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User Guide — QTOF

Step 1: Create your project
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In the Data (D:) — SCIEX OS Data folder, there is a “Project Template 20210104” folder. Copy and paste a
copy of this folder. Rename the copied folder to the data of the extraction.

Step 2: Open SCIEXOS

Step 3: Open “Configuration”
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Raleigh Lab: An error message may show up— it will not affect the use of the instrument— simply click
MNO”

Error

&%y System. cessException : The current user does
\\8{.‘ not have write access to the requested project. User Name:
= Admin, User Id:
5-1-5-21-237481174-1632838231-1174699638-1003 Path:
D:\SCIEX OS5 Data\common-project-area

Click Yes to view the error message that can be copied and
then sent to SCIEX support.

i to

Deactivate the instrument

) - Confgueation

Step 4: Clean the curtain/orifice plate and the probe

- Lift up the handles on the door of the curtain plate

NITEE ST N I

- Remove the door containing the probe
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[

- Set the flow to 2.0060 then click pump and allow to flow through for a few minutes.

L

pump
& Posnn  remote

Back oy
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- Removed the curtain plate, by pulling it back (it does not twist)

- Clean using Methanol and Water— use a kimwipe or a Q-Tip to wipe off the top surface as well
as the back of the curtain plate.

Step 5: Activate the instrument
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Step 6: Run the Calibration solution and Tune the instrument

Click on the toggle button next to the “X500 QTOF”

Device Control X

CDS Channel | 1 v

IS CTES

Wash Mode

Select “Start” — wait until you hear the solution
running before closing this window

Click on the “+” symbol next to “MS Check”

Data Acquisition
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Once this window appears, follow the “Next” button at the bottom.The tune will automatically start.

Q - s Tune § a 1T-ax

L procrires ~ | sesore minimen: i - o]

© Equilibrating

Project:

ve Stable Spray / Modify

Curtain gas Jon source gas 1

Sy Temperature 20 HES

Average of 0 spectra - Confirmation Mode
3290450

0 0
) w
w ©
0 «
/\ »

0

e mE m w2z C TR VI - U T
Min  Max  Actusl Status | ltem Min  Max  Actusl Status
13250450 13300430 000000 Fail Mass 2943933 02963933 4.00000  Fail

ersity 1000 fe*11 0 =il Sum Intensity 1000 e+l 0 il

Data Acquisition

Once the Report screen shows up, save the report in the “Tunes” folder on the desktop andSAVE the
tune.

~ MS Tune 5’\ a @ Ready

e e e
®

Save the report file in XPS format.
Click Next for the final step of saving the settings obtained from this tuning
procedure.

Report Generated 1/13/2021 12:53:55 PM

Processing Procedures: 1 of 1 Pages: 2 of 2
ExionlC

Instrument Tuning Report Binary Gradient

3

Valve Model

X500 QTOE

Calibrant

MS Check

Direct Contro

o

Data Acquisition e Start v 3 Sa
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# save s

&« v 4 » ThisPC » Desktop > Tunes > v & Search Tunes yel

Organize Newfolder

Quantitation Me *  Name Date modified Type Size

Quantitation Res 2020 File folder

Tunes 7 Instrument Tuning Report20210107.xps XPS Document 1,390 KB
~ [ ThisPC

¥ 30 Objects

[ Deskiop

[£ Documents

4 Downloads

D Music

&= Pictures

& videos

iy system (C3)

= DATA (D) v

File name: | Instrument Tuning Reportaps

Save as type: | XPS files (*.xps)

 Hide ol Cancd

Click “Next” once the report is saved— Click on the “Save Settings” button and wait for the “Tune
settings were saved”

@ Ready

© [

Turmg Procedures )] Restere isizoment Duts +

Data Acquisition

The MS Tune page can be closed. A message will pop-up asking if you wish to continue. Click “Yes”

MS Tune Workspace X

L. Navigating away from the M5 Tune workspace will stop

and close the current M5 Tune procedure. Do you want
to continue?

-

-
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Step 7: Open the TestMix Project

O SCIEX OS

NC State Crime Lab
QTOF — User Guide

Version 1
Effective Date 1/22/21

A (@ FReady T-ax
Projects

w20 g O

el

Analytics

Open “Batch” from the home screen

QG SCIEX OS

Management

MS Method

X¥

Configuration
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Go to Open -> Open

RS T [T CEI I G [N E5 © [

Select the TestMix Batch

Open Batch X

Select the batch.
Open a batch saved in the Batch folder of the current project.

Current Project: Testmix Project

Select a batch.
Name Date Modified
New column 8/17/2020 11:52:28 AM
RT Test20201028 1171972020 10:00:43 AM
SWATH Test20200915 9/15/2020 10:18:21 AM

TestMix Batch 1/7/2021 9:46:3¢8

Approved for Use: Danulle /. 0'Gormell
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Add the Blank and TestMix sample for that day to the end of the Batch

TestMix Batch

T Tesminss

| —

Qsereen

Qscreen2020022

1.5mL (105 via)

50 Testmiess

2021010

Sample Name WS Method 1C Method Rack Type Vial Postion  Injection Volume () Data File Processing Method  Results Fle  Comment 25-DMA _ 258-NE.
9% bianksy Qscreen Qcreen2020227  1.5mi. (105 va) o 50 blanksy 00218 ks

9 Testminid Qscreen QScreenz0200227  1.5mi. (105 vs) @ 50 Testmsd mois s

100 blanks0 Qscreen QScreenz0200227  15mi. (105 via) a 50 blanis0 w0215 Mk

01 Testmso Qscreen Qscreen20200227  1.5mi. (105 vi) o 50 Testmaso w025 ks
102 biankst Qscreen QScreen20200227  15mi. (105 vis) 9 50 blanks 2000217 ANe/CDE
103 Testmacs1 screen Qscreen20200227  1.5mi. (105 va) @ 50 Testmus 2020021 ANP/COB
104 blanks2 Qscreen QScreen20200227  1.5mi. (105 via) o 50 blanks2 w020 ks
105 Testmas2 Qscreen QScreen20200227  15mi (105 vs) @ 50 Testmas2 w20 s
106 blanks3 screen Qscreen2020227  15mi. (105 va) o 50 blanks3 000229 wsT
107 Testmas3 Qscreen QScreenz0200227  1.5mi. (105 vi) @ 50 Testmas 029w

108 blanksa Qscreen QScreen20200227  15mi. (105 vis) o 50 blanks 000230 ST
109 Testmass screen Qscreen2020227  1.5mi. (105 via) @ 50 Testmas 2000230 s

110 blankss Qscreen QScreen20200227  1.5mi. (105 vs) o 50 blankss 007 ks

TestMix Batch

Once you click the “Submit” button, the box below will pop-up. Make sure it says the correct number of

samples you wish to run and that the calibrant has

been selected.

Approved for Use: Danulle /. 0'Gormell

Valve Model

X500 QTOF

prant Del

Direct Control

©

Equillbrate

© Ready

56 benksd ascreen Qceer20200227  15mL (U5 50 blnks 2u20iz1a
PR— asceen Qceen20200227 15mi0sva) 52 50 Temco woms s

100 bnks0 asaeen Qsaeen20200227 T5mL(0swe) 91 50 bans0 s s

0 Tetmso aseeen Qacerz0znzzr 1smLqosve) %2 50 Testmiso o s

102 st ascreen Q20200227 imil0sva) 91 50 bl oz anprcos

105 Tt ascreen Qceen20200227 1m0sva) 52 50 Tt oz anercos

104 o2 asaeen Qsaeen2020022 1smL(0swe) 91 50 biancs2 woz s

105 Tetms2 aseeen Qecerz0znzzr 1smLqosve) %2 50 Testms2 oz s

106 o3 asceen Q20200227 15mi(0sva) 91 50 bk oz st

Jp— asceen Qsceen20200227 15mL0sva) 52 50 Tt oz st

105 ioncss asaeen Qsaeen2020022 1smL(0swe) 91 50 biancss oz st

109 Testmass asereen Qo200 1smLqosve) %2 50 Testmicst oz st

10 s asceen Q20200227 15mi(0sva) 91 50 biniss oo s

s asceen Qsceen20200227 1mL0Sva) 52 50 T w00 s

lmamob asacen Qsacer20200zzr 1smL(0swe) 91 50 biancss 20200221, 05reen Valve Model

restmiss ascreen Qe 1smLqusve) %2 50 Testmiss 20200221 Qscreen
T X500 qroE

ect Control

Submit Samples

'0' Confirm the selection of samples

Total number of samples to be submitted: 2 of 113

The calibrant: X500 ESI Positive Calibration Solution, will
be applied every 20 samples.
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Step 8: Process the TestMix
See the processing guide for further instruction
Step 9: Create your batch
Open your project — follow step 7
O- A (@ Feady
O SCIEX OS
Q - Barch $
[sn] [ ETI I TR EIT O
Data Acquisition R art A
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The only Batch that should be listed under your project is the Template file

Open Batch X

Select the batch.

Open a batch saved in the Batch folder of the current project.

Current Project: 20210112

Select a batch.

Name Date Modified
20210104 QSCREEN Template 1/4/2021 3:51:26 PM
Q - Batch £ A @ Ready
v [rer— ET E

Projects

Vial Position.  Injection Volume (), Data Fie Pracessing Method  Resultz s Comment 25-DMA 250-NE.. 25C-NE.. 25LNE.. 250
s
ks

s

Valve Masiel

s X500 QTOF

s0 S

Direct Control

hiKS
MKS
50 s
RS

Data Acquisition M5 | (st v ms Save. m

After you fill in the sequence list, print it, save it with the same name as the project

When you are ready to hit “submit” make sure the number of total samples equals what is in the
sequence and that the calibrant is set to run every 20 samples

Submit Samples X

'o' Confirm the selection of samples

Total number of samples to be submitted: 54 of 54

The calibrant: X500 ESI Positive Calibration Solution, will
be applied every 20 samples.

S CTE

Step 11: Run your samples
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