1 Insert
g 1 Delete
Fill Dowin

Sort
o

1 Peak 1.010
o
1 Peak 1.0

M) )
| [T e [ [

N

T

Define Peak Windows

Print

Iltem

Description

Retention Time

0.001 to 1440.0

Sets the expected retention time of a peak. Specify a
retention time at which you expect a peak to elute.

Peak Name up to 40 characters
Assigns a name to a peak. Specify the compound name
or some form of identification for the analyte.

Ref checked or not checked
If checked, identifies a peak as a reference peak. Used to
account for shifting retention times.

Std checked or not checked
If checked, identifies an internal standard peak. Used to
mark which peak represents the internal standard in IS or
N% calculations.

RRT checked or not checked

If checked, identifies a peak as a relative retention time
peak.

Standard Peak Name

Any standard peak

Combobox which allows you to select one of the internal
standards to use for this peak.

Amounts (levels 1 to
10)

0.000001 to 1,000,000

Sets the amount of the standard for each level. The
number of columns displayed depends on the number of
calibration levels specified in the Calibration Setup
window.

Add Adds a peak to the end of the peak table.

Insert Inserts a peak in the peak table above the active row.
Used to insert an entry into the peak table between
existing entries.

Delete Deletes the highlighted peaks from the peak table.

Fill Down Copies the contents of the top cell in a series of
highlighted cells to the cells below it. Used to edit all the
cells in a column quickly.

Sort Reorders the table in order of increasing retention time.
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Item Description

Define Peak Opens the Define Peak Windows dialog box to set time

Windows... windows for reference peaks and other peaks or to set an
Unretained Peak Time.

Print Prints the contents of the current peak table.

Define Peak Windows Dialog Box

For both types of peaks, you set an absolute time window and a percentage time
window. The actual time window used will be equal to the absolute time plus the

percentage time.

Define Peak Windows |

— Define Reference Peak YWindows —

width (minutes):

Betention Time %: |20

— Define Other Peak ‘wWindows

Width [minutes):

Fetention Time %:|2.0 =

—Unretained Peak Time————————

Tirne [mirwkez):

Save I Ear‘u:ell

Item Description
Define Reference 0.00 to 200.0
\I;’veigtli]wlndows: Sets an absolute time that will be added to and subtracted

from the retention time of a reference peak to define a time
window.

Define Reference
Peak Windows:
Retention Time %

0to 100

Sets a percentage of the retention time of a reference peak
that will be added to and subtracted from the retention time
to define a time window.

Define Other Peak
Windows: Width

0.00 to 200.0

Sets an absolute time that will be added to and subtracted
from the retention time of a non-reference peak to define a
time window.

Define Other Peak
Windows: Retention
Time %

0to 100

Sets a percentage of the retention time of a non-reference
peak that will be added to and subtracted from the retention
time to define a time window.

Unretained Peak
Time (minutes)

0.00 to 1440.00

Sets the Unretained Peak Time (the amount of time taken
by an unretained compound to pass through the
chromatograph) for the Method. Used in RRT calculations.
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Calibration Setup

Calibration Type

" % [Mo Calibration]
& |ntemal Standard
" External Standard
' Nomalized &

Mumber of
Calibration Lewvels:

— bMulti-Lervel Parameters

Curve Defaults

Origin: I Farce *I
Eit: I Linear *I

Wiew Curves. ..

Wwieighted Regression

Apply thiz weighting
gcheme to each peak:

I [Mone] j

— Replicate Treatment
" Keep Replicates Separate

@ average Calibration Feplicates

— fwveraging Weight
Apply thiz weight to -
Ems

new replicates [%):

— Replicate Tolerance

™ Alwayz add new replicates
™ Never add new replicates
% Add replicates within

thiz tol ) E
is bolerance (%) !
Ot of Tolerance Actian... |

— Calibration Bange Talerance

Peakz outzide the range + tolerance
generate calibration range errors.

Bange Tolerance [2];

Out of Talerance Actian... |

Edit/Lack Calibration Data.. |

Iltem

Description

Calibration Type

% (No Calibration), Internal Standard (IS), External
Standard (ES), Normalized % (N%)

Sets the calculation type for the Method. Determines
what calculations are performed for calibrations and
analyses.

Number of Calibration
Levels

1to 10 levels
Sets the number of calibration levels you will be using.

Default Curve Origin

Include, Ignore, Force

Sets the default treatment of the origin in each curve.
Choose to include, ignore, or force the curves through
the origin.

Default Curve Fit

Linear, Quadratic, Cubic

Sets the default for how each calibration curve is fit.
Choose a linear, quadratic, or cubic equation for the
curves.

View Curves...

Opens the Calibration Curve window. Used to view,
edit, print, or export the calibration curve.
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Description

Weighted Regression

None, 1/n, 1/nX, 1/X2, or 1/nX2

Sets the weighted regression scheme to be used in
determining calibration coefficients.

Replicate Treatment

Keep Replicates Separate or Average Calibration
Replicates

Determines whether new replicates are kept separate
or whether they are averaged into an existing historical
value. When keeping replicates separate, there is a
limit of 10 replicates that can be stored. However, you
can indefinitely continue to average new replicates into
the historically maintained value.

Averaging Weight

0-100%

Sets the weight given to new calibration replicates
when averaging into the historical value.

Replicate Tolerance

Always add new replicates, Never add new replicates,
Add replicates when within this tolerance (%)

Determines whether a new replicate should be added
to the calibration curve or whether it should be
ignored. Always add new replicates does no
verification of replicates -- they are always added.
Never add new replicates does not add the replicate
and is seldom used. Add replicates when within this
tolerance (%) only adds a replicate to the calibration
curve if within the tolerance specified. This tolerance is
applied the same way as is the Deviation Tolerance for
a Verification run.

Replicate Tolerance %

0 to 500%
Sets the replicate tolerance value.

Replicate Tolerance Out-
of-Tolerance Action

No Action, Increment Error Count, Terminate Sample
List, Halt Automation

Sets which action is taken when a replicate is of
tolerance. Either does nothing (No Action), adds 1 to
the error count (Increment Error Count), stops the run
and goes to the next SampleList (Terminate Sample
List), or halts automation (Halt Automation) each time
a replicate is out of tolerance.

Calibration Range
Tolerance %

0 to 500%

Sets the calibration range tolerance percentage for
which peaks outside the calibration range plus the
tolerance generate calibration range errors. Zero is
always used for the low end of the calibration range
check, even if the valid calibration range does not
extend to the y axis.

Calibration Range Out-of-
Tolerance Action

No Action, Increment Error Count, Terminate Sample
List, Halt Automation

Sets which action is taken when a replicate is of
calibration range. Either does nothing (No Action),
adds 1 to the error count (Increment Error Count),
stops the run and goes to the next SampleList
(Terminate Sample List), or halts automation (Halt
Automation) each time a replicate is out of calibration
range.
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Description

Edit/Lock Calibration
Data...

Opens the Coefficients window to edit calibration
coefficients for the Method.

Coefficients Table

Coefficients

¥
) ‘

He]l_?r::nn Peak Name Ctne?:;_ X3 X2 X Intercept

1 4.626 n-Monang = 1] 1] 1 0

2 5673 2Dctanone B 0 0 0.030126 0.99191
R 1-Octanl = 0 o 0.011054 0.15633
2| 7sor nDecans = 0 o 0.022379 0.41973
(5| sam 2-dmetphe H 0 0 0021312 047247
[ 6| saw nDodecans B 0 0 0.022445 10109
[ 7| s 2 4-dimetari B 0 0 0.017231 0.78067
[ 8] 108 nTridecans B 0 0 0.017281 0.78742

Ok Cancel |

ltem Description

Retention Time

Shows the retention time of each peak.

Peak Name

Shows the name of each peak.

Lock Coeffs.

checked or not checked

If checked, coefficients will not be updated on calibration
runs. Prevents specific calibration coefficients from
changing on subsequent calibration runs. Can be used to
manually enter calibration coefficients for peaks that will
not be identified in the calibration standard.

coefficients: X3, X2, X,
intercept

-100,000,000.0 to 1,000,000

Sets the coefficients that define the calibration curve for
each peak.
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Calibration Curve Window

i Calibration Curve - 2-Octanone

Eint | Pintail | Eapo

k... I

Owverlay... I Faint Info... Igoefficients...

Curve Type: Linear
Qrigin: lgnore

cal_4-b.mth: ADCB.16.8B: 2-Octanone
Internal Standard Analysis

Y= +3.0126e-002% +9.8191e-001

Resp. Fact. RS0D: 49.91%
Coeff. Det (%) 0.996429

Replicates 1 1 1 2

£ 4

=l

K

< 3

:

ri

g 2

i

H b

P 0

i. 25 50 75 Y00 '

Amount 7 Amt. Std.

Peak Mame: 2 2-Octanone E Exact View |

— Origin Curve Fit ™ Curve Only T |
 Include @ Linear 3 —
&' |gnore ' Quadratic I .Y Cursor —IBEVE[t
" Force " Cubic B-r I Cancel I

Item Description

Curve Type Shows the type of curve fit currently used. Indicates whether
the curve fit has been changed since the calibration (edited).

Origin Shows the origin treatment currently used. Indicates
whether the origin treatment has been changed since the
calibration (edited).

Equation Shows the equation of the calibration curve currently

y= ax3 + b X2 + X displayed. _Indlcates W_heth_er the ;oefflments have been

+d changed since the calibration (edited).

Response Factor Shows the Relative Standard Deviation of Response

RSD Factors.

Corr. Coeff (R2) Shows the Correlation Coefficient for the calibration curve.

Print... Opens the This Report Only dialog box to print only the
current calibration curve.

Print All... Opens the Print All dialog box to print all the calibration
curves for the Method.

Export... Opens the This Report Only dialog box to export the current
calibration curve data to another application.

Overlay... Opens the Overlay dialog box to compare different fits and
origin treatments of calibration curves.

Point Info... Opens the Point Info dialog box to edit outliers from the
calibration curve and obtain information about individual
points.

Coefficients... Opens the Coefficients dialog box to edit the coefficients for
the calibration curve.

X<-->Y Opens the X <-->Y dialog box to use the curve to calculate
one coordinate from the other.
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Item Description
Revert Undoes any changes to the curve since it was last saved.
Peak Name Any peak in the chromatogram
Selects a peak for which to view the calibration curve
Origin Include, Ignore, Force
Sets the treatment of the origin in the curve for the current
peak. Choose to include the origin, ignore it, or force the
curve through the origin.
Curve Fit Linear, Quadratic, Cubic
Sets how the calibration curve for the current peak is fit.
Choose a linear, quadratic, or cubic equation for the curve.
Curve Only checked or not checked
When checked, hides the header information at the top of
the curve display. Used to enlarge the curve display.
X, Y Cursor checked or not checked

Shows X and Y coordinates on the curve.

This Report Only Dialog Box
This Report Only K3

".ﬁ.muunt nitg———

e

¥ Show Outliers

Cancel |

Iltem

Description

Amount Units

Up to 10 characters

Lets you label the units for the amount field of the
current calibration curve.

Show Outliers

checked or not checked

If checked, outliers appear on the printed calibration
curve.
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Print All Dialog Box

Print All

— Curves Per Page
(i
=2
3
4

=]|

Thiz Repart Only

—Amaunt Lnits

e

¥ Show Outliers

Cancel |

Iltem

Description

Curves Per Page

1,2, 3, or

4

Lets you set how many curves will be printed on each

page.

Amount Units

Up to 10 characters

Lets you label the units for the amount field of the
calibration curves.

Show Outliers

checked or not checked

If checked, outliers appear on the printed calibration

curves.

Overlay Window

Overay Curve 1

Owerlay Curve 2

Origin Curve Fit Origin Curve Fit
Sawve 1
" Include ' Linear ™ Include  Linear _l
i+ |gnore &+ Quadratic &+ |gnore ™ Quadiatic ﬂl
" Foice = Cubic " Force Cancel |
Item Description
Origin Include, Ignore, Force
Sets the treatment of the origin for an alternate curve for the
selected peak.
Curve Fit Linear, Quadratic, Cubic
Sets the fit for an alternate curve for the selected peak.
Save 1 Saves overlay curve 1 as the curve for the peak.
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Item Description

Save 2 Saves overlay curve 2 as the curve for the peak.

Point Info Dialog Box

: Point Info ]|

— Select Paint
Level:l 4 E Heplicate:l 1 E I et IF'reviu:uusI 2 1epz. at level 4
[ Exrclude Selected Point from Caloulation Ok |
— File: c:hatarthvexampleshoal_4.run
Arnount; 1200000 Peak Size: 27556 Devigtion: -0.98%

Item Description

Exclude Selected Point from | If checked, marks the selected point as an outlier,

Calculation excluding it from calibration calculations. Excluded
points are never lost, and can always be included

again at a later time.

Amount Shows the amount of the standard represented by
the selected data point.

Peak Size Shows the size of the peak represented by the
selected data point.

Deviation Shows, as a percentage, the deviation of the
selected data point from the curve. Used to see
how far off the selected point is from the result
expected from the curve.

Data File Shows the name of the Data File represented by
the selected point.

Level Specifies the level from which to select a point.

Replicate Specifies the replicate representing the point.
Select a point among those in the selected level.

Next Select the point at the next highest level on the
curve.

Previous Select the point at the next lowest level on the
curve.

Coefficients Dialog Box

1 Coefficients
0.000000e+000 ¢ 0.000000e-+000 2 3.012577e-002 % 9.819060e-001
| 0L000000e-+000 | 30125776002 |9.819060e-001
HEstaone | Ik Er| &t | Sane | Cancel |

Item Description
coefficients: X3, X2: X, 0.000000 to 1,000,000
intercept Sets the coefficients for each peak.
Restore Restores coefficients to their last saved values.
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Description

Overlay

Shows what the calibration curve would look like
with changes to the coefficients by overlaying the
new curve on the current curve.

Save

Saves the edited coefficients and closes the
Coefficients dialog box.

Cancel

Closes the Coefficients dialog box without saving
the edited coefficients.

X <->Y Dialog Box

XY

Enter Amount ar Peak, Size

Ark. 4 &mb St (<) PS /PSS, [

{od | 0951908

[Ealcnlate I Cancel |

ltem

Description

Amount (X) or Amt/Amt Std (X)
- depending on calculation type

0.000001 to 99,999,992

Before calculation, shows the amount you enter;
after calculation, shows a calculated amount.

Peak Size (Y) or PS/PS Std (Y)
- depending on calculation type

0.0 to 99,999,992

Before calculation, shows the peak size you
enter; after calculation, shows a calculated peak
size.

Calculate

Begins the calculation.

Verification Setup

Yerification runz are performed by Spetem Control
or Interactive Graphics by specifying a zample

tupe of “erfication',

Deviation Tolerance [%];

— Dut-af-Tolerance Achian
% No Action

= Increment Error Count
= Teminate 5ample List

™ Halt Automation

The out-of-talerance action iz performed when the
amount computed far any peak deviates fram the
calibrated amaount by the given tolerance.
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Description

Deviation Tolerance

0.0 to 500

Sets the percentage of deviation from the calibration
curve beyond which a result is considered out of
tolerance.

Out-of-Tolerance Action

No Action, Increment Error Count, Terminate Sample
List, Halt Automation

Sets which action is taken when results for a verification
run are out of tolerance. Either does nothing (No
Action), adds 1 to the error count (Increment Error
Count), stops the run and goes to the next SampleList
(Terminate Sample List), or halts automation (Halt
Automation) each time a verification fails.

Time Events Table

— Time Events Pragram
Time Event Val"'Te_ / End Deszcription = Add
me
1 G [ 3,900 | [End time-0.0-1 440,00 min], J Insert |
2 1.0000 Wl =4 ~ | (05256 |
: = 2EC [ sec) Delte
4 B | St |
5 | I 2
& I
Fi I =
Item Description
Start 0 to 1440.0000
Sets the start time for the selected event.
Event WI, Il, GR, VB, SR, FP, SP, HF, HB, HM, SN, TP, and PR.

Sets the event type to be added to the table. Choose to add
a width (WI), inhibit integrate (Il), group (GR), solvent reject
(SR), valley baseline (VB) event, forced peak (FP), split
peak (SP), horizontal forward (HF), horizontal backward
(HB), horizontal minimum (HM), signal to noise ratio (SN),
tangent percentage (TP), or peak reject (PR) event.

Value/End Time

Depends on event type

For Il, GR, SR, VB, FP, HF, HB, and HM events, sets the
end time for the selected event. For WI, there are a discrete
set of values between .5 and 256 seconds. For SP, the
value is not applicable. For SN, the range is 1-256. For TP,
the range is 0-100%. For PR, the range is 0-1000000
counts.

Description

Describes the legal values.

Add

Adds the active parameters to the Time Events Table as a
new time event.

Insert

Inserts a new row above the highlighted row.
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Item Description

Delete Deletes the highlighted Time Events Table entry from the
table.

Sort Sorts the table in order of increasing start times.

Time Events

Event

Description

Peak Width (W)

Changes the data bunching rate to allow for changing
peak widths during a run. If no WI events are
programmed, Data Handling will automatically adjust the
bunch rate as the peak widths increase or decrease. Any
time programming of peak widths prevents automatic
updating. Used to help reject noise spikes or to prevent
gradual baseline changes from being detected as peaks.
If a peak is being processed at the programmed time, the
event will not occur until a baseline segment is detected.
This bunching affects only how Data Handling views the
data; it does not have any effect on the raw data
bunching set in the Detector Information window for the
corresponding detector.

Inhibit Integrate (11)

Suppresses integration of peak area or height. While Il is
active, peak processing is disabled and no retention
times are displayed on the chromatogram or in the
results. In addition, any peak being processed at the start
of the Il event will be aborted. Used to prevent integration
over a section of the chromatogram, sometimes to force
a baseline to be drawn. Il disables peak sensing. In
contrast, SR is a post-run filter that rejects detected
peaks whose apices fall within the Solvent Reject
window.

Group Peaks (GR)

Sums the areas of all peaks whose retention times fall
within the Group window. This causes all the peaks in
this window to be reported as a single peak with the
separation code GR and a retention time set to the
midpoint of the window. It is a post-integration function.
Used to treat all the peaks in a group as if they were a
single peak. The Peak Reject filter is applied after the
Group function, so that no peaks will be rejected from the
Group window because of size. A group peak is treated
like any other identified peak.

Solvent Reject (SR)

Rejects all detected peaks whose apices fall within the
SR window. It is a post-integration filter. Used to exclude
peaks in a certain part of a chromatogram from the
report. Unlike the Il event, SR can reject a mother peak
while retaining its tangent peak in the report.

Valley Baseline (VB)

Forces peak baselines to be drawn through any valley
point that occurs during the VB window. It is a post-
integration function.
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Event

Description

Forced Peak (FP)

Forces integration between the start and end times. A
resolved baseline is drawn from the amplitude of the
chromatogram at the start time and the amplitude of the
chromatogram at the end time. Any Inhibit Integrate
events that overlap with a Forced Peak event are
ignored. The peak apex is the highest point in the forced
peak time range.

Split Peak (SP)

Splits one peak into two peaks. A line is drawn from the
chromatogram at the split point to the baseline to
separate the original and new peaks. A Split Peak event
can be used to split into two peaks a weak shoulder that
was not recognized as a separate peak by data handling.
If the Split Peak event falls on a baseline section of the
chromatogram, the event is ignored.

Horizontal Forward (HF),
Horizontal Backward
(HB), and Horizontal
Minimum (HM)

These events cause a baseline to be drawn horizontally
rather than the way it would have been drawn without the
event. It does not force a baseline to be drawn, it merely
changes the way it is drawn. For Horizontal Forward, the
baseline amplitude is at the amplitude of the first peak
start event, for Horizontal Backward, the baseline
amplitude is at the amplitude of the last peak end event,
and for Horizontal Minimum, the baseline amplitude is at
the lowest data point in the baseline time range.

Signal to Noise Ratio
(SN)

Used to set the sensitivity of peak detection. If a peak is
being processed at the programmed time, the event will
not occur until a baseline segment is detected. Time
programming Signal to Noise Ratio overrides the initial
value set in the Integration Parameters Window.

Tangent Percentage
(TP)

Sets the percentage of a mother peak's size below which
a given peak is considered a tangent peak. Used to
assign tangent peak status as a percentage of the
mother peak size. Can be used to force a peak to be
integrated as a tangent or as a fused peak. Time
programming Tangent Percentage overrides the initial
value set in the Integration Parameters Window.

Peak Reject (PR).

Sets the minimum size peak to be identified. Used to
eliminate very small peaks from the report, to ensure that
insignificant peaks are not mistaken for peaks of interest.
Time programming Peak Reject overrides the initial value
set in the Integration Parameters Window.
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GC Interactive Graphics Dialog
Boxes

Open Multiple Data Files Dialog Box

NOTE: to quickly open files (when the file list spreadsheet is empty), select them
from the explorer style file list and hit the OK button or the return key. You only
need to add files to the file list spreadsheet if you want to select a channel
different from the default channel.

Open Multiple Data Files HE
Lok jn: Ia GCExamples ﬂ il £
A Analyst nun ) A Dh_samd1.un A Dipa3037. - Fiun Information
A Analys2 un A Cal 1amun 4w Dh_sam0Z wn A Dipa3053. File: |C:55 aturrw/SAGCE xampleshCal_1
A Analpsis.run E M Cal_2 n A Dh_std01 un A Hibkegmd.r
A Badmon.n i hDh_stdElZlun A L evell.un I
M Basecomun ' Cal_4.run s Dipa_is.run A L evel2.un
A Blank.run s Cal_5.run hDipa3D20.|un A | evel3un T
2| | 3
- =l
File name: I”Ea\_S run' "Cal_2 run" "Cal_1.un" Recent Files >| ™ Remember Sealing
Fies of type:  [Data Files [*.run) =] |ADCE.16 0,000 - 15.003 min.
Sample: 20.0 NP
File Mame l Channel Inject Date: [12/25/32 E:01 A
o \zatunwsgoexamplesical_1 IE =FID RANGE 11 F\EELILT!L Run Mode W
chzatumimsgeexamplesieal_2 |B = FID RANGE 11 RESULT! = )
— Instrument: farian Star #1
chzatumimsgeexamplesieal_3 |B = FID RANGE 11 RESULT! = .
= Workstation: |PEGASUS
- Channel |E = FID RANGE 11x
= [ << Add ToList |

Clear Al LClear Up Dawn | Open F”e[S]l Cancel |
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Description

Look in

Lists the available folders and files. To see how the current
folder fits in the hierarchy on your computer, click the down
arrow. To see what's inside a folder, click it. The box below
shows the folders and files in the selected location. You
can also double-click a folder or file in that box to add it to
the list of files to open. To open the folder one level higher,
click the “up arrow” button on the toolbar.

File list

Lists the folders and files in the selected location. To see
what's inside a folder, double-click it. You can also use the
Look In box to see the hierarchy of folders. To open the
folder one level higher, click the “up arrow” button on the
toolbar.

File Name

Selects the file to be added to the list of files to be opened.

Files of Type

Filters the files that you see in the File Name list box so
that only Data Files are displayed.

Recent Files

Shows a menu listing up to eight data files that have been
recently opened. Selecting one from the menu adds it to
the list of files to be opened.

Add To List

Adds the data file specified in the File Name item to the list
of files. Up to seven files may be added to the list.

Open Files

Opens the files specified in the spreadsheet. If the
spreadsheet is empty, it first adds the files selected in the
explorer view to the list. Dismisses the dialog.

Cancel

Closes the dialog and ignores any changes made to the
list.

File Name/Channel Table and related commands

The table section of the Open Multiple Data Files Dialog Box is used to assemble

the list of files to be opened. You add one or more files to the list by selecting

Data File(s) and hitting the Add To List button. Once in the list you can change
the color that is associated with the displayed chromatogram by moving the row

up or down.

Iltem

Description

File Name Column

Shows the name of the Data File.

Channel Column

Lets you choose the channel for which to see data.
Channels with results have the word "RESULTS" next
to the channel label. When a new file is added to the
table, the last channel with results is automatically
selected.

Delete Results

Deletes the results from the selected channel. Used to
remove results from a Data File. The recalculation
date and the date of the results deletion will be
permanently recorded in the Data File and included in
the results report.

Enabled by the Security Administration application.

Clear All

Removes all items from the table.

Clear

Removes the selected items from the table. The entire
row need not be selected for this button to be enabled.
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Item Description

Up Moves the selected item up one row. If there is already
an entry in the row above, the two entries are
exchanged with each other. When moving an item in
the top row up, it gets moved to the bottom row.

Down Moves the selected item down one row. If there is

already an entry in the row below, the two entries are
exchanged with each other. When moving an item in
the bottom row down, it gets moved to the top row.

Colored Buttons

Selects the corresponding row in the table.

Run Information

Iltem

Description

File

Shows the name of the Data File.

Chromatogram Display

Shows a thumbnail view of the chromatogram. This has
similar zooming capabilities to the main Interactive
Graphics window: click and drag to zoom, click and hold
to PowerZoom, double click to zoom to full scale. Note
that this autoscales the chromatogram the same way as
does the Main Window as described in the Autoscaling
section.

Remember Scaling

Check this item to keep the same scaling as you browse
through data files. If this item is unchecked, or if the
current data file is displayed in full scale, subsequent
data files will be displayed in their full scale
representation.

Unlabeled field below
remember Scaling (left)

Shows the module and address used to collect the data.

Unlabeled field below
remember Scaling (right)

Shows the time between run start and run end.

Sample Shows the name of the sample.

Inject Date Shows the date of the original run.

Run Mode Shows the sample type for the selected channel.

Instrument Shows the instrument used to calculate the current data.

Workstation Shows the name of the workstation used to collect the
data.

Channel Lets you choose the channel for which to see data.

Channels with results have the word "RESULTS" next to
the channel label. When a new file is added to the table,
the last channel with results is automatically selected.
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Open Method File Dialog Box

Open Method File

Laak i IaEhrumatugraph}I Lab j il Boas

1 DataFiles

1 0ld Data Files

% demonstration method
[B5 fid tsd

int01

File narne: || |ﬂ|
Files of twpe: IMethu:u:Is [%.rnth) j Cancel |

[T Open as read-only
[ Motes Recent Files >|

Item Description
Look in Lists the available folders and files. To see how the current

folder fits in the hierarchy on your computer, click the down
arrow. To see what's inside a folder, click it. The box below
shows the folders and files in the selected location. You can
also double-click a folder or file in that box to open it. To open
the folder one level higher, click the “up arrow” button on the
toolbar.

File list Lists the folders and files in the selected location. To see what's
inside a folder, double-click it. You can also use the Look In box
to see the hierarchy of folders. To open the folder one level
higher, click the “up arrow” button on the toolbar.

File name Shows the currently selected file.

Files of type Filters the files that you see in the File Name list box so that only
method Files are displayed.
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Description

Recent Files

Click on this button to display a list of recently selected files.
When you select a file from this list, its name is displayed in the
File name box.

Notes

When checked, displays any notes and/or revision log
associated with the currently selected file.

Open

Opens the selected file.

Cancel

Cancels file selection.

Open Original/Recalc Dialog Boxes

Select method to open with the loaded data file[z):

Use|

Method File | Run File | Chann|

T e D[RO -

o haatumwshgoesampleshis_examp | ohsaturnwshgoesamplestcal Tun B
o hzatumwshgoesampleshiz_examp | ohsaturnwshgoesamplestocal Zmn B
1 oheatumwshgoexampleshis_esamp | chsaturnwehgcesamplesical 3un B

ther Method .. | T Cancel

Iltem

Description

Use

Check this box for the method you wish to open. If you
check a box for which the method file listed does not exist,
you are asked whether you would like to replace the listed
method file with another one.

Method File

The method file you to open.

Run File

The data file from which the method file name was obtained.

Channel

The channel of the data file from which the method file name
was obtained.
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Save Method As Dialog Box

Save As
Save in: I 3 Examples
[ tinalysT-A.mih Cal_2MTH Int_std.mih

% Another.mth

%25 Blarik . mth

[HE Cal_1.MTH

% cal_T1ab.mth

=5 Cal 1-B.mth

%5 Cal_2B.mth
1]

Cal_B.mth lz_emamp.mth
D ata File Method.mth long name. mth

Ez_examp.mth Mp_examp.mth
Ewt_std.mth pa.mth
h2test.mth Practice. mth
|dent.mth Subtract.mth

H

File name:

untitled. mth

Save I

Save as lype: IMethDd Filez [*.mith)

Module

o

|

j Cancel |

Channel 1D

=

Buz Address

I

|

Iltem

Description

Save in

Specifies the folder into which the method is to be saved. To
see how the current folder fits in the hierarchy on your
computer, click the down arrow. To see what's inside a folder,
click it. The box below shows the folders and files in the
selected location. You can also double-click a folder or file in
that box to overwrite the Method with that name. To open the
folder one level higher, click the “up arrow” button on the
toolbar.

File list

Lists the folders and files in the selected location. To see
what's inside a folder, double-click it. You can also use the
Look In box to see the hierarchy of folders. To open the folder
one level higher, click the “up arrow” button on the toolbar.

File name

Enter new file name for the method file to save.

Save as type

Filters the files that you see in the File Name list box so that
only method Files are displayed. Also, indicates that files
entered without an extension automatically have .mth
appended.

Module

Assigns a detector module to the Data Handling section of
the Method. Used to change the detector module to which the
Data Handling section is assigned.

Bus Address

Assigns a bus address to the Data Handling section of the
Method. Used to change the bus address to which the Data
Handling section is assigned.

Channel ID

Assigns a channel to the Data Handling section of the
Method. Used to change the channel to which the Data
Handling section is assigned.
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Saturn Printer Setup Dialog Box

This dialog box is used to specify the printers that will be used by Varian MS
Workstation applications both interactively and during automation.

Star Printer Setup E

r— Default Star Printer

Uzed by all Star Workstation applications for interactive
pritting.

HF Lazerlet Il on W'z dewhprintg 0

r— Instumnent Printers

Used during automated printing by Syatem Contral.

Inztrurnent 1: IHF' Lagerlet BSi/B5I M on YWServerly  Change...

Instrument 2: IHF' Lazer/et B5i/551 M on YhServerly  Change.

Irstrurnemt 3: IHF' Laserlet 55i/55i1 M on YWServerls  Change..

il

Irstrurnemt 4 IHF' Laserlet 55i/55i1 M on YWServerls  Change..

0K |

Item Description

Default Saturn Printer Shows the printer used by all Varian MS Workstation
applications for interactive printing.

Instrument Printers Shows the printers used during automated report
(Instruments 1-4) printing in System Control (one for each instrument).

Change... Opens the Print Setup dialog box. Allows you to
select a different printer or alter the hardware and
software settings for the printer.

Preferences Dialog Box

The Interactive Graphics preferences dialog box is divided into four functional
groups in a tabbed dialog. Select the Layout tab to show or hide a particular
component of the layout, such as the X axis. Select the Trace Settings tab to
affect changes to the Main Window (except for colors), such as whether to show
peak names or whether peak events should be drawn as triangles or lines. Use
the Offsets tab to control the amount of offset between chromatogram when
more than one data file is open and you have selected overlay mode. The Colors
tab allows you to configure the window background color and the trace colors.

Whenever you change one of the options listed below, Interactive Graphics
automatically redraws the screen to reflect the change you have made. The Use
Defaults button sets all of the options to their factory configured settings. Hit the
Cancel button if you want to exit the dialog aborting any changes made. The
display will be redrawn to reflect the settings in place before you opened the
dialog. Use the OK button to exit the dialog and accept any changes you made.
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Layout Tab

Interactive Graphics E

Layout | Trace Settingsl fosetsl Colors I

I iShow = A

W Show v Asis

¥ Shaw Horizortal Scroll Bar
¥ Shaw Vertical 5croll Bar
¥ Show Attenuation Contral
¥ wide Attenuation Control
¥ Shavs Taol Bar

¥ Show Time Events Log

¥ Show Visual Methad E diting Panel

W' Show Offset Perspective [Dverlay Mode)
™ Locked Zooming [Tile Mode)

Layout Mode
= Tiled Chromatograms

* Overlayed Chromatograms

(] 8 I Cancel Uze Defaults Help
Item Description
Show X Axis Show or hide the time axis.
Show Y Axis Show or hide the amplitude axis.

Show Horizontal Scroll Bar

Show or hide the horizontal scroll bar.

Show Vertical Scroll Bar

Show or hide the vertical scroll bar.

Show Attenuation Control

Show or hide the attenuation control (to the right of
the main window).

Wide Attenuation Control

When displayed, the attenuation control displays a
wedge indicating that as you move the slider up,
data is zoomed.

Show Tool Bar

Show or hide the chromatogram toolbar.

Show Time Event Log

Show or hide the Time Event Log Panel textual
descriptions at the actual times that the Data
Handling time events occurred. Holding the mouse
over an event marker shows a tool tip with
information about one of the thirteen types of Data
Handling events: Width (WI), Inhibit Integration (Il),
Grouped Peak (GR), Valley Baseline (VB), Solvent
Reject (SR), Forced Peak (FP) , Split Peak (SP),
Horizontal Forwards (HF), Horizontal Backwards
(HB), Horizontal Minimum (HM), Signal to Noise
Ratio (SN), Tangent Percentage (TP), and Peak
Reject (PR).

Show Visual Method Editing
Panel

Show or hide the Visual Method Edit Panel (below
the x-axis). Use the Visual Method Edit Panel to
define a Peak Table and a Time Events Table using
visual programming and to visually compare the
location of programmed time events versus the
actual time the Data Handling time events occurred.
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Description

Show Offset Perspective

Displays perspective lines when more than one
Data File is open in overlay mode and both the time
and amplitude offsets are greater than zero. These
perspective lines are a visual aid to help you see
the amount of the offset, and for lining up points at
the same time on different chromatograms. If the
time offset is too great or the amplitude offset too
small, the perspective lines are automatically
removed.

Locked Zooming (Tile Mode)

Lock Zoom (tiled mode): when depressed, locks the
amplitude scaling so that changing the amplitude
scaling in one chromatogram causes all other
chromatograms to also display the same amplitude
range. When not depressed, the amplitude range of
the individual chromatograms may differ.

Layout Mode

Tile Chromatograms: displays chromatograms one
above each other with each chromatogram in it own
non-overlapping section in the main window. In tiled
mode, the time axis for all chromatograms is always
the same.

Overlay Chromatograms: displays chromatograms
on top of each other so that portions of each
chromatogram overlap ones that are visually behind
them. In this mode, each trace may be offset from
others (as specified in the Offsets tab of the
Preferences dialog) to provide a 3-D view of the
data.

Trace Settings Tab

Interactive Graphics

Layout Trace Settings I I:Iffsetsl Colars I

v Show Peak Betention Time
¥ Show Peak Mames

¥ Show Integration Baselines

¥ Show Cursor/Peak Information
¥ Shove Fiun Eile Information

¥ Show Blank Bazeline

[ Preview Blank B aseline Subtraction

— Peak Events

— Show/Hide Peak Events
& Show &l Events

" Show Active Events
" Hide &Il Events

— Achve Peak Event Shape

Flot Type
& Line Plot & Triangle
" Dutling Plot  Line
' Baint Plat
ak. I Cancel Uze Defaultz Help
Item Description

Show Peak Retention Times

When checked, displays peak retention times in the
Main Window for all reported peaks, so even
unidentified peak retention times will be displayed.
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Description

Show Peak Names

When checked, displays peak names in the Main
Window for all reported peaks, so even unidentified
peak names will be displayed.

Show Integration Baselines

When checked, displays the peak baselines and
lines that drop from valleys to the baseline. If the
Data File has never been reintegrated or if results
have been deleted, then the Data File doesn’t
contain baseline information, and this option will
have no effect.

Show Cursor/Peak
Information

Turns the cursor on or off. The cursor follows the
active trace and displays the time and amplitude of it
current position in an “info-panel”. As you move it
near a peak event, it jumps to the peak event and
“sticks” to it. If the peak event represents a reported
peak apex, then the “info-panel” also displays
information such as the peak name, area, and width.
Hold the shift key down to disable the “stickiness”
feature so that the cursor follows the trace smoothly
and is not affected by peak events. Hold the control
key down to allow the cursor to move anywhere on
the screen without following the active trace.

Show Run File Information

When checked, shows the Run File info-panel which
has information about the active data file.

Show Blank Baseline

When checked, displays the blank baseline, if any.
Regardless of whether the blank baseline is
displayed, the chromatogram trace is offset by the
blank baseline data specified by the Preview Blank
Baseline Subtraction (below).

Preview Blank Baseline
Subtraction

When checked, uses the blank baseline data from
the active Method. When unchecked (the default),
uses the blank baseline data from the data file as it
was used for the most recent recalculation. The
blank baseline data is used both for blank baseline
display and to offset the chromatogram trace (see
above). In many cases, there may be no blank
baseline data present in either the method or the
data file, in which case no blank baseline is
displayed and the chromatogram trace is not
adjusted.

When checked and there is blank baseline data in
the method, this lets you visualize the effect of
subtracting a particular blank baseline from a
chromatogram trace without first needing to
recalculate with the blank baseline. Also, in this
mode you can modify individual blank baseline
points.

Plot Type

Line Plot: plots chromatograms as a continuous line.

Outline Plot: plots chromatograms as a continuous
line and individual points are outlined with a
rectangle.

Point Plot: plots chromatograms as a series of
points. In point plots, each point represents a single
data point in the raw Data File. Zooming the display
in point or outline mode lets you see individual data
points.
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Description

NOTE: all data points may not be drawn when
zoomed to full or large scale. That is because the
data is reduced at large scales so that only important
data is displayed. This is especially apparent when
the data has been oversampled. Also, when the
trace goes off the screen, additional points may be
drawn at the edge of the window that are not actual
data points, but represent an interpolated point
between the point in the window and the next one
just outside of the window.

Show/Hide Peak Events

Show All Events: all traces have peak events drawn.
Peak events for the active chromatogram may be
drawn as a line or triangle (see Active Peak Event
Shape below). The non-active chromatograms
always have their peak events shown as a line.

Show Active Events: only the active trace has peak
events drawn as a line or triangle (see Active Peak
Event Shape below).

Hide All Events: no traces have any peak events
shown.

Active Peak Event Shape

Displays the peak events for the active
chromatogram as either a line or a triangle. You can
only move peak events for the active trace, and only
when its peak event shape is a triangle.

Offsets Tab

Interactive Graphics

La_l,lautl Trace Settings  Offsets | Colors I

—Amplitude Dffget Options

Offzet Type:
= Yalue

— Time Offset Options
Offzet Type:

= Valye

¥ Percentage

Offzet by |5.EI _% %

Offzet by: |3.EI _l; E4

— Prezet Percentage Offzets

Ampii 5%, Time 3% |

tmpli 2%, Time 2% |

tmpli 0%, Time 0% |

Ok I Cancel | Usze Defaults | Help |
Item Description
Offset type: Determines whether the number in the Offset by field is

an absolute value or a percentage of the screen height
or width.
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Description

Offset by

If more than one chromatogram is open, enter the
amount of vertical or horizontal spacing between
chromatograms. The offset has no effect when only one
chromatogram is open. Note that when entering an
offset by amplitude or time value, the offset at one zoom
level may be too large or small at another zoom level.

Preset Percentage
Offsets

These buttons allow you to quickly change between a
few preset values. These switch the offset type to
Percentage and automatically enter the values indicated
in the Offset by field.

Colors Tab

Interactive Graphics E

Layoutl Trace Settingsl Difsets  Colors |

Data File 1 o
: : Background
Data File 2
¥ Display Faded Eackground
Data File 3
[Crata File 4 Themes
Drata File 5
Data File B
Save Ag .. | Delete |
Data File 7
ak I Cancel | Uze Defaults | Help |
Item Description
Data File 1 -7 These buttons indicate the colors of the seven data

files you can open in Interactive Graphics. Click on a
button to bring up the standard Windows Color dialog
for selecting a color for the trace.

Window Background

Select the color for the Main Window background.
Click on a button to bring up the standard Windows
Color dialog so that you can select a new background
color for the window. With a dark background color,
Interactive Graphics automatically chooses white as
the color for axes, info-panels, etc. text. With a light
background color, the text color is automatically set to
black.

Display Faded
Background

When checked, the selected color fades to a lighter
color from the bottom to the top of the window. When
solid black or white is selected, the fading does not
occur.

Themes combo-box

Select from one of the color themes to change all of
the color settings at once.
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Item Description

Save As ... Saves the current color selection. This opens a dialog
box into which you enter the name of the theme to
save. This saves the colors for the seven data files,
the window background color, and whether the
background color is faded.

Delete Deletes the current theme.

Reintegration List Dialog Box

NOTE: Post-run reporting actions specified in the active Method (such as ASCII
File Conversion) are not done when you perform a recalculation from Interactive

Graphics.
Run Data File Sample Hame | Sample Type Cal.
DH Level
¥lcoh . tumwshgoexamplesical_1)|20.0 NP Calibration || 1 I]
¥ ot hunwshgeesamplesical 2 (400 NP Calibration |+ | 2[n
¥ oo humwshgoexamplestcal_3|80.0 NP Calibration = 3
E I

Calibration Cosfficients
LCalculate Results

¥ |ncorporate Mew Calibrations into Data Set

" Clear Coefficients at Start of List Save Changes | Canhicel |
Iltem Description
Colored buttons Selects the corresponding active row in the table.
Run DH Marks which files will be recalculated. Files without a
check mark will not be recalculated.
File Shows the name of the Data File
Sample Name Up to 19 characters

Shows the sample name for a Data File. This field may
not be edited.

Sample Type Blank Baseline, Analysis, Calibration, Verification

Sets the sample type for a Data File, to establish how
each Data File should be treated during recalculation.

Cal. Level 1-10
Sets the calibration level of a calibration or verification
Data File.

Internal Standard Button which opens the Internal Standard Amounts

Dialog Box to set the amounts of one or more internal
standards. Used to calculate results for internal
standard and normalized percent calculations.
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Description

Unidentified Peak Factor

0.00001 to 999999

Sets a calibration factor for unidentified peaks. Used to
calculate results for unidentified peaks.

Multiplier 0.00001 to 999999
Sets a value for the multiplier. Results for the sample
are multiplied by the value.

Divisor 0.00001 to 999999

Sets a value for the divisor. Results for the sample are
divided by the value.

Recalc Notes

Button which opens the Recalc Notes Dialog. Notes
entered in this dialog can be displayed by the Report
application by selecting the Notes option in the Results
Format portion of the Report section of the Method.

Incorporate New
Calibrations into Data Set/
Clear Coefficients at Start
of List

If Incorporate New Calibrations is chosen, keeps
existing coefficients and adds new data to them. If Clear
Coefficients is chosen, zeroes all coefficients in the
Method

Save Changes

Save changes made and dismiss the dialog.

Calculate Results

Saves changes made and starts the recalculation.

Internal Standard Amounts Dialog Box

Internal Standard Amounts |

Mame of Internal Amount
Standard Standard
2-0ctanone 12

Cancel |
Save Changes |

Item

Description

Name of Internal Standard

Lists the names of the internal standards. You can
get a copy of this list from the peak table using the
Update List button (see below), but you may not
edit these. Use the Peak Table Dialog Box to edit
these names.

Amount Standard

Edit these values to change the amount of internal
standard.
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Description

Update List
or
Update Amounts

Copies the current list of internal standards and
their amounts from the peak table to the table
described above. After copying the list, the button
changes to Update Amounts. This allows you to
recopy just the amounts from the Peak Table after
modifying them.

Cancel

Dismisses the dialog box without saving any
changes.

Save Changes

Dismisses the dialog box and saves any changes
made.

Fill Peak Table Window

The Fill Peak Table option opens a smaller version of the Peak Table window. It

allows you to fill the table quickly with the peaks in the active chromatogram. In

this mode the cursor is automatically displayed and locks on to the nearest peak

apex. Clicking adds a new peak table entry. If you check the “Fill table from
selection” checkbox in the Fill Peak Table Window, then all of the peaks in the
region you select are added to the peak table. After peaks have been added to
the table, you can either edit their parameters in this window or in the full Peak

Table window.

Fill Peak Table

Retention Standard Peak Levell |=
Time Peak Name Ref | Std | HHT| Name Group Amount J i
1 5.E73 2-0ctanone N ¥ N M 0 12 —I_
2 £.370 O o o1 20ctnone S 12 et |
3 7607 I o 21 2 0ctanone | 1] 20 Dielete
4 8.473 2 B-dimetphe — r 2 2-Octanone - 1] 12
5 8997 n-Dodecane I - 1 2-0ctanone - 1} 12 —
0 TR— LlJ Sort
I Fill table from selection Save Cancel
Item Description

Retention Time

0.001 to 1440.0

Displays the retention time of the peak that was
clicked on.

Peak Name

up to 40 characters
Assigns a name to a peak.

Ref

If checked, identifies a peak as a reference peak.

Std

If checked, identifies an internal standard peak in IS or
N% calculations.

RRT

If checked, identifies a relative retention time peak.

Standard Peak Name

List of all peaks marked as an internal standard
Allows selection of the peak that will be used as the

internal standard for this peak.
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Description

Group

Any integer

Allows you to assign an arbitrary group number to a
peak. A report can be generated organized by
number.

Amounts (levels 1 to 10)

le-6 to 1,000,000

Sets the amount of the standard for each of the
calibration mixtures, level by level.

Add

Adds a peak to the peak table as a new entry.

Insert

Inserts peak in the peak table above the active row.

Delete

Deletes the highlighted peaks from the peak table.

Sort

Sorts the rows by retention time.

Fill table from selection

Sets the mode so that all of the peaks in the region
you select are added to the peak table as opposed to
just the individual peak on which you click.

Exact View Dialog Box

Exact Yiew

=]|

— Time range

Start time; |
End tirne: |1 h.9433 kirtes

kintes

— &mplitude range

Low amplibude: |-1 8070 mialts
High arnplibude: |1 8.7710 v otz

[ ok |

Cancel |

Iltem

Description

Start Time (Minutes)

Sets the time at which the plot will start.

End Time (Minutes)

Sets the time at which the plot will end.

Low Amplitude

Sets the lowest amplitude that will appear on the plot.
Enter this in the units as currently displayed by the y-
axis.

High Amplitude

Sets the highest amplitude that will appear on the
plot. Enter this in the units as currently displayed by
the y-axis.
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GC Interactive Graphics Menus

File Menu

Menu Item Description

Add/Remove Opens the Open Multiple Data Files dialog box to select a

Chromatogram ... list of up to seven data files and view their
chromatograms; all currently open chromatograms are
replaced with chromatograms selected in the dialog.

New Method Opens a new Untitled Method to edit; closes any

previously open Method.

Open Method ...

Opens the Open Method dialog box to open an existing
Method file to edit; closes any previously open Method.

Open Original Method

Opens the Open Original Method dialog box to open for
editing the Method used with the original injection; closes
any previously open Method.

Open Recalc Method

Opens the Open Recalc Method dialog box to open for
editing the Method used with the most recent
recalculation; closes any previously open Method.

Build Method from
Datafile ...

Extracts the data handling method used for the most
recent recalculation which is stored in the data file. You
will be prompted to save the method file with the default
name ‘DatafileName-Channel.mth’. Closes any previously
open Method.

Save Method ...

Saves the Method with all changes to Data Handling
sections. You can use this Method for future runs or
recalculations.

Save Method As ...

Opens the Save Method As ... dialog box to save a
Method under a new name.

Print ...

Prints the Main Window as viewed on the screen except
that the background is drawn white. When printing to a
monochrome printer, any colors on the screen are drawn
black instead. Opens the standard Windows print dialog
allowing you to select the printer and number of copies to
print. When the dialog is first opened, the Default Saturn
Printer is selected.

Print Method

Prints the Data Handling section of the Method.

Print Preview ...

Opens the Print Preview Window, which displays the
Chromatogram as it will be printed. In some cases there
are minor layout differences between the main window
display and the printed output. In particular, colors will be
modified as described in the Print menu item above.
From the Print Preview Window, you can print the window
and zoom in to examine details.
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Menu Item Description

Print Setup ... Opens the Saturn Printer Setup dialog box to set
preferences for printing. You can open the Print Setup
dialog box from the Saturn Printer Setup dialog box.

Exit Closes Interactive Graphics.

Edit Menu

Menu Item Description

Undo Undo is not available.

Cut Cut is not available.

Copy Copies the main window as a Picture (Windows enhanced
metafile format) to the clipboard. This Picture can be
resized and the contents will stretch to fit the new frame.
This copies a picture with a white background. Any white
traces are drawn black; other colors are preserved.

Copy Bitmap Copies a Bitmap to the clipboard. The bitmap is the size

of the main window and cannot be resized. In addition to
the main window, this also includes the chromatogram
toolbar, the attenuation control, and the Visual Method
Edit Window if these are shown. This copies the screen
exactly as drawn without changing background or trace
colors.

Copy Picture to Disk

The same as Copy (above) except that it copies a Picture
(placeable enhanced metafile format) to a disk file, rather
than to the clipboard.

Paste Paste is not available.
Delete Deletes any time events or peak events selected in the
Visual Method Edit Window.
View Menu
Menu Item Description

Locator Window

Shows or hides the locator window. This window displays
a full scale version of the active chromatogram. When you
select a region in this window, it zooms the main window
instead. The active chromatogram is either the top most
trace in overlay mode, or the bottom most trace in tile
mode.

Method Quick Link
Button

Shows or hides the Method Quick Link Toolbar containing
the Method Quick Link Button. The Method Quick Link
button lets you view or print the method file currently open
in Interactive Graphics.
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Menu Item Description

Main Toolbar Shows or hides the main application tool bar, which
contains buttons such as the Add/Remove Chromatogram
button, the Print button, and the reintegration buttons.

Status Bar Shows or hides the Status bar at the bottom of the

Interactive Graphics window.

Visual Method Edit
Window

Shows or hides the a window beneath the x-axis that you
use to interactively edit the peak table and the time events
table.

Chromatogram Toolbar

Shows or hides the tool bar associated with the
chromatogram, which contains buttons such as the Full
Scale Button, the Cursor Display Button, and the Tile and
Overlay Buttons.

Attenuation Control

Shows or hides the Attenuation Control to the right of the
main window. This allows you to scale the amplitude of the
displayed trace(s).

Preferences ... Displays the Preferences dialog box to configure settings
for how chromatograms are displayed in Interactive
Graphics.
Results Menu
Menu Item Description

Reintegration List ...

Opens the Reintegration List dialog box to recalculate
results for one or more Data Files. This lets you enter
sample related information: whether to run data handling
at all for a data file; whether it's an analysis, calibration,
baseline, or verification run; recalc notes; etc.

Reintegrate Now

Uses the settings in the Reintegration List to perform a
recalculation on the open chromatograms. Used to
recalculate results for one or more Data Files without
opening the Reintegration List dialog box.

Reintegrate Now/Clear
Moved Events

Same as Reintegrate Now, except that any user defined
peak start and end points are reset before reintegrating.

Autosave method
before Reintegration

When checked, any changes to the method are saved
before reintegrating without prompting. When unchecked,
you are prompted whether to save any changes to the
method before reintegrating. If the method is a memory
based method (like a new Untitled method), then you are
always prompted to save the method regardless of the
setting.

View Calibration

Opens the Curve Manager window to view calibration

Curves ... curves for the current Method.
Data File Displays the Quick Link menu for each open Data File.
Name/Channel This is equivalent to Data File Operations Quick Link

Button on the MS Workstation Toolbar.
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Edit Method Menu

Menu ltem

Description

Set Password ...

Opens the Add Password Dialog Box which allows you
to add or change the password for a method file.

Method Notes ...

Opens the Method Notes window to edit notes for the
Method

Integration Parameters

Opens the Integration Parameters Dialog Box to edit
the integration parameters for a Method.

Peak Table ...

Opens the Peak Table Dialog Box to edit the peak table
for a Method.

Time Events ...

Opens the Time Events Table Dialog Box to edit the
time events for a Method.

Calibration Setup ...

Opens the Calibration Setup Dialog Box to specify
calibration parameters.

Verification Setup ...

Opens the Verification Setup Dialog Box to specify
verification parameters.

Fill Peak Table ...

Opens the Fill Peak Table window to fill the peak table
quickly.

Add Method Item

Contains a submenu which allows you to add a Peak
Table Entry or one of the 13 Time Events to the Visual
Method Edit Window. A better way to add Peak Table
Entry or a Time Event is to click with the right mouse
button in an empty section of the window. This will bring
up the same menu, with the advantage that the event is
placed at the location of the right mouse click.

Select All Method Items

Selects all the Peak Table Entries and Time Events in
the Visual Method Edit Window.

Delete Selected Method
Items

Deletes all selected Peak Table Entries and Time
Events in the Visual Method Edit Window.
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Help Menu

Menu Item Description

Help Topics Displays the help you are now viewing.

Product Support Web If you have Internet access and a web browser installed
Site on your computer, this option will automatically open

the Varian MS Workstation Product Support Web Site.
Here you will find the latest software and
documentation updates for the Varian MS Workstation
suite of products, along with additional notes, tips, and
answers to frequently asked questions.

You may wish to visit this site periodically to see if new
information is available that may be pertinent to you.

About Interactive
Graphics

Displays the About Box for the Interactive Graphics
application. The About Box contains information about
the software version, installation information, and a list
of the instrument control modules that you have
installed.
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GC Interactive Graphics Toolbars

Toolbar Overview

There are two toolbars on the main window: the Main Toolbar and the Method
QuickLink Toolbar. These can each be dragged with the left mouse button to a
docked or undocked location. The third toolbar is the Chromatogram Toolbar. It
may not be dragged or undocked, however, it can be scrolled out of view by
clicking on the green “minimizer” button.

Each toolbar can be hidden or closed. If the toolbar is hidden, it may be
displayed by selecting the appropriate menu item from the View menu of
Interactive Graphics.

Main Toolbar

=B &|?| M| &

&J|

= Opens the Open Multiple Data Files dialog box to select a list of up

to seven data files and view their chromatograms; all currently open
chromatograms are replaced with chromatograms selected in the
dialog.

Copies the main window as a Picture (Windows enhanced metafile
format) to the clipboard. This Picture can be resized and the
contents will stretch to fit the new frame. This copies picture with a
white background. Any white traces are drawn black; the other colors
are preserved.

@ Prints the Main Window as viewed on the screen except that the

background is drawn white. When printing to a monochrome printer,
any colors on the screen are drawn black instead. Opens the
standard Windows print dialog allowing you to select the printer and
number of copies to print. When the dialog is first opened, the
Default Saturn Printer is selected.

Displays the help you are now viewing.

2

@ Reintegration List: opens the Reintegration List dialog box to
recalculate results for one or more Data Files. This lets you enter

sample related information: whether to run data handling at all for a

data file; whether it's an analysis, calibration, baseline, or verification

run; recalc notes; etc.

ﬁ Reintegrate Now: uses the settings in the Reintegration List to

perform a recalculation on the open chromatograms. Used to
recalculate results for one or more Data Files without opening the
Reintegration List dialog box.
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Reintegrate Now/Clear Moved Events: same as Reintegrate Now,
except that any user defined peak start and end points are reset
before reintegrating.

View Preferences: displays the Preferences dialog box to configure
settings for how chromatograms are displayed in Interactive
Graphics.

£

View Locator Window: shows or hides the locator window. This
window displays a full scale version of the active chromatogram.
When you select a region in this window, it zooms the main window
instead. The active chromatogram is either the top most trace in
overlay mode, or the bottom most trace in tile mode.

Method Quick Link Toolbar

u:al_1 oth » This button lets you view or print the

method file currently open in

Interactive Graphics.

Chromatogram Toolbar

g

SEEERNEEEEE

Shows or hides the toolbar.

Full Scale: zooms all traces to their full scale values. This button is
the same as double clicking in the main window.

1
*|
3

Vertical Full Scale: in overlay mode zooms the amplitude range
such that all traces are visible in the given time range. In tile mode
the active (bottom) chromatogram is zoomed such that all of the
trace is visible within the given time range. If zooming is locked,
then the other chromatograms are zoomed to the same vertical
scaling as the active chromatogram. If zooming is not locked, then
only the bottom chromatogram is affected. This command only
affects the displayed amplitude range, the time range is unaffected.
This button is the same as double clicking in the Y axis of the main
window.

ﬂ

Horizontal Full Scale: in overlay mode, zooms such that the entire
time range is visible for all chromatograms. In tile mode, the active
(bottom) chromatogram is zoomed such that the entire time range
is visible. The other chromatograms are zoomed to the same time
range as the active chromatogram. This command only affects the
displayed time range, the amplitude range is unaffected. This
button is the same as double clicking in the X axis of the main
window.
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Previous Scaling: zooms to the previous time and amplitude range.

K |

— Each time you scale chromatogram(s), Interactive Graphics adds
the new scaling rectangle to the end of a list of scaling rectangles.
Previous scaling zooms the display to the value stored in the
previous position on the list. This item is disabled when at the start
of the list.

a Next Scaling: zooms to the next time and amplitude range. Each

time you scale chromatogram(s), Interactive Graphics adds the
new scaling rectangle to the end of a list of scaling rectangles. Next
scaling zooms the display to the value stored in the next position
on the list. Since new scaling rectangles are added to the end of
the list, it implies that Next Scaling is only available when you had
formerly hit the Previous Scaling button. That is, this item is
disabled when at the end of the list.

Exact View: opens the Exact View dialog which lets you specify the
time and amplitude ranges numerically.

B

Cursor Display: turns the cursor on or off. The cursor follows the
active trace and displays the time and amplitude of it current
position in an “info-panel”. As you move it near a peak event, it
jumps to the peak event and “sticks” to it. If the peak event
represents a reported peak apex, then the “info-panel” also
displays information such as the peak name, area, and width.

Hold the shift key down to disable the “stickiness” feature so that
the cursor follows the trace smoothly and is not affected by peak
events.

Hold the control key down to allow the cursor to move anywhere on
the screen without following the active trace.

Select Background Color: opens the standard Windows Color
dialog so that you can select a new background color for the
window. With a dark background color, Interactive Graphics
automatically chooses white as the color for axes, info-panel, etc.
text. With a light background color, the text color is automatically
set to black. Select “Display Faded Background” so that the
selected color fades to a lighter color from the bottom to the top of
the window. When solid black or white is selected, the fading does
not occur.

Tile Chromatograms: displays chromatograms one above each
other with each chromatogram in its own non-overlapping section
in the main window. In tiled mode, the time axis for all
chromatograms is always the same.

Overlay Chromatograms: displays chromatograms on top of each

other so that portions of each chromatogram overlap ones that are
visually behind them. In this mode, each trace may be offset from

others (as specified in the offsets tab of the preferences dialog) to
provide a 3-D view of the data.

Lock Zoom (tiled mode): when depressed, locks the amplitude
scaling so that changing the amplitude scaling in one
chromatogram causes all other chromatograms to also display the
same amplitude range. When not depressed, the amplitude range
of the individual chromatograms may differ.

Fill Peak Mode: opens the Fill Peak Table Window which allows
you to quickly build a peak table using peaks from the current
chromatogram. In this mode the cursor is automatically displayed
and locks on to the nearest peak apex. Clicking adds a new peak
table entry. If you check the “Fill table from selection” checkbox in
the Fill Peak Table Window, then all of the peaks in the region you
select are added to the peak table.
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GC Interactive Graphics Window

Locator Window

Use the Locator Window to view the entire active chromatogram and to select a
section of the chromatogram to view in greater detail in the Main Interactive
Graphics Window. The active chromatogram is either the top most
chromatogram in overlay mode, or the bottom most trace in tile mode.

The Locator Window is a window that floats above the main Interactive Graphics
window. Interactive Graphics draws a full scale version of the active
chromatogram in this window. As implied by the name, you can use this window
to quickly locate and zoom to a particular part of the chromatogram by dragging
the mouse to create a rectangular selection. This section of the chromatogram is
then expanded to fill the entire Main Window. Selecting a section in the Locator
Window to view may be faster than scrolling in the Main Window. The section of
the chromatogram displayed in the Main Window is indicated by an inverted
background in the Locator Window.

An “info-panel” display lists the currently displayed data file name in the Locator
Window along with the channel and last recalc data.

File: c:hsaturnwstgoeramplestcal 2.run
Channel: B = FIO RAMGE 11 Results
Last recale: 326038 212 PM

A

The following mouse actions are possible for the Locator Window:

Action Effect of Action

Left mouse button click and drag a | Expands selected section of chromatogram to
selection. fill the entire Main Window.

Left mouse button double click. Expands the Main Window to display the entire

active chromatogram
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Main Window

Use the Main Window to view and manipulate between one and seven
chromatograms. This is the main window you use when working with Interactive
Graphics.

| _ Interactive Graphics - Method: is_examp.mth [_[=]x]
File Edit Miew Resuts Edit Methad Help

S(Re| 32| B| 55| EE)]| B |
23]

L B [ R R [

|;||_A

For Help, press F1

The Main Window occupies the center of the Interactive Graphics window. The
following other panels may optionally be displayed around the periphery of the
Main Window:

Panel Location Purpose
Relative to Main
Window
Amplitude Axis Panel To Left Y-axis display, vertical
zooming
Time Axis Panel Below X-axis display, horizontal
zooming
Visual Method Edit Panel Below Time Axis Interactive peak table entry
and time event table editing.
Time Events Log Panel Above Display log of time events and
the time that they actually
occurred.
Chromatogram Toolbar Above Time Events | Quick access to often used
Panel Log functions.
Attenuation Control Panel To Right Adjust amplitude range using

logarithmic scaling.

Active Chromatogram

When in overlay mode, the Main Window always displays one active
chromatogram, and may also show up to six more inactive chromatograms. The
active chromatogram is the front-most chromatogram and is the only
chromatogram for which you can:

1. Modify the baseline by moving a peak start/end event to a new location.
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2. Show a cursor and its associated “info-panel” containing the time and
amplitude of the cursor and peak information.

. Display baselines and droplines.

. Display peak names and retention times.

. Show the Time Events that were performed by data handling.
. Display a blank baseline.

. Display peak events in the shape of a triangle.

0o N o 0o b~ W

. Display the run file “info-panel”.

9. Use the scaling buttons from the Chromatogram Toolbar: Full Scale, Vertical
Full Scale, Horizontal Full Scale, Previous Scaling, Next Scaling, and Exact
View.

You can make an inactive chromatogram the active one, by clicking directly on
the chromatogram in the Main Window with the right mouse button and select the
Move to Front menu item from the menu displayed.

When in tile mode, all chromatograms are considered active, however, the
Chromatogram Toolbar buttons only apply to the chromatogram at the bottom.

Opening Data Files

Use the Open Multiple Data Files dialog box to provide a list of which Data Files
will be displayed in the Main Window. You can also use this dialog box to change
the order of already open chromatogram(s) which also has the affect of
displaying the trace in a different color.

Zooming and Scrolling

The primary purpose of the Main Window is to allow you to inspect sections of
the chromatogram and review the placement of peak events as determined by
data handling. To do this you may want view a part of the chromatogram in high
detail. You do this by zooming, that is, selecting a rectangular section of the
chromatogram by dragging the mouse in the Main Window. When you release
the mouse, the chromatogram is redrawn so that the selected area fills the entire
Main Window. You can zoom similarly by selecting a chromatogram section in
the Locator Window. By repeatedly selecting rectangles in the Main Window, you
view the chromatogram ever finer detail. Interactive Graphics will not allow
further zooming if the amplitude range would become less than 0.0001 and the
time range would become less than 0.05 minutes. Double clicking in the Main
Window displays the chromatograms at their full scale zoom levels.

“PowerZooming” is an alternative way of zooming. You PowerZoom by clicking

and holding the left mouse button down without moving it. This zooms in on that
point isometrically, or, if your are holding the control key down, zooms out from

that point. Once PowerZooming begins, you can move the mouse around while
the mouse button is still down to change the point at which you are zooming.

You can view other sections of the chromatogram while maintaining the same
zoom level by scrolling. Scroll bars are shown only if the time or amplitude range
of your zoomed view is less than the maximum time or amplitude range of the
chromatograms as determined by autoscaling. Scrolling horizontally lets you see
sections of the chromatogram earlier or later than the current section. Scrolling
vertically lets you see sections of higher or lower amplitude.
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You can scale vertically using the Attenuation Control to the right of the Main
Window. This adjusts the amplitude range on a logarithmic scale. When using
the attenuation control, the lowest point of the active trace is fixed, and the
amplitude range is adjusted to a smaller range as you slide the position indicator
up and to a larger range as you slide it down.

You can zoom in the amplitude and time axes in the same way as you do in the
Main Window. You can select a rectangular section of the axis, PowerZoom, and
double click in the axis. These actions zoom just like they would in the Main
Window, except that only the amplitude scaling is affected when zooming in the
amplitude axis and only the time scaling is affected when zooming in the time
axis.

Autoscaling

Interactive Graphics automatically determines the maximum and minimum
values in the chromatogram. In determining these values, it ignores any
chromatogram sections during which an Inhibit Integrate (I) or a Solvent Reject
(SR) time event is in effect. It uses these values when displaying a
chromatogram at full scale. So when you double click in the Locator Window to
expand the Main Window to display the entire active chromatogram, the
chromatogram is displayed so that the minimum and maximum amplitudes are at
the bottom and top of the window.

Moving Baselines

You can modify baselines and droplines by clicking on a peak start/end event for
the active chromatogram and dragging it to a new location. Notice that as you
drag a peak event, the Main Window Information Panel will display the type of
event being moved, and will constantly update the time and amplitude of the new
peak event location. You must reintegrate to view the effects of the moved peak
events on the results. Peak information for affected peaks will not be available
once a peak event is moved.

NOTE: You can only modify baselines when the peak event shape is a triangle.
Moving baseline points is disabled when the peak event shape is a line, or when
peak events are not shown.

All events can be moved other than peak apices or events generated by the use
of a Forced Peak (FP) and Split Peak (SP) time events. An easy visual way to
determine if a peak event can be moved is to slowly move the mouse over a
peak event. If the peak event can be moved, the mouse cursor will change from

the cross cursor to the arrow cursor, otherwise, the cursor looks like: @ In
either case, a tool tip window is displayed showing the time, amplitude, and type
of peak event.

A peak event can be moved to within one tenth of one data point in time of an
adjacent peak event. By default, a peak event can only be moved so that it
touches the chromatogram trace. Hold the control key down while dragging the
peak event to move it away from the chromatogram trace. Peak events are
drawn as solid triangles or thick lines when moved as opposed to hollow
triangles or thin lines when in the original position determined by data handling.

To reset a peak event to the original position determined by data handling, click
on the event with the right mouse button and select the Reset to Original Position
menu item displayed. To reset all moved peak events to their original position,
select Reintegrate Now/Clear Moved Events from the Results menu.
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When a peak event has been moved manually, peaks whose areas are affected
by the moved event are marked in the report with a ‘U‘, designating a user
defined endpoint.

Viewing Options and Mouse Operations

You can customize the appearance of the Main Window with many options that
you can set using the View Menu Commands and the Preferences dialog box.

The following mouse actions are possible for the Main Window:

Action Effect of Action

Left mouse button click and drag | Expands selected section of chromatogram to
a selection. fill the entire Main Window.

Left mouse button double click. Zooms to full scale.

Left mouse click and hold Zooms isometrically from the mouse position

Left mouse button click on a Moves the peak event to a new location to

peak event and drag to a new change the position of baselines and droplines.

location. You must reintegrate to view the affects of the
moved event on the results.

Right mouse click on a Brings up a context sensitive menu with actions

chromatogram trace. to be taken for the selected chromatogram. The

menu will vary depending on your installation.
However, Remove, Move to Front, and Show
Run File Info are always present.

Right mouse click on a peak Brings up a context sensitive menu with the
event. action to be taken for the selected peak event.
Select the menu choice to reset a moved peak

event to its original position.

Info-Panels

Info-panels are rectangular panels that are drawn in the Main Window. There are
several of these panels containing information. Some, like the peak counter in Fill
table from selection mode, appear only while a particular operation is taking
place. Others, like the run file info-panel, are shown or hidden depending on a
preference setting.

When you move the mouse over an info-panel, the hand cursor is shown
indicating that the info-panel can be moved by dragging it to a new location. Info-
panels retain their position relative to the nearest corner of the Main Window, so
that when the Interactive Graphics window is temporarily sized to be small and
then the size is restored, the original info-panel position is retained.

You can configure the information shown in an info-panel by right clicking on the
info-panel and checking or unchecking items from the menu that is presented.
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Neither the position of an info-panel, nor the configured list of items are retained
when the data file is closed and then reopened. These are reset to default values
when the data file is reopened.

Cursor Info-Panel

When the cursor display is enabled, the cursor info-panel is automatically also
displayed. The contents of this info-panel varies depending on the location of the
cursor. Usually, it displays only the time and amplitude of the cursor location.
When the cursor is at a peak apex, the info-panel also shows peak apex
information, such as the name and its area (see below). When moving a peak
event it shows the peak event type as well as the time and amplitude of the peak
event position. The peak event info-panel is automatically shown while you are
dragging a peak event even when the cursor display is disabled.

NOTE: to show the cursor, select the View—Preferences menu item, then select
the Trace Settings Tab and check the Show Cursor/Peak Information checkbox.
Alternatively, click on the Cursor Display button on the Chromatogram Toolbar.

ltem Description

Time The time of the cursor location.

Amplitude The amplitude of the cursor location.

Name The name of the peak.

Result or The calculated results for the peak. For a calibrated peak,

Rsp. Ratio this will show the response ratio instead of the results.

Area, Height, or The area, height, or square root of height for the peak,

Sq. Root Height depending on the Peak Measurement type selected in the
Integration Parameters Data Handling Method section.

Width The peak width at half height in seconds.

Type The type of peak event being moved.

Run File Info-Panel

The Run File info-panel shows information about the active data file.

NOTE: to show the Run File information, select the View—Preferences menu
item, then select the Trace Settings Tab and check the Show Run File
Information checkbox. Alternatively, right click any chromatogram trace and
select the Show Run File Info menu item. Remember that regardless on which
chromatogram trace you click, only the run file information for the active trace is
displayed.
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Item Description

File The full path name of the active chromatogram.
Channel To displayed channel of the active chromatogram.
Last recalc The date and time the file was last reintegrated.

Fill Peak Table Info-Panel

This info-panel displays the time range of the selection and the count of peaks
when filling a peak table from a selection.

NOTE: to show the Fill Peak Table Info-Panel, select the Fill Peak Table item
from the Edit Method menu, then and check the Fill table from selection
checkbox. Alternatively, click on the Fill Peak Mode button on the Chromatogram
Toolbar and check the Fill table from selection checkbox.

Item Description

Start time The start time of the selected region.

End time The end time of the selected region.

Num peaks The number of peaks that are in the selected region and that
will be added to the peak table when the mouse is released.

Visual Method Edit Window

Use the Visual Method Edit Window to define a Peak Table and a Time Events
Table using visual programming and to visually compare the location of
programmed time events versus the actual time the Data Handling time events
occurred.

To use the Visual Method Edit Window, first make the window visible by
selecting Visual Method Edit Window from the View menu. Alternatively, select
Show Visual Method Editing Panel from the Layout tab of the Preferences dialog.
Then you can add, remove, move the position, and edit peak table entries and
time events using left and right mouse actions. Although most of these actions
are also available from the Edit Method menu, once you are familiar with them,
you will find the mouse actions a much faster and more direct way of editing time
events.

Types of Peak Table Entries

There are four different types of peak table entries. They are all drawn as a solid
bar with handles at each end. Click and drag in the middle of the bar to adjust the
time of the peak table entry. Click and drag on a handle at either end to adjust
the peak window retention time percentage for all peaks. The color of the peak
table entry indicates its type. Note that an entry may have more than one color:
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Color Type of Peak Table Entry

Blue Reference peak

Red Standard peak

Green Relative retention time peak
Yellow None of the above — a normal peak

Types of Time Events

There are two types of time events possible. How they are defined, how they are
drawn, and the actions you can take depend on whether it is a time range event
or a value event:

Type of Time How Defined Events of this How

Event type (color) Displayed

Time range time Start time and end Il (green) Up triangle at

event. time. GR (yellow) start time, down

triangle at end

VB (purple) time, and

SR (dark blue) connecting line
all drawn in

FP (red) color of the

HF (light brown) event.

HB (brown)

HM (black)

Value time event. Value -- units WI (light blue) Rectangle in
depend on type of SP (olive) color of the
event, for instance, event.
area counts for the | SN (dark green)

Peak Reject event. | TP (dark purple)
PR (orange)

Adding New Peak Table Entries and Time Events

You add a new peak table entry or time event by right clicking an empty spot (i.e.
not on an existing time event) in the Visual Method Edit Window and selecting
from the displayed menu listing all time events and the peak table entry. The item
is added to the window at the location which you clicked. Alternatively, you can
add a new time event by selecting from the Add Method Item submenu in the
Edit Method menu. If the item is a range time event, the time range is given a
default value of one twentieth of the currently displayed time range. If the item is
a value time event, the Time Events Table dialog box is displayed with the newly
added line selected. This presents an opportunity to set the value of the event.
No dialog is presented for the Split Peak value time event since there is no value
associated with this event.
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Editing Peak Table Entries and Time Events

You can later change any aspect of any time event or peak table entry by double
clicking on an item in the Visual Method Edit Window. If you double click on a
peak table entry, the Peak Table dialog box is displayed with the row containing
that peak event selected. If you double click on a time event, the Time Events
Table dialog box is displayed with the row containing that time event selected.
You can change any time or value in these dialog boxes, and when you dismiss
the dialog, any changes will be reflected in the Visual Method Edit Window.

Selecting Peak Table Entries and Time Events

You select a peak table entry or time event by clicking on it with the left mouse
button. If you click on another peak table entry or time event, any selected ones
are deselected before the one you clicked on is selected. If you are holding the
shift key while clicking on peak table entries or time events, all items you click on
will become selected. If you are holding the Control key down while clicking on
peak table entries or time events, the selection state of the item is toggled. That
is, selected items are deselected, and unselected items are selected.

You can also select a range of peak table entries and time events by clicking with
the left mouse button on an empty spot in the Visual Method Edit Window and
dragging the mouse cursor. Any items that intersect the displayed rectangle are
selected when you release the mouse. As with single clicks, holding the shift key
down while selecting a range of peak table entries or time events selects any
previously unselected items. Holding the control key down while selecting a
range of items toggles the selection state of any item; any previously selected
items are deselected while any previously unselected items are selected.

Moving Peak Table Entries and Time Events

You move time events by clicking on them and dragging them to a new location.
If you click on the left or right handle of a peak table entry, then you adjust the
peak window retention time percentage for all peaks. If you click on the triangle
section of a range time event, then you move only the start or end time of the
event, the other end stays at the same time. Note that if you move the end time
before the start time or vice versa, when you let go of the mouse, the ends will
automatically be switched to the right order. If you click on the connecting line
section of a peak table entry or range time event, or if you click on a value time
event, or if more than one event is selected, then when you drag the mouse, you
move the item(s) to a new time. The ability to move multiple time events while
maintaining the same time spacing is an easy yet powerful way of making global
changes to the method. In particular with peak table entries, this is the easiest
way to interactively adjust for retention time drift.

Deleting Peak Table Entries and Time Events

Delete peak table entries and time events by selecting them and hitting the
Delete key, using the Delete Selected Method Items from the Edit Method menu,
or hitting the Control-D key combination.
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Info Window and Mouse Cursor Types

Moving the mouse and pausing over a time event in the Visual Method Edit
Window brings up a window containing information about the peak table entry or
time event in a condensed format. The window is automatically hidden as soon
as you move the mouse.

Notice that as you move your mouse in the Visual Method Edit Window, the
mouse will change from a cross cursor to the arrow cursor when over a time
event. The arrow cursor indicates you can do one of the several actions with the
left or right mouse. If you click with the left mouse on a range time event triangle,
notice that the cursor changes to a double-pointed cursor with arrows pointing
left and right. This indicates you can move the start or end time for this event.

Right Mouse Menus

Clicking on a peak table entry or time event with the right mouse button displays
a context sensitive menu of actions you can do with that item. If only one peak
table entry or time event lies underneath the mouse you can edit or delete the
item. If there are multiple peak table entries or time events at the same location
as where you clicked the mouse, all of these items are listed in the menu, each
with Move to Front, Edit, and Delete menu items. If there are multiple selected
items, then the menu will contain a list of all the selected items rather than the
items at the location you clicked. For peak table entries and time events that lie
underneath the front most time event, the Move to Front menu item deselects all
other items, selects the indicated peak table entry or time event, and moves if to
the front enabling you to more easily manipulate that item.

As described in Adding New Peak Table Entries and Time Events, clicking with
the right mouse button in an empty section of the Visual Method Edit Window
displays a menu allowing you to add a new peak table entry or time event to the
window.

The following mouse actions are possible for the Main Window:

Action Effect of Action

Hold mouse still over a peak table
entry or time event

Displays a window containing information
about the item in a condensed format.

Left mouse button click on a peak
table entry or time event.

Selects items as described in the Selecting
Peak Table Entries and Time Events section.

Left mouse button click in an empty
section.

Deselects all peak table entries and time
events.

Left mouse button click on a peak
table entry or time event and drag.

Moves or sizes items as described in the
Moving Peak Table Entries and Time Events
section.

Left mouse button click in an empty
section and drag.

Selects items as described in the Selecting
Peak Table Entries and Time Events section.

Left mouse button double click on a
peak table entry or time event.

Displays the Peak Table or Time Events
Table dialog box with the row containing the
item selected.
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Action

Effect of Action

Right mouse button click on a peak
table entry or time event.

Brings up a context sensitive menu with
actions to be taken for one or more items.
Select from the list of Move to Front, Delete,
or Edit menu items as described in Right
Mouse Menus above.

Right mouse button click in an
empty section.

Brings up a context sensitive menu allowing
you to add a new peak table entry or time
event as described in Adding New Peak
Table Entries and Time Events.
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GC Interactive Graphics

Viewing Chromatograms in Interactive Graphics

Interactive Graphics is the Varian MS Workstation application that allows you to
review chromatograms, edit Data Handling Method parameters, and recalculate
results. Interactive Graphics may be launched from the MS Workstation Toolbar.

= - e
El o Cal_2run ;F@ Is_exampath b
| L - s
= - e

Click on the Interactive Graphics / Data Handling button.

If the Data File you wish to view appears in a QuickLink button, select View/Edit
Chromatogram from the menu.

If you did not select View/Edit Chromatogram from a QuickLink menu, you are
prompted for up to seven Data Files to open when Interactive Graphics starts.

Open Multiple Data Files HE
Look jn: Ia GLCExamples j ﬁzl
WS T - 1. & DP_somT A Dipa3ia7| [ Fun Informafion
A Analps2.un B Cal Tamun A Dh_samDZ.run A Dipa3nsa, File: [C:\Saturria/SAGCExamples\Cal_1

A Analsis.un

da Db stdun s Hibkgnds
& Eadmon.n n A Dh_std02 run A Levell n I
A Basecoriun M Cal_4run M Dipa_is.un A Level2 n
A Elank.un M Cal_5.un A Dipa3020.un A | eveld n T
4| | 3
2 =l

File name: I"Cal_3.run" “Cal_Zn" "Cal_1.run" Recent Files >| B Bl St
Files of type:  [Data Fies [*.ur) =l |4DCB.18 |0.000 - 15.002 min.
Sample: 20.0 HP
File Name | Channel Inject Date: [12/25/52 B:01 A
:Asatumwsacexamplesical_1 [[B = FID RAMGE 11 RESULT! > RunMode: Calbiaion

cohzatumwshgoesamplesheal_2 |B = FID RANGE 11 RESULT!+| _ =
— Instument: W arian Star #1
o hsatumwshocexampleshcal_3 | B = FID RANGE 11 RESULT! =

= ‘workstation: |PEGASUS
Channel: |B = FID RANGE 117

[ << fdd ToList |

Ceargl|  Cear | Us | Down | Open Fik(s) Cancel |

Select files to open by double-clicking on the file name, or select the filename and
click on the Add To List button, or drag and drop the files over the list of files below.

If necessary, change the detector channel.
You may re-order the files.

Click on Open Files to view the files.
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Elements of the Interactive Graphics Window

Once you have selected the file or files to view, they are displayed in the
Interactive Graphics window.

| _ Interactive Graphics - Method: is_examp.mth
Fle Edit Wiew Hesuls Editpethod Help

&(B| 27| 5% EE] | B |

al

b Voo I 1 | [ B B B | I 1
Ell
For Help, press F1

Main Toolbar

Chromatogram Display
Chromatogram Display Window
Visual Method Editing
Attenuation Control

Locator Window

The Locator Window

File: chzaturnwstgoeramplestcal 2run
Channel: B = FIDRAMGE 11 Results
Last recalo: 2026038 8:12 PM

|

The Locator Window shows the active chromatogram in full scale. Click and drag
in this window to view a portion of the chromatogram. When you do, the
Chromatogram Display Window is updated and the Locator Window shows the
zoomed area as a highlighted rectangle. Double-click in this window to return the
display to full scale.
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You can size and position the Locator Window anywhere on the screen. The
Locator Window can be closed by clicking on the button in the upper right corner,
or by toggling the Locator Display button in the main toolbar, or by deselecting
the Locator menu item in the View menu. The display state and position of the
Locator Window is retained the next time you start Interactive Graphics.

The Chromatogram Display Window

The Chromatogram Display Window shows any portion of chromatograms that
you have opened. Click and drag to zoom on a specific area, or click and hold
the mouse button down to continuously zoom on the area beneath the mouse
cursor. Hold the control key down while clicking the mouse button to reverse the
zooming direction. If the Locator Window is displayed, it is updated to show the
zoom area on the full scale chromatogram trace. Double-click in the
Chromatogram Display Window to restore the display to full scale.

If you have opened multiple chromatograms, they may be displayed in overlaid
or tiled modes. When overlaid, all chromatograms are show on the same time
and amplitude axes. By default, the chromatogram traces are offset both in time
and amplitude to facilitate viewing. The offset amounts can be adjusted; refer to
Changing Viewing Options on page 501 for details.

| Interactive Graphics - Method: is_examp.mth
Fie Edt View HResuls Editblethod Help

=[5 S( 2| o5 E || Eesammn |

- [l B

i Vom0 [ B B | I 1
Ell
Far Help, press F1

This panel contains information about the active, or front-most chromatogram. The
panel may be moved with the mouse, and you may select the information displayed
by right-clicking in the panel.

Information about peak events is displayed when you move the mouse over the event
marker.

When tiled, each chromatogram trace is displayed separately. All panels share
the same time axis, but each trace can be independently scaled in the amplitude
axis.
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| Interactive Graphics - Method: is_examp.mth

File Edt View Resuls Editbethod Help

HEEE R RENE \ (B i .||

\ Vo (I T Y e e
For Help, press F1

A separate attenuation control appears for each chromatogram.

When you right click on a chromatogram trace, either in overlay or tiled mode,
you are presented with a popup menu containing options for that chromatogram.
Included in these options are report generation and viewing, along with the ability
to remove the chromatogram, or bring the chromatogram to the active, or top-
most position (in overlay mode only).

The Chromatogram Display Toolbar

The toolbar at the top of the Chromatogram Display Window allows you to adjust
the chromatogram display settings.

ﬂ|<=§=>gm ENEIErA

Show/Hide toolbar.

Display the chromatograms full scale for both axes, the amplitude axis only, or the
time axis only.

Toggle between current and next or previous zoom settings.
Specify an exact viewing region in time and amplitude units.
Display the position of the cursor on the chromatogram trace.
Change the background color.

Toggle tile or overlay mode.

Lock amplitude settings of tiled chromatograms.

Add peaks to peak table by clicking on the chromatogram display.
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The Attenuation Control

Located on the right side of the chromatogram display is an attenuation control,
similar to a scrollbar which allows you to adjust the scaling of the amplitude of
the chromatogram trace. As you move the thumb tab up, the vertical scale is
magnified.

The Visual Method Editing Window

The area beneath the Chromatogram Display Window is the Visual Method
Editing Window. Timed integration events and peak table entries are graphically
displayed in this panel. New events can be added by right clicking in the panel
and selecting the desired event from the popup menu. Once inserted, events can
be moved in time and their duration can be edited by dragging their endpoints
with the mouse.

The Main Toolbar

At the top of the Interactive Graphics window is the application’s main toolbar.
This toolbar provides shortcuts to frequently used functions that are also
available as menu items. The main toolbar and the Method Quick Link button can
each be repositioned in the window or “undocked” and displayed as a floating
window by clicking in an empty area in the toolbar and dragging with the mouse.

2| 8|2 fl5 & EE] Eesdn dl

Open chromatograms.

Copy the chromatogram display to the clipboard.

Print the chromatogram display.

Display the About box.

Display the Reintegration List, reintegrate using the current settings, or reintegrate
and restore any moved baseline endpoints.

Display the Preferences dialog box.

Toggle the Locator Window display.

Quick Link button to method operations for the currently active method.

Changing Viewing Options

There are many options available for the way chromatograms are displayed in
the Interactive Graphics window. Pull down the View menu to display the options.

Locator
v Method Cuick Link Button
v Toolbar
v Status Bar

v izual Method Edit “indow
v LChromatogram Toolbar
v Aftenuation Control

Preferences ... Chil+F
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Toggle display of the Locator Window, the Method Quick Link button, the main
Toolbar, or the Status Bar (at the bottom of the window).
Toggle display of the Visual Method Edit Window, the Chromatogram Toolbar or the

Attenuation Control.
Display the Preferences dialog box.

The Preferences Dialog Box

Select Preferences... from the View menu to display the Preferences dialog box.
The dialog box contains four tabs at the top, each corresponding to a different
category of preferences. As you make changes in the Preferences dialog box,
the Interactive Graphics display is immediately updated so that you can preview
the change. Refer to the on-line help in Interactive Graphics for a complete
description of all of the fields in the Preferences dialog box.

Layout

The layout preferences determine the appearance and behavior of all elements
in the Chromatogram Display Window other than the chromatogram trace itself.

Interactive Graphics E

Layout I Trace Settingsl fosetsl Colars I

v Sh ﬁ W Show Offset Perspective [Overlay Mode)
[V Show 'y Axis [ Locked Zoaming [Tile Made)

[+ Show Horizontal Scroll Bar Layaut Made

¥ Show Vertical Scroll Bar £ Tiled Chramatograms

¥ Show Attenuation Control £ Overlaped Chiomatagrams

¥ “wide Attenuation Control

¥ Show Tool Bar

¥ Show Time Events Log

¥ Show Visual Method Editing Panel

Ok I Cancel | Usze Defaults | Help |

Accept the changes and close the dialog box. Use the previously saved preferences.
Return all preferences to default values.

Trace Settings

The Trace Settings preferences determine the appearance of the chromatogram
trace in the Chromatogram Display Window.
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Interactive Graphics E2

Layout  Trace Settings | fosetsl Colors I

[+ Show Peak Betention Time — Peak Events
~ g — Show/Hide Peak Events
¥ Show Integration Baselines % Show All Events

¥ Show Cursorn/Peak Information

W Show Fun File Information

[+ Show Blank Baseline

™ Prexiew Blank Bazeline Subtraction

™ Show Active Events
7~ Hide &l Events

Plot Type —&ctive Peak Event Shape

& Line Plot ¥ Triangle
" Qutline Plat " Line
¢ Puaint Plot

(] I Cancel | Uze Defaults | Help |

These settings affect what additional information is displayed with the chromatogram.
See the explanation of this option below.

These settings affect the way the chromatogram traces are drawn.

These settings determine whether peak start, end and apex events are drawn on all
chromatograms, only the active chromatogram, or no chromatograms.

These settings affect the display of peak start, end and apex points.

When Preview Blank Baseline Subtraction is selected, the blank baseline stored
in the Method can be edited by clicking and dragging points with the mouse. The
chromatogram is drawn as if the baseline has been subtracted. To actually
subtract the baseline, you must select Subtract Blank Baseline in the Integration
Parameters window in the Data Handling Method Section. If you subtract a blank
baseline that has been manually edited, it will be documented in the report.

Offsets

Time and amplitude offsets affect the “3D” appearance of multiple
chromatograms when displayed in overlay mode. When offsets are performed by
percentage, the distance between traces appears fixed regardless of the scaling.
When offsets are performed by a value the distance between traces changes as
the scaling changes.

Interactive Graphics E |

La_l.JDutI Trace Sefttings  Offsets I Colars |

—Amplitude Offzet Optione———— — Time Offzet Options
Offzet Type ——— Offzet Type:
£ Walue = Walye
Lol : {* Peicentage

Offset by IE.EI _|j % Offset by: |3.EI _,; %

— Preset Percentage Offsets

Ampii 5% Time 3% | Ampi 2%, Tine 2% | Ampl 0% Time 0% |

(] I Cancel | Uaegefaultal Help |
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You may specify the colors for each of the seven possible chromatogram traces
that can be displayed simultaneously in Interactive Graphics. You may also
specify the background color of the Chromatogram Display Window, and whether
the background is a solid color or is a faded gradient. You may save your color
settings as a theme, which can be restored later.

Interactive Graphics

La_l,loutl Trace Settingsl Dffsets Colors I

(| - Windou
. -I Background

-I D ata File 2

V¥ Dizplay Faded Background
:I Data File 2
:I Data File 4 Tl
(| oaefies B
:I DataFile 6

Savehs . | Delete |
[ | paafier

ak I Cancel | UseQefauItsl Help |

Click on the color buttons to choose a new color.

Select an existing color theme, or save the current settings as a new theme.

Selecting a Method

When a chromatogram is initially opened in Interactive Graphics, the Method
used to perform the most recent calculation of the chromatogram is automatically
opened. If this method cannot be found, a new untitled Method will be opened.

If multiple chromatograms are opened at once and more than one Method was
used on the set, you are prompted to select the Method to open, or you can
browse for another Method.

Open Recalc Method

Select method to open with the loaded data file[z):

Use| Method File | Run File | Chann|
00 chsatunwshgoesamplesiis_examp | ohsaturmwshgcesampleshcal_Toun B

L chsatumwshgoesampleshiz_examp | olhzaturmnwshgoexamplesheal Zoun |B

1 chsatummshgoexampleshiz_examp | oheaturmwshgoexamplestcal 3oun B

Other Method.| G| Cancel |

Select the method you wish to use with the chromatograms you opened.

If you wish to use another method, you may browse for it here.
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If you wish to use Data Handling parameters from a Method file already stored
on disk but not automatically opened when you selected the chromatogram, you
can choose one from the File menu.

Add/FRemove Chromatagram  Ctrl+M

Hew Method

Open Method . Ctrl+hd
Open Orginal Method ..
Open Becalc Method ...
Build Method from D atafile »
Save Method . Bt
Save Method Az

FErint... Ctrl+F*
Frirt tethod

Prink Prewview ...

Frint Setup...

E it

Select the Open Method command.

The Open Method dialog box is displayed.

Open Method

Laock. in: I 5 Examples

"0 AnalpsT-4.mth [y Cal_3MTH [ Int_std.mth E
% Another.mth Cal_B.mth |z_examp.mth
725 Blarik-4. mth Data File Method. mth lahg namme.mth

% Cal_1.MTH Es_eHamp.mth Np_eHamp.mth
% cal_1a-b.mth Ext_std.mth pg.mth
% Cal_1-B.mth best. b Practice.mth
8 Cal_2-B.mth Ident mth Subtract. mth
| |

File hame: |h2tesl.mth Open I
Filez of tupe: IMethods (% mth) j Cancel |

[~ Open as read-only
™ Mates Recent Files >|

Select the Method containing the Data Handling section you wish to use.

You can select from a list of recently opened methods here.

If the Method you select contains more than one Data Handling section, you will
be prompted for the section to use.

Select Method Data Handling Section [E3

Channel [D

Cancel |
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Select the method section you wish to open.

If you wish to open the Method originally used with any chromatogram that is
currently opened in Interactive Graphics, you may do so by selecting Original
Method... from the File menu.

Add/Remove Chromatogram  Clrl+M

Hew Method
Open Methad ... Ctrl+bd

Open Original Method ...

Open Becalc Method ...

Build Method from [ atafile 3
Save Methed| Bt 5
Save Method Az

Frirt... Ctrl+P
Frint tMethod

Frint Prewiew ...

Frint Setup...

Exit

This item allows you to select from the methods used when the chromatograms were
originally generated.

Building a Method from the Data File

When a calculation is performed on a Data File using parameters in the Data
Handling section of a Method, that Method section is copied into the Data File.
You may build a new Method from the Data Handling parameters stored in a
Data File. Modifications to the new Method do not affect the Method file that was
used originally when the Data File was acquired from the detector. You may use
the Method created from one chromatogram channel to recalculate results for
another Data File.

Build a new Method from an open chromatogram by using the File menu.

Add/Remaove Chramatogram  Chrl+H

Mew Method

Open Method .. Crl+td
Open Original Method ...

Open Becalc Method ...

Build Methad fram D atafile

Save kethed [SHlEE
Save Method bz .

FErirt... Chl+P
Frint kethod

Print Prexview ...

Frint Setup...

Exit

Select Build Method from Data File. If multiple chromatograms are open, a cascading
menu allows you to select the Data File to use.
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When you select Build Method from Data File, you are prompted for the name of
the Method file to be created. This new Method then becomes the active Method.

Changing the Data Handling Parameters

The Edit Method menu provides access to the Data Handling Method section
windows for the open Method.

Edit Method

Set Password...
Method Motes. .

Integration Parameters...
Peak Table...

Time Events...
Calibration Setup...
Werifization Setup...

Eill Peak. T able...

Add Methad Item 3
Select Al Method Items Chrl+a,
Welete &elected M ethod [tems: Bt

Select the Data Handling section window to edit.

Edit the Notes associated with the Method. Method notes are printed with the
method, and can be viewed when selecting the method.

The following Method editing windows can be opened from the Edit Method
menu.

Integration Parameters

Integration parameters affect peak detection, peak size calculation and results
calculation. Refer to the on-line help in Interactive Graphics for details on all
Integration Parameters fields.

Integration Parameters |

— Peak Detection — Peak Measurement

[ Subtract Blank Bazeline M:fsurement Type
* Peak Area
", [0 = &
Iritial 5./H R atio: --  Pesk Height
Initial Peakwidth: |2 zec I:I: " Sg. Rt Height
Initial T angent i
T e |10 2 Iritial Peak =
Height *: -- Beject 4 alue: 500 [= |
Manitor Naize Peak Result Calculation
&' Before ever n [~ Fepaort Unidentified Peaks
" Once at start of method W Report Missing Peaks
™ Fized value: ol [ Momalize Fesults

=

507



Peak Table

The Peak Table is used to identify peaks so that results may be calculated. Refer
to the on-line help in Interactive Graphics for details on all Peak Table fields.
Right-click in a column header for formatting option. Refer to page 510 for the
procedure for filling a Peak Table.

Peak Table

Retention Standard Peak Level1 =
‘ Time Peak Name Ref | Std HHT| Name Group Amount v
1 5.674 20ctanone N o] = M 0 12 =
2 E 363 1-Octanol H H = -l o 12 Insert |
3 7.507 n-Decane N o N I 0 12 Dielete I
4 2474 2 G-dimetphe: H H = M o 20
5 8.397 rDodecans I - o 12 FilDown_|
6 49324 2 4-dlmetani H H = M 12 Gt |
7 10,556 n-Tridecane N o N (i 0 12
ld” o
Define Peak Windows. . | Frint I Save | Cancel

Specify peak identification windows.
Select a column then click here to replicate the first entry on all subsequent rows.

Sort peaks by retention time.

When you click on the Define Peak Windows button, the Peak Identification
Window dialog box is displayed.

Define Peak Windows

r— Define Reference Peak Windows —

‘widkh [minutes):
Betention Time %:

r— Define Other Peak Windows

wWidth [minutes):
Retention Time &

-~ Unretained Peak Time

Time [minutes]:
Cancel |

Peak windows are defined by an absolute time plus a percentage of the retention
time. These values are added to and subtracted from the retention time to determine
the peak window.

Reference peaks are marked in the Peak Table with a check in the Ref column.

This is used with relative retention time peaks (RRT) to compute relative retention
times for all peaks in the Peak Table.

Time Events

Time events affect peak detection and baseline placement. Refer to the on-line
help in Interactive Graphics for details on all Time Events fields. See page 511
for details on graphically editing time events.
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Time Events Table

— Time Events Program

Time | Event Value_ / End Description - Add
Time
D.D1DD|II 3.9000 | (End time:0.0-1440.00 i) —  Insert |
E.6203 VB 3.7144 | [End time:0.0-1440.00 min]

LDelete

Dele |

AR LR

O N N N N

T =l

Lancel |

This field describes acceptable values for the Value / End Time cell.

Calibration Setup

Calibration Setup parameters determine the type of calibration to be performed,
as well as calibration acceptance criteria. Refer to the on-line help in Interactive
Graphics for details on all Calibration Setup fields.

Calibration Setup

Calibration Type——————— [~ Replicate Treatment
% [No Calibration) &' Keep Replicates Separate
" Internal Standard " Average Calibration Replicates
(* c! = A Erad g et
' T Applithre weight b —
Wi newirenlicates [ ﬂ
Mumber of = — Feplicate Tolerance
Calibration Lewvels: ﬂ

& plways add new replicates

— Multi-Level Parameters " Mever add new replicates

— Curve Defaults " Add replicates within

. this tolerance (%1 |10 =
Origire IIgnore 'I --

Out of Tolerance Action... |
Eit: ILinear 'I
— Calibration Fange Tolerance

Wiew Curves... | Peaks outside the range + tolerance
generate calibration range errars.

—weighted Regression Elzriae Tl 2. -
Bange Tolerance [%]: -1 0o
Apply thiz weighting
gcheme to each peak: Out of Tolerance Action... |
[Mome] =

Edit/Lock Caliration Data.. |

Save I Cancel |

Parameters in this window only apply when a calibrated calculation type is selected.

The number of levels determines the number of amount columns shown in the Peak
Table.

Displays calibration curves.
Specify action taken when a calibration point is not within the given tolerance.

Specify action taken when an analysis run is outside the calibrated range.
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Edit calibration coefficients. Locked coefficients are not updated by calibration runs.

Verification Setup

Verification Setup options affect the behavior of verification runs. Refer to the on-
line help in Interactive Graphics for details on all Verification Setup fields.

Verification mung are performed by Systemn Control
of Interactive Graphics by specifying a sample
type of “erfication’,

Deviation Tolerance [%2]): 15
Out-of-Tolerance Action
& NoAction

™ Increment Emor Count
" Teminate Sample List

" Halt &utomation

The out-of-tolerance action iz performed when the
amount computed for any peak deviates from the
calibrated amount by the given tolerance.

Save I Cancel

Filling the Peak Table

The fastest way to build a Peak Table is to create one from the detected peaks in
the active chromatogram. To do so, pull down the Edit Method menu.

Edit Method

Set Password...

Method Motes. .
Integration Parameters...
Peak Table...

Time Events. ..
Calibration Setup...
Werification Setup...

Fill Peak. Table...

Add Methad Item 3
Select All Method ltems Chrl+as
Welete Selectad Method [tems: EtrwD

Select the Fill Peak Table command.

The Fill Peak Table window is displayed at the top of the screen, above the
Chromatogram Display Window.

Fill Peak Table

Retention | poak Name | Ref | Std | Rm| Standard Peak | group | Levell |'I >
1 5673 2-Octanone o o o - 1} 12 =
2 6,970 1-Octandl H B B I ] 12 ﬂl
3| |7aw nDecane H H = oo 20 Dekle
4 5473 2 E-dimetphe H B B - o 12
[ 5] |saw nDodecane H § = = oo 2 |y
I Fill table from selection Save [ st
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When you check this, peaks detected in any region that you select in the
Chromatogram Display Window are automatically added to the peak table.

The Fill Peak Table window is nearly identical to the Peak Table window, except
that you may click on any peak displayed in the Chromatogram Display Window
to add an entry into the table. A default name and peak parameters are entered
with the retention time of the selected peak. Click on the peaks of interest in the
display, zooming and scrolling if necessary to bring the peaks into view. After all
peaks have been added, click on the Save button.

Interactive Editing of Timed Events

Certain integration parameters can be set to affect only portions of the
chromatogram. This is useful to account for changes in the chromatographic
signal during the course of the run, or to better integrate partially fused peaks or
peaks that occur on a drifting baseline.

These timed integration events can be edited from the Time Events window
displayed from the Edit Method menu, or they can be graphically placed on the
chromatogram display. Peak table entries can also be graphically placed on the
chromatogram using the same technique. Time events that are added to the
chromatogram take effect when you perform a reintegration.

The Visual Method Editing Window is displayed below the chromatogram.

| Interactive Graphics - Method: is_examp.mth HEE
Fie Edi Wiew Resuls EditMethod Help

) L T B T I R 11
El|
For Help, press F1 II: 0.07100-3.9000 min %

Events that have already taken effect (by reintegrating the chromatogram) are
displayed above the chromatogram trace.

Double-click on a marker to see the entire event table.

Event names and values are shown when you move the mouse over the event
marker.

Peak table entries are displayed as yellow boxes. Double-clicking on the marker
displays the peak table.
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To add a new time event, right-click in the Interactive Time Events window at the
time where you wish the event to occur.

A Add Peak Table Entry

¢ Add Wwidth

Add Integration [nhibit

: Add Solvent Reject

: Add Group Peak

; Add Valley Bazeline

. &dd Forced Peak

- Add Split Peak

- Add Horizontal Fomwards

: &dd Honizontal B ackwards
- &dd Horizontal Minimum

- Add Signal ta Moize Ratio

- &dd Tangent Percent

For Help, press F1 : Add Peak Reject

When you right-click, a menu of events is displayed. Select the desired event type.

The event is added at the point where you right-clicked.

Drag a time range endpoint to change the range.

Drag the center of a time range to move the entire range.

When you change the width of a peak table entry (the yellow boxes), all peak
table entries are adjusted to reflect the new window size. Refer to Peak Table on
page 508 for more information on peak identification windows.

You may select multiple events by holding the Ctrl key down while clicking on
them, or by dragging over the all the events with the mouse.

. T S e A

These events are selected.

Use the delete key to delete selected events, or right-click on the event to see a
menu of options.
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Moving Peak Start and End Points

Peak start and end points are indicated on the chromatogram as lines or
triangles (depending on the options selected in the Preferences dialog box). You
may change the position of these points by dragging them with the mouse.

Right-click on a point to return it to its original position or view the peak event
information.

Manually positioned points are drawn as solid triangles.

Drag a point to change its position.

When you perform reintegration on a chromatogram with manually positioned
peak events, you are asked whether you wish to include the changes when
calculating results.

Interactive Graphics [ %]

One or more unsaved peak start/end point have beeh moved in the file 'e\lestar\examplesheal_Ta.un'. Do you wish to save moved
peak start/end points befare reintegrating?

No I Cancel |

Use the manually placed peak events and reintegrate.
Discard the manually placed peak events and reintegrate.

Abort reintegration.

If you use the manually positioned peak events, peaks whose areas are affected
by the event will be flagged with a “U” (user-modified) in the results report.

Calculating Results

Results can be calculated for all opened chromatogram channels using the Data
Handling parameters in the active Method. Open the Reintegration list by clicking
on the button in the Main toolbar, or by selecting it from the Results menu.

2w S 2] &lH % BT Eesdmn ]|

Open the Reintegration List.
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The Reintegration List is displayed.

Reintegration List

Cal.
Level

?)lliln Data File Sample Hame | Sample Type

W e tumwstgcexampleshcal_1(20.0 NP Calibration = 1

< D
Calibration Coefficients—————————————————
S Calculate Resultz
¢ |ncarporate Mew Calibrations inta Data Set

" Clear Coefficients at Start of List Save Changes | Cancel |

Set the run type (analysis, calibration, verification, baseline).

If you are calculating results using an Internal Standard, edit the amount for standard
peaks here.

Indicates channels on which to run Data Handling. An unchecked row indicates that
no new results will be calculated for the corresponding chromatogram.

If a calibration run is specified, either add calibration points to existing data, or
replace existing data with new calibration points.

Save changes but do not run Data Handling.

Save changes and calculate results.

After reintegration, the chromatogram display will be redrawn with any changes
to peak events and colored markers indicating where timed integration events
took place.

You may also quickly reintegrate all open chromatograms using the parameters
in the Reintegration List by using the Reintegrate Now command, selected from
the Main toolbar or the Results menu.

2|5 B2 |55 =[] ek dl

Run Data Handling using parameters stored in the Reintegration List.

Reintegrate peaks after clearing any manually positioned peak events.
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Viewing Results

You may view results for each peak by enabling the Cursor/Peak Information
display from the Chromatogram Display Toolbar.

e e e =N R R

Click on this button to enable the display of peak information.

The Cursor/Peak Information display can also be enabled from the Trace
Settings tab in the Preferences dialog box.

| Interactive Graphics - Method: is_examp.mth HEE
File Edi View Hesuts EditMethod Help

=(E] B[7] 5% BT | e |
“#]

|;I|_A

For Help, press F1

The Peak Information window is updated with peak data when you move the cursor
over the peak.

Other results viewing functions are available by right-clicking on the
chromatogram trace. When you do, a popup menu lists all report options
available. This list will vary depending upon the post-run applications that you
have installed. The same list is also available from the Results menu, listed
under the Data File name.
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Viewing Calibration Curves

If you are performing calibrated calculations (external standard, internal standard
or normalized percent), you may view the calibration curves associated with the
active Method. Pull down the Results menu.

Reintegration List ...
Beintegrate How Ctrl+R
Reintegrate Mow/Clear Moved Events

v Autozave method before Reintegration

Calibration Cu

CALCSTARMERAMPLESCal Tarun - B 2

Select View Calibration Curves.

The Calibration Curve window is displayed if calibration data exists in the active
Method. If you have not yet performed any calibration runs with the active
Method, or if you have cleared calibration coefficients without adding any new
calibration data, a message box will tell you that no calibration data exists in the

Method.

i Calibration Curve - 2-Octanone
Frint... |Printgll...| Eﬁpurt...l Owerday. . | Faint Infa... |Qoefficients...
is_examp.mth: ADCB.16.8: 2-Octanone
Internal Standard Analysis Resp. Fact. RED: a061%

Zurve Type: Linear Coeff. Det.(r=); 0.997224

Qrigin: lanore

y= +3.0102e-002% +9.8584e-001

Replicates 1 1 1 1 1

P 1

]

T

§ el

z

3 l

I

£ 1

2 0

d. 25 '50 75 100 Y25

Amount FAmt Std.

Peak Mame: |35 = E Exact Wiew |

—Ongin————— Curve Fit———— I Curve Oy Save |
™ Include % Linear - xye =
¥ |gnore ™ Quadratic L Lo Lﬁltl
" Force " Cubic L0 S | Cancel |

You may print or export the selected curve or curves for all peaks in the peak table.

You may overlay curves with different fit parameters to determine the best type of fit
to use for your data.

You may manually enter calibration coefficients.

Right-click on a calibration point to exclude it from the curve fit calculation.
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Double-click on a calibration point to see more information.
Select the peak whose curve you wish to view.

Changes made here only affect the stored calibration data and are documented in the
results report and calibration block report.

Refer to the on-line help in Interactive Graphics for a complete description of all
fields in the Calibration Curve window.

Printing and Copying the Chromatogram Display

You may wish to print the image displayed in Interactive Graphics, or paste it into
another document. To print the image displayed in the Chromatogram Display
Window, pull down the File menu.

Add/Remove Chromatogram  Chrl+h

Mew kethod

Open Method ... Crl+rd
Open Oiginal Method ...

Open Recalc Method ...

Build Method from D atafile 3
Sawe flethod).. [t
Save Method Az ...

Frint...

Print b ethod
Print Prewview .
Print Setup...

E xit

Select Print to print the image.

Select Print Preview to view the image as it will be printed.

To copy the image to the clipboard for use in other Windows applications, pull
down the Edit menu and click on the Copy item.

Edit
)] [Eti| 2
(S0t ISt
Copy Cl+C
Copy Bitmap
Copy Picture to Digk
Faste gl
[Velete [

Copy the image as a picture which can be resized without losing resolution.

Copy the image in the zoom window as a bitmap. Bitmaps cannot be resized without
becoming distorted.

Create a Windows metafile that can be imported into Windows graphic applications.
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GC Standard Report Method
Command Reference

Print Options

Frint Copiez |1_:I

— Single Run Reportz

Title: |
¥ Print Chromatagram
¥ Frint Fiesults

[ Suppress Frintout on Injections

[T Corwert Besults to ASCI

— Calibration Block Reports

These parameters affect the Calibration Block:
FRepart printed from a Sample/RecalcList in
Syztem Contral uzing the "Print Calb' action.

[ Print Report
[T Corwert Bepart ta A5C]
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Single Run Reports:

Iltem

Description

Title

Up to 60 characters

Assigns a title to the report.

Print Chromatogram

When checked, the Workstation prints the
chromatogram from System Control during automation.

Print Results

When checked, the Workstation prints the results report
from System Control during automation.

Suppress Printout on
Injections

When checked, only prints automated reports for Recalc
and Print Sequence actions. Used to insure that printer
errors do not interrupt an automated sequence of
injections

Convert Results to
ASCII

When checked, the Workstation converts the results to
ASCII. Used to generate results for use in other ASCII-
compatible programs.

Calibration Block R

eports:

ltem

Description

Print Report

Selects whether or not a Calibration Block Report is printed
when a Print Calib sample type is used in a SampleList or
RecalcList (from System Control/Automation).

Convert Report to
ASCII

When checked, converts the calibration block report to ASCII
format when a Print Calib sample type is used in a
SampleList or RecalcList (from System Control/Automation).

Other Commands:

Iltem

Description

Print Copies

1to9
Sets the number of copies of the report to be printed.
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Results Format

— Rezultz Table

Amount L nits: I .
MNurber of Decimal Digits: |4

[T Show Peak Group Taotals

— Run Documentatian

[ Bun Log [Method/tModuls Documentation]
[ Emor Log [Instument Emors]

[ Calibration Report [Curve Coefficients)

¥ Fevision Log [Changes to Fesults)

[~ Motes [Sample Motes]

Item Description
Units Any units, up to 10 characters

Assigns a name for the units used in the results report.
Number of Oto6

Decimal Digits

Sets the number of digits in which results are to be expressed.

Run Log If checked, includes the method and the Time Events Log at the
end of the report. Entries in the Time Events Log correspond to the
actual times when the events occurred.

Error Log Includes error messages that occurred during the run at the end of
the report. Error messages generated by post-run Data Handling
are always printed whether the error log option is active or not.

Calibration Includes the text of the calibration block report as part of the results

Report report.

Notes Includes notes you entered when you made the injection (original

notes) and when you recalculated (appended notes) as part of the
report.
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Chromatogram Format

— Chromatogram Start and End

Start Time;ID.DD M. m
End Time:l'l 440.00 ks

— Time and &Amplitude Scale

¥ Auto Scale

Iritial Attemuation: I32
Zem Offzet, 2 |5
Length in Pages{* I‘I
Initial Chart Speed I':'-':' i,
Tirme Tick |nterval: I'I A mine.

e Eraaran.. |

— Chromatogram Annotations
¥ Betertion Times ¥ Peak Mames

[V Time Events v Bazeline
¥ Chromatogram Events
Item Description

Start Retention
Time, mins

0.00 to 1440.00

Specifies a start time after injection for the chromatogram display
and printout.

End Retention
Time, mins

0.01 to 1440.00

Specifies an end time for the chromatogram display and printout. If
the End Retention Time is greater than the actual end time in the
data file, the actual end time is used.

Initial
Attenuation

1to 4096

Sets the initial scaling of the display or printout. Attenuation is
relative to the maximum full scale value of the detector. An
attenuation of 1 scales the chromatogram so that a signal 1/4096™
of the detector's full scale is the largest signal that will be printed.

The attenuation can be changed to other values at various times
by time programming. The initial attenuation value is ignored if you
select Auto Scale.

Zero Offset, %

-100 to 100

Sets the zero point of the displayed or printed chromatogram as a
percentage of the full page. Larger values let you record negatively
drifting baselines or negative chromatographic peaks. The zero
offset value is ignored if you use Auto Scale.
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Item Description

Length in Oto9

Pages Sets the number of pages used to print a chromatogram. This
option takes precedence over the chart speed value. The chart
speed is calculated by dividing the total length in pages by the run
time.

Initial Chart 0.0t0 30.0

Speed, cm/min

Sets the initial chart speed for the printout. This speed does not
change unless you time program the chart speed. Set the Length
in Pages to 0 to use this option.

Minutes per 0.0t0 10.0

Tick Sets the interval between time tick marks on the printout.

Auto Scale If checked, adjusts the attenuation and zero offset so that the
chromatogram fills the screen or page.

Time Events If checked, annotates the right margin of the chromatogram to
show when time events occurred. Shows when peak width (WI),
inhibit integrate (Il), solvent reject (SR), group (GR), valley
baseline (VB), chart speed (CS), and attenuation (ATT) changes
occurred.

Chromatogram | If checked, annotates the chromatogram with tick marks that

Events denote peak event for peak starts, peak ends, apices, and valley
points.

Retention If checked, annotates the chromatogram with the retention times

Times for all detected peaks.

Peak Names If checked, displays peak names for identified peaks.

Baseline Draws baseline segment lines under the peaks.

Edit Time Opens the Report Time Program dialog box to edit a report time

Program... program.

Report Time Program Dialog Box

Report Tme Progam |

Retention Chart Ta add an entry.
Tirne Speed  Aftenuation | eniber HP-;E retentlcldn
lime, chart zpee
I-I I-I 0 I-I U4 and attenuation,
el | Delete | then press Add.

0000.00: CS =1.0 Akt =32

Q007.00: CS =1.0 Ak =1024

To change an
enty, zelect the
iterm i the table
and change the
chart zpeed and
attenuation above.

| ] I Cancel
Item Description
Retention 0.00 to 1440.0
Time

Sets the start time for the selected event.
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Item Description

Chart Speed | 0.1to0 30.0
Sets the program chart speed.

Attenuation 1 to 4096
Sets the program attenuation.. Attenuation is relative to the
maximum full scale value of the detector. An attenuation of 1
scales the chromatogram so that a signal 1/4096™ of the detector's
full scale is the largest signal that will be printed.

Add Adds the active parameters to the program list.
To add a change in chart speed or attenuation to the report time
program.

Delete Deletes the highlighted line in the program.
To delete a line in the report time program, canceling that change
in chart speed or attenuation.

Calibration Block Report Format

These parameters affect the

Calibration Block Fepart printed E
from a Sample/R ecalcLiszt in e
System Contral uzing the "'Print

Calib" action.

& Print Text Beport Qnly
% Print Test and Curves

¥ Show Outliers on Curve

Amount Lnits: I

Item Description
Print Text Report Selects whether the Workstation prints only a text report or
Only/ prints the calibration curves when a Calibration Block

Print Text and Curves | Report is printed. Calibration Block Reports are printed

when a Print Calib sample type is used in a SampleList or
RecalcList (from System Control/Automation).

Curve

Show Outliers on If checked, prints the excluded points on the calibration

curve.

Amount Units

Up to 10 characters

Labels the amount units used in the calibration block
report.
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Generating GC Standard Reports

The Standard GC Reports Method Section

Note that information about using other reporting applications such as the
Custom MS Report Writer are documented in the manuals specific to those
applications.

Report formatting parameters are specified in the Report section of the Method.
The Report Method section is a post-run application section and applies to a
specific detector channel. You create a Report Method section for each channel
of each detector for which you wish to generate a report. Refer to the Data
Acquisition Operation Manual for details on the procedure for creating and
editing Method sections.

The Report Method section contains four editing windows. Each one is described
below.

Print Options

Print options allow you to specify the report title, whether the report includes the
chromatogram, results or both, along with other parameters that affect report

generation.
[& Method Builder - [Method2=] (=[O =]
D File Edit Yiew ‘wWindow Help ===
Bl=El=]y| Bl L =ex]] sl = 2o |4|4|>|>|||
‘ Methodz*
[ Method Motes Frint Copies |1_:|
-5 ADC Board - Address 16 ~ Single Fun R
= 9 ADC Board Contral TSI e
Set Conditions Title: |
i D ata Acquisition 5
B E Channel A=, ¥ Frint Chromatogram
GLC Data Handling ¥ Frint Results
E| Standard GC Hepnrls
B Ophian I™ Suppress Printout on Injgctions
Results Furmat I Canwvert Results to ASCI
Chromatogram Format
Calibration Block Repart Format ~ Calibration Black Repor
[—]E 3400 GC Control - Address 17
GC Injsctar These pa_rameters alfect the Eahbratlnr_\ Black
Fieport printed from a Sample/RecalcList in
GC Auiliary System Control using the "'Print Calib” action.
GLC Calumn
GC Detectors ™ Print Report
AutoSampler
BE Relays I ™ Convert Report to 45C1
GC Stripchart
I'_—'I--ﬂ 3600 GC Control - Address 17
GC Injector
g GO Ausiliary ;I
Ready HUM %

Only prints when performing recalculations or print actions from System Control. Use
this to avoid automated injection delays due to printer problems. Refer to Batch
Reports for details on batch recalculations.
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Creates an ASCII file containing the results report. The file is named based on the
Data File name and channel label, with the extension “.txt".

Results Format

Results format specifies the layout and contents of the results report. Refer to the
on-line help in Report for details on the results report fields and format.

[E Method Builder - [Method2*] [=[O] <]
D File Edit “iew ‘window Help _|5||5|
Bl=|8]s| @ldle| e x| S(2]|FE sl BEo] 9]
Elh”‘jz’ 1 —Results Table———————————
i[5 Method Mates
= - ADC Board - Address 16 &mount Units %
E‘é ADC Board Contral Number of Decimal Digits: |4
ok Set Conditions
Data Acquisition ™ Show Peak Group Total:
E-{5§ Channel 4=4 _
GC Data Handing i~ Run Documentation
B4 Standard GC Reports [ Run Log [Method/Module Documentation’
Q, Piint Dptions
3 I~ Ewor Log [Instiument Errors)
" tl ma.loglam Format ™ Calibration Report [Curve Cosfficients)
o Calibration Block Report Format
=] a 3400 GC Contal - Address 17 ¥ FRgvision Log [Changes to Results]
GC Injectar
B Aurdlay ™ Motes [Sample Motes]

.= GC Column

GC Detectors

R AutoSampler

GC Relays b
GLC Stripchart

3600 GC Control - Address 17

GC Injectar
1 GC Audiay =l
Ready NUM |

Uses the group number set in the Peak Table.

Contains the Method used during the injection, along with the Module Information
specified in System Control.

Calibration coefficients and replicate statistics for each peak.
Date, time and Method name logged for each recalculation of the Data File.

Notes entered for the Sample in the SampleList and RecalcList in System Control, or
the Reintegration List in Interactive Graphics.

Chromatogram Format

Chromatogram Format specifies the length of the chromatogram, the scaling of
the plot, and the plot annotations.
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[E4 Method Builder - [Method2*] H=]E3

D File Edit ‘“iew ‘window Help - |E| il
TR P a,|>< | Sl2] | F5 =l 2ISml| e 4]
E""Udz - Chromatogram Start and End——————————— |
7] Method Hotes
EI ADC Board - Address 16 Stet Time:[1.00 ine. WM
E--g ADC Board Contral End T\ma:lM!lU.DU mins.
E Set Conditions
g D ata Acquisition i~ Time and Amplitude Scals
B Channel A=4
=B BC Data Handing W Awosca | netiner |
& E;andard GE Reports Iitial Attenuation: |32
Print Options .
ks Format Zero Offset, /v.|5
= Lengthin Pages {+ |1
an BIDCk penotiomat Iritial Chart Speed IU 0 it
El 3400 EE Eontlol Address 17
B GC Injectar Time Tick lnlervaI.IW 0 mins.
i GC Auiliary
- GC Column - Chromatogram Annotations
5= GC Detectors ¥ Retention Times ¥ Peak Names
~§5 AutoSampler V¥ Time Events ¥ Baseline
2= GC Relays b
3
% L Shipchar ¥ Chramatogram Events
S} ﬂ 3600 GC Control - Address 17
= GC Injectar |
GLC Auiliary ;I LI
Ready NUM G

Fits the high and low amplitudes to the page. Peaks inhibited with Il or SR time
events are ignored.

When not using Auto Scale, you can time program attenuation and chart speed
settings.

When not using Auto Scale, sets the magnification of the amplitude axis. 4096
displays the maximum detector range, 1 displays the highest magnification.

When not using Auto Scale, sets the offset of the baseline as a percentage of the full
page.

Set the chromatogram printout length in pages or in cm/minute.
Integration time events and attenuation/chart speed changes.

Peak start, end and apex.

Calibration Block Report Format

These options affect the Calibration Block Report generated when a Print Calib
entry is added to a SampleList or RecalcList in System Control.
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[&& Method Builder - [Method2+] =] E3

[[J Eile Edit View wWindow Help M TES]
B @lilel o=ex|n] &le] [fE sl ®Sml] 4]
MathndZ“ = These parameters affect the —
) Method Mates Calibration Block Report printed ;E
=3 ADC Board - Address 16 from a Sample/FiecalcList in BE==
=] 9 ADC Board Control System Caontrol uging the "Print

Set Conditions Calib" action.

iL. i1

Data Acquisition

B 9 Chanmel A=A A Print Text Beport Only
arnel b

g GC Data Handing %' Print Text and Curves
= E:ndard GC Reporls IV Show Outliers on Curve
Print Options
' Results Format Amount Units: I

GC Aviliany
GC Colurnin
GC Detectors
AutoSampler

g2 GC Relays _—
i-g= GC Stipchart
= a 3E00 GC Control - Address 17

g GC Injectar
G Auliary =l
Ready MU S

Amount units label the X axis of the curve.

Refer to the on-line help in Report for details on all fields in the Report Method
section.

Automated Report Generation

Once you have added Report sections to your Method, automated reports can be
generated from System Control after each injection, after recalculations, or by
the use of the Print action in the Sequence window.

You may choose to disable automated Report printing during the course of an
automated sequence of injections or recalculations. You can do this by disabling
automated printing from the Automation menu in the Instrument window.

Automation

Beagin SampleList
EEeqin Sequence
Begin At Selected SampleList Line. ..
Beaity &t Selected Sequence e,

Suepend Sutenmation
Fesume Sutarmatian
Stamsutamation

Beset Modules

v Enable Automated Frinting

When this item is not checked, report printing is disabled. ASCII file generation is still
performed if specified in the Report Method section.

Disabling automated printing is analogous to disconnecting the printer—
automation continues but no reports are printed. This is useful if you are about to
run out of printer paper but do not wish to suspend automation.
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Automated Printing to Multiple Printers

If you are running automation on more than one instrument, you may wish to
designate a separate printer for each instrument to avoid interleaving of reports.
Pull down the File menu in System Control (or any Varian MS Workstation
application).

Activate Method. ..

Il adetive b ethed rom Medules..

Mew SampleList...
Open Samplelist..

Mew RecalcList...
Open Recalclist. ..

Hew Sequencelist...
Open Seguencelizt...

Frrint

v Remember Lazt Open Files

E xit

Select Printer Setup.

The Saturn Printer Setup dialog box is displayed.

Star Pnnter Setup

r— Default Star Printer

Uszed by all Star WWorkstation applications far interactive

printing.
HP Lazer)et 550651 M on \\Serverly  Change... |

r— Instumnent Printers

Used during automated printing by System Contral,

Instrurnent 1: IHF' Lagzerlet 4 on \Wws deviprintg 4 Change... |

Instrument 2 |HF' Lazerlet Il on WWiw's_devprintg_0
Inztrument 3: IHF' Lazeret B5i/051 M on Y\Serverly  Change... |
Inztrument 4: IHF' Lazeret 50051 M on Y\Serverly  Change... |

oK |

This printer is used when you print documents from any Varian MS Workstation
application interactively.

Changes the printer and sets printer options.

These printers are used during automated report generation from System Control.
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Batch Report Printing without Recalculating

When you perform batch recalculations in System Control, reports are
automatically generated using the Report parameters in the active Method. You
may wish to print reports for a batch of Data Files without recalculating them.

Batch Printing in System Control

Create or open a Sequence from the File menu or toolbar.

i SequenceList: Startup3.seq M= E
| Action Method | Sample/RecalcList Fl
1 Inject = | chstarh2887_a-a.mth c:hatarsstartupd smp &I
_2 Recalc Hl o hatarhanalysis.mth c:hatarsmyrecales.rcl Insert
z Print z o hstarvexamplesianother. mth c:hatarsmyrecales.rcl Delete
4 Pump(s) Off - —
[ 5] Lemplsion -
E Print Meszage Log -
7 E
o : y
Begin | Suspend | FEstme |

Specify a Print action.
Specify a Method containing the Report sections that you wish to apply.

Specify a RecalcList containing the names of the Data Files for which you wish to
generate reports.

Refer to the Automation File Editor section for details on creating, editing and
saving RecalcLists. Refer to the Automation File Editorsection for more
information on the Sequence window.
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Batch Printing with Batch Report

You may print reports for a set of Data Files without using System Control.

Analye] sun DE@N}NMP\ DL

Click on the GC Batch Reporting icon in the MS Workstation Toolbar.

The Batch Report window is displayed.

.' Batch Report <idle> [ =] =]
¢ Use Data File Method
&+ Use Method: 184238.mth Pl Browse. . |

Command:  REPORT32 Change... |

Current Job: — <idlex

Dirag and drop Data Files to be processed:

Statuz Messages

Fause | Eesime | Buit I Help |

Reports are printed using the formatting options stored in the Method last used to
process the Data Files, or from the specified Method.

You may specify the post-run application to invoke. Use REPORT32 for standard
reports.

Use the Windows Explorer to drag and drop Data Files into the Batch Report window.

As each report is generated, the Status Messages window is updated.

Viewing a Report for a Single Run

Note that other reporting applications such as the Custom MS Report Writer can
be used to view reports for Data Files. Details about these applications are
documented in the manuals specific to the application.

Report viewing and printing options are available from any Data File Quick Link
button, or by right-clicking on a chromatogram trace in Interactive Graphics. You
may also select a Data File and view its chromatogram and results report by
invoking the Standard GC Reports application from the MS Workstation Toolbar.
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Click on the Standard GC Reports icon in the MS Workstation Toolbar.

The Open Data File dialog box is displayed.

Open Data File

Lockj |4 Enamples

hAnaIys].run A Cal_Ta.un ‘LDh_sth].run Aa L evell.un [ Run Information
M fnalys2.un Ai Cal 2run A Dh_std02.un M Levelzrun | File: [CALCSTARMERAMPLESCal_1.run
‘LAnaIysis.run A Cal_3.run o Dipa_is.nun s | evel3un
A Badmon.n A Cal_4.run ‘LDlpa3UZU.run A Levelt un I
M Basecar.un A Cal 5.run A Dipa3037.run A paradc1.n.
M Blank run N Dh_samO1.run ‘ADlpaBDSS n ‘kparad:2 I T
‘LCaU.run A Dh_sam0Z.run ‘LHibkgmd.run ‘Lparach I
o | » .
e s Lo Recent Files >| I~ Remember Scaling
Files af type: |Dala Files [*.mn) j |ADCE.18 0,000 - 15.003 min.
Sample: 200 NP
File Name | Channel | Inject Date: [12/24/9210:01 P
c:cstarexampleshcal_T.run |E = FID RANGE 11 RESULTS j RunMode: Bnalysis
Instrument: fVarian Star 81
“Workstation: W
Charirie lm

Del Results, | DOpen File: | Cancel

Select the Data File.

Select the channel in the Data File whose report you wish to view.

The chromatogram and results report are displayed.
%Repull -Cal_1.run [_ O] ]

File  Wiew Options Windows Help

=& G BB MCaltwn b [=leststdnth b|  Channel[B = FID ReNGE 11 -

i Channel B = FID RANGE 11 - Chromatogram [_Tolx]

myolts
o = oW oRo;
T W N
o
n
=3
o]
=
Qe
L100‘tanol
———— nDecane
——=——2&-dimetphe
— A4 tanil
—m————#-Tridecane
——

7.4 10.0 12.5
Minutes
‘ R
[ Channel B = FID RANGE 11 - Results (Ol x]
Ret. Time Wideh =
Deak Peak Lesult Time Offset Area gep. 1l/Z Sratus
No. Hame 8] (min} fmind {oounts) Code (sec) Codes
1 Z-Octamone 14.3821 5.667 -0.005 7187 EEB 1.5
2 1-Octanal 30765 6977 a_oa7 1537 EE z. 58
3 n-Decane 72491 7_.502 -0_005 3623 EE 1.5
¢ Z,é-dimetphe 88245 2.467 -0.00& 4410 EE 1.7
£ n-Dodecane 1z.778z 2.888 -0.003 6886 EE l.2
& Z,d4-dimetani 106354 A.315 -0.00%8 5315 EE 1.3 _I
7 n-Tridecane 107323 lo.846 -0.003 E363 EE 1.2
Totals: BB 721 -0.028 24321
Total Tnidentified Counts - 15653 counts
Mot oo ad nogtec. 11 Medocted nocuc. o racnsifiod Docic. 3 =

You can search for a peak name or other text in the results report using the Search

menu.
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Specify report formatting parameters.

The Data File and Method Quick Link buttons provide access to additional operations,
such as reintegrating the chromatogram or editing the Method.

The chromatogram is shown with the magnification, offset and time range
specified in the Report Method section most recently used on this Data File
channel. The results report is shown as it will appear when printed. When you
zoom in on the chromatogram display, the chromatogram options in the Report
Method section are updated.

Click on the Report Title, Chromatogram Options, or Results Options buttons in
the toolbar, or select the corresponding items from the Options menu, to change
the report format.

From the Report application you may print the report, generate an ASCII
representation of the results report, or load the current Data File channel into
Interactive Graphics. Pull down the file menu.

Open... |

Frint...
Canvert [ASCI]

Frinter Setup...

E xit

Print the chromatogram and/or the results.

Generate the ASCII results file.

You can also access these functions from the Report toolbar.
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Method Builder Dialog Boxes

Create/Open Method File Dialog Box

Create/0Open Method File

Select a method file action

" Open an Existing Methad File

|
(% LCreate a Mew Method File

Cancel

[T Do not display this dialog at startup

Iltem

Description

Select a method file action

If Create a New Method File is selected, then the
Star Assistant is started to guide you through
adding any hardware modules or post-run
processing to a new Method file. If Open Existing
Method File is selected, then the Open Method File
dialog box is displayed for selecting the Method file
to open.

Do not display this dialog at
startup

When not checked, this dialog box is always
displayed whenever the Method Builder application
is started. When checked, this dialog box is not
displayed. To redisplay the dialog box at startup,
select Prompt for Action at Startup from the Method
Builder File menu.

OK

Either starts the Star Assistant to configure a new
method file or displays the Open Method File dialog
box to select an existing Method file to open.

Cancel

Cancels the Method file action and closes the
dialog box.
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Open Method File Dialog Box

Open Method File

Laok jr: Ia Chromatography Lab j gl IEE_

1 Data Files

1 01d D ata Files

% dermonstration method
5 fid tsd

intd1

Files of tpe:  [Methods (=mth) I Cancl |

™ Open as read-only
¥ Mates Fecent Files >|

B
=
ltem Description
Look in Lists the available folders and files. To see how the

current folder fits in the hierarchy on your computer,
click the down arrow. To see what's inside a folder, click
it. The box below shows the folders and files in the
selected location. You can also double-click a folder or
file in that box to open it. To open the folder one level
higher, click the “up arrow” button on the toolbar.

File list Lists the folders and files in the selected location. To
see what's inside a folder, double-click it. You can also
use the Look In box to see the hierarchy of folders. To
open the folder one level higher, click the “up arrow”
button on the toolbar.

File name Shows the currently selected file.

Files of type Restricts the list of files to only those matching the
selected type.

Recent Files Click on this button to display a list of recently selected
files. When you select a file from this list, it's name is
displayed in the File name box.
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Item Description

Notes When checked, displays any notes and/or revision log
associated with the currently selected file.

Open Opens the selected file.

Cancel Cancels file selection.

Save Method File As Dialog Box

Save Method File As EHE

I 25 Chromatography Lab

= & e [

Sawve

1 Data Files

.1 01d Data Files

"8 demonstration methad
55 fid tad

int01

File harne:

Save I
j Canhicel |

¥ Motes Recent Files >|

Save as type: IMethnds [=.mith]

[ Open as read-only

DEMONSTRATION METHOD

for Method Building Example
Method Mates iz a free form text entry field that can be used to annaotate wour
methad. Simply click in this Window and start byping a description of the method
or application for which thiz method i bo be used.

Iltem

Description

Save in

Lists the available folders and files. To see how the current
folder fits in the hierarchy on your computer, click the down
arrow. To see what's inside a folder, click it. The box below
shows the folders and files in the selected location. You can
also double-click a folder or file in that box to open it. To open
the folder one level higher, click the “up arrow” button on the
toolbar.

File list

Lists the folders and files in the selected location. To see
what's inside a folder, double-click it. You can also use the
Save In box to see the hierarchy of folders. To open the folder
one level higher, click the “up arrow” button on the toolbar.
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Item Description

File name Shows the currently specified file.
Save as type Specifies the type of file to save.
Recent Files Click on this button to display a list of recently selected files.

When you select a file from this list, it's name is displayed in
the File name box.

Notes When checked, displays any notes and/or revision log
associated with the currently selected file.

Save Saves the file with the specified hame.

Cancel Cancels file saving.

Add Password Dialog Box

% Enter new paszword: I

Re-enter new pagsword: I

(1] I Cancel |

Item Description

Enter New Password Enter password to be used in this box. Asterisks
will appear as you type it.

Re-enter New Password Enter password again. This password will be
compared to the previously entered one to guard
against typing errors.

OK Applies the password to the Method and closes
the dialog box.

Cancel Closes the dialog box without applying the
password to the Method.
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Change Password Dialog Box

Change Paszs

Enter current password: I

the new pazsword bwice below. Leaving the new

Once you have entered the current passward, enter
% pazaward fields blank removes the password.

Enter new pazsward: I

Re-enter new pazswaord: I

EEE

Cancel |

Iltem

Description

Enter Current Password

Enter the password currently used to protect the
Method.

Enter New Password

Enter password to be used in this box. Asterisks will
appear as you type it. If you leave this box blank,
password protection will be removed from the
Method.

Re-enter New Password

Enter password again. This password will be
compared to the previously entered one to guard
against typing errors.

OK

Applies the new password to the Method and closes
the dialog box.

Cancel

Closes the dialog box without changing the
password to the Method.
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Print Method Sections Dialog Box

Print Method Sections

— Sectiong ta Print

ard-k odule

C Data

e 44 Front
dule 44 Frant

Select Al |

1 Cancel |

ltem

Description

Sections to Print

Lists the sections of the Method. Selected sections will be
printed. To print only certain Method sections, click on
each section to print, then click on Print.

Select All

Selects all sections in the Method.

Print

Prints selected sections of the current Method and closes
the dialog box.

Cancel

Closes the dialog box without out printing sections of the
current Method.
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Star Printer Setup Dialog Box

This dialog box is used to specify the printers that will be used by Varian MS
Workstation applications both interactively and during automation.

Star Printer Setup E

r— Default Star Printer

Uzed by all Star Workstation applications for interactive
pritting.

HF Lazerlet Il on W'z dewhprintg 0

r— Instumnent Printers

Used during automated printing by Syatem Contral.

Inztrurnent 1: IHF' Lagerlet BSi/B5I M on YWServerly  Change...

Instrument 2: IHF' Lazer/et B5i/551 M on YhServerly  Change.

Irstrurnemt 3: IHF' Laserlet 55i/55i1 M on YWServerls  Change..

il

Irstrurnemt 4 IHF' Laserlet 55i/55i1 M on YWServerls  Change..

0K |

Item Description

Default Star Printer Displays the printer that is used when printing
interactively from Varian MS Workstation
applications. Click on the Change button to select a
different printer.

Instrument Printers Displays the printer that is used when printing under
automation from System Control. A separate printer
can be configured for each instrument (up to four).
Click on the Change button to select a different
printer for each instrument.
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Delete Method Sections Dialog Box

Delete Method Sections |

— Sectiong to Delete

ADC Board-kaodule 16
ADCE GC D

3200 GC-Module 44

ata Handling-Module
ADCE Standard GC Reportz-todule 16.4

3800 GC Data Handling-Module 44, Frant
3300 Standard GC Reportz-Module 44.Front

6.0

Select Al |

Delete I Cancel |

ltem

Description

Sections to Delete

Lists the sections of the Method. Selected sections will be
deleted. To delete only certain Method sections, click on
each section to delete, then click on Delete.

Select All

Selects all sections in the Method.

Delete

Deletes selected sections of the current Method and
closes the dialog box.

Cancel

Closes the dialog box without out deleting sections of the
current Method.
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Import Method File Sections Dialog Box

Import Method Sections

— Sectiong o Impart

ADC Board-kodule 16

3400 GC-Module 17
3600 GC-Module 17

ADCE GC Data Handling-todule 16.4
ADCE Standard GC Reportz-todule 16.4

Select Al

| ripart | Cancel |

ltem

Description

Sections to Import

Lists the sections of the Method. Selected sections will
be imported. To import only certain Method sections,
click on each section to import, then click on Import.

Select All

Selects all sections in the Method.

Import

Imports selected sections to the Method being edited
and closes the dialog box.

Cancel

Closes the dialog box without out importing sections into
the Method.

Star Assistant Wizard

The Star Assistant Wizard guides you through the process of creating a new
Method or adding instrument control or post-run processing sections to an

existing Method. You are prompted for information about the instrument on which
you will be running the Method, the detectors whose data you wish to process,

and the post-run applications that you wish to include in your Method. When

finished, you will be given an opportunity to review the sections that will be added

to your Method before continuing.

Click on the following steps in the Method building process for more information.

543




Select Configuration

Select an exizting instrument configuration for the method or
select a custom configuration for the method. Then click Mest to
continue.

—Select a Configuration—  — Configuration Description
& G £ The fallowing screens will
guide pou in selecting a
= Inatrurnent 1 cuztom configuration far pour
method.

< Back I Hest > I Cancel

Iltem

Description

Select a Configuration

Select Custom in order to add any configuration of
hardware modules to the Method file. Select the
Instrument button in order to add only the hardware
modules for that instrument configuration to the Method
file. The Instrument configuration is the configuration of
hardware modules and the associated Varian MS
Workstation bus address defined by the user in the
System Control application. The Instrument configuration
is not available until the user has configured the
hardware modules for the Instrument in System Control
and has exited the Configuration screen of System
Control or closed the System Control application.

Configuration If you select the Instrument configuration, then a list of

Description the hardware modules and the address of each module
on the Varian MS Workstation bus is displayed for the
selected Instrument.

Back Displays the Introduction screen for the Star Assistant.

Next Displays the next step of the Star Assistant.

Cancel Closes the Star Assistant. Nothing is added to the

Method file.
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Configure Modules

Select a module from the list of available modules and click the Add button to add the module to
the ligt of configured modules for the method. Click Remove to remove a module from the ligt of
configured modules. Click Mest to continue.
—dwailable Modules — Configured Modules

R Add > | Address Module

3800 GC bl AEE

8200 AutaS ampler o ARRT

90071 Solvent Delivery Syste add All - |

002 Solvent Delivery Syste

9070 Solvent Delivery Syste A

9012 Solvent Delivery Syste - Hemove

3050 LY Vis Detector

0ER Polychrom

9100 Auta ampler e

9200 Prospekt

?iﬂﬁﬂﬁﬂo? ampler =l [ Show existing modules [in italics)

< Back I Mest > I Cancel
Item Description

Available Modules

Lists the hardware modules that can be configured in the
Method file.

Configured Modules

Lists the hardware modules that have been configured in the
Method file. The modules are listed in the order they are
added.

Add

Adds the selected hardware module from the Available
Modules list to the Configured Modules list. The Varian MS
Workstation bus address is automatically assigned.
However, the address can be reassigned by selecting the
drop-down arrow for the address in the Configured Modules
list.

Add All

Adds one of each hardware module in the Available
Modules list to the Configured Modules list. The Varian MS
Workstation bus address is automatically assigned.
However, the address can be reassigned by selecting the
drop-down arrow for the address in the Configured Modules
list.

Remove

Removes one or more selected hardware modules from the
Configured Modules list. Selecting the header for either the
Address or Module column removes all of the added
hardware modules from the Configured Modules list.

Show existing
modules

If checked, any existing hardware modules in the Method file
are listed in italics in the Configured Modules list. If not
checked, any existing hardware modules are not listed in the
Configured Modules list. The addresses of existing
hardware modules cannot be changed in the Configured
Modules list. The addresses can only be changed from the
Method Parameters window for that hardware module.

Back

Displays the Select Configuration screen for the Star
Assistant.

Next

Displays the next step of the Star Assistant.
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Item Description

Cancel Closes the Star Assistant. Nothing is added to the Method

file.

Select Detectors for Post-Run Processing

Select detectors for post-run processing

Select the detectar(s) for which you want to add post-run
proceszing o the method, Then click Mest to continue,

— Detector Modules

IC Board at addr
[ 13800 GC at a

Select Al |

< Back I Mewt > I Cancel

Iltem

Description

Detector Modules

Specifies the detectors for which you
want to add post-run processing to
the Method file. If the detector is
checked, subsequent steps allow you
to configure the post-run processing
for the detector.

Select All

When clicked, all of the listed
Detector Modules are checked and
configured for post-run processing. If
all of the Detector Modules are
checked, then the button text is
changed to Unselect All.

Back

Displays the previous screen for the
Star Assistant.

Next

Displays the next step of the Star
Assistant.

Cancel

Closes the Star Assistant. Nothing is
added to the Method file.

546




Create Sections for Post-Run Processing

For the following module: |,6,DI:B at addressz 16

Select the channel(z] to Select the Post-Fun
process: processes bo perform:
whannel A=2, [w]GC Data Handling
["1Charinel B=B (W] Standard GC Reparts
Select Al |
< Back I Hest > I Cancel
Item Description

For the following module

Specifies the detector module and address for which
post-run processing is added. This Star Assistant
screen is repeated for each detector modules selected
in the previous Select Detectors for Post-Run
Processing screen.

Select the channel(s) to
process

If checked, the selected channel is configured for post-
run processing. When this Star Assistant screen is first
displayed, the default channel for the detector module
is selected. The selected (or checked) channels apply
to all of the selected post-run processing.

Select the Post-Run
processes to perform

If checked, the selected post-run processing is added
to the Method file for all of the checked channels. Any
existing post-run processing in the Method file is not
overwritten so you may safely select any combination
of channel and post-run processing for the detector
module.

Select All When clicked, all of the listed detector channels are
checked and all of the listed post-run processing are
checked. If all of the detector channels and post-run
processing are checked, then the button text is
changed to Unselect All.

Back Displays the previous screen for the Star Assistant.

Next Displays the next step of the Star Assistant.

Cancel Closes the Star Assistant. Nothing is added to the

Method file.
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Confirm Configuration

—&dded configuration

= ADCE - Addresz 16
. 4DCE Control
£} Channel A=t
- GC Data Handling
i Standard GC Reports

Click Finizh to add the module control
and/or post-un processing to the
method,

Y'ou may click Back to go back and
change any configuration information.

< Back I Finizh I Cahcel

Iltem

Description

Added Configuration

Displays the hardware modules, hardware control
methods, and any post-run processing for detector
modules that are to be added to the Method file. Any
existing hardware control methods and post-run
processing are not overwritten and are not listed in the
configuration to be added.

Back Displays the previous screen for the Star Assistant.

Finish After you have confirmed the configuration to be added to
the Method file, clicking Finish will add the configuration to
the Method file. The Method Directory pane for the Method
will be updated to reflect the added configuration.

Cancel Closes the Star Assistant. Nothing is added to the Method

file.
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Method Builder

Menus

File Menu

Menu Item Description

New Starts the Star Assistant Method Configuration dialog to aid
and guide you through creating the Method sections that you
need for an instrument connected to Varian MS Workstation.

Open... Opens an existing Method file to edit. Opens the Open Method
File Dialog Box.

Close Closes the currently selected Method.

Save Saves the current settings under the name of the current
Method file.

Save As... Saves a Method under a new name. Opens the Save Method

File As Dialog Box

Set Password

Opens the Add Password Dialog Box or the Change Password
Dialog Box.

Prompt for Action
at Startup

Enables (checked) or disables (unchecked) the Create/Open
Method File dialog box when Method Builder is started.

Print...

Prints one or more sections from the current Method.

Print Preview

Allows user to view any or all sections of the Method in printer
format prior to printing.

Print Setup... Sets preferences for printing. Opens the Star Printer Setup
Dialog Box.

Add Module Starts the Star Assistant Method Configuration dialog to aid

Control... and guide you through creating the Method sections that you

need for an instrument connected to a Varian MS Workstation.

Add Post-run
Processing...

Starts the Star Assistant Method Configuration dialog at the
start of the Post-run Processing section to aid and guide you
through creating the data handling and printing method
sections.

Delete Section

Opens the Delete Method Sections Dialog Boxlisting the
sections of the Method. Highlight the sections to be deleted
and click on the Delete button.

Import Section...

Imports (copies) Method sections from another Method into the
current Method. Used to create a new Method with some of the
settings from another Method. Opens the Import Method File,
File Sections Dialog Box.

Recent Files List

This is a section of the File menu that lists the previously
opened Method files for quick access.
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Menu Item Description
Exit Closes Method Builder. If you have made any changes to the
Method, you are prompted to save the changes before closing
Method Builder.
Edit Menu
Menu Item Description
Undo Undoes the last edit to an item. If the last edit cannot be
undone, this menu item is disabled (grayed).
Cut Copies selected items to the clipboard and removes them
from the Method.
Copy Copies selected items to the clipboard.
Paste Pastes the clipboard contents to the selected item.
Delete Deletes selected items. If a Method section is selected, the
Delete Method Sections Dialog Box is opened..
Fill Down Replicates the first selected table line to the other selected
table lines.
View Menu
Menu Item Description
Toolbar When checked, the Main Toolbar
is displayed.

Window Toolbar

When checked, the Window Toolbar is displayed.

Directory Toolbar

When checked, the Directory Toolbar is displayed.

Status Bar

When checked, the Status bar at the bottom of the Method
Builder window is displayed.

Method Directory

When checked, the Window Toolbar pane is displayed. This
pane provides a tree-structured view of the Method and allows
mouse click selection of Method sections.

Window Menu

Menu Item Description

New Window Opens a second window into the same Method. This is
useful for setting up side by side comparisons of different
Method sections.

Cascade Arranges the open Method Windows in a cascaded

format for easy switching between multiple Methods and
sections.
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Menu Item

Description

Tile Vertically

Tiles the open Method Windows vertically (side by side).

Tile Horizontally

Tiles the open Method Windows horizontally (one above
the other).

Arrange Icons

Arranges iconized Method Windows along the bottom of
the Method Builder Window.

Next Pane

Switches between The Window Toolbar pane and The
Method Builder Window pane.

Open Window List

A list of the currently open Method Builder windows.
Provides quick access to windows that are hidden behind
other windows.

Help Menu

Menu Item

Description

Help Topics

Displays the help you are now viewing.

Product Support Web Site

If you have Internet access and a web browser
installed on your computer, this option will
automatically open the Saturn GC/MS
Chromatography Workstation Product Support Web
Site. Here you will find the latest software and
documentation updates for the Saturn GC/MS
Chromatography Workstation suite of products,
along with additional notes, tips, and answers to
frequently asked questions.

You may wish to visit this site periodically to see if
new information is available that may be pertinent to
you.

About Method Builder

Displays the About Box for the Method Builder
application. The About Box contains information
about the software version, installation information,
and a list of the instrument control modules that you
have installed.
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Method Builder Toolbars

Overview

There are three toolbars on the main window: the Main Toolbar, the Directory
Toolbar, and the Window Toolbar. The Main Toolbar can be used to open, save,
or print Method files; the Directory Toolbar is used to traverse the Method
Directory pane; and the Window Toolbar is used to position the Method windows.
By clicking an area of the toolbar between buttons, each toolbar can be dragged
with the left mouse button to a docked location along any side of the Method
Builder main window, or positioned independently anywhere on the screen. In
addition, each toolbar can be hidden or closed. If the toolbar is hidden, it may be
displayed by selecting the appropriate menu item from the View menu of Method
Builder.

Main Toolbar

B=@Es @libR &m=exmn 22

Starts the Star Assistant Method Configuration dialog to aid and
guide you through creating the Method sections that you need for
an instrument connected to a Varian MS Workstation.

[z

Opens an existing Method file to edit. Opens the Open Method File
Dialog Box.

Saves the current settings under the name of the current Method
file.

Saves a Method under a new name. Opens the Save Method File
As Dialog Box.

Opens the Add Password Dialog Box or the Change Password
Dialog Box.

Starts the Star Assistant Method Configuration dialog to aid and
guide you through creating the Method sections that you need for
an instrument connected to Varian MS Workstation.

B @& 8 .

Starts the Star Assistant Method Configuration dialog at the start of
the Post-run Processing section to aid and guide you through
creating the data handling and printing method sections.

[

Opens the Delete Method Sections Dialog Box listing the sections
of the Method. Highlight the sections to be deleted and click on the
Delete button.

[

Copies selected items to the clipboard and removes them from the
Method.

e
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Copies selected items to the clipboard.

Pastes the clipboard contents to the selected item.

X ||

Deletes selected items. If a Method section is selected in the
Method Directory pane, the Delete Method Sections dialog box is
opened..

Replicates the first selected table line to the other selected table
lines.

Prints one or more sections from the current Method.

=k =2

Displays the help you are now viewing.

Directory Toolbar

LIRS

14

From the current selection in the Method Directory pane, selects the
previous directory item that is a collapsible / expandable branch. The
displayed Method Parameters pane is used to reassign Varian MS
Workstation bus addresses for hardware modules and to reassign
channels for post-run processing of detector module data. The module
Method sections can also be accessed from the displayed Method
Parameters pane.

From the current selection in the Method Directory pane, selects the
previous directory item that is a Method Parameters window for a
section in the Method file. Pressing this toolbar button will step
backward from the current selection through each section of the open
Method.

From the current selection in the Method Directory pane, selects the
next directory item that is a Method Parameters window for a section
in the Method file. Pressing this toolbar button will step forward from
the current selection through section of the open Method.

From the current selection in the Method Directory pane, selects the
next directory item that is a collapsible / expandable branch. The
displayed Method Parameters pane is used to reassign Varian MS
Workstation bus addresses for hardware modules and to reassign
channels for post-run processing of detector module data. The module
Method sections can also be accessed from the displayed Method
Parameters pane.
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Window Toolbar

=

0 = B=

M
=0

When pressed, the RecalcList Generation Dialog Box pane is
displayed. This pane provides a tree-structured view of the
Method and allows mouse click selection of Method sections. This
toolbar button toggles to show or hide the Method Directory pane.

i

Opens a second window into the same Method. This is useful for
setting up side by side comparisons of the same or different
Method sections.

Arranges the open Method Windows in a cascaded format for
easy switching between multiple Methods and sections.

Tiles the open Method Windows horizontally (one above the
other).

8| m &

Tiles the open Method Windows vertically (side by side).
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Method Builder Window

Overview

[E& Method Builder - [Method1~] [_ O] x]

DElIe Edit ¥iew “Window Help

~=18] x|

(1= = T st e T M = e = (TR 1)

Injectar
Flow/Pressure
Colurnn Oven
Detector
Output

Eh) Data dcquisition

Location;  [(Method File Not Saved)
Created:

Muodified:

Size: 10028 bytes

i~ Method File Attribut
[0 Read-only [ Hidden

O Awchive [ FRequies Password on Save

Revision History:

EI--El Chatnel Front=?77
= C Data Handling

(Mo Revision Histary] -

andard GC Reports
iy Print Dptions 17|

b Fiesults Fomat
i Chromatogram Farmat
o Calibration Block Report Format 1| | d

Ready [ [NUM 7

The Method is displayed in a window that is split into a left and a right pane. The
left pane is the Method Directory pane and provides a tree-structured view of the
Method. The right pane is the Method Parameters pane and provides the
capability to configure various method parameters. The items displayed in the
Method Parameters pane correspond to the selected item in the Method
Directory pane.

The splitter bar that separates the panes is used to size the panes. When the
mouse cursor is over the splitter bar, click and drag the mouse to size the area
displayed in each pane. You can also hide the Method Directory (or left) pane by
clicking the Hide Directory toolbar button on the Window toolbar.

By default, the toolbar buttons are arranged at the top of the main window below
the Method Builder menu. There are three toolbars: the Main toolbar for opening,
saving, and printing Method files; the Directory toolbar for traversing the tree
displayed in the Method Directory pane; and the Window toolbar for positioning
the Method windows. By positioning the mouse cursor over a toolbar button, a
short description of it is displayed for a brief time. In addition, a status bar is
displayed at the bottom of the Method Builder main window. Any of the toolbars
and the status bar may be hidden or shown by selecting the appropriate item
from the Method Builder View menu.

Only one instance of the Method Builder application is used to display and edit
Method files. If the Method Builder application is already running when you
choose to edit a Method file, a new window is displayed for the Method file. Any
previously open Method file can be accessed by selecting the appropriate
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window from the Window menu. In addition, if you open another Method file from
the File menu of Method Builder, the Method file is displayed in a new window;
any previously open Method file is not closed. From the Window menu or using
the Window toolbar, the Method file windows can be selected, cascaded, or tiled
in order to compare the same sections in different Method files.

Method Directory

Sample Deliveny

Injector

Flow/Frezsure

Colurnn Owven

Detector

Dutput

7y Data Acquizition

I'—_'IE| Ehannel Front="777

=k @ GC Data Handling

{2 |nteqgration Pararmeters

Peak Table

Calibration Setup

Werfication Setup

Time Events Table

= @ Standard GC Reportz
& Print Options

"1 Chromatogramn Format
-{=2] Calbration Block Beport Format

The Method file is displayed in the Method Directory pane as a tree-structured
view of the Method consisting of items that can be expanded in further detail (a
“+” or “-" is displayed to the left of the labeled icon) and items that cannot be
further expanded in the tree (no “+” or “-” appears to the left of the labeled icon).
The top-most item in the tree is the name of the Method file. An asterisk (*)
follows the name if the Method file has been modified since it was opened or last
saved. The Method Notes are always displayed as a branch below the Method
file name. All of the next level of branches of the directory tree represent
hardware module components (detectors, pumps, etc.). The hardware modules
are listed in ascending order of their addresses on the Varian MS Workstation
bus.

If the hardware module is a detector component, then the branch for that module
is expanded into the control method for the detector and a branch for each
channel of the detector. The branches for the control method represent the
groups of editable parameters for detector control and data acquisition by the
detector. The branches for the channels are expanded into the post-run
processing applications that can be applied to the channels. For each post-run
application, the branch for that application is expanded into the groups of
editable parameters for the application.

If the hardware module is not a detector component, then the branch for that
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module is expanded into the groups of editable parameters for the control
method of that module.

If a minus (-) sign is displayed to the left of the name in the directory tree, then
that branch in the tree can be collapsed by either clicking the minus sign or by
pressing the minus key on the keyboard. If a branch is collapsed, then a plus (+)
sign is displayed to the left of the name in the directory tree. Clicking the plus
sign or pressing the plus key on the keyboard expands that branch of the tree.
You may also double-click the name of the branch in order to expand or collapse
the branch.

Clicking on an item in the Method Directory pane will display the corresponding
parameters for that selection in the Method Parameters (or right) pane. For
example, clicking “Method Notes” in the Method Directory pane will display the
Method notes for the Method file in the right pane.

Method Parameters

The Method Parameters pane displays the corresponding item of the Method
Directory tree selected in the Method Directory pane. There are four types of
windows that can be displayed in the Method Parameters pane: Method file
information, Method Notes, hardware component section descriptions, and
hardware component editable parameters.

If the Method file name is selected in the Method Directory (left) pane, then the
Method Parameters (right) pane displays the file information. The Method file
information includes the fully qualified path name of the file, creation and
modification dates, file size, file attributes, and the Revision History of the
Method file.

If “Method Notes” is selected in the Method Directory (left) pane, then the
Method Parameters (right) pane displays the notes for the Method file as free-
form text. The Method notes can include any information about the Method such
as setup or how the Method is to be run. The Method notes are always printed
with the Method.

For the low-level branches of a hardware component in the Method Directory
tree (those that cannot be expanded), the Method Parameters pane displays

editable parameters for controlling the hardware module and data acquisition,
and for post-run processing of detector data.

For all other hardware component branches of the Method Directory tree, the
Method Parameters pane displays a description of the Method sections
associated with that hardware component branch. The user can reassign the bus
address of a hardware module, reassign the bus address or channel for post-run
processing, or select the particular group of processing or control parameters to
edit. In addition, the time of last modification of the processing or control
parameters is also listed. In the list containing the names of the Post-Run
Processing Parameters or Method Control Parameters, double-click the list item
in order to display the editable parameters. You may also select the name and
press the ENTER or RETURN key on the keyboard in order to display the
editable parameters for that list item. To reassign the address or channel for all
of the listed Method Control or Post-Run Processing Parameters, select the new
channel or address from the drop-down list in the Method Parameters pane. Any
addresses or channels for which a Method section already exists are omitted
from the drop-down lists.
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Module Information Editor

Module Information Editor

Information about the hardware modules composing your instrument(s) can be
maintained and included in all data files produced by this instrument. This
information can be included in the reports along with the Run Log.

The module information editor lets you define and update the information you
want or need to save along with your data. Within loose guidelines, what
information you save is entirely up to you. The information for module XX is kept
in MODULEXX.MDF in the Workstation directory, where xx is the module
address.

You can edit module information in System Control for any module that is on-line
by clicking on the Edit—Edit Module Info... menu command or the Edit Module
Info Toolbar button. The module information for the currently active module
window will be accessed. If no module window is active, the Toolbar button will
display a list of the available modules. Select the desired module. The menu
command will be disabled if no module window is active.

For purposes of routine maintenance, it is possible to automatically keep track of
the numbers of injections in any or all of the module information files. See
Designing Documentation Structures for details.

The information saved for each module is structured in sections. Each section
contains entries, which have the form Item = value. In the table below, the first
column shows a typical module information file. The second column describes

the elements of this file.

Entry Description
Module Section name
SIN = 1234 Iteml = valuel
Description = 2000 Mass Spec ltem2 = value2
Name = Old Faithful Item3 = value3
Service Section name
Date First Used = June 5, 1998 Iteml = valuel
Service Contract = A123456 Item2 = value2
Support Number = 800 555 1212 ltem3 = value3
Date Last Serviced = ltem4 = value4
Purchasing Section name
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Entry Description
PO# = 123456 Iltem1 = valuel
SO# = A12345B Iltem?2 = value2

Current Limitations

There is no protection against duplicated section names or entries. Duplicated
section names or entries cause no harm other than confusion if their contents
differ.

There is no built-in mechanism for copying part or all of the information to
another module address. If you need to change the address of a module, rename
or copy the MODULEXX.MDF accordingly.

Creating a Section

1. Using the Mouse or the arrow keys, select a section name or the "...'
at the end of the list. (The new section will be inserted at the
selected location).

2. Press the Add button and enter the name of the section to be
created. Use any name you want, but do not use any bracket
characters. Press OK when done.

3. The name of the new section appears, and the next blank line is
selected.

4. Press Add again to create an Entry in this section.

Deleting a Section

1. With the mouse or the arrow keys, select the section to be deleted -
ALL ENTRIES WILL BE DELETED.
2. Press the Delete button.

You are prompted to confirm the deletion. Press OK, if appropriate.

4. You cannot selectively undo the deletion. If you accidentally delete a
section, exit the program without saving the changes. You will lose
all edits made since the last save.

Renaming a Section

1. Double-Click on a section name. (Alternatively, select a section name
and press the Edit button).

2. Provide the new name.
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Adding an Entry to a Section

1.  Using the mouse or the arrow keys, select the line within the section
where you want to insert a new entry. To add an entry at the end of a
section, select the blank line at the end of the section.

2. Press the Add button.

3.  Provide the item and the value for the entry. To define a new entry
like 'Date Serviced = January 12, 1998', type 'Date Serviced' in the
'Key' field, then 'January 12, 1998' in the 'Value Field". To move to
the next field, use the Tab key or the mouse.

4.  Press OK to accept your selection. The new entry is added to the list.
If it is not correct, double-click on it to edit it.

NOTE:

Entries for which the Value field is left blank will not be followed by an '=' sign.
This allows you to enter free-from text if appropriate. However, you then limit
your capability of retrieving information from DATA files retrieve for such lines.

Advanced Tip:

Double-click on the blank line at the end of a section to add an entry in this
location.

Deleting an Entry from a Section

With the mouse or the arrow keys, select the entry to delete.

2. Press the Delete button (this button is disabled if you select an empty
line).

3. You are asked to confirm your request. If appropriate, press OK. If
you accidentally delete an entry, you cannot selectively undo the
deletion, but you can exit the program without saving any edits to
revert to the last saved version.

Editing an Entry or Renaming an Item

1. Double-click on the entry you wish to modify. Alternatively, select the
desired entry and press the Edit key.

2. Modify the item and/or the value field(s).

Press OK to replace the old entry with the modified entry. You cannot
selectively undo this action.
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Creating a Default Module Information Template

New .MDF files can be created based on a template file. f MODULEOO.MDF is
found in the Workstation directory, the new file will be a copy of the template. If
the template does not exist, the new file will be created based on the program's
built-in defaults.

Note that the template is only used to create new files. To recreate an existing
.MDF file based on the template, delete the old file (MODULEXX.MDF, where XX
is the module address) and edit the module information.

Designing Documentation Structures

First, you need to decide what instrument information you want to track. For
example:

- Name and Serial Numbers of components

- Miscellaneous parameters (Column information, ...)

- Usage Information (Injections, ...)

- Purchase and Warranty Info

- Service History

Then, you need to decide what information should be attached to which module:

In a system where you only acquire data with an ADCB from instruments that are
not controlled by the Workstation, you would attach all information about all
system components to the ADCB module.

In a system composed of a 3800 GC, an 8200 AutoSampler, and a 2000 Mass
Spec, each module would have its own information file documenting its serial
number, name, etc. You would likely attach the Column information to the GC
module.

Within each Module Information File, create sections named after the major
components or operating concepts. You can have as many sections as you want,
although there is a 64K limit to the total size of the information saved in a file.
Within each section, the Injections field is available to keep track of
consumable. The value of this item is expected to be numerical, and each
occurrence of this item will have its value incremented every time the
corresponding module starts. As a result, you can keep track of the number of
injections performed on a column, on a septum, etc...

Septum
Injections =25
Last Replaced = June 12, 1998
Free-Form Text line ...
Column
Manufacturer = XYZ
Serial Number = A12345
Type = CP-5MS
Length =30 m
I.D.=.25mm
Film =0.25 um
Injections =123
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When you replace a hardware component, zero out (or adequately edit) the
associated number of injections.

You can also save free-form text by creating entries with empty Value fields.
However, you then won't be able to use the programming interface to retrieve
information from such free-form lines.

NOTE: It is important that you keep this information current, as the copy of the
module information stored in the data files cannot be erased or edited. It may be
appropriate to include the updating of this information in your Standard Operating
Procedures.

Retrieving Information from Data Files
The module information is included in reports when the ‘Run Log’ option is
selected.
For Application Programmers only!

Additionally, a function call is available to application programmers needing to
write programs retrieving module information from run files. This function resides
in the WSMDIN32.DLL dynamic-link library, and its "C" prototype and calling
syntax are as follows:

int PASCAL GetRunInfoString

(
LPSTR IpRun, /I File Specification for DATA File
WORD wAddress, / Module Address
LPSTR IpSection, /I Section name
LPSTR Ipltem, /[ ltem name
LPSTR IpValue /I Buffer for returned entry value
)

If the function is successful, it will return the length of the returned entry value.

If the function fails, it will return one of the following error codes:

-3 No info for this Module Address in the DATA file
-2 No such section
-1 No such item
Commands
Buttons
Button Description
Add When a section name is highlighted, this button opens the

Create New Section dialog box.
When an item is highlighted, this button opens the Create
New Entry dialog box.

Edit When a section name is highlighted, this button opens the
Rename Section dialog box.
When an item is highlighted, this button opens the Modify
Entry dialog box.

Delete The highlighted line will be deleted. The user is prompted to

565



confirm this deletion before it is done.

File Menu

The File menu contains the following commands:

Item Description

Save Save the contents of the listbox into the module
information file.

Print Prints the contents of the listbox.

Exit Aborts the current session. If you have made changes,

you will be prompted to save the file before exiting.

Help Menu

The Help Menu provides access to on-line Help and basic Program Information:
Item Description

Contents Display on-line Help

About ModEdit Display basic program information

Dialog Boxes

The Entry Dialog

This Dialog box is used to create and modify entries. It is displayed as a result of
selecting an entry or a blank line and pressing the Add or Edit buttons.

When creating an entry, the item and value fields are empty, and the focus is on
the item field. Type in the new item, then use the Tab key or the mouse to switch
the focus to the value field.

When editing an existing entry, the item and value fields are filled with their
current values. The focus is on the value field, as it is most likely the one you
want to modify. If you need to rename the item, use the Shift+Tab key
combination or the mouse to move to the item field.

Press OK if you wish to save the new or modified entry, otherwise Cancel.

The Section Dialog

This dialog box is used to create and modify sections. It is displayed as a result
of selecting a section and pressing the Add or Edit buttons.

When creating a section, the name field is empty. Type in the name of the
section to create.
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When renaming an existing section, the name field is initialized with its current
value. Type in the new name for the section.

Press OK if you wish to save the new or modified entry, otherwise Cancel.

Select

To select a line in the list box, single-click on it with the mouse. The line is then
highlighted and would be acted upon by the Add, Edit and Delete buttons as
appropriate. Double-clicking on a line will access the appropriate edit dialog
directly.

From the keyboard, use the up and down arrow keys to move the selected line
up and down. If the listbox does not have the input focus, pressing the up or
down arrow key a few times should restore the input focus to the listbox.

567



568



Security Administration

Overview

The Security Administration window contains three window tabs that can be used
to select the categories of security parameters that can be specified for Varian

MS Workstation applications. Click on the category names below for more
information on each:

Passwords
Application Locking

File Revision Settings

Passwords

Satun GC/MS Workstation Security |

Fazswords | Application Locking I File Fievision Setings I

— Pazzword far this application

Y'ou may zef, change or remove the pazswaord required to enter
thiz application.

— Change Method Pazzwords

Y'ou may zet or change pazswords required to zave changes to
Methods. Click on the button below to select the Method, and
then modify the pazsword.

Select Method. .

— Remove Method Pazswords

'ou may remove pagswords required to save changes o
Methodz. Click on the button below to select the Method.

Select Method... |

Done | Help |
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Description

Password for this application

Allows you to specify a password required to enter
the Security Administration application. Note that
there is no way to recover this password if it is lost,
so it is recommended that you document the
password in a secure location.

Change Method Passwords

Method passwords can be added, changed and
removed from the Security Administration
application. Click on the Select Method button to
browse for and select the desired Method. After the
Method has been selected, you are either prompted
for a new password (if no previous password exists
for the Method), or are prompted for the old and
new password (if the Method already contains a
password). Note that if creation of new passwords is
disabled in the File Revision tab, you will not be
able to add a new password to a Method that does
not already contain one.

Method passwords can also be added and changed
in the Method Builder and Interactive Graphics
applications.

Remove Method Passwords

Method passwords can be removed by the Security
Administration application without entering the
existing password. This is useful if the password for
a Method has been lost. Click on the Select Method
button, select the desired Method, and the
password is removed.
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Application Locking

Saturn GC/MS Workstation Security

Passwords  Application Lacking | File Fevizsion Setings I

— Unlocked Applications

Select applications yo
button.

u wizh ta lock and chck on the Lock

Program b anager

Star Toalbar

Microzoft Word - Securnty. doc

SecuntyPazswords. brap - Paint &I

— Locked Apphcations

Select applications you
nlock, button,

wizh ta unlock and click on the

Unlock |

Done I Help

Iltem

Description

Unlocked Applications

This list box shows all top level windows currently
running and are not locked. You may select any number
of them and click on the Lock button. When you do, they
are moved to the Locked Applications list box and their
windows are disabled (they will not respond to mouse or
keyboard input).

Note that applications that are locked by the Security
Administration application remain locked even after the
Security Administration application is closed.

Locked Applications

This list box shows all top level windows that are
currently running and are locked. You may select any
number of them and click on the Unlock button. When
you do, they are moved to the Unlocked Applications list
box and their windows are enabled (they respond to
mouse or keyboard input).
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File Revision Settings

Saturn GC/M5 Workstation Security
Passwords I Application Locking  File Revision Settings |
[ Require Revision Log entiy when changes to Methods
are zaved.
W Update Revision Log in Data Files with recalculation
date, time and kethod name.
I Enable results deletion from "Open Data File'" dialog
boxes.
¥ Dizable creation of new passwaords in Method files.
Dane I Help
Item Description

Require Revision Log entry when
changes to Methods are saved.

When checked, the user is prompted
for a description of changes when a
Method file is altered and saved. This
Revision Log appears in the Notes
portion of the File Open dialog box, is
listed in the Method Builder application
window when the Method is open, and
is included in the Method printout.

Update Revision Log in Data Files with
recalculation date, time and Method
name.

When checked, Data Files are
updated with a time stamp and Method
name when they are recalculated
(either from System Control or from
Interactive Graphics). The Data File
Revision Log can be included in
printed reports.

Enable results deletion from "Open Data
File" dialog boxes.

When checked, a button appears in
the Open Data File dialog box allowing
results to be deleted from a specified
channel of a Data File. Results
deletion is logged in the Data File's
Revision Log. This option only affects
standard GC results. GC/MS results
will not be deleted.

572




Iltem

Description

Disable creation of new passwords in
Method files.

When checked, new passwords
cannot be added to Methods. Methods
already containing passwords will still
prompt you for the password before
changes are saved.
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Standard GC Reports Command

Reference

File Menu

Menu Item

Description

Open

Displays the Open Data File dialog box.

Print

Displays the Print dialog box.

Convert
(ASCII)

Converts the text results report into an ASCII file. The name of the
ASCI! file is based on the data file name, with the channel number
appended to it. The ASCII file ends with a ".txt" extension.

Printer Setup

Displays the Printer Setup dialog box.

Exit

Quits the Standard Report application.

Search Menu

This menu is displayed when the results window is active.

Menu Item

Description

Find

Displays the Find dialog box.

Find next

Repeats the search last performed with the Find dialog box.

Font Menu

This menu is displayed when the results window is active.

Menu
Iltem

Description

Small

Uses a small font to display the results report. This font is for display
only.

Medium

Uses a medium font to display the results report. This font is for
display only.

Large

Uses a large font to display the results report. This font is for display
only.
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View Menu

This menu is displayed when the chromatogram window is active.

Menu Item Description
Change Plot Displays a dialog box allowing you to select a color for the
Color chromatogram plot. This plot color is used in the display only.
Options Menu
Menu Item | Description
Report Title Displays the Report Title dialog box.
Chromatogra | Displays the Chromatogram Options dialog box.
m
Results Displays the Results Options dialog box.
Save Saves any changes made to the report title, chromatogram options
Changes to or results options to the currently open data file. The next time you
Data File display the data file in the standard report application, these new
settings will be used.
Windows Menu
Menu Item | Description
Tile Arranges the chromatogram and results windows in a tiled fashion.
Cascade Arranges the chromatogram and results windows in an overlapped

fashion.

Arrange lcons

If either the chromatogram window or results window (or both
windows) are iconized, the icons are arranged in the report
window.

Chromatogra | Activates the chromatogram window.
m Window

Results Activates the results window.
Window
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Help Menu

Menu Item Description

Help Topics Displays the help you are now viewing.

Product If you have Internet access and a web browser installed on your
Support Web | computer, this option will automatically open the Saturn GC/MS
Site Workstation Product Support Web Site. Here you will find the

latest software and documentation updates for the Saturn GC/MS
Workstation suite of products, along with additional notes, tips,
and answers to frequently asked questions.

You may wish to visit this site periodically to see if new
information is available that may be pertinent to you.

About Report

Displays the About Box for the Standard Report application. The
About Box contains information about the software version,
installation information, and a list of the instrument control
modules that you have installed.

577




578



Standard GC Reports Dialog Boxes

Open Data File Dialog Box

DOpen Data File HE
Lookin: [/ GCExamples = gl :
‘LEaI_T I hDh_samEH.lun ‘LD\paBUEF. - Run Information
M Cal_Tamn M Dh_sam2 un A Dipa3053. Fille: [C:45 aturrivw/SAGCE vamplesianalys]
' Cal_2.un ' Dh_std01.un s Hibkagmd.r
hCaI_3.run hDh_sthZ wn A L evel un
A Baseconnun ' Cal_4.run ' Dipa_is.mun A evel2un
A Blank. iun hCaI_S.run hDipa3UZU wn A | evel3n
a | 0| ~
=l
Filepame:  [Analysl.un Recert Files | I~ Remember Scaling
Files of type: [Data Files (*run] =l |ADCE.16 0,000 - £.002 min.
Sample: First analysis
File Name | Channel | Inject Diate: [7/24/53 3:06 AM
c:h. uhwshgoesampleshanalys1 4 = TCD RESULTS j Run Mode: [malysis
Instrument: |Trap analysis #1
Wworkstation: |GCWS_DEVEL
Channel: |4 = TCD RESULT =

Open File Cancel

Item Description

Look in Lists the available folders and files. To see how the current folder
fits in the hierarchy on your computer, click the down arrow. To see
what's inside a folder, click it. The box below shows the folders and
files in the selected location. You can also double-click a folder or
file in that box to open it. To open the folder one level higher, click
the “up arrow” button on the toolbar.

File list Lists the folders and files in the selected location. To see what's
inside a folder, double-click it. You can also use the Look In box to
see the hierarchy of folders. To open the folder one level higher,
click the “up arrow” button on the toolbar.

File name Shows the currently selected file.

Files of type Restricts the list of files to only those matching the selected type.

Recent Files | Click on this button to display a list of recently selected files. When
you select a file from this list, it's name is displayed in the File name
box.
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Description

Run
Information

Shows information about the currently selected file, including a
thumbnail view of the chromatogram.

If you are looking at several files and you wish to use a fixed
attenuation in the thumbnail display, check the Remember Scaling
box.

Select the channel you wish to open in the Channel selection box.
When you do, the chromatogram thumbnail and Run Information is
updated.

Del Results

Allows you to delete results from the currently select channel of the
currently selected data file. This button does not appear if it has
been disabled from the Varian MS Workstation Security
Administration application.

Open File

Opens the selected data file using the selected channel.

Cancel

Cancels file selection.

Print Dialog Box

Select Print

=
"Copies:
¥ Fesults Cancel |
Item Description
Chromatogram | When checked, prints the chromatogram as part of the report.
Results When checked, prints the results as part of the report.
Copies Sets the number of copies of the report to be printed.
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Printer Setup Dialog Box

Star Printer Setup

r— Default Star Printer

Uzed by all Star Workstation applications for interactive
pritting.

HF Lazerlet Il on W'z dewhprintg 0

r— Instumnent Printers

Used during automated printing by Syatem Contral.

Inztrument 1: IHF' Lazernlet BSi/B5i M on Y\Serverly

Instrurment 2: IHF' Lazer)et 57951 M on S\Serverls

Instrument 3: IHF' Lazernlet B5i/5B5i M on WWServerls

Instrument 4: IHF' Lazernlet B5i/5B5i M on WWServerls

Change...
Chatge...

Change...

il

Change...

0K |

Iltem

Description

Default Saturn
Printer

Displays the printer that is used when printing interactively
from Varian MS Workstation applications. Click on the
Change button to select a different printer.

Instrument Printers | Displays the printer that is used when printing under

automation from System Control. A separate printer can be
configured for each instrument (up to four). Click on the
Change button to select a different printer for each
instrument.

Title Dialog Box

Report Title [ x|

Title: |Fieport Titld

Cancel |

ltem

Description

Title

Assigns a title to the report. The title appears in both the
chromatogram and results portion of the printed report.
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Chromatogram Options Dialog Box

— Chromatogram Start and End

. [ L
Start Time: Im TIFE.
End Time:|5.D1 ming.

— Tirme and Amplitude Scale

W Auto Scale Tjime Eraarar.. |
Initial Atteruation: I'IB—
Zero Offzet, & I‘I‘I—
Length in Pages &+ I‘I—
Iniitial Chart Speed IU-U—cma’min.
Tirne Tick Intereal: I'ID— mins.

¥ Retention Times

— Chrornatagram Annotations

¥ Peak Names

[+ Time Events [¥ | Baseline
¥ Chromatogram E vents
Ok I Cancel |
Item Description

Start Retention
Time, mins

0.00 to 1440.00

Specifies a start time after injection for the chromatogram
display and printout.

End Retention
Time, mins

0.01 to 1440.00

Specifies an end time for the chromatogram display and printout.
If the End Retention Time is greater than the actual end time in
the data file, the actual end time is used.

Initial Attenuation

1 to 4096

Sets the initial scaling of the display or printout. Attenuation is
relative to the maximum full scale value of the detector. An
attenuation of 1 scales the chromatogram so that a signal
1/4096™ of the detector's full scale is the largest signal that will
be printed.

The attenuation can be changed to other values at various times
by time programming. The initial attenuation value is ighored if
you select Auto Scale.

Zero Offset, %

-100 to 100

Sets the zero point of the displayed or printed chromatogram as
a percentage of the full page. Larger values let you record
negatively drifting baselines or negative chromatographic peaks.
The zero offset value is ignored if you use Auto Scale.

Length in Pages

Oto9

Sets the number of pages used to print a chromatogram. This
option takes precedence over the chart speed value. The chart
speed is calculated by dividing the total length in pages by the
run time.
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Description

Initial Chart
Speed, cm/min

0.0t0 30.0

Sets the initial chart speed for the printout. This speed does not
change unless you time program the chart speed. Set the
Length in Pages to 0 to use this option.

Minutes per Tick

0.0to 10.0
Sets the interval between time tick marks on the printout.

Auto Scale

If checked, adjusts the attenuation and zero offset so that the
chromatogram fills the screen or page.

Time Events

If checked, annotates the right margin of the chromatogram to
show when time events occurred. Shows when peak width (WI),
inhibit integrate (I), solvent reject (SR), group (GR), valley
baseline (VB), chart speed (CS), and attenuation (ATT) changes
occurred.

Chromatogram
Events

If checked, annotates the chromatogram with tick marks that
denote peak event for peak starts, peak ends, apices, and valley
points.

Retention Times

If checked, annotates the chromatogram with the retention times
for all detected peaks.

Peak Names If checked, displays peak names for identified peaks.

Baseline Draws baseline segment lines under the peaks.

Edit Time Opens the Report Time Program dialog box to edit a report time
Program... program.

Report Time Program Dialog Box
Report Time Program |

To add an entry,
enter the retention

Betentian Chart
Time Speed  Aftenuation
.00 1.0 EE

0000.00: C5 =1.0 Atk =32

time, chart zpeed
and attenuation,
then press Add.

Delete |

To change an
entry, select the
itern it the table
and change the
chart speed and
attenuation above.

Ok, Cancel
Item Description
Retention 0.00 to 1440.0
Time Sets the start time for the selected event.
Chart Speed | 0.1to0 30.0
Sets the program chart speed.
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Item Description

Attenuation 1 to 4096

Sets the program attenuation.. Attenuation is relative to the
maximum full scale value of the detector. An attenuation of 1 scales
the chromatogram so that a signal 1/4096™ of the detector's full
scale is the largest signal that will be printed.

Add Adds the active parameters to the program list.
To add a change in chart speed or attenuation to the report time
program.

Delete Deletes the highlighted line in the program.

To delete a line in the report time program, canceling that change in
chart speed or attenuation.

Results Options Dialog Box

— Results Table
Amount Units: IPPm b
Murnber of Decimal Digits: |4

r— Run Documentation

¥ Eun Lag [Method/Madule Documentation

¥ Emor Log [Instrument Errars]
¥ Calibration Repart [Curve Cosfficients)
¥ Fgvision Log [Changes to Fesults]

W Motes [Sample Motes)

Cancel |

Item Description
Units Any units, up to 10 characters
Assigns a name for the units used in the results report.
Number of Oto6
Decimal Digits Sets the number of digits in which results are to be
expressed.
Run Log If checked, includes the method and the Time Events Log at

the end of the report. Entries in the Time Events Log
correspond to the actual times when the events occurred.

Error Log Includes error messages that occurred during the run at the
end of the report. Error messages generated by post-run
Data Handling are always printed whether the error log option
is active or not.

Calibration Includes the text of the calibration block report as part of the
Report results report.
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Notes Includes the notes you entered when you made the injection
(original notes) and when you recalculated (appended notes)
as part of the report.

Find Dialog Box

Fitd: I

[ Match Case
[ I Cancel |
Item Description
Find Sets which string of characters the Workstation will find

Match Case If checked, tells Report to find only character strings with the same
use of upper and lower case
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Standard GC Reports Format
Descriptions

Results Report

Below is an example of a results report generated from an analysis run. The
exact format of your results reports may vary depending on the following
parameters:

Options set in the Results Format portion of the Method

The type of run being performed (blank baseline, calibration, analysis, or
verification)

The peak measurement type (area, height or square root of height)

The calculation type (percent, normalized percent, internal standard or
external standard)

The presence of an RRT peak, designated in the peak table (which
determines whether relative retention time is shown)

The format of the ASCII text file generated when ASCII file conversion is
performed is identical to the format in the printed report.

Following this example is a legend of the fields that appear in the report.
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Title : Title
Run File : Data File name

Method File : Method File name

Sample ID : Sample name

Injection Date: Date/Time Calculation Date: Date/Time
Operator : Operator Name Detector Type: Detector Type/Range
Workstation: Volume Label Bus Address : module bus address
Instrument : Instrument Name Sample Rate : Sample Rate (Hz)
Channel : Channel 1D/Name Run Time : Run Time (min)

FhAAxxxkAAx Star Chromatography Software

Run Mode : Run Mode
Peak Measurement: Measurement Type

Calculation Type: Calculation Type

Standard Ret. Time Rel. Width
Peak Peak Result Peak Time Offset Area Ret. Sep. 1/2 Status
No. Name (units) Name (min) (min) (counts) Time Code (sec) Group Codes

1 2-Octanone INT STD 2-Octanone 5.677 0.004 4270 1.000 BB 1.5 1 SR
2 1-Octanol 7.5438 2-Octanone 6.996 0.022 749 1.232 BB 3.3 1
3 n-Decane 30.1366 2-Octanone 7.514 0.002 1511 1.324 BB 1.6 1cC
4 2,6-dimetphe INT STD 2,6-dimetphe 8.479 0.001 2414 1.494 BB 1.7 2S
5 n-Dodecane 16.8705 2,6-dimetphe 8.998 -0.005 4608 1.585 BB 1.8 2C
6 2,4-dimetani 16.8549 2,6-dimetphe 9.325 -0.004 3545 1.643 BB 1.8 2C
7 n-Tridecane 16.8653 2,6-dimetphe 10.856 -0.006 3569 1.912 BB 1.9 2C

Group 1 37.6804 0.028 6530

Group 2 50.5907 -0.014 14136

Totals: 88.2711 0.014 20666

Status Codes:
R - Reference peak

* — No result could be calculated; check calibration curve

M - Missing peak

C - Out of calibration range

S - Internal Standard peak

U - User-defined peak endpoint(s)

Total Unidentified Counts : 0 counts

Detected Peaks: 7 Rejected Peaks: 0O Identified Peaks: 9

Standard Peak Amounts:

2-Octanone Amount = 12
2,6-dimetphe Amount = 12
Multiplier: 1 Divisor: 1

Baseline Offset: -20 microVolts
Noise (used): 1 microVolts - monitored before this run
Manual injection

Run Log:
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[Module Run Logs]

Time Events:

[Data Handling Time Events]
Error Log:

[Module Error Logs]
Calibration Report:
[Calibration Report Text]
Revision Log:

[Revision Log]

Original Notes:

[Original Note Text]
Appended Notes:

[Recalc Note Text]

Item

Description

Title

Set in the Print Options portion of the Report section of the
Method.

Run File

The file name of the Data File containing the results.

Method File

The file name of the Method used to generate the current
results. This may differ from the Method used when the data
was first generated.

Sample ID

Set in the SampleList when the injection was performed.

Injection Date

The date and time of the injection.

Calculation
Date

The data and time of the most recent calculation.

Operator

Set in the System Control Instrument Parameters dialog box.
This is the name of the operator at the time of the injection.

Detector Type

The type of the detector used to collect the data (for example,
9050, 9065, or ADC Board).

Workstation

The name of the Workstation on which the data was collected.
The Workstation name is the volume label of the hard disk on
which System Control is running at the time of the injection.

Bus Address

The bus address of the detector used to collect the data.

Instrument

Set in the System Control Instrument Parameters dialog box.
This is the name of the instrument at the time of the injection.

Sample Rate

The rate (frequency) of the data stored in the Data File.

Channel

The channel ID corresponding to the data for which results are
shown.

Run Time

The length of the run in minutes. Set in the instrument control
Method section corresponding to the detector that collected
the data.

Run Mode

Set in the SampleList or SampleLog (in System Control) or
Reintegration List (in Interactive Graphics). Either Blank
Baseline, Analysis, Calibration or Verification. If blank baseline
subtraction has occurred (set in the Integration Parameters
window in the Data Handling Method section), it is indicated
on this line.

Peak

Set in the Integration Parameters window in the Data Handling
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Item Description

Measurement Method section. Either Area, Height or Square Root of Height.

Calculation Set in the Integration Parameters window in the Data Handling

Type Method section. Either Percent, Normalized Percent, Internal
Standard or External Standard. If results have been
normalized (set in the Integration Parameters window in the
Data Handling Method section), it is indicated on this line.

Peak No. The number of the peak in the results table.

Peak Name Set in the Peak Table Window in the Data Handling Method

section. Peak names are shown for peaks that have been
identified as being in the peak table.

Result (units)

The calculated results. The units (set in the Results Format
portion of the Data Handling Method section) are displayed in
the results column header.

Standard Peak
Name

This column is shown when internal standard calibration is
used and there exists more than one standard peak. This
refers to the name of the standard peak used for the given
non-standard peak.

Ret. Time The actual retention time of the peak, in minutes.
Time Offset The amount of time, in minutes that the actual retention time
(min) differs from the retention time for the peak in the peak table.

The retention time in the peak table is automatically updated
with the actual retention time to account for peak drift.

Area (counts)

The measured peak size. This will either be the area, height or
square root of height, depending upon the peak measurement
type (set in the Integration Parameters window in the Data
Handling Method section). The column header will reflect the
appropriate measurement type.

Rel. Ret. Time

Reported when an RRT peak has been designated in the
peak table (in the Data Handling Method section). The
Workstation calculates relative retention times from the
retention time of the RRT peak and the unretained peak time
(set in the Define Peak Windows dialog box accessed from
the peak table).

Sep. Code

A two letter code indicating the relationship of the peak start
and end to the baseline. Possible separation codes are

BV: Baseline to valley

BB: Baseline to baseline

VB: Valley to baseline

VV: Valley to valley

TS: Separated Tangent Peaks
TF: Fused tangent peaks

GR: Group Peak

BM: Baseline to mended end
MB: Mended end to baseline
MM: Mended end to mended end
MV: Mended end to valley
VM: Valley to mended end

Width 1/2
(sec)

The width of the peak at half its height.
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Item

Description

Group

This column is shown when the Show Peak Group Totals
checkbox is checked in the Results Format portion of the
Report Method section. The group number for each peak is
set in the peak table in the Data Handling Method section.

Status Codes

A code or codes specific to a peak in the results table.
Possible status codes are

R: Reference Peak (designated in the peak table)
*: No result can be calculated, check the calibration curve.

+: More than one result can be calculated, the first solution is
shown in the results field. Check your calibration curve or use
a lower order curve fit (specified in the peak table).

V: Peak fails verification (verification runs only)

M: Missing peak (if Report Missing Peaks is set in the
Integration Parameters Window in the Data Handling section
of the Method)

C: Result out of calibration range, check the calibration curve
and the range tolerance setting in the Method.

S: Internal Standard Peak (designated in the peak table for
internal standard and normalized percent calculations only)

U: User-defined peak endpoint (the peak size is affected by an
endpoint that was manually placed in Interactive Graphics).

Total The total number of counts accounted for by peaks not

Unidentified identified in the peak table.

Counts

Detected The total number of peaks detected during integration. Peak

Peaks detection is affected by parameters set in the Integration
Parameters Window in the Data Handling Section of the
Method.

Rejected The total number of detected peaks that were rejected based

Peaks on values set in the Integration Parameters Window in the
Data Handling Section of the Method.

Identified The total number of detected peaks that were identified in the

Peaks peak table.

Standard Peak Set in the SampleList or SampleLog (in System Control) or the

Amounts Reintegration List (in Interactive Graphics). This is used with
Normalized Percent and Internal Standard calculations and
identifies the amount of the Standard Peak(s) (designated in
the Peak Table Window in the Data Handling Section of the
Method).

Multiplier Set in the SampleList or SampleLog (in System Control) or the
Reintegration List (in Interactive Graphics). The result for each
peak is multiplied by this value.

Divisor Set in the SampleList or SampleLog (in System Control) or the
Reintegration List (in Interactive Graphics). The result for each
peak is divided by this value.

Baseline The distance the chromatographic signal is above or below

Offset zero at the start of the run. Baseline offset is measured in
microunits (units are volts or absorption units, depending upon
the detector). The baseline offset is equivalent to the
amplitude of the first data point in the Data File.

Noise Noise is the peak-to-peak noise measured in microunits (units

are volts or absorption units, depending upon the detector).
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Item

Description

The noise used by Data Handling depends upon the noise
options set in the Integration Parameters Window in the Data
Handling section of the Method. The report includes the noise
value for this run, and the noise value actually used, if it is
different.

Manual
injection
(injection
information)

Indicates the type of injection device used (for example,
manual injection, 8200 AutoSampler, or Al-200 AutoSampler),
and the rack, vial and injection volume, if appropriate.

Run Log

The Run Log is included in the report if the Run Log checkbox
is checked in the Results Format portion of the Report section
of the Method. The Run Log is the instrument control Method
that was used in the run that generated the Data File. For
3400 and 3600 GCs, it is the Method as it was downloaded
before the run began. The 3400 or 3600 Event Log (included
in the Run Log) will describe any changes that occurred after
run start. For all LC modules, the Run Log is the Method that
was actually executed on the LC module itself. Any changes
that occurred during the execution of the Method will be
incorporated into the Run Log. Also included with the Run Log
is information from the Module Information Log, which can be
edited in System Control on a per-module basis.

Time Events

Data Handling timed events (programmed in the Time Events
Window in the Data Handling Section of the Method) are listed
with the times that they actually occurred.

Error Log

The Error Log is included in the report if the Error Log
checkbox is checked in the Results Format portion of the
Report section of the Method. The Error Log is a list of errors
that occurred during the run that generated the Data File.

Calibration
Report

The Calibration Report is included in the report if the
Calibration Report checkbox is checked in the Results Format
portion of the Report section of the Method. The Calibration
Report is the text portion of the Calibration Block Report for
the Method used to calculate results. It includes the calibration
responses and curve coefficients for each peak.

Revision Log

The Revision Log is included in the report if the Revision Log
checkbox is checked in the Results Format portion of the
Report section in the Method. The Revision Log contains the
date/time and Method name used every time a recalculation is
performed on the Data File. Results deletion is also
documented in the Revision Log. Documentation of
recalculations can be disabled from the Security
Administration application.

Original Notes

The Original Notes are included in the report if the Notes
checkbox is checked in the Results Format portion of the
Report section of the Method. The Original Notes are the
notes set in the SampleList in System Control when the
injection was performed that generated the Data File.

Appended
Notes

The Appended Notes are included in the report if the Notes
checkbox is checked in the Results Format portion of the
Report section of the Method. The Appended Notes are the
notes set in the SampleLog (in System Control) or in the
Reintegration List (in Interactive Graphics) during the most
recent recalculation performed on the Data File.
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Verification Report

Below is an example of a results report generated from a verification run. The
exact format of your verification reports may vary depending on the following
parameters:

Options set in the Results Format portion of the Method
e The type of run being performed (blank baseline, calibration, analysis, or verification)
e The peak measurement type (area, height or square root of height)

e The calculation type (percent, normalized percent, internal standard or external
standard)

e The presence of an RRT peak, designated in the peak table (which determines
whether relative retention time is shown)

The format of the ASCII text file generated when ASCII file conversion is
performed is identical to the format in the printed report.

Following this example is a legend of the fields that appear in the report. Only
those fields that differ from the Analysis Report are listed. See the Results
Report Format Description for a listing of the additional fields.

Verification Report
Title : Title
Run File : Data File name
Method File : Method File name

Sample ID : Sample name

Injection Date: Date/Time Calculation Date: Date/Time
Operator : Operator Name Detector Type: Detector Type/Range
Workstation: Volume Label Bus Address : module bus address
Instrument : Instrument Name Sample Rate : Sample Rate (Hz)
Channel : Channel 1D/Name Run Time : Run Time (min)

FHFxkIxkFxx Star Chromatography Software

Run Mode : Verification
Peak Measurement: Measurement Type

Calculation Type: Calculation Type

Level : Verification Level
Tolerance : 100.0%
Expected Calculated Ret. Time
Peak Peak Result Result Dev. Time Offset Area  Status
No. Name O O % (min) (min) (counts) Codes
1 Peak 1.841 N/A INT STD 0.0 1.841 -0.000 220494 S
2 Peak 2.004 1.0000 2.004 VM
3 Peak 2.205 1.0000 2.205 M
4 Peak 2.756 1.0000 2.4122 141.2 2.754 0.000 102519 CV
5 Peak 3.297 1.0000 2.0112 101.1 3.298 0.001 1212397 RV
6 Peak 3.798 1.0000 2.0191 101.9 3.799 -0.000 493782 V
7 Peak 4.791 1.0000 1.9279 92.8 4.789 -0.001 700782
8 Peak 5.125 1.0000 4.7624 376.2 5.104 -0.000 328998 CV
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9 Peak 5.580 1.0000 1.4435 44.3 5.586 -0.001 297265

Totals: 14.5762 -0.002 3356238

Status Codes:
R - Reference peak

V - Out of verification tolerance
M - Missing peak

C - Out of calibration range

S - Internal Standard peak

Total Unidentified Counts : 0 counts

Detected Peaks: 7 Rejected Peaks: O Identified Peaks:

Standard Peak Amount:

2-Octanone Amount = 12
Multiplier: 1 Divisor: 1
Baseline Offset: -20 microVolts

Noise (used): 1 microVolts - monitored before this run

9

Manual injection

ltem

Description

Level

Set in the SampleList or RecalcList (in System Control) or in the
Reintegration List (in Interactive Graphics). This corresponds to
the concentration level used in the verification sample, which can
be the same as one of the calibration levels, or can be between
levels used in calibration. The value in the peak table at this level
is assumed to be the amount of the compound used in the
verification sample.

Tolerance

Set in the Verification dialog box accessed from the Peak Table
Window in the Data Handling section of the Method. This is the
maximum acceptable deviation percentage allowed before
considering a peak to be out of tolerance.

Expected
Result

This is the amount obtained from the peak table corresponding to
the designated verification level.

Calculated
Result

This is the result calculated from the calibration curve using the
detector response from the verification run. If no drift has occurred
in the system, and the amount of the compound in the verification
sample is identical to the amount of the same compound in the
calibration sample at the same level, then this value will be the
same as the expected result.

Dev. %

The percentage that the calculated result deviates from the
expected result. If this value is larger than the tolerance, then a
verification failure occurs.
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Standard GC Reports Toolbar

Main Toolbar

ﬁl%l oEl @ |@|| A Ayl un Pl startup'l.mth b Channel|B = FID

Displays the Open Data File dialog box.

Displays the Print dialog box.

o8 || ||,

Converts the text results report into an ASCII file. The
name of the ASCII file is based on the data file name,
with the channel number appended to it. The ASCII file
ends with a ".txt" extension..

Displays the Find dialog box.

Displays the Title dialog box.

Displays the Chromatogram Options dialog box.

| e =

Displays the Results Options dialog box.

=

Levell.un P

The Data File Quick Link button shows the current Data
File. Use this Quick Link button to perform additional
operations on the Data File.

untiled. mtk -~ P

=

The Method Quick Link button shows the Method used
for the most recent recalculation of the selected channel
for the data file. Use this Quick Link button to view, edit
or print this Method.

ChanneI:IA =TCD |

This selection box contains all channels for the selected
data file and allows you to switch between them without
re-opening the file.
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