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SOP 056 - Sequence Setup and Data Processing — Thermo ToxLab
Forms

1. Principle
1.1. This method is designed to allow the user to create a sequence, acquire, and
process GC/MS data using Thermo ToxLab Forms software.

2. Specimens
2.1. N/A

3. Reagents and Materials
3.1. N/A

4. Instrumentation and Equipment *
4.1. Thermo GC/MS O

4.2. ToxLab Forms software
4.3. Data reporting system (PC)

5. Procedure

5.1. Create Sequence and Acquire Data

5.1.1.  On anetworked PC with T Forms software installed, open
the ToxLab Forms SOftWZ\ icking the ICON.

[k

5.1.2. Close the welco creen (click “Close”) and select the “Batch Wizard”

5.1, the/Batch Wizard Window, choose a sequence template in the drop-
wn menu labeled “Available Templates” (see 5.1.4.1).

5.04. 7 Select the Instrument/processing method from the drop-down menu

labeled “Available Methods” (see 5.1.4.1).
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Batch Wizard

Batch Template Selection

Choase from the Available Templates to determing the layout you wish to use far generating a Batch file. ¥ou must also
make a choice from the list of Available Methods with the matching Aszay Type name.  You can optiohally select the

sharting or initial vial number ag well.

Starting wial number; 1

Tatal batch faws:

Assay type: | Assay name.

] Guiekmode [

Available Templates _ hyailabl n —
CLIVE -~ e -
GHE_SIM - — | | Acid Meutral \|
ethyleneglycol_guant SMINOT_CUrse
ibuprofen_sim cough_cold I
ibuprofer_screen u::u:nun:lh cold curve
Trazodone_SIM Doxapin
ob test | doxepin
— | Dowepin_sim
Template Lapout EthyleneGiycol
& ol " =l A i 3 fentaryl
ample ample ample epes s GHE SIM
type Terd o Sample name s Commer oo
CIMEn testmin testmis 1 lqu eh_zl
std] sted] Tl <t 1 1l Bload | =_ m Imipr_curyve
- = | mipramine
atd2 std2 Tl . | std2 Tl blood 1 [miprannine_eure
Calibrator 3 2td3 Tml blood l | ' .'" newe
Calibrator stdd stdd Tml blood | o || i methadane
Cai | stdS <td5 Tml blood | | PCP
, e T | PP,
Caliratar st stdb Tl | 5td6 Tl blood 1 PPX:EE::}
Specimen blarik Tm . Std1_Curve
. | Std1_Curve_msf
Specimen blank 1g | std2
s | StdZ2_curve
FRENRN | Std2 curve_0.25
— std2_FAST |
P std3_curve
Smacitnen sufentanyl
| Tapentaddl

5.1.4.1.

5.1.5.

5.1.6.

Carcel

e drop-down menu in each row to select appropriate “Sample type”

and “Sample level”.

Enter each “Sample ID”, “Vial position”, “Dilution”, and Sample
“Comment” in corresponding columns
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Batch Wizard

X

Batch Specification

Uze this screen to lay out the final zpecification for generating your batch file. You may uze
the buttons below ta remove or add samples to customize the batch to your specific needs.

Mofe: Samples withow Sampla {0 or Sample Mame will be discardad upon balch creafion

Batch Tempdate C\Nca]lb‘ur\TLF\TempIates\Baldﬂ‘emplates\cough cold_curve.btmp.
b aster Method: C"\Xcallbur\TLF\MethDds\cough cold_curve. MM

Batch File :
I:a!lbratlon
I
e SR SR sepep [0 VAL | et
Data 001 Specimen % | | testmix
Data 002 | Calibrator s | ztd1 W .std1 1l blaod 202 extracted 3/12/14 MSF
Data 003 | Calibrator » | std2 s | ztd2 Tml blood
Data 004 | Calibrator % std3 | etd3 1l blood
Data 005 | Calibrator » | stdd w | stdd 1ml blood
Data 006 | Calbrator | stdS » .std5 1ml blood
Data_007 | Calbrator w | stdB v
[ata_008 | Megative b
Data 009 | Negative % '
Data 010 | Specimen % o :
¢ Data_011 Specimen % v _
Data_ 0712 | QC o W |
Data 013 | GC v | , 13 110
Data 014 | OC I Wehigh Tnlbiood || 14 10 10
Dats_ 15 S e high

5.1.8.1.
5.1.9.  Click “Next>".

5.1.10. Final @ e the Batch: (Method Name) (Load Number). Click
st

Fleaze make sure the Batch name you wart iz typed into the box below:

Batch name: ||:Dugh_|:nld_cuwe_[LDad Mumber]

.1.11. The screen has now changed to “Batch View”. Double check that the
sequence table is correct and make changes as needed.

5.1.12. If the method is set up for multiple target analytes, not all of which are to
be confirmed in the current load, see 5.1.12.1, if not skip to 5.1.16.
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5.1.12.1. In the “Production” Menu (left side of screen), choose “Local
Method View”.

* Thermo Toxl.ab Forms

BatchYiew

Batch
Batch

Create... Temp

Open... Temp|
Recent files...
cough_cold_curve_(Load M
cough_cald_curve_ 412015
cough_cold_curve_412015

cough_cold_curve_3302014

OQ*

er “Identification”, de-select the non-
ctive” column.

Local Method View - cough_cold_curve_(Load Number)_cough_cold_curve*

QAMC | Groups | Reports I
| Calibration | Calibration levels | OC levels |
Compound Compound type Active | CAS Mo LIMS 1D Use as RT Reference
Alphaprodine Intemal Standard
Diphenhydraming Target Campaund ,@\
D amplamine Target Compound O
.69 Orphenadrine Target Compound O
1016 Chlorpheniramine Target Compound O 1
10.81 Brompheniramine Target Compound \W
5 1 1 2 2 1 11.01 [extromethorphan Target Compound

5.1.12.3. Return to “Batch View” by selecting it in the “Production” menu.
5.1.13. Save batch by clicking “Save” icon.

5.1.14. Print sequence by clicking the printer icon
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5.1.15. Have another analyst check the sequence for errors.

5.1.16. Click the “Submit Batch” icon. -~
B E=Z |I+1-0

5.1.17. In the “Submit Options:” window, de-select the “Create Reports” option
and click “OK”.

Submit Options

|Jzer name: |thermu:u|:|1 |
Acquire data

Frocess data
[] Create reports

. ] | ok |

5.1.17.1. —

5.1.18. The instrument will now a\@pecimens and acquiring data.

5.2. Data Processing

5.2.1. After data acquisit@pleted, select “Data Review” in the

“Production” '&
5.2.2. Review thg/chromatography for all target analytes in each data file.

5.2.2.1. % the analyte name in the “Compounds” window (right).
522, ‘ e “Confirming Ions” Tab (Bottom Right).
5.2.23. oose a data file to view by clicking on the corresponding row.
. the “Quan peak: 1”” window, check that the peak is integrated
properly. If not, right click on the peak and choose “Peak detection

settings”.
5.2.2.4.1. Adjust the expected retention time (if needed) in the “Times”
tab.

5.2.2.4.2. Inthe “Detect” tab, integration parameters can be adjusted as
needed to achieve desired chromatography.
5.2.2.4.3. Select “Apply to ALL” when finished.
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Peak detection settings - Ethylene Glycol

5.2.2.43.1.

5.2.2.5.

miz: 91.00 miz: 117.00 miz; 147.00
292 202 .02
S100, oo F100
3 3 3 !
£ &0 E &0 E &0
260 2 g0 2 &0
3 a 3
2 40 2 40 2 40
20 20. 20,
280 287 200 285 188 205 200 287 286
s T = T S nanas T o =
28 20 3.0 28 29 30 28 240
RT{min RT{min) RT{min
Times | Signal | BEGE! | Spectum | signal | [EGEE] | Ratios | Signal | [DEGE  Ratios |

Senszitivity: [ Standard [Genesiz)  w

Detection methad] Nearest AT |

Smioathing: |—3$|
S/M threshold: &

Enable valley detection
Expected width {zec): 0o s

[] Constrain peak width

Peak height [%]: B0
Tailing factor, 1.00
in peak height [S/N]: J0E

[ =S T e onn A

|

|| 54N thresl

hold:

Enable vallsy detection
Expected width [zec):

| [] Constrain peak width

o Peak height [%): 510
T ailing Factar: ‘

Save the workbook.

5.2.3. Review the calibration

5.2.3.1. Choose the
5.2.3.2. Evaluate

5.2.3.3.1.

tin peak height [SMT

Demle © UKL e b

Sensitivity. | Standard (Genesis) v
Detection methad: Mearest AT v

Smoathing;

000 3

Al

-~

jdth (seck | 0.00 4

peak width

height (%) 50 W
T ailing factor: 1.00
Min peak height [S/M]: a0

W Doreele © K1 nk onn oA 28]

Cancel

or each target analyte.

on curve” tab in the bottom right window.
as described in the assay specific SOP.
ation level, de-select the corresponding level in

Expe: Resp 15 “ || Compounds
FFE Calo pant Then Amt i oy | |SFesn | Active  Eschuded T
18| 922 0037 0,004 1.000| 63345215 | ] Diphenhydramine
a21| 9z 0,264 0250 0489 |1.000] 24427864 (@]
92| 822 0479 0500|0950 (1.000] 20786331 @ | [
a21| 922 074 0750 1.513)1.000] 25372618 Fl Dedichsthobbar
az21| 322 1,016 1000 2103 |1.000] 14331600 n |
‘ | / [ [
() 1998 4207 | 1.000 | 24757956 P (4]
@ |3252015_a008 922| 822 0037 0.0031.000| 21168267 O
® | 2252015_a009 922| 822 3447 7.316|1.000 | 30037546 ]
° 3262016_a010 92| 922 0487 1.000] 31152213 O
@ |zm015 a0 923 922 £.666 1.000 27542355‘_' 1 B
& [3pRmA Ame 9.22| 922 1.039 2151 /1.000] 34385962 [ -
) | | 3
=
Calibralion curve | Spectia | Confiminglons | lonoveray |
Diphentrydramine
Y =2.145e0¥ - 7.779e-2 R*2: 0.9995 Origin: lgnore W Ecual Area
4
3
5
o
=2
=
1
L S o B e e e A e e e
0.0 0.2 04 0.6 o8 10 L2 1.4 16 1.8 20 2.2
mgiL
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5.3. Print Reports

5.3.1. Select “Report View” from the “Production” menu.

5.3.2.  Select the following reports to print from the “Select a report” drop-down
menu” Note — some of the reports require “All” to be selected in an
additional drop-down menu.

5.3.2.1. Method Report.

5.3.2.2. Batch Summary Report.

5.3.2.3. Compound Calibration report (Select “All Compounds”).
5.3.2.4. Sample Report (Select “All”).

6. References

6.1. ToxLab Forms Data Review Quick Reference Guide. USA: T isher
Scientific, Inc, 2010. PDF.
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