SOP 053 - Sequence Setup — Thermo LCQuan
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SOP 053 - Sequence Setup — Thermo LCQuan

1. Principle

1.1. This method is designed to allow the user to create a sequence and acquire
LC/MS/MS data using Thermo LCQuan software.

2. Specimens

2.1. N/A

3. Reagents and Materials A
3.1. N/A OQ

4. Instrumentation and Equipment
4.1. Thermo TSQ LC/MS/MS

4.2. LCQuan software

4.3. Data reporting system (PC) @
5. Procedure \\
ith
r

5.1.2. n ome screen, click on “Create a new workbook” and click
ext

5.1. Create Sequence

ermo LCQuan software installed, open the
ble-clicking the ICON.

5.1.1. On anetwork
LCQuan soft

5.1.1.1.

“TSQ” should appear, in the “Study Name” field. In the “Workbook
Name” field, enter the load number for which a sequence is to be created,
click “Next” (see below).
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SOP 053 - Sequence Setup — Thermo LCQuan

New Study or, Workbook Wizard [ZI

This wizard creates folders and imports data
Create a new study and workbook. and optionally import data

The Study Hame and Workbook Hame will be used to create a disk folder that
containg all the workbook information in one place.

Study Mame:
\ |T5Q |[ Browse... ]
\

Workbook Marne:
|Load Murnber Here | [ Browse... ]

S:Mtoxicologehgelch TS O ML oad Number Here'

[] Change Study Fioot Foldsr

’ < Back ” Mewt ][ Cancel ]

5.1.4. Click “Next” in the following window leaving t next to “import
raw files” un-checked.

5.1.5. The following window should ap @‘r’ ow, click “Next”.

Study or Workbook Wizard

This wizard creates folders and imports
Create a new study and workbook and op

Should prior data be impaorte itialize thie, new workbook.

< Back ” Mest » l[ Cancel l[ Help

5.1.6. In the following window, select “Browse” and choose the appropriate
method folder corresponding to the assay being performed (Opiates used

as example):
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5.1.6.1.  S:\toxicology\Instrument Methods\LC\(Instrument Name). Click

“OK?”, then click “Next.”

Browse for Folder | 5

Please brawse to the Warkbook folder then press Ok

5.1.7.

5.1.

ERSRES]

1) T5G - Methods
&] Amikriptydine
({79 Benzodiazepines
({23 Buprenorphine
) Cocaine

T Fentanyl
Fluconazole
Gabapentin

: |- Oplates

#53) Quetiapine

B3 S5RI

) S5RI_Blood

05 SSRI_Liver =

B3

-3 2-Drugs

|

“r'ou have selected the folder :
S:\oxicologyhgclch TSOATSE - Methods\Opiates

Mumber of saves: 47

Summary

Created: Tuesday, May 10, 2011 54207 AM
Modified: Tuesday, August 16, 2011 1:25:54 PM
Last saved by mfeaster

The workbook template)s d now be open, click on the “Acquisition”
then “Setup” t&e upper left side of the screen.

Right click eréfin the sequence table and choose “Columns” from
the dropdown menu. Click to check the boxes of columns to be removed
emove” then “OK” (see below).

ns to remain displayed (In the following order):
Vial Pos
.1.8.1.2. Sample Type
5.1.8.1.3. FileName
5.1.8.1.4. Sample ID
5.1.8.1.5. Sample Name
5.1.8.1.6. Level
5.1.8.1.7. Dil Factor
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5.1.8.1.8. Aliquot amount

{1 LCquan -LC CE

i actions e

B3B8 LG, [[L+» 00000000 0]
Instunerts_| | Acquisition - Setup Sequence

Acquisition
[ e |

Explare FileName Data000 ) Acauisition Sequence History
|| | — o —

etor
Sarnple Vol
Sarmple

antar Add o
jancare f e
Uk
o
o amour
5 os
T os
5 Jois
(I n
o7 n
15 [o1s i (Factoy Defaus | Curert AnargementName: [ oo AT ancel el
R ) o
N (3220 Daa T esiond Geblond ] o T
2 |

e o e

>

For Help, press F1 7[16[2012 456 PH

Yial Pos
Zample Type
Fileraime

Sample D
Zample Mame
Lewvel

bil Factar

OROOO00O00O0O0

<]

ght click anywhere in the sequence table and choose “User values and
labels” from the dropdown menu. Alternatively, click “Change” - “User
values and labels”. (see below)
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R change)Actions ‘iew Apps Options  Help
E8HGYL (L 42 0000000 0 0

on - Setup Sequence

Instruments ]l Acqui

Acquisition

Explore Fileh ame | = [ Acadisition Sequence
2 ” Sequence_1
- Dperator | Justin Brower, PhD
Quantitate Sample Mame ‘MeDH | ro gL

Sequence_3
Sequence_4
Sequence_S
Sequence_6
Sequence_7
Sequence_&
J Sequence_3

Comnment

Sample aliquot: | 0.5 ml Bload
Date Extracted: | May 25th£DjT

' HDW.T‘[HER[HEW l@] [ Clear &l J [% Eﬂmprass] [ Help ]

]

=]

R — =]

Labarator: |MC OCME Toxicology &
@

@

2l

i

i

2

FileHame

Sample ID | Sample Hame Dil Factor| Inj Vol

Bk MaOH2 MeGH2 MerH2 500

A2 Unknown Neat Meat Meat e 1.000 *"F‘iﬂsown

A3 Standard Data-001 Steh el Call 1ooo | o

A4 Standard Data-002 Std2 Stdl2 Cal2 1.000
Columns.

A5 |Standard Data-003 Stol3 Stol3 Cal3 1.000

AE |Standard Data-004 St St Cald 1.000

AT Standard Data-005 Stds Sts Cals 1.000

A Blank
Uriknowyri

Data-006 Blank_Blood
Data-007 51100

Blank_Blood M 1.000
T20110 I

Insert Rows

410 |Unknown  Data-008 S1100 T20110 R
12 |af1  |Unknown  Dsta-008 S1100 TI0110 ete Rows
13 412 |Unknown  Data-0iD 51100 20110 Duplicate Sele

Unknown
Unknown

Data-011 =1100
Data-012 51100

T20110
T20110

New Acquisition Sequence Wizard...

16 215 Unknower Data-013 =1100 T20110
17 A6 Unknown Data-014 51100 T20110 500
16 217 Unknowvr Data-015 =1100 T20110 5.00
13 A8 Unknowen Data-016 =1100 T20110 500
20 A9 Unknawvn Data-017 1100 T20110 5.00
£20 Unknowen Data-016 =1100 200
22 A2 Unknown Data-013 500
23 A22 Unknawern Data-020 5.00
24 A23 Unknowyn Data-021 500
25 A2 Unknawn Data-022 5.00
26 A28 Unknaver Data-023 5.00
27 A£:26 Unknown Data-024 5.00
28 227 QI Data-025 2.00

5.1.10. In the “User e
extraction d eSpec

nd “User Value 5” fields, enter operator name and
ely. Click “OK”.

5.1.11. Inthe <
Inst

3” field enter default aliquot amount/SOP#/
ame. E.G. 0.5mL blood/LC208/TSQ01

Change Sequence User Labels

anges in the labelz and values will be applied to all rovws, Hew rows will alzo use these
wvalues.
] |Jzer Label 1: |D|:uerator: | Uzeralue 1: |New Guy w | A
|Jzer Label 2: |Lal:u:uratu:ury: | Uzer W alue 2: |DCME-T [Hk w |
User Label 3: |5~3ITI|:'|E aliquat; | User Value 3 |U.5mL blood v |
|Jzer Label 4; |E0m|:|an_l,l Mame | Uger ¥ alue 4 | . v|
Uszer Label 5: |Date Entracted: | User Walue 5: |E:-:tractian Date Here  w |
L Ok ] [ Cancel ] [ Help ]
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SOP 053 - Sequence Setup — Thermo LCQuan

5.1.12. Enter S#’s (Sample ID column) and T#’s (Sample Name Column) as
appropriate. Enter dilution factors as needed (Dil Factor column) and
enter aliquot amount for each row in the “Sample Aliquot” field at top

center of screen. If needed, right click on the row numbers for the option
to add or delete rows.

5.1.12.1. Note: Enter “N/A” in “Sample Aliquot” field for MeOH blanks
and neat.

5.1.13. Shrink each column width to remove any extra spacing. Thag
for the sequence to print on one page.

Dil Factor

Vial Pos |Sample Typ| Filellame Sample ID Sample Hame

1

2 Data-001 Call Call 0.1 mL blood
3 B3 Standard Data-002 Cal2 Cal2 Call2 1.000 ‘D 1 mL hloa
4 B4 Standard Data-003 Cald Cald Call3 1.000 0.1 mL blood
5 s Standard Data-004 Cald Cald calld 1.000 L blood
] BB Standard Data-00:3 Cala Cala Calls 1.0Q

7 a7 Blank Data-006 blarkBlood blarkBlood NA 0.1 mL blood
8 B3 Blank Data-007 blankLiver blankLiver NA 01 g liver

a B3 Unknown Data-008 5120011837 T201204452 NA, 1.00 0.1 mL biood
10 B0 Unknown Data-009 5120011839 T201 204452 M 40 01 oliver

11 Bi11 Unknowen Data-010 5120011989 T201 204813 M 0.4 mL blood
12 B2 Unknowrn Data-011 5120012033 T201 201625 M 0.1 g blood
13 B3 Unknowen Data-012 5120012513 T201204319 0.1 mL blood
14 Bild Unknowrn Data-013 120012515 T201204313 0.1 aliver
15 13 Unknowen Data-014 512001 2556 0.1 mL blood
16 B16 Unknonwn Data-0135 3120012589 0.1 o liver
v 817 Unknonan Data-016 5120011637 0.1 mL blood
18 B8 Unknown Data-017 5120011639 01 g liver
19 B13 Unknown Data-018 5120011989 0.1 mL biood
20 B:20 Unknown Data-019 512001 2033 0.1 g blood
21 B21 Unknowen Data-020 S1200M2513 0.4 mL blood
22 22 Unknowrn Data-021 5120012515 0.1 aliver
23 23 Unknowrn Data-022 512001 2556 0.1 mL blood
24 Br24 Unknowrn Data-023 5120012559 0.1 aliver
25 23 Qc Data-024 {cBlo, 0.1 mL blood
26 B:26 el Data-025 GoLivel 0.1 o liver

5.1.14. If there argmu C levels for the assay, click in the “Level”
colum correspond to the QC’s of interest. From the dropdown

men @ the appropriate QC level.
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HEH SN [EL+> 000000000
Iristruments } l Acquisition - Setup Sequence
Acquisition

o FileName |Data3t |
Quantitate Gample Mame | gcUine | i

Comment Laboratony: | DCME-TOX

Date Extracted: |Extraction Date Here

How:E[uexmnw@} [ Clear &1 ] [% Enmpless} [ Help /]/

Vial Pos | Filellame |Sample Typ| Sample 1D |Sample Hame| Level | Dil Factor | Sample aliqu
1 E24 Deta023  |Unknown 5110013907 1201105588 |NA 5000 0l klooy/
2 EZ5 Data-024  |Unknown |S110013432 7201105584  |NA so00 0AnL b
3 E26 Deta025  |Unknown | S110013735  T201105651 WA 5000 (05phiood
4 o Data 026  |Unknown |S110013781  T201108664  |NA 5000 QAL kiood
B E28  Date-02F  |Unknown  (ST10013798 T201105665  |Na s000 /sl blood |
6 E28  Datal28  |Unknown |S110013804  T2OT10S666  |NA  |5.000 biood|_\ |
I E:30 |Data-029 Lelos qeBlood (gcBlood Leley] 1 10.5mL blood
B E:31 Data030 |G ocliver yeLiver ac2 o {0.8mL biood
3
10
== I
5.1.15. Click the “Save” icon to save workboo e PC being used is not

“attached” to the TSQ, close LCQua lete the following steps

5.1.16. Open LCQuan and choose
folder with the correspondi

n Existing Workbook”. Choose the
umber and click “OK”.

5.1.17. Determine which
enter in the firs
sequence stapts,w
enter “rack’slot™

0s rack slot is to be used (A through E) and
w/¥ial Pos column of the sequence table. (If the
MeOH blanks to be sampled from the same vial,
ial position” in the first two rows. E.g. rowl - C:1;

row?2 -
5.1.18. 1 the remaining vial locations, left click once and hold on the
al ple location using slotl, and drag down to the last sequence
e ight click on highlighted column and choose “Fill Down”. Click

K” on the Fill Down dialog box.

. Repeat step 5.1.17 for the “File Name” column starting with Data-001.

. Save the workbook (Step 5.1.15).
5.1.21. Click “File” — “Print Sequence Info...” to print sequence.
5.1.22. Verify sequence vial locations with another analyst, obtaining their

initials and date on the sequence sheet, and place the autosampler rack in
the appropriate slot in the TSQ autosampler.
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5.1.23. Check the fluid levels of the LC solvents, making sure there is enough to
inject the entire load — refill if necessary.

5.1.24. Click the “Acquire” button on the left side of the screen. In the dialog
box, verify that the appropriate number of rows is displayed in the “Run
Rows” field in the upper right. Click “OK” to start acquiring data. It
should appear as below.

5.1.24.1. Note: For TSQ02 & TSQO03, do not check the boxes next to “Use
Startup Method” and “Use Shutdown Method”.

Run Sequence [’X
Acquizition Options

Sequence Mame: ‘ Sequence_2 |

Commerit: | |

Instrument Start Instrument
Surveyor M5 Pump Plus
Survepar AS

TS0 Quantum

Start When Ready
Proceszing Actions

[ Process after Acquistion

Generate Selecte ot

Instrument Method

[#]Use Startup Mettad
[#] Use Shutdown e

)

-Acquisiion [ Post-Acquisition

After Sequence Set Syster:
O on (%) Standby O off
Q 1 [ [1]8 ] [ Cancel ] [ Help

rmo Scientific. Xcalibur LCquan Quantitative Analysis User Guide. Aug.
007. XCALI-97166 Revision D. USA.
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