SOP 050 — Sequence Setup — Agilent Chemstation Software
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SOP 050 — Sequence Setup — Agilent Chemstation Software

Principle

1.1.  This procedure is designed to aid the user in setting up an instrument sequence
used to analyze Organic Base Screen, Acid and Neutral Screen and
Quantification methods with an Agilent GC (NPD, FID) and/or an Agilent
GC/MS.

Specimens

21, N/A *
Reagents and Materials OQ

3.1. N/A

Instrumentation and Equipment
4.1.  Agilent GC (NPD, FID) or Agilent GCMS
4.2.  Agilent Chemstation Software

4.3.  Data reporting system (PC) \\Q

Procedure

5.1.  Sequence Setup (Agil (&S)

5.1.1. On an instrumeént P€ with Agilent Chemstation Software installed, open the
Chemstati are by double-clicking the Shortcut.

5.1 om the menu bar, select “View — Top” (Skip this step if using version

E.02.02.1431 or above).
5.1.3. Load a previous sequence to use as a template.

5.1.3.1.Select “Sequence — Load ...” In the Load Sequence Window, navigate
to C:\HPCHEM\I1\Sequence and select a sequence to load.

5.1.3.2.From the menu bar, select “Sequence — Edit Sample Log Table” to
open the Sequence for editing.
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Sample Log Table for 14010801.S (on line 23 of 27) .
Line Type ¥ial Data File Method Sample Name
21] Sample 18 25012 SPLITOB 5130025012 T201309807 2mL blood -
22] Sample 19 25023 SPLITOB 5130025023 T201309810 2mL blood
23 Sample 20725027 SPLUTOB ST30035057 7201309811 3ml biood:
24] Sample 21 25044 SPLITOB 5130025044 T201309815 2mL blood
25) Sample 22 14_00106 SPLITOB S$140000106 T201309590 2mL blood
26) Sample 23 QCL SPLITOB qclow 2mlL blood
27] Sample 24 QCUL SPLITOB qecultralow 2mlL blood
Type ¥ial Data File Method Sample Hame
20 25027 [SPLITOB  [5130025027 T201309811 2ml blood
Miscellaneous Information Expected Barcode

|sop 102 extracted 1/7/2014 emm

Sample Amt  Multiplier

o L

Area¥ Report Lib. Search Rep. Quant Report Post-Quant
| Default j| | Default j| | Default j|

CR Database CR 5preadsheet

| Default j| | Default j|

Repeat | Cut | Copy | | Read |

5 1 3 2 1 Use the armow keys to select entry

Enhanced Chemstation Version: B.00.00

Data Patt: [C\MSDCHEMAT \DATAVTESTHIK\DECT3 Biowse. Method Path:

Tope viel Sample Mahedl
[ Semply] 1 Testl SPLITOS
Sample 1 Test

SPLI

Multiler Level thddte
1.00000 HoUpdate[]
1.00000 No Update

et/
Kepwordsting

1045 AM

TemO
=l 1/9/2014

5.1.3.2.2.

5.1.3.3.Before editing sequence, save the new sequence by selecting
“Sequence — Save” (“Sequence — Save Sequence as” in later software
versions).

5.1.3.4.In the file name field, enter the load number minus the 1% two digits
(2013010705 becomes 13010705).
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5.1.3.5.Enter the following information for each specimen in the order they are
to be injected starting at the top of the sequence table. Click on the
Repeat Button to add a new line (or arrow down in newer software
versions).

5.1.3.5.1. Type = Sample

5.1.3.5.2. Vial = The position the specimen is to be placed on the
autosampler

5.1.3.5.3. Data File = Unique identifier for each Specimen — Typieally
the Standard Level, QC level, or Blank (all differentiated by
matrix type) or the last 4 or 5 digits of the S#. If'a specimicn is to
be injected in duplicate, the letter “d” is entered at the end of the
data File name).

5.1.3.5.4. Method = instrument Methodito be usedstercollect data

5.1.3.5.5. Sample Name = Descriptionfof Control or Complete S# and T#
followed by aliquot volumesand‘mateix type (see 5.1.3.2.1)

5.1.3.5.6. Miscellaneous Information = Contains the SOP description,
extraction date, and analyst initials.

5.1.3.5.7. Multipliets="Dilution factor of Specimen. (Click the “More>>"
button to yiew thissfi€ld in earlier software versions).

5.1.3.6.0nce sequéfiee infermation is entered, Save (overwrite) the Sequence.

5.1.3.7.To pfifigtheisequence table for verification, select “Sequence —
Simulate'Sequence” — the software will run through the sequence to
checkafof errors and check hard drive space.

5.1:3:8.Select “File — Print” to print the sequence.

5.1.3.8.1. Have another analyst verify the printed sequence table against
the vial positions in the autosampler tray.

5.1.3.9.To start the run, select “Sequence — Run” (see below).
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Start Sequence Testmixs Last Modified: Mon Dec 16 11:06:33 2012 - &

tethod Sections to Fun

 Sequence Barcode Options
@ Full Method " Disable Barcode for This Sequence
& On Mismatch — Inject Anyway, Continue Sequence

TR ing Onk
SRR " On Mismatch — Don'tInject, Continue Seguence

O Owerwrite Existing Data Files

Sequence Comment: lOEI screen

Operatar Name: Idls

Data File Directany: iC:\MSDCHEMU\DATA\ZD] 3120303

Browse I

- Pre-Seq Macros/Commands

Instrurment Cantrol: I

Diata Ana\ysis: I

- Post-Seq Macros/Commands

Instrument Cantral: I _J
Data Analysis: | _]
Fun Sequence | QK Cancel | Helg |
I
5.1.3.9.1.
Enhanced Chemstatien Viers 2.02.1431
5.1.3.10.  Enter assay nam equence Comment” Field

5.1.3.11.  Enter Analyst.ini n the “Operator Name” Field

5.1.3.12. Ente cO Path for the data files
(C:\HPCHE ATA\’Truncated Load Number”) in the “Data File
Dir 1d.

t “Run Sequence” and wait until the first autosampler vial in
injected into the instrument.

5.1.3

ence»Setup (Agilent GC)

On an instrument PC with Agilent Chemstation Software installed, open the
Chemstation software by double-clicking the Shortcut.

5.2.1.1 7 I

5.2.2. Load a previous sequence to use as a template.
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2

5.2.2.1.Select “Sequence — Load Sequence ...” In the Load Sequence
Window, navigate to C:\HPCHEM\1\Sequence and select a sequence to
load.

5.2.2.2.From the menu bar, select “Sequence — Sequence Table” to open the
Sequence for editing.

J5equence Table: NPD#3 B X
Currently Running Injector———————
Lim:D Method: | | Location:| | mi[ ] ‘ CFont @ Back
Sample Info for Vial 1:

;

Viel7__[5130022870 0836 [HOBSCRN
Vil [5130022870 0836 [HOBSCRN
Vi3 (5130023221 0310 HOBSCRN
Vil 10__ (5130023221 0910 HOBSCRN
15 [Vial11__[5130023300 09111
16 [Viel 12 [5130023300 09111
17 [Via13__[5130023564 0323 | HOB
18 [Vial14__[5130023564 0923 [ HOBS

19 [Vid 15[ 5130023565 0923 [ HOBSCRI
20 [Viel 16 [5130023565 0923, Sanple

V17 j

Line Location Sample Name Method Name Inj/Location Sample Type  Cal Level Update RF U Sa
Vial 100 |testmix HOBSCRN 1{Sample [ 4
Vial 100 |[testmix HOBSCRN 1{Sample
Vial 100 |[testmix HOBSCRN 1|Sample [ |
Vial 100 |testmix HOBSCRN 1{Sample
Vil HOBSCAN 1{Sample
Visl2  [Std21mLblood [HOBSCRN 1|Sample
Viel3  [Std3ImLblood [HOBSCRN 1|Sample
Vsl [Stdd Iml blood |HOBSCAN 1{Sample
Vial5 [Blank ImL blood |HOBSCRN 1{Sample

10 [Viel6  |blank 1giver  [HOBSCRN 1

1
1

Sequence Table: NPD#3

Sample Amount ISTD Amount  Multiplier Dilution Datafile Inj Volume
Vial 100 | testmix Test! Al
Vil 100 testmix Tes2 i
Vial 100 | testmix Test3
Vial 100 | testmix Testd
Vial 1 stdl
Vial 2 Std2 1mL blood std2
Vial 3 Std3 1mL blood std3
Vial 4 Stdd mL blood stdd
Vial § Blank 1ml blood blank
Vial 6 blank 1g liver Iblk
Vial 7 130022870 0836 22870
Vial 8 $130022870 0896 22870d
Vial 3 $130023221 0910 23221
4 |Vial 10 |5130023221 0310. 23221d
15 |Vial 11 5130023300 09111 23300
Vial 125130023300 03111 23300d
Vial 13 $130023564 0923 23564
Vial 14 | 5130023564 0323 23564d
19 [Vial 15 [5130023565 0923 23565
20 |Vial 16 $130023565 0923: 235654
21 [Vial 17 [5130023630 0928. 23630 v
il | 'IJ
Insert | Cut | Copy I Paste | Append Line | Undo All I Undo Wizard I
52220, Insert/FillDown Wizard | Run Sequence | Flead Bar Code | oK | Concel Hep |
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5.2.2.3.Enter the following information for each specimen in the order they are
to be injected starting at the top of the sequence table. Click on the
“Append Line” button to add a new line.

5.2.2.3.1. Location = The position the specimen vial is to be placed on
the autosampler tray

5.2.2.3.2. Sample Name = Description of Control or Complete S# a

Partial T# (to be completed during data reduction

5.2.2.3.3. Method Name = instrument Method to be used to da

5.2.2.3.4. Inj/Location = Number of injections for eac ally =1)

5.2.2.3.5. SampleType = Sample

5.2.2.3.6. Data File = Unique identifiergdor eac en — Typically
the Standard Level, QC level, or Blank (all differentiated by

matrix type) or the last 4 or 5 dig he S#. If a specimen is to
be injected in duplicate, th C s entered at the end of the

data File name). |
5.2.2.4.0nce sequence informati \ered, Save the Sequence:
5.2.2.4.1. Select “S Save Sequence As...”. In the file name
field, ente % dfiumber minus the 1 two digits (2013010705

becom& 05).

5.2.2.5.Select “Sequenee — Sequence Parameters...”

O

Page 8 of 10



SOP 050 — Sequence Setup — Agilent Chemstation Software

1%

[Sequence Parameters: NPDE3

Operator Hame: IMSFI

D ata File

" Auto " Prefix/Counter Prefix: Counter:
Signal 1: [SIG1 {ooo1

Subdirectory: |131 21901 Signal 2: |5|52 IUU["

Path: C:AHPCHEMAADATAN

—Part of methods toun—————————— —Bar Code Reader

|Accolding to Runtime Checklist j| [~ Use In Sequence

I” Use Sequence Table Information On a bar code mismatch

~ Shutdown = Inject anyway

[~ Post-Sequence Cmd / Macro
| |

Sequence Comment:

= Don't inject

ob quant

52.2.5.1. E

52.2.5.4. Click “OK”. \

5.2.2.6.Save the Sequence; @ Sequence — Save Sequence ...”

5.2.2.7.To print th enee table for verification, select “Sequence — Print

b

—Sequence Table Select Destination for Printout
[~ Sample Information Part & Printer
" File:

[v Method and Injection Info Part
Path: C:AHPCHEMAMASEQUEMCEN

[ Calibration Part

[~ Buantification Part

[~ Sequence Dutput
Print All Print Cancel Help

[~ Sequence Summary

5.2.2.7.1.

5.2.2.7.2. Check the box next to “Method and Injection Info Part” and
select “Printer” as the Destination for Printout and click “Print
All”.
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6.

6.1.

SOP 050 — Sequence Setup — Agilent Chemstation Software

5.2.2.8.Have another analyst verify the printed sequence table against the vial
positions in the autosampler tray.

5.2.2.9.To start the run, select “Sequence Table... — Run Sequence” and wait
until the first autosampler vial in injected into the instrument.
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