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Quick Start Guide

Use this guide for your first steps with the Agilent LC/MSD TOF System,
and as a roadmap for your user information.

What is the Agilent G3250AA LC/MSD TOF system?

ESI— Electrospray lonization
APCI — Atmospheric Pressure
Chemical lonization

APPI — Atmospheric Pressure
Photo lonization

MALDI — Matrix-Assisted Laser
Desorption lonization

MMI - Multimode lonization

The Agilent TOF is an orthogonal-axis time-of-flight mass
spectrometer (0a-TOF). That is, the ions reaching the time-of-flight
chamber are impelled in a direction perpendicular to their original
path.

You can set up an Agilent time-of-flight mass spectrometer system
(TOF) in several configurations:

e For normal flow LC/MS with a binary pump, quaternary pump,
well-plate sampler (or autosampler) and ESI , APCI, APPI or
MMI ion sources.

* For microflow LC/MS with a capillary pump, micro well-plate
sampler and ESI, APCI or MMI ion source

* For nanoflow LC/MS with a nanopump, micro well-plate
sampler and nanospray source or dual nanospray source

¢ TOF system with an AP-MALDI source
Each Agilent system has advantages for drug discovery — high

throughput sample screening with highly sensitive detection and
accurate mass assignment.

Each system uses the same Agilent TOF software to enable these
advantages, although the AP-MALDI TOF system uses only the TOF
portion of the software.
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You use the Agilent TOF software for setting up and running data acquisition. For
data analysis, Agilent provides a copy of PE Sciex Analyst QS 1.1, especially
modified for the Agilent LC/MSD TOF system.

What's New in A.02.00

Agilent TOF software has many new features in this revision.

Multimode Ionization source is supported.
CTC PAL autosampler which can hold 24 trays of 96 samples is supported.
G1315C DAD is now supported.

Seven layouts are available to allow you to quickly change which panes are
displayed.

New toolbar allows you to change layouts or load a new method or worklist.

Polarity switching can be done at the scan level with SmartCard 4 and updated
power supplies.

Worklist can be paused and the current run stopped.
Worklist Table checkboxes are now cleared during a run by default.

The system can automatically increment the data file name when reinjecting
samples.

The Empirical Formula Confirmation report can include sample purity
information.

The new Molecular Feature Extraction Report shows a list of isotopes for
compounds found in a sample.

The Mass List report is now the default Data Analysis report.

For DA reprocessing, sample name defaults to the first sample in the data file.
BioConfirm if installed, must be upgraded to A.02.00.

Easy Access for TOF, if installed, must be upgraded to A.04.01 or later.
Software Revision

This guide is valid for A.01.xx revisions of the Agilent G3300A TOF Software
software, where xx refers to minor revisions of the software that do not affect
the technical accuracy of this guide.AnalystQS 1.1 from PE-SCIEX is supported
and must be installed.

Data Browser AEV files created for mass list and Empirical Formula
Confirmation reports are supported with Agilent LC/MS Data Browser A.03.01.

TOF System Confirmation has added switch for turning on AEV reports.
Mass Hunter application has been added to TOF software.

Windows XP Service Pack 2 is supported.
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Where to find information

Online Help

Press F1 To get more information about a pane or dialog box, place the cursor on
the part of the pane or dialog box of interest and press F1.

Help menu From the Help menu, access “How-to” help, reference help and the
Agilent support website (Resources).

PE-Sciex Analyst online help Refer to Analyst online help to learn how to view,
quantitate and report on Agilent LC/MSD TOF results.

Documents

You can find these manuals delivered with the TOF hardware or software. You can
also find a PDF version on the installation CD-ROM, in the Manuals folder.

TOF User’s Guide Use this guide to install and set up the TOF hardware. This
guide also contains background information to help you operate, maintain and
troubleshoot the TOF.

LC/MSD TOF System Installation Guide This guide is used by the Agilent
customer engineer to install the LC/MSD TOF hardware and TOF Software,
configure the instrument, and verify performance.

You can find these manuals on the installation CD-ROM, in the Manuals folder.

Concepts Guide - The Big Picture Learn the background information to help you
make selections in the software.

Familiarization Guide Do the exercises to learn to use the TOF software.
Training
Familiarization Guide Use this guide as a training lab.

Training Courses Visit www.chem.agilent.com to view a listing of training courses
for the Agilent LC/MSD TOF system.
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Instructional overview

1 Install the TOF hardware

Use the Agilent G1969 LC/MSD TOF User’s Guide to install the hardware.

2 Install the software

Use the instructions in the Agilent 3250AA LC/MSD TOF System Installation
Guide to install both the TOF software and the Analyst software. The sequence in
which you install the software is listed below:

a Install Analyst QS 1.1.

b Install the Agilent TOF software.

¢ Configure the instrument for the first time.
d

Start the software and verify performance.
3 Set up and run samples
The roadmap below shows you the steps to set up and run a sample from start to

finish. Follow the instructions on the next pages to get started and to learn where
to find the information to help you with each step in this roadmap.

Read the
Concepts Guide
—p

:Z;ZZil;g;Zund o Start 1 Startthe 2 Preparethe

Here! software instrument

3 Setupan
p allt acquisition
plc method

YR

5 Analyzedata |4 Acquire data
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Step 1—Start the software

The instructions below include the following assumptions:
* The hardware and software are installed.

* The instrument is configured.

Use instructions in the Installation Guide to configure the instrument for the
first time.

* The LC modules and the TOF are turned on, but the pump is not running.

Start software/check configuration

i C:Documents and Settings' All Users'Desktop'Agilent TOF Software

File Edit Wiew Favorites Tools Help

1 Double-click the d=Back - = - ‘ Qsearch LY Folders ®| X © | Ed-
Agllent TOF group Address ID Ci\Documents and Settingsiall Users|\Deskropiagient TOF Software

on your desktop. D D 5 %% ‘@g'&

By
e

BookP Tools Analyst Q5 Data Analysis System System TOF Help TOF Offline
Method Editor  Launcher Loghaook
2 Double-click the
TOF icon to start
the software
|Monitors and contrals the Agilent LC/MSD TOF instrument 1.71 KB ‘g MMy Computer 4

Figure 1 Agilent TOF group window
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‘“\_‘ TOF Software Engine Launcher x|
3 Click Start. ~Engine List \\
Ac 1 Stopped

—_— Worklist Stopped
4 When all of the Data Analysis Stopped

engines say

“Running”, click

Close.
5 Double-click the

TOF icon in the

Agilent TOF \

group (Figure 1). gl Launct VB Start Clase |

The main window appears. See Figure 2 on page 7.
The top pane of this window is the Instrument Status

pane. (Figure below)

¢ Select File > e Edt View Tools

6 Make sure that the LC modules are the
ones that you want configured with
the instrument. (See below.)

Worklist  Run Help

STHRI] | stanTig S1oP @

Print > Tew 3 E
Instrument g::: : |
Configuration, OR Save As.. b
Prink... 3
e Check the =t
headers of the LC
modules labeled

in the Instrument
Status pane.

[ EEE |
B

| 11074@ B1 j25%

If LC modules other than those you intend to use appear in the
Instrument Status pane or the Configuration report, use the Online
Help to access instructions to reconfigure the instrument.
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Four panes—where you do most of you

r work

When you first start the TOF software, the main window appears. You do almost
all of your work within the four panes of this main window. These panes provide
the tools to set up acquisition methods, run samples interactively or automatically,
monitor instrument status and monitor runs.

Click a button to

th Instrument Status pane Real-Time Plot pane Method pane Worklist pane
see the pane you
want to use.
[ agilent TOF Software Console =S
Fie Edt WYiew Tools Worklist Run  Heét
JLEyEUlSIdeVau\t ~|  Msthods: [ESlautatune.m | = wforklists: [ 11wkl =]
THEE R X BB [
1 Uzt Instiument Status—| - Elapsed Time [min)
I Parametfr Value
TOF Hat Feady e S
Binary Pump: Prefoue [0 bar
DAD: Flun State n
Standby
TOF Spectum | TOF [Profile Spectrum at 1.81 min (scan 1) [TOF Spectrur [ TOF | Profile Spectrurn at 1.67 min (scan 1]
[Baseline =0 [Abundance Min = 0 [Abundance Max = 26 [Baseline = 0 |Abundgnce Min = 0 [ Abundance Max = 26
30 -
254
20 ]
10 ]
, b .‘HL,’. gl ot gl B
; LB S e e s ey
o 500 1000 1500 2000 2500 3000 § |
1=~ 15
B 2
Tic 1
310{
+ 4
ol
r I I v i 0 i (] 500 1000 1500 2000 2500 3000
2 ks 1 0 1 2 | FM miz
Semple | Propeties | ALS | BinPumg | Column | DAD | MS TOF | =
lon Source Dats | Acquisiion | Ref Masses | Chiomatogram | Tume | Calioiation | Paramsters | Disgnostics | Apply
= | [ Stop T DataStorage (Seg ] -LE Stieam (Seg)
~Stop Time ata Storage (e eam (Seq
lon Polarity [Seq ]  NoLimit /s Pump | | A o / &I
" oz s weshol
& Positive £ Hegative 7 StopTime & P /
5 Fioffl . p
%
W e || SuEs Fel Centcid [
[~ Disabls Soreen Updates
i . 1 [~ Data Acquire (Seg.)
ime and Scan Segments Mass T
Time: [rinutes) Seans Fiange: [50 To [:200 iz pprosimate Maximum Mass: [ Cusion
| Jooo
Cucles/Sec  Scane/Sec Transients/Scan Gt e s 3570.00
Del m F- A 0065 0083 10000 Length of Transients 104392
Hod D
l
[~ | Sample Name: \ Sample Position | Acq Method | DA Method | Data File | Sample Type | Inj Vol (pl) | Comment |
1w Vial 1 [ defauitm | default anm [datal it JUrknown B [ ]
Worklist
For Help, press F1 |C:\Program Files\Agilent| TOF Softwareimethods|ESTautotune.m (C:\Program Files\Agilent\ TOF Software|worklistsit vkl | [MUmM

Figure 2 Main window of the TOF application
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~ Deevict

Show/ hide the panes

You can show one pane at a time on the screen or up to four panes. You can never
hide all four panes. To show or hide a pane, you click on the icons in the main
window toolbar.

When you click on a pane, the active pane is outlined in blue. Press F1 to obtain
help on the active pane. You can also drag a pane border to resize the pane.

S—Instrument Status; R—Real-Time Plot
M-Method; W-Worklist

Instrument Status pane

You may have several different LC modules in your LC stack, for example, both a
well-plate sampler and micro well-plate sampler. With this pane you can make sure
that the correct LC module is configured.

You also set non-method control and configuration parameters for the LC devices
and TOF and monitor the status of the device parameters during a run.

I 0.8 ml/min

AN
B

I 109.5 bar

A1 |75 %E

Bl [25%

Real-Time Plot pane

With this pane you monitor the plot of chromatograms and spectra in real time.

| TOF Spectum | TOF | Line Spectum at 154790 min

[TOF Spectum | TOF | Profils Spectrum at 1547.80 min

[Baseline = 0 [ Abundance Min = 0 [ Abundance Max = 351062

[Baseline =0 [ Abundance Min = 0 [ Abundance Max = 345112

400K 100 07447

2 200k

13912065
D_ II T

Area: B14126
Mess: 100.07447
FifHM: 0.026
Helght: 351063
Repal : 3576

350K

300K

622 0167 oE7 05133 1267.02826 15 3

s e T
200 400

P

T
500 00
iz

: = 250

T1o00 | Tz00 | "an0 | 16 Tirfe: 18564 753

=]

N
=]
=}
2
L

sEG-|
(EE
ag5-
2887

o

2

=
L

Abunidance

139.12086

6220187

PRI T
;

1267 02926

iy
(=

T T
1500 1510

g s |
1001

g S e e e ] e D T )
500 00

T s o T s
T T T
1520 1520 1590 i 40 Y

T
1850 min 5 1

Agilent G3250AA LC/MSD TOF System Quick Start Guide



Method pane

With this pane you enter instrument settings for acquisition methods and sample
information to run individual samples interactively.

Sample ] Froperties I MS TOF|

”‘D”SD“'CQ Dalal Acquisition I Fief. Masses ] Chromatogram ]Tunel Calibration I Parameters ] Diagnostics ]
[Esi =] [Esi
—Stop T — Data St S LC St Seq.
op Time ata Storage (Seq.) ream (Seg.) Abs. CentoidfE0ag counts

Ion Palarity (Seq.) € NaoLimit { As Pump 5 e

" . X MNone ' MS reshol
* Positive  Megative & SiopTime

&« Profile

Fel. Centraid % counts
|5 oo Minutes  Centroid & ‘Wasta e oal 0.01

] i Data Acquire (Seg.)
Time and Scan Segments Mass ISU To I3200 myz Approximate Maximum Mass: 3600 -

Time {minutes) Scans Range

Add | 0.00
_I Cycles/Sec  Scans/Sec Transients/Scan
Del F F Add 0089 0084 10000 Length of Transients: 104992

[™ Disable Screen Updates

Worklist pane

With this pane you enter sample information for individual samples and
information for batch samples. When you run the worklist, the samples and
batches are automatically run in the order listed in the worklist.

File Edit WYiew Tools Worklist Run  Help

Layouts: | default x| Methods: |ESlautatune.m | worklists: | 1wkl |
EDSE e X oSS D5 s swigsre G
I ||_ | Sample Name | Sample Position | Acq Method | DA Method | Data File | Sample Type | Inj ¥ol [pl) | C t
|1 ] [*ial 1 | default.m | default.anm |data1 wiff !Unknown [ | |
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Step 2—Prepare the instrument

10

Read and follow the steps in the user information listed below to learn how to
prepare the instrument for a run.

* The steps on the next pages that take you through the roadmap below.

¢ Chapter 2 of the Concepts Guide, Instrument Preparation, for background
information that you may need to prepare the LC/MSD TOF.

¢ Chapter 1, Prepare the instrument, in the Familiarization Guide to learn to
prepare the LC and TOF to run an ESdemo sample.

¢ Online Help under Master Task List, LC Startup and TOF optimization and
calibration.

-—» >
Start 1 Prepare the 2 Setup
LC modules parameters
here! display
(actuals)
I

v
3 SetupDAD
ppare E real-time
plot displays
(optional)

v

i <
5 View apd 4 Prepare the
work with TOF
the system
loghook
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Prepare LC modules

Switch LC stream to Waste

While you purge the LC pump and condition or equilibrate the column, you can
tune and calibrate the TOF. During this time you do not want effluent streaming
into the TOF.

If you specify that the LC stream goes to Waste and not to the TOF, the stream
passes through the DAD. You can then monitor the fluctuations of the DAD
real-time chromatogram and spectra before a run.

1 Click the Method pane icon to view the Method pane.

Sample I Froperties I MS TOF|

"\DnSuurce—‘ Dala] Acquisition | Ref Masses | Chromatogram | Tune | Calibraion | Parameters | Diagnostics |
En
—Stop Ti —— —Data St (=] LC 5t Si
op \r.ne ata Storage (Seg.) ream (Seq.) Abs. CentroidEgag counts
lon Polarity (Seq.) " Mo Limit { As Pumg e M3 Threshald
* Positive " Negative & StopTima
* Profile

i Fel. Centraid % counts
[5.00 Minutes |~ oo & Waste Rl cerroidjoot

—Data Acquire (Seg.)
Time and Scan Segrnents Mass

Time ({minutes) Scans Range I

I~ Disable Screen Updates

T |3EUU miz Approximate Maximurm Mass: 3600 hd

Add | |0.00
_I Cycles/Sec  Scans/Sec Transients/Scan

Del F F Add 00.83 IDEI 89 10000 Length of Transiants: 104392
Ll | el

Figure 3 Data tab of the MS-TOF tab in the Method pane

2 Click the MS-TOF tab of the Method pane.
3 Click the Data tab within the MS-TOF tab.
4 Select Waste if not already selected.

5 Click Apply.
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Purge the LC pump

Purge the binary pump You purge the binary pump manually.

1 Right-click the
binary pump
status box in the
Instrument
Status pane.

—trevice

l_w.|

2 Select Standby
in the shortcut
menu.

GW

0.8 mlmir

| \w{ off
Standbry

3 Turn the black valve on the front of the pump
counter-clockwise two turns.

4 Click the Bin
Pump tab in the
Method pane.

(& samc

1 [75%

¥ on

[ et

Contral...
Set Solvent Levels...

Sample | Fiopaties | WFS | Birh:‘umpl Coumn | DAD | MSTOF |

Setup | Timetablz I Optiors I

—Flanr —Stop Time
— = -
—_————— Flow 08 = midmin " Mo Limit
5 Enter a Flow of & =1 min
5 ml/min, and ke _
lick Anpl 1: I —Post Time
click Apply. 7500 % | & of
i
6 Select On in the —— oo =1 min
binary pump . L
[ Fressure Limit:
shortcut menu. v |25 :
2 C I Min: ID bar Max [400 = bar

7 After purging,
enter the flow
you use to
equilibrate the
column, and
click Apply.

12

8 Close the black
valve.

Purge for about 9 minutes to pass about
45 ml or 3X the volume for the binary

pump.
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Purge the capillary or nano pump

—Devices
PSS Cap Pump Colurmn DAD

I 1.924 plfrmin Al |35 % A 3482°C
! _\ [ =] |

1 Click pump
device in the G Seat ¥ on
Instrument O Viars || [ 15385bar off
Standbry
Status pane to g
bring up pump - Cortral..
device menu. Sample | Properties | WWPS | corfiguration... ¥D | MSTOF | 2 Select Purge to
Setup |Iimetab|e | thions| Set Solvent Levels.., bring up the Pump
Temperature (lef)———— Calibrau‘on../ Purge System
’V Furge... dialog box.
Pump Purge System: Instrument 1 |
Pump Purge System: Instrument 1 [ x|
3 Start the purge \
with this diahg Purging Solvent Al...

box and bring Start Purge | *@—b O Flow: 0.05 ji/min
up the t @ Pressure: 283.22 har
2 Time: 0.75 min
1) 1)

monitoring 18%
dlalog box. Select the purge task(s - s
Purge i
Prim. Flow
¥ Channel Al Purne N Time [min] [ min]

4 Monitor the I™ Channel A2 | Channel Al \ [ RN ED =
purge with this \ = =
dialog box and IV Channel B1 [T Channel A2 |1 = IZSDD =
click Cancel I” Channel B2 ¥ Channel B |2 = |2500 =
after the purge ¥ Pump with Set Compasil | I Channel B2 [i = ED =
is complete.

¥ Purmpwith Set Compasitian |2 j IZSDD j

Cancel |
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=
1 SelectOpenfrom \pew
the File menu to

14

open a method,
OR enter LC
parametersin the
Method pane.

Click Apply to
send the
parameters to
the LC.

Condition or equilibrate the column

After you purge the pump, you set up to condition or equilibrate the column.

* Enter and download LC parameters, OR open a conditioning method.

* Change any non-method control parameters, if necessary.

e Monitor the baseline and adjust the plot to make sure the column is
equilibrated and the baseline stable. (See “Set up to view real-time parameter
values (actuals)” on page 16 and “Set up DAD chromatographic and spectral
displays (optional)” on page 17.)

Enter and download LC parameters or open a conditioning method

ile Edit View Tools ‘Worklist Run  Help

Save 3
Save As... 3
Print. .. 3

Recent Methads

Recent Worklists  »

Exit

A

Method

ChrHo
Warklist  Cer-w

5 |MBth0dS|ES\aulotune.m 'l | orklists: | 11wkl j
5[5 2 | SIRI | STakigg] S1or @

| &L5 | Bin Pump | Column | DAD | MSTOF |
ptionsl

=l

=]

ol /ity

—Stop Time
& Mo Lirmit

(‘m min

100.00

e [ PastTime
& @

(‘m min

—Solvent B

l7|n =

W:FI

r—Pressure Limit

2:("'|

Min:ID ::II bar  Max (400 = bar

You can also load a method using the Methods
selection box in the User Selections toolbar.
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Change non-method control/configuration parameters, if necessary. With these

menus, you can set the time to automatically turn the module on or off, you can set

maximum values or you can configure the autosampler.

= Device

Right-click the LC
module in the
Instrument Status
pane to bring up
the control menu
for that module.

Configuration. ..

Reset Injector
Move Home
Meedle Lp
MNeedle Down
Walve Mainpass
Walve Bypass

| 08 mlmin

a1 |75z

|»

w5
—
=

| 1035ba

B1 |5%

810

Ll
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/ v on Control... v On|
off S Standby
Standby v Thermostat Controling On aff
Control... Yent
Set Solvent Levels... ¥ LY Lamp ©On PLImp: Do
Yis Lamp @n )
Report TCF Settings...
Control...
Calibration...
Balance
Intensity Flot...
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Set up to view real-time parameter values (actuals)

As you prepare for a run and during a run, you want to see the actual values of the

instrument parameters. You can do this in the Instrument Status pane.

—Actuals

Parameter | Value

1 Right-click the
Actuals box to
bring up Setup
item.

AN
Sefup... |

2 Click Setup to
bring up the tool
to select
instrument
actuals.

=61 WPS -]
-0 PSS

E-C1 Bin Pump
-0 Cap Pump
E-21 Mano Purnp
E-C1 Colurn
B0 ADC

E-C1 DAD

=-01 TOF

Fun Time
Fun State

3 Select actuals
to set up to view
the actual
conditions in
the Instrument
Status pane.

16

Reacly State
Rawciata State

@) Mot Feachy Text Lang
Mot Reachy Text Short
Error State

Fough Vacuum

High “acuum

Gas Temp
“aporizer Temp
Dirying Gas Flow
Mebulizer Fressure
Capillary Current
Chamber Current
Corona Woltage
Control State
Calibrant Solution

LC Stream

Led

-dctuals
Parameter Value

WPS: Run State  |pre-run
WPS: Error State  [No

WPS: Sample Posit)Vial 1

WPS! Injection Yolus

Bin Pump: Run Stat|pre-run

Bin Pump: Error StgNo

Bin Pump: Ripple [-0.14 %
DAD: Run State pre-run
DAD: Error State  |No

DAD: UV Lamp Lamp on
TOF: Run State pre-run
TOF: High Vacuum | 0.0e+00 millil

Actuals Setup E

Device | Actual |
WPS Fun State
Add > WS Error State
WRS Sarnple Position
WRES Injection YWolume
<-Bemaove Bin Pump! Run State
Bin Purnp: Error State
Ein Purnp: Ripple
Up DAD Run State
DAD: Error State
DAD: U Lamp
Dewn TOF Run State
TOF High Wacuurm
TOF High Yacuum
Background Color | Text Color
|
Label ITOF High “acuum

o]

Cancel
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Set up DAD chromatographic and spectral displays (optional)

As you condition the column, you set up the displays to monitor the effluent.

Set up chromatographic display

1 Right-click the : i
signal plot to BES- \
bring up the e
signal shortcut o o
2E5 -
menu. i Freeze
T N Z R HREaamaase!
2 Select Change to | T 1510 1520 1530 1590 1550 mi
min
bring up the tool Zeill]
: Adjust . .
for selecting the = The default display is of a TIC chromatogram.
signal and its plot Change...
parameters. ¢
Ediit Signal Plot [_ o] ]
3 Select a DAD Awailable Signals Selected Signals
signal that you QEAD Signal C -] DAD: Signal A
intend to monitor, BAD: :fg”a: E A => |
. s Signal
and click Add. Column Thermostat: Temperature ¢
Column Thermostat: Temperature ¢ < Bemove |
TestTIC -
—Select one signal /
4 Highlighta  Predictable Bange ! Eloating Panme
Selected Signal. =
9 Frorm: IU él Y~EXIS TENG e IWUUUUUUUDD El
//To: 100 fl Offset: [50 él %
I~ Autay-adjust
5 Settheyand x
axis ranges, and —Window Froperties
click OK.
. -axds range: IED = min
The real-time plot :I
BOAVB dI.Sp|a|ySSthe I~ Draw Grid
signal. (See Cancel Apply
next page.)
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Adjust the plot with
these arrows.

1

18

Line spectrum

TIE DAD: Signal A

mau

na

25

30

267

20|

e

&

=

0- —
a i ; T T T el
Zilu X 2 3 4 5min

Set up spectral display

The default spectral display is a TOF line

spectrum above the chromatogram and a profile
spectrum to the right of the chromatogram.

Profile spectrum

Right-click the
line or profile
spectral plot to
bring up the
spectra shortcut
menu.

TR
If you clicked the

line spectral plot,
select the DAD
spectrum as the
spectrum to
view.

NQF Spectium \TOF | Line Spectrum at 1547.90 min

[TOF Spectium | TOF | Profile 5pdaum at 1647.90 min

[Baseline =0 | Abundance Min = 0 | Abundance Max = 345112

[ EGN§= 0 [abbindance i = 0 [ dbundance Max = 351062

400N 00 07447
2 200k i
B u @‘l Zoom In
s = @\ Lot
w3 nde Zaom
essé
sy |7 Autascals ¥
ZEE_? |7 Autoscales i
0
Ha + TOF Spectr
DAL 3
Freeze

 Time Mode

Properkies

Or, if you right-clicked the
profile spectral plot, select
Line first, then select the
DAD spectrum.

350k Area: 14126
JMass: 100.07447
300k 3 FYYHM: 0.026
JHelght: 351063
= = e
1000 1200 1400 1600 & S Tirme: 18564.759
3 G 200K ]
5 200K
chE
21506
100K | 139.12066
- g £22.0
5 ? 1267.02926
) B Ml |
i g L } TR e Y e
| Line I 1540 1550 min | iz
¥ Profile /

[DAD [UW | Range: from 190,00 i to 402 00 rm: Inter
0004k

uunaké v

00026

&

=1

=1

o

=
i

<
<

7 P o o o i 0
200 220 240 260 280 300 320 340
nm

8 P A p e
360 380 400

51 200 rm | Fiun e 4,53 min | Spectia detapaints Ni. - 7
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Prepare the TOF

Calibrate the TOF

You calibrate the TOF more frequently than you tune the TOF. Agilent recommends
that you do a 10 mass calibration. Make sure that you open the method
corresponding to your ion source before you calibrate or tune the TOF to set
default TOF acquisition parameters.

e ESlautotune.m for ESI

* nanoESIautotune.m for nanospray or dual nanospray
¢ APPIautotune.m for APPI

* APClautotune.m for APCI

* MMIautotune.m for MMI

You cannot calibrate the TOF with a MALDI source installed.

If the method loaded does not match the current ion source, then a warning is
given.

Polarity Switching

If you are using Polarity Switching, you need to use a different autotune method.

For each source, there is a positive and a negative method for Polarity Switching.
The name of the autotune method has either “PolaritySWPos” or “PolaritySWNeg”
appended to it.

* ESIautotunePolaritySWPos.m for ESI

* ESlautotunePolaritySWNeg.m for ESI

* nanoESIautotunePolaritySWPos.m for nanospray or dual nanospray

* nanoESIautotunePolaritySWNeg.m for nanospray or dual nanospray

* APPlautotunePolaritySWPos.m for APPI

¢ APPIlautotunePolaritySWNeg.m for APPI

* APClautotunePolaritySWPos.m for APCI

¢ APClautotunePolaritySWNeg.m for APCI

* MMIautotunePolaritySWPos.m for MMI

* MMIautotunePolaritySWNeg.m for MMI

You will need to perform four autotunes to correctly tune the TOF system when
using Polarity Switching. First, you need to tune in both positive and negative

modes. Then, you need to tune using the Polarity Switching methods in both
positive and negative modes.
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Check and do a tune

rlonSouwce———————————
1 Clickthe MSTOF \ | [esi =] [ ‘
tab in the lon Polgr_ityi_|
Method pane Qi L it When you click Calibrate, the Click to use the default
and select ion [ Disable Screen Updatss valve to Calibration solution A coefficients for the
pOlal’itY. ~ Edit Time Segments ———————— opens. calibration.
Time [minutes] Scans
_Add | [000 3 Click Calibrate ifyou | 4 Click to make sure
o De | F r- Addl have already chosen that the calibration is
2 Enter calibration | ol | the ten masses. satisfactory.
parameters.
[rata I Acquisition l Ref. Masses | Chromate Farameters Dliagnostics |
b If you want to — Current Mass Coefficients ——————————  — Calibr¥ 1 : |
) Calibrate
select a different
set of masses or a= IE 7R9303E-01 Peak Detection *Window %T |1 Check Calibration

you want to use a

different 1 = I‘ 194213E+00 no. of Spectra to average i3

calibration

Default
Coefficients

standard, click R
Show Extended. |
Data. I Acruisition ] Ret. Masses I Chromatogram I Tune ] Calibration I Farameters I Diagnostics I
—\759\.90[ Calibration Masses—— | CumentMass Coefficients ————————————————
6 Select masses t0 “Nmss (/g [Nommnal Time (ust] | | &= [577100001 10 = [i 201500€ +00 I™ Ignare CalB
use for 21.050873 CIZB5625 =2 - [TDD0D0E0D b2 - [T 000000ETD Calibrate
. . 0 [Flazz 48121 32.298142
calibration, OR [F1622 028360 44.418761 | cZ= IEI 000000E+00 d2 = IU.UUUUUUE+UU —_
load another [Fl922.009798 53.817662 Check Calibration
82 = |u 000000E 00 f2 = |u.uuuuqu+uu
- [7]1221 330837 61.775327 Difault
mass list. 1R21 471475 fift ANPREA A Coeflicients
4 I » Peak Detection Window 52T 1
. no. of Spectrato average 3 i i
7 Then calibrate Al | pone |
. Mass Time Comverter
again. Load Mass List ’7 2121933152 Mass(m/zd) e 51 022361 Time fpsec) ‘
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1 Click the Tune You do an initial autotune after repair or installation.
tab under the
MSTOF tab. Datal Acquisition | Fief Masses l Chramatogram Tunel Calibration I Parameters l Diagnastics |

2 Check to see if = /
the TOF needs
tuning. Fief A| Cal B |Mone [~ Initial Autatune
g \ /; 4 Orclick Show
— 4 Extended to do a
3 Click Autotune 1 |‘|C / manual tune on the
for a tune that M3 [waste Quickiung Checkiune.. parameters that need
takes 15-20 / adjusting.
minutes or
Quicktune for a Set Detector Gain Tune Report.
tune that takes . Show Extendad [
1-3 minutes. |

Y

Data] Acouisition ] Ref Masses I Chrarnatogram ITuneI Calibration ] Farameters ] Diagnostics I

1 Select the

masses for the —Select Massesto Ramp—  —Ramp Parameters Use
ramp. ﬁ Mass (myz) S s I AccFocus VI " Height
Rer& | Calb Jrone N\ (] 118.006255 From — y ~ Aron
2 Select the [ 322048121

© Resolution

[Fleez.0zemen To |23UE| ks

arameter to LG | LC

p N [¥] 322 009738 rep Sie s v
vary. Ms Jwaste [11221.930837 1|/ o

— = Settling Time IEDDD Hsec

4 PI
3 Select the Pts to Smooth ID vl

variable to Al leze Peak Detection Window
optimize, and Load Mass List.. ’7 P @ Dl lifase 50 Show Standard |
click Ramp. ‘

If you do a manual

| Data I Acquizition I Fief. Maszes I Chrarnatagram I Tune I Calibration I Parameters I Diagnostics I
tune, yo_u mlfSt also — Transfer Optics —— — Beam Shaping — TOF — Detectar
do a calibration. Fragmentar [225 v || ostoc2  [az10 v Pusher 1250 y | | MCP 550 "
AuFotune and Skimmer |50 W lon Focus I.gu 4 || Puller 800 W PRT 774 W
O'U|thur;%mc_|Ude OCT BFY  [250 W Hariz @ 3050 3 || Puller Offzet [32 W Amp Uttset 1974
mass cal ration OctDCT  [3650 v || Wetd 3060 || AccFocus [1350 v
with one mass. . . - Pulser

—Parameters Fle———— | Top St 20,50 W || Mirror Front 6500 v Pulze Wwidth IF counts /
After you do a tune, l— Bat Slit 20650 || Mimor Mid |.13?9_un Y pulse
the optimized Slicer Az00 || MinorBack [gsg v | | e Dela [25 CEMIS
parameters appear
in the Parameters Load... | Save | Save b | Show Standard
panel.
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22

Switch LC stream to MS

After you condition the column and calibrate and tune the TOF, you switch the LC
stream from Waste to MS.

1 Click the Method pane icon to view the Method pane.

Datal Acquisition I Fief. Masses I Chromatogram I Tune] Calibration I Farameters I Diagnostics I

—Stop Time [rata Storage [Seq.) LC Stream [Seg.] .
& NoLimit /& Pump abs Centoid[q0g counts
! " Mone & M5 Threshaold
" StopTime & Proii
1.00 Minutes 1one Rel. Centroid [ 09 % counts
: " Centraid 7 wiaste Threshald -
— Data Acquire [Seq.]
'I;?:;Ze: |2DD Ta |350 iz Approzimate b aximum Mass: ICustom vl
Cycles/Sec  Scanz/Sec Trangients/Scan ot e e IBSTI 00
IUU-SS 00.89 |1 0ooa Length of Transisnts: 104992

Figure 4 Data tab of the MS-TOF tab in the Method pane

2 Click the MS-TOF tab of the Method pane.
3 Click the Data tab within the MS-TOF tab.
4 Select MS.

5 Click Apply.

Monitor TOF baseline and spectral displays

If you did not monitor the LC baseline with a DAD, skip this module. Make sure
that the TOF baseline is stable and no spectra of interfering intensity appear in the
display.

If you did monitor the LC baseline with a DAD, follow these steps.

Right-click the chromatogram display.

Select Change.

Highlight the TIC signal in the list of Selected Signals.

Set the x and y axis ranges.

Click OK.

Right-click the spectral displays.

Select TOF spectra >Line or Profile.

O N O CT A WN =

Monitor the baseline and spectra.
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View the system loghook for events and errors

As you prepare the instrument, you may run into an error that you want to
troubleshoot. You do this through the System Logbook Viewer.

File Edit ‘iew Taals Warklist Run Help
La}'UUt31|dafay j Mathads: IESIautotune.m j ‘wiorklists: | 11wkl j
= @A E xax\@< STHRIT] STRTRG S10r @ G
Select System Wisual Basic Edito Alt+F11 -
I.OgbOOk Viewer from Macros. .. Al+FE OR, click the I.Og Select Columns
the Tools menu. Well-plate Type EHitar. .. icon. Find

Syskem Logbook Yiewer

Mo Event Messagis %l il | W

log| Logbook Viewer- gilent'\Picard‘,SysLogbook.log
Click icon to find or A\ Edt view Toos teb

filter an event, orto =[5 S(&E|E| /¥
show or hide a

Time [EventSource  [Category [Description
column. 040972003 01:39:04 P Worklist Hide Column Sample Equlibration Time (mins) = 0.000000
04/03/2003 01:33:04 P Warklist Sample Injection Volume (k) =-1.000000
04/08/2003 01:39:04 P “Worklist Show Al Columns Sample Data File Mame = CA\PE Sciex Data\Projects\Example\Datalesdemoeetes
04/08/2003 01:33:04 Phd WWarklist Sample Data Analysis Method =
04/09/2003 01:39:04 P wyorklist Columns... Sample Acquisition Method =
04/08/2003 01:33:04 Phd WWarklist 0 Sample Position = Vial 3
04/09/2003 01:39:04 P Worklist Column Width... Sample Name = esdemoeetest]
04/03/2003 01:33:04 P Warklist Sort by E ¢ Sample Identifier =
(4/09/2003 01:39:04 P Warklist OFC DY EVEN Acguisition Run Staded far Sample
Export the IogbOOk to 003 01:39:03 P Warklist Sort Interactive Sample Run Started
pri nt the |ogbook' 20:48 Ah Worklist .OI’ \ntera_ct_l\_/e Sample Run Complete
B Warklist Filter... Acquisition Fun Complete for Sample
047092003 11:20:48 Al Instr e ) Sample Run successtully completed.
04/03/2003 11:20:44 A sigurmer Find... Instrument 1:Data acquisition completed
04/09/2003 11:20:44 Ahd Instrure Instrument T:Run completed

04/09/2003 11:20:12 A Instrumer.
04/09/2003 11:20:12 Ahd Instrument

G1316A_1 (USE4000249):Right temperature at end of run: 20.01 deg. C
G1316A_1 (LUS54000249):Left termperature at end of run: 20.40 deg. C

04/09/2003 11:20:12 Ahd Instrument G1376A_1 (DEDDDONODD):Pressure at end of run: 177.94 bar
0470872003 11:14:13 A Instrurnent G1377A_1 (PPON000050) Injected from Vial 3
04/09/2003 11:14:13 Ahd Instrument Instrument 1:.Collecting data
04/08/2003 11:14:12 A Instrument G1316A_1 (USE4000249):Right temperature af start of run: 19.97 deg. C
04/09/200311:14:12 AM Instrument G1316A_1 (LUS54000249):Left termperature at start of run: 20.36 deg. C
04/08/2003 11:14:12 Abd Instrument G1376A_1 (DENOOOOOOO):Pressure at start of run: 172.22 har
04/09/2003 11:13:48 Ahd Instrument Instrument 1:Injection
04/08/2003 11:13:22 Abd Instrument Instrument 1:Run started
04/09/2003 11:13:19 AM Worklist Sarmple Description = Description
04/08/2003 11:13:19 A Warklist Sample Equlibration Time {mins) = 0.000000
04/09/2003 11:13:19 AM Worklist Sarmple Injection Yolume (pit) = -1.000000
04/08/2003 11:13:19 Ahd WWarklist Sample Data File Name = CAPE Sciex Data\Projects!,ExamplelData’eetestd wiff
04/09/2003 11:13:19 Abd WWarklist Sarmple Data Analysis Method =
04/08/2003 11:13:19 Ahd WWarklist Sample Acquisition Method =
04/09/2003 11:13:18 Ahd WWarklist Sample Position = vial 3
04/08/2003 11:13:18 Ahd WWarklist Sample Name = eetest3
04/09/2003 11:13:18 Ahd WWarklist Sarmple |dentifier =
04/08/2003 11:13:18 Ahd WWarklist Acquisition Run Started for Sample
04/09/2003 11:13:18 Ahd WWarklist Interactive Sample Run Started
04/08/2003 11:12:45 Ahd WWarklist Interactive Sample Run Complete
04/09/2003 11:12:45 Ahd WWarklist Error in Running Interactive Sample
04/08/2003 11:12:44 Ahd WWarklist Error in Staring Sample Information in the Data File
Error in Creating Data File "CAPE Sciex Data\Projects\Example\Data) eetest2 wiff".
0470942003 11:12:44 A Worklist File could be Locked or the Path is Nat Yalid. Try to stop and restart Analyst Service
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Step 3—Set up acquisition methods

24

Read and follow the steps in the user information listed below to learn how to set

up methods.

The steps on the next pages that take you through the roadmap below.
Chapter 3 of the Concepts Guide, Acquisition Methods, to learn background

information to help you set up methods.

Exercise 2, Set up an Acquisition Method, in the Familiarization Guide
Online Help for the tasks that correspond to the roadmap steps and the tasks

listed on the next pages.

Start
Here!

6 Save and
print the
acquisition
method

>

1 EnterLC
parameters

b Setup TOF

signals for the
real-time plot

Selectpolarity
and enter TOF
parameters

il

v
Setup to

change TOF
parameters
during run

|

\ 4
Enable

reference
mass
correction
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Enter LC parameter values

You can also enter
pre-run/

post-run scripts in
the Properties tab.

| :
Sample I Properties h WPS ] Bin Pump | Column I DAD IlMS TOF I

Enter LC parameters
in the LC module
tabs.

Do not modify scripts provided by Agilent because these scripts may be
overwritten the next time you upgrade the Agilent software.

Enter TOF parameter values

1 Selection

lon Source
|ESI =] JEsi

Setup |Iimeta%tions| Aol |
r—Flaws —Stap Time falad
Flou; ID-8 _:| ml/min € No Limit Reset |
(:'I‘I _I? i
/76/0IventH
1 I rPast Time .
= o If you click Apply,
> I the parameters are
o = mn sent to the
—Solvent B
1 C0 o instrument but are
. r—Pressure Limit
¥ |25 = _ — = NOT saved to the
> I Mir: IU oy bar Max |400 = bar
method.

I

I Fief. Masses I Chromatogram h Tune] Calibration I Farameters

polarity. dl(Eeg) W5 TOF (Goar]
lor Polarity Gias Temp |3DD C [300 C Fragmentor |21 5 W
(+ Positive = Megative 350
/ ) minirmurn 0 S IBU— v
2 Enter TOF [~ Disable Screen Updates Diying Gias I?-U last correct value 300

parameters in
the Data, and
Acquisition tabs.

You enter these values for the initial
time 0.0 min and the whole run and for
one scan, unless you add other time

Edit Time Segments
Time [minutes]

ﬂ' [ooa

Del A |
= |

Scans

default 350
all Time Segmen;&

OCT RFY  |280 W

Mebulizer |1 5

—ESI [Scan)

Capillary

/
|4DDD W E?A}' ID.DDS pts Chamber ID_DD s

/

min

segments and scans. See the next page.

Right-click each field to
find the maximum and

All entries in the Tune,
Calibration and Parameters tabs

imum values. are not saved with the method.

Agilent G3250AA LC/MSD TOF System Quick Start Guide
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26

Set up to change TOF parameters with segments and scans

For the initial

run time of 0.0

lon Source
’7|ESI RAREE

ESl{Seq) |

Data] Acojuisition I Ref. Masses I Chromatogram ITuneI Calibration ] Farameters

WS TOF (Scan)f

Gas Temp 350 360 Fragmentor 225
and 1 scan, enter lon Pol ity ! c |l ¢ [ v
|7(5‘ Positive i Negative
TOF values. ; Skimmer Ign— v
[~ Disable Screen Updates Drying Gas I120 Ifmin IW2 Ifmin
Enter the next Edit Time Segmerts MNebulizer |35 psig I 3 psig OCT RFY |25E| Y
time for which e ””';;‘DESJ BleE —ESI (Sean)
you want to ﬂ Capillary — [3000 v Capillary  |op n4  Chamber l—n o0 A
change e facls |
segment values Py Dal |
and click Add.

You can also change
values on the Data
tab for each time
segment.

Add up to four scans
for each time
segment, including
the initial time.

For each scan,
change a value

or values.

Note that lon Polarity can
be changed for each time
segment. The label for that
section will be “lon
Polarity (Seg.)” if there are
more than one time
segments.

Agilent G3250AA LC/MSD TOF System Quick Start Guide

Note the values you
can change with
each time segment.
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can change with
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Enable reference mass correction

You enable for mass correction during a run to obtain the specified mass accuracy.

Set up for mass correction

1 Enable \ Data] Acquisition I Fef Masses I Chromatogram ITuneI Calibration I FParameters I Disgnostics I

reference mass
correction.

™ Enable Reference hass Correction

[~ Use Botle A

2 Mark Bottle A

—Auto Recalibration Parameters

—Reference Masses

[F]121.050873
[F]3eznam 21
[F] 622 028460
[#]922.008798
[F]1221.990637
[F]1521.971475
[F]1821.952313

Check All

[Flere1.a33152

Check MNone

to use the Average |11 scans
A?Ie“t d / Feference Mass——————————————
reference std. '
Detection |5[|
- Wincow [
3 Set tI]e au_to Min_imum 500 counts
recalibration Height
parameters.
4 Mark the
masses that you

want to use for
the correction.

Select Masses...

Editass Lists...

If the list is blank or you want a different
list for another standard, click Select

If you want to create a new mass list or
modify the existing default lists, click Edit

Agilent G3250AA LC/MSD TOF System Quick Start Guide
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Edit mass list

Edit Mass Lists

—Mass Lists

1 Select the \

default mass
list for your ion
source and
polarity.
A
2 Enter a new
name into the

- Masses (m/z)

119.0368320

Add

316.013789
655991085 hdacify
965.971923
1256.952761
1656933600 Delete
1856914438

2155895277

Close

Name field. Paltaiy [Negaive =]
lon Source m
Extenced
Nemg [sPCi_Neg_Detavi
3 Click Save As —Mass Lists \

The Save As New List

New List.

Mame Iesdemu|

APCI_Pos_Default
ESI_MNeg_Default
ManoES|_Pos_Default
MALDI_FPos_Default
MNanoES|_MNeg_Default
MALDI_Neg_Default
APCI_MNeg_Default

button appears when you
enter a new Name.

Sawveilliet

meleteillist

Save As New
List

All the other grayed out
buttons appear when you
click Save As New List.

4 Add or delete
masses to the

new list.

s C]_Pos_Ref Default
APPI_MNeg_Default
APPI_Pos_Default
ESI_MNeg_Default
ESI_MNeg_Ref_Default

—_—

5 Click Save List.

- Masses (m/z)

119.036320

Sawve List

Add
316.013789
655991085 Madity
955971823
1255.862761 -
Save As Newlist 1555.333600
Q 1855.514438 L :
2155895277

ES|_Pos_Default |
Polarity MNegative -
lon Source = -
Extended
o IAPCLNegiNew

Close

28
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Set up signals for the real-time plot

Select the signal
that you want to see
in the real-time
plot.

You can also select
different time
segments and scans
to monitor.

Data | Acuision | Ref Masses | Chromatogram | Ture | Caliiation | Parameters | Diagnostics
tail .
atogram Detail e Chromatagrams
Tupe TIE -
0.00
Label |TIC Add > |
Modify |
Difset [io % SCA0
F Delete |
: Scan 2
“r-aris range |1UDUUUD counts Gean 3

Scan 4

Add Chromatogram with index I

Save and print the method

File Edit VYiew Tools “Worklist Run Help

Select Save in the
File menu to save
the currently
opened method, OR
select Save As in
the File menu to
save a new method.

La}'UUt31|delau|t j MEthDdSiIESIautotune.m j Wiorklists: |11 wkl j
EEEE SRR X D E E [ sHi s s e @)

Mew

Or, click the Save icon for the method.

Acquisition Method Report Parameters

Print... 3 [~ Selectwhatto include in repart
— Device specific details

[F]1G1312A_1: Bin Pump

¥ Global parameters

Recent Methods  »
Recent Wirklichs b

Select Print >
Acquisition Method
in the File menu to
set up to printa
method.

_l Acquisiion Method : » []G13164 1- Calumn
= Real-time Flot ¥ Device specific setpoints [Pl G1367A_1: WhS
X [F1G18684_1: MS TOF
Worklist
Instrument Configuration

¥ Al configured devices [#]1G13158_1: DAD

Default Check All Uncheck Al

—Selectwhere to output report
™ Screen

™ Savetofile |C'\Ag|lent\P\card\repnns\acqu\s\tmnmethndre Browse...
¥ Print I‘\\WSCCPSM\SCSBUUB Frint Settings. ..

T corcal |
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Step 4—Acquire data

30

Read and follow the steps in the user information listed below to learn how to
acquire data.

The steps on the next pages that take you through the roadmap below.

Chapter 4 of the Concepts Guide, Data Acquisition, to learn background
information to help you acquire data.

Chapters 3 and 4 of the Familiarization Guide

Online Help for the tasks that correspond to the roadmap steps and the tasks
listed on the next pages.

—»
1 Setupand
Start et up 2 Setupand
run a
Here! interactive worklist
sample.

v

Ao 3 Printa
real-time
LG plot report
|
v
b Printa 4 Modify a
worklist worklist in
report progress
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Set up and run interactive samples

File Edit Wiew Tools ‘Worklist Run Help

Agilent G3250AA LC/MSD TOF System Quick Start Guide

J Layouts: | delaul x| Methods: |ESlautotune.m =l warklists: 1.kl =l
g 'R X E ==/ simif}| siani) S10P @
o Save 3
1 Open a method _ s 6 Click this Start to
using the menu ... i run interactive
item or the User ;EEE”E me“‘;d: . single samples.
ecen orElsks
Selection toolbar. — —
e 5 Select Acquisition
Only.
2 Click the Sample _ _
R Samplel Properties ] WPS I Bin Pump I Calumn I DAD I MS TOF I
tab in the Method [ ~Run
pane. Mame: |B583 Positior: IViaI1 LR Standard Start =
Part of method ta rur: Acquisition Only -
Custom1: Custom2: Dperator Mame:
3 Enter the sample | | |
name and custom Data Fil “wiait Time for Ready: I-ID [rmit]
variables. Mame: lw Praoject: Im Injection Yolume: |1— ()
4 Selecta proiect Eath IC:\F‘E Sciex D atabProjects\Default\Data . | Wiew Data | —Igomment
and enter the data
file name.
You can only create projects in Even though Both Acquisition and DA is a selection
Analyst. See “Step 5—Analyze data” in the “Part of method to run” list, it is not available
on page 35. for single samples in this version of software.
31



Set up and run worklists (e.g., empirical formula confirmation)

File Edit View Tools Worklist Run  Help

Layouts: I default j Methods: I ESlautotune.m j Worklists: I 1wkl d
EEEE SRR X STHRIT] | STy S0P @ Gl
I ||_ | Sample Name | Sample Position | Acqg Method | D& Method | Data File | Sample Type | Inj Yol [ul) | Comment |

) Al il 1 | default.m |default.anm  [dataTwifft  JUnknawn
I Add Multiple Samples...
1 Right-click here to %dd Sample aliRie 22
bring up the worklist Add script... Sampto Itormaon | Sample Posiio |
shortcut menu. B e Sampla Nerme
Copy Row(s) Hame: [asrpie ¥ Append Couner
Add Copied Rowis) S Courter
- Delete ROW(S) Mumbier of digpbs: (1 Start Value: 1 Slep. 1
2 Select Add Multiple FrpE——
A ColumniE) .
SalFIpIes toadda A <o Fide Cors... DataFile
Marme: liztDat: F Append Countey
series of stamples to T ——— . [ForiizDara pend Counter
the worklist. worklist Report.., Mumber ol digts; [T Satvaue I Sep [
Import Worklist...
Wrap Path:  [C:\PE Sciex Dioto)Frojects\ Default\Data. J
v | Track Worklist Run
|— Acquigiion Method
3 Select Add Pl [C\Frogram Files\aglen TOT Sctwarsim | Nemet [apciovonen =]
column(s) to add a
column for the You must select A
empirical formula. default.anm to Bath. ey Progrem Filesbagilenty TOF Soltwaneid J Mamn |ca1nulte-|m v|
produce an e.mplrl_cal -
_ formula confirmation . p—
4 Enter the generic report.
name (Formula_x) ok cancel
and formula for an v

EFC column.

You can also add
batches of samples
whose information and
data you may want to
keep together.

32

Column Information
Empirical Formula Canfimation

MS Paramater

Jser Defined Colurn name: Frack Code
(] Riack Position

[ Plate Code
Walug: ] Flate Fosition

Show /Hide Columns

¥ Sample Name

v Sample Position
[ Acg Method
DA Method

v Data File

You can see an
example of the
resulting worklist on
the next page.

Cancel ampls Type =l
Show All | Default | Hidle All |
You can also select Show/Hide ]—|0K cancel |

columns to hide unnecessary
columns.
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Thisis an example of Sample Name | Sample Position | Acq Method | DA Method | Data File Formula
the resulting sulfal
worklist 2  |sulfa? F1-G7 eetestl.m defaultanm  |sulfal0Zwiff  |CIHION40252
: 3 [sulfa3 F1-He eetestl.m defaultanm  [sulfal03wiff  |C10H3CIN4O2S
4  |sulfad F1-H7? eetestl.m defaultanm  |sulfal0dwiff  |C12HT4NAO4S
4
Worklist
Click this Start to
run a Worklist File Edit ‘iew Tools “Worklist Run  Help
La}'UUt31|dafaull j Meth0d31|ES|autotune.m\ j ‘wiorklists: | 11wkl
6 B 4R R X @ E E (| swiT| s sor® @
If Track W.Ol'k|ISt 18 Sample Name | Sample Position | Acq Method | DA Method | Data File Formula
On (Worklist menu), 1 sulfal F1-G6 eetest.m defaultanm |sult=00Twift | C12H14NA02S
the row that is 2> |sulfa2 F1-G7 eetestl.m defaultanm  |sulfal0Zwiff | CIHIONAO0Z2S2
running is 3 |sulfa3 1-HE eetestl.m defaultanm  [sulfal03wiff  |C10H3CIN4O2S
T g 4  |sulfad F1-H7? eetestl.m defaultanm  |sulfal0dwiff  |C12HT4NAO4S
highlighted blue. /
4
Worklist
Print a real-time plot report
File Edit ‘iew Tools ‘Worklist Run Help
Layouts: | dfaul x| Methods |Esiauotune.m | “worklists: [ 11 vkl =l
+ Toprinta B T RX GEEE[EZ s swmigsior® ¢
,
real-time plot M 4
report during the S
run select Print ﬁ —Selectwhatta include in repart
r FINC ..
. B ¥ Spectrum plot 1 ¥ Spectrum plot 2 [ Chi i lot
> Real-Time Plot. Recent Methods  » v e A
Recent Worklists ¥ —Selectwhere to output report

I~ Screen

Exi
—— | Rea-timeFlot

TETIRE ¥ Save to fils ‘C Yagilent|Picard\reportsRTPreport htm Brawse
Instrument Configuration * Print |\\wscgpsna\scssnna Frint Settings

oK | Cancal |
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Modify the worklist in progress

Sample Name Sample Position | Acq Method | DA Method | Data File | Sample Type Inj Yol (ul) Comment
You can m0d|fy any 1 |estest! P1-Al eetestl.m defaultanm  |estestlwif  |Unknown 2
2 |eetest? P1-AZ eetestZ.m defaultanm  |eetestZwiff | Unkngwn 2
row below the row 3> |estest P1-B1 setestim defaultanm | estestiwifl | Unknown 2
4 |ectestd P1-B2 eetestl.m defaultanm  |eetestdwiff | Unkngwn 2
located under the 5 [ectests I setestzm | defeultanm |astestwit|Unknown z
. 6 |ectests P1-C2 eetestim defaultanm  |eetestbwiff | Unkngwn 2
running row (shaded 7 |eetest? PIoi cotestim _ defoullanm _|setest? wiff | Unknown ?
b|ue). 8 |eq Sample Name Sample Position | Acq Method | DA Method | Data File | Sample Type Inj Yol (ul) Comment
3 |81 [eetestl P1-G1 eetest?.m defaultanm  |eetest Twiffi | Unknown 2
10 led 12 [eetestiz P1-H1 eetestim defaultanm  |eetestiZwiff | Unknawn 2
If the last selected U R EREETE Fi-Ag setestlm | defeultanm |astest3wit_|Unknown z
H - 28 14 |estestld P1-AB eetestZm defaultanm  |eetestldwiff | Unkngwn 2
rowis eXeCUtlng, 3 15 |eetestlh P1-A7 estestim defaultanm  |eetestiBwiff | Unknown 2
16 |eetestlB P1-B7 eetestl.m defaultanm  |eetestiBwiff | Unknawn 2
then a” rows are 17 |eetestl? P1-B6 estest?.m defaultanm  |eetest 7Zwifft | Unknown 2
locked. 18 [estestis P1-85 eetestim defaultanm |eetestlBwift | Unknown 2
19 |eetestld P1-Ch estestl.m defaultanm  |eetestlGwiff | Unknown 2
20 |eetestel P1-CE eetestZm defaultanm  |eetest?0wiff | Unknawn 2
21 |eetest?] P1-C7 > [|[defaultanm  |eetest?1wiff |Unknown 2
APClautotune.m
defaul1t m
When you place the < cetestlm —
cursor on the row to be % o
. . . Qther.. d ;
edlted, tracklng is For Help, press F1 . rogram FlesiAglent\TOF Sof_tvvare\memods\eetestlm |C_‘\Program FilesiAgilenty
Sample Name | Sample Position | Acq Method DA Method | Data File | Sample Type Inj Vol (ju) Comment
automatica”y turned 4 |estestd P1-B2 eetest].m defaultanm  |ectestdwift | Unknown 2
. 5 |estests P1-C1 eetest?.m defaultanm  |eetesthwiff | Unknown 2
off. To turn traCklng 6 |eetests P1-c2 eetestim defaultanm  |ectestbwitt | Unknown 2
b k t 7 |estest? P1-D1 eetestl.m defaultanm  |eetest?wiff | Unknown 2
ack on, you mus 8> |eetestd P1-D2 eetest?.m defaultanm  |eetestdwiff | Unknawn 2
H 9 |estesty P1-E1 eetestim defaultanm  |eetestlwiff | Unknown 2
ChECk the WOrkllSt 10 |eetestll P1-F1 eetestl.m defaultanm  |eetestQwiff | Unknawn 2
menu item' Track 11 |estestll P1-G1 eelestZ.m defaultanm  |eetestl Twifl  |Unknown 2
i 12 |eetest12 P1-H1 eetestd.m defaultanm  |eetestiZwiff | Unknawn 2
Workhst Run. 13 |eetestl3 P1-AS eetest].m defaultanm  |eetestl Iwiff  |Unknown 2
14 |eetestld P1-AB eetest?.m defaultanm  |eetestldwiff | Unkngwn 2
15 |eetestlb P1-A7 eetestim defaultanm  |eetestiBwiff  [Unknown 2
Print the worklist
File Edit WYiew Tools Worklist Run  Help
Select Print > |l x| Methods: |ESlautatune.m = worklists etk

ew
Cpen

3
) B’ X | [l il 52 [ | rrane PR eane@n | crandd TE
Save » Worklist Report Parameters

L4 i Selectwhat to include in report

Worklist to print the
worklist report.

Save As...

Print... 3

Fieport column:
™ Include instrument configuration ’7

Al & Visible ‘

Acquisition Method
Real-time Plot

_ Selectwhere to output report
(o 11— —»
i ™ Screen
= Instument Configuration
¥ Save to file! |C:\Ag|\ent\P\card\repons\workhslrepm.hlm Browse...

I Print I\\W9‘3'3PSU3\9‘3SBEIUB Print Settings...
0K I Cancel |
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Step b—Analyze data

The primary tool for analyzing and reporting on results is PE-Sciex Analyst QS.

PE-Sciex has modified their software specifically to accommodate the Agilent TOF
system requirements.

Read and follow the steps in the user information listed below to learn how to
review TOF data and customize the data analysis method, default.anm, used to

confirm empirical formulas.

The steps on the next pages that take you through the roadmap below.
Chapter 5 of the Concepts Guide, Data Analysis, to learn background

information to help you analyze data.

Chapters 3 and 4 of the Familiarization Guide

Online Help for the tasks that correspond to the roadmap steps and the tasks
listed on the next pages.

Consult the PE-Sciex Analyst User’s Guide and online help to learn how to
perform other analysis operations not associated with the Agilent system.

Start
Here!

? Start software (2 Review

and open data
file

1y

5 Customize the
data analysis
method,
default.anm

signals/
chromatograms

3 Review
spectra and
sample
information

Setup and
generate a
parameter
optimization
report
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1

36

Start the Analyst QS software and open a data file

Double-click the
Analyst QS icon
inthe Agilent TOF
Software group
window.

Eile View Favorites Tools  Help |

‘ Qsearch  [yFolders &% | By 03 X @ | 2R
address |[:| C:\Documents and Settingsiall UsersiDesktopiAgilent TOF Software j @ eo ‘

R
K-

da A i

bata snalysis  System System TOF Help TOF Offline
ethod Editor  Launcher Logbaook

|Munit0r5 and controls the Agilent LCiMSD TOF instrument 1.71 KB | Iy Computer v

» Analyst QS

Select the project
that contains the
data file.

files.

Click to open .wiff

File Edit Wiew Tools Explore Window Script Help

an§| * E|Qg_"i||ExploreMode leJﬁ IDefauIt VIHJG.E i
28R A A e o R e M == SR A o R S )
=l

B2 | mp

58 Configure
e Security Configuration

Explore

£ Open Data File

= @ Open Compound Database
& Quantitate

& Quartitation YWizard

: Feview Results Table
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Review signals/chromatograms

1 Right-click on RN ; 311.08
chromatogram to See the next page to learn about

bring up the 276,08 spectral operations with Analyst.
shortcut menu.

2 Do any of the * Drag the cursor across a

bulleted tasks on / peak and select Show

i i LstData Spectrum from the shortcut
th:is p:getm " ﬁl ml:enu to see the mass
order that you
want. spectra in the peak

Show Contour Flot
Extract Ions...
Show Base Ped
Showr ADC Data, .
Save to Text Fi..

Chromatogram. ..

¢ Select List Data
from the shortcut

To zoom into a

e Add Capton...
menu to see the TS AddUser Text.. peak, draw a
results of Set SUbtract Rang rectangle under
integration. == Clear Subtract Ran the peak
Delete Pane baseline.
¢ Select Script > Agilent Peak o Select Extract lon from
Finder Parameters.dll to the shortcut menu to
change integration produce an XIC (EIC)
parameters. chromatogram.
Script Help
Agilert Peak Finder Farameters.dl
Diata File Export.dl
deleteothers.dl . Agilent Peak Finder Parameters
Farameter Sptimization.dl Peak Filters
Signal-to-Moise.dl
Yiew-Method-Setpoints.dl Ahsolute height threshold ID counts
Felative height threshaold |1 % of maximum
Method Setpoints by default are saved with the Meximum number of peaks [
data file. Use the tool TOFSystemConfig to change

whether Method Setpoints are saved. See the |

. . . . . Setto Defaults Advanced Parameters .. |
installation guide for more information.

oK | Cancel | Help |
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Review spectra and sample information

_
Right-click on

spectrum to bring
up the shortcut
menu.

. counts

Select View

Actuals from the
shortcut menu to
see the real-time

TOF parameter

m‘?
b A L

4.1015

T~

1.5e6

1.0e6 4

+TOF M3 3418 min from esdemaoowiff Agilent

List Drata

Show TIC

Extract lons (Use Range)

Extract lons (Use Maximum)
| Save to TextFie...

0.o T
200 400

Add Caption...
Add User Text...

Show Last Scan
Select Peaks For Label

values. B 7w of DAD Signal Data: from esde
Select 172
Re-Calibrate TOF 5 150
to recalibrate the %
TOF from Analyst. | ,; 100
(&)

Wign Actlals
Re-Calbrate TOF

Abscissa (Time)

Delete Pane

Click the sample
information icon
in the Analyst
toolbar to view
method and
sample
information on
the data file.

A

ﬂfﬂhﬁ%%ﬂ”mﬂﬂﬂﬁmhhwgémm{‘?i‘,maﬁ“ﬁ”‘ﬁm%’@@ﬁT

E

E

E

- Log Info
é----Co\umm Oven
L Column Cven
- Acquisition Info
L Agilent Mass Spectrometer,
Quant Info
- Period: 1
L-Period: 1 Experiment: 1
Resolution Tables:
Calibration Tables:
Instrument Parameters:

File Information for Sample 1 (Test Sample) of esdemo.wiff
Name: CAPE Sciex Data\Projects\Default\Datal\esd
Original Name: CAPE Sciex Data\Projects\Default\Dataltest
Software Version: Analyst QS

Log Information:

Column Oven Agilent 1100 G1316A 0
Left Column Tag Information

Not Available

Column Oven Agilent 1100 G1316A 0
Right Column Tag Information

Not Available

Acquisition Info

Acquisition Method: N/A
Acquisition Time: Monday, May 12, 2003, 11:30:29 AM
Duration: 0.000sec

Number Of Scans Acquired: 361
Periods In File: 1
Synchronization Mode: No Sync

@uto-EquiIibration: Off
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Set up and generate a parameter optimization report

1 Select Script >
Parameter
Optimization.dll

Script Help

Agilert Peak Finder Farameters.dl
Diata File Export.dl
deleteothers.dl

in the Analyst

main window.

W Parameter O

Farameter Sptimization.dl |
Signal-to-Moise.dl 1

Wigw-Method-Setpoints. dl

elect the data file to use for the Parameter Optimization Report.

S
2 SEIeCt the “wvailable Data Files

F.0. Samples for. CAPE Sciex Datah,Projects\Default\Datalsss3 wiff

samples for (=] Bmetest] wiff P! Sample Name \ Fragmentor |
emetest? wiff i~
the report. emetests wi s 100
ematestd wiff Vo2 200
Enolase101702a_Bpsig__ocwvtwiff
3 Continue =l gzdomoit - 300
through the
wizard, then
. .. Cancel Hel
click Finish. _cancel | rep |
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Customize the data analysis method for empirical formula confirmation

1 Click the Data Analysis
Editor icon in the
Agilent TOF Software
program folder.

2 Click the Formula
Confirmation tab in the
Data Analysis Method
Editor window.

3 Enter values in the
Formula Confirmation
tabs to modify the
default.anm method. Enter
values in the Report
Options tab to select
which of the graphs to
include. Enter values in
the Screening tab to
enable the database
search.

4 Save the method.

b Regenerate the report by
rerunning the worklist in
Data Analysis Only mode.

40

Data Analysis Method Editor - C:\TOF Data‘damethods‘mfe2.anm ) ) jl
File Edit Help

D H| S[=

Froperties | Formula Confirmation |

Chromatogram | Spectum | TargetMass | Screening || Sampis Fury | Repor Options |

[T Include sample purity results
Posilive excluded masses

~ Algorithms to u

Mass | Description
¥ EIC/TIC percentaraa
™ TIE percentares
T Uk percent ares.
Delay time min
Insert: Remove “Validate

I~ ADC percent area;

0
Delay time IU— min

Negative excluded masses

& UselargestiisDpeak € Use all MED peaks Mass Description

Moise threshold: i %

- Calculafion used for qualificaion——————————————

EIC{TIC percent area

Qualification level

“h_

Insert Femove “alidate

Properties ] Formula Confirmation |

Chromatogram | Spectum l Target Mass IS Enmg Report Options |

¥ Use database for screening

Formula detahase Idefau\t sy Browse...
Retention time tolerance: 1 mins

The EFC report can now also include a backward database search
(called an EFC Database Screening Report). Based upon a formula, a
mass is determined and then XICs are extracted for that mass to see
if the compound can be found. You can limit the search of the
database to formulas with a certain retention time tolerance. A value
of -1 in the Retention time tolerance field indicates to not limit the
search based upon retention time.
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Create a data analysis method for Mass List Report

Click the Data Analysis
Editor icon in the
Agilent TOF Software
program folder.

Select Select DA
Operations item from the
Edit menu in the Data
Analysis Method Editor
window.

Click Mass List in the
Available Operations list
and click the Add button.
If any other option
appears in the Selected
Operations list, click on it
and click the Remove
button.

Click OK to close the
Select DA Operations
dialog box.

Select the Report Type
“Mass list report only”.
Enter values in the Mass
List tabs to modify the
method.

Save the method with a
new name, using the
File>Save As menu item.
To generate a mass list
report, create a worklist
that specifies the data
analysis method created
in the steps above. The
report will be generated
for each sample when you
run the worklist.

Select DA Operations ﬂ

— D&y operation

Available operations

Malecular Feature Estraction

Formula Confirmation

Add -

<- Remove
tove Up
fmye Do

Selected operations

Cancel |

Be Edt bep

0| 9| &=

Froparies | Mass List ||
Ropon Typ | Chromesagram | Spectum |

c o SCreening swarch

t Mass ist repon by |
O 1 e e e e e g

Repar Options |
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Create a DA method for Mass List Report type Empirical Formula Generation

1 Click the Data Analysis
Editor icon in the
Agilent TOF Software
program folder.

2 Select Select DA
Operations item from the
Edit menu in the Data
Analysis Method Editor
window.

3 Click Mass List in the
Available Operations list
and click the Add button.
If any other option
appears in the Selected
Operations list, click on it
and click the Remove
button.

4 Click OK to close the
Select DA Operations
dialog box.

5 Select the Report Type
“Include generation of
empirical formulae”.

6 Enter values in the Mass
List tabs to modify the
method including the
“Formula Generation”
tab.

71 Save the method with a
new name, using the
File>Save As menu item.

8 To generate a mass list
report, create a worklist
that specifies the data
analysis method created
in the steps above. The
report will be generated
for each sample when you
run the worklist.

42

¥ select DA Dperations

- D operation:
Available operations Selected operations

olecular Faature Extraction

Formula Confimation

Add -
< Hemwe
Mwe Up
Muve Down

&2 Data Analysis Methad Editor - Cr\Program Flles\ Aglient \TOF Software'dametl =15 x|
B Edt Hep
D e | & =
Froparins | Mass List |
Ropon Typo | Chrometogram | Spectum | Fomuls Gonossson Ropont Options |
M it repon oy
|  Include generation of empiricel formled|
o sereening preT
Properies ] Mass List |
Report Type ] Chromatogram | Spectrum I Formula Generstion Confirmation Screening | Report Options |
,—_, ~Elements and limit
Mass tolerance e z Elements ‘ Min number‘ Max number
1C 1] 100
DBE range: — 24 0 200
Election state: Even - ElL 0 10
40 I} 1
Mumber of charges: |1 A AL v 0
B|Na. 1] 1
Report option: 7P 0 0
B[S 1] 2
Max nurmber of results: i glcl il 1
Sortresults by mass error >
Insert | Remove | Validate |

The Mass List Report including Empirical Formula

Generation identifies valid m

olecular formulas that

match the masses found in your sample based upon
the values entered in this tab.
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Create a DA method for Mass List Report type Confirmation Screening

Click the Data Analysis
Editor icon in the
Agilent TOF Software
program folder.

Select Select DA
Operations item from the
Edit menu in the Data
Analysis Method Editor
window.

Click Mass List in the
Available Operations list
and click the Add button.
If any other option
appears in the Selected
Operations list, click on it
and click the Remove
button.

Click OK to close the
Select DA Operations
dialog box.

Select the Report Type
“Include confirmation
screening by database
search”.

Enter values in the Mass
List tabs to modify the
method including the
“Confirmation Screening”
tab.

Save the method with a
new name, using the
File>Save As menu item.
To generate a mass list
report, create a worklist
that specifies the data
analysis method created
in the steps above. The
report will be generated
for each sample when you
run the worklist.

¥ select DA Dperations x|
i~ D& operation:
Ayailable operations Selected operations
Molecular Feature Extraction
Formula Confimation P
<- Remove
Move lp
Hve Down
oK | Cancel
B nata Analysis Methad Editor - G:\Program Files' Agllent\ TOF Software)damethaes\default.a =15 x|
He Edt Hep
D= =& =

Froparins | Mass List |

Ropon Type | Chromatogram | Spectum ConSmation Scraaning Ropont Options |

 Mass list repon only

= Include generation of gmpincsl fomulse

& Inchude contrmation screning by datebese seerch |

!

Properies ] Mass Lis(l
Report Type ] Chromatogram I Spectum | Formula Generation I Corfirmation Screening I Repart Options ]

General | Positive lan I Negative lan I

Formula database: Idafauh csv Brawse,
Mass tolerance 5 ppm ¥

Retention time tolerance: | ming

Repart options

Sart reslts by mass emar Z

The Mass List Report including Confirmation Screening is a
forward screening report. After determining the mass, the
database is searched for formulas with the corresponding
mass.
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Create a DA method for Molecular Features Extractlon report

1 Click the Data Analysis

Editor icon in the

Agilent TOF Software
program folder.

Select Select DA
Operations item from the
Edit menu in the Data
Analysis Method Editor
window.

Click Molecular Features
Extraction in the
Available Operations list
and click the Add button.
If any other option
appears in the Selected
Operations list, click on it
and click the Remove
button.

Click OK to close the
Select DA Operations
dialog box.

Select the Report Type
“Molecular Feature
Extraction only”.

Enter values in the
Molecular Feature
Extraction tabs to modify
the method.

Save the method with a
new name, using the
File>Save As menu item.
To generate a molecular
feature extraction report,
create a worklist that
specifies the data
analysis method created
in the steps above. The
report will be generated
for each sample when you
run the worklist.

A select DA Dperations x|
D operation:
#Available operations Selected operations
< Hemnve
ane Up
ane Do
i3 Cancel

B nata Analysis Methad Editor - G:\Program Files' Agllent\ TOF Software)damethaes\default.a =15 x|

Be Edt bep

D e | & =

Froparins | Mass List |

Ropon Type | Chromatogram | Spectum ConSmation Scraaning Ropont Options |

 Mass list repon only

= Include generation of gmpincsl fomulse

& Inchude contrmation screning by datebese seerch |

!

Properies ] Mass Lis(l
Report Type ] Chromatogram I Spectum | Formula Generation I Corfirmation Screening I Repart Options ]

General | Positive lan I Negative lan I

Formula database: Idafauh csv Brawse,
Mass tolerance 5 ppm ¥
Retention time tolerance: | ming

Repart options

Sart reslts by mass emar Z

The Molecular Feature Extraction Report lists out masses of
chemical compounds and a list of isotopes of a compound
found in the sample. The MFE report shows isotopes in the
form of multiple isotope cluster based on adducts used in the
ionization.
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Create a DA method for MFE Report mcludmg Confirmation Screening
1 Click the Data Analysis

Editor icon in the
Agilent TOF Software
program folder.

Select Select DA
Operations item from the
Edit menu in the Data
Analysis Method Editor
window.

Click Molecular Feature
Extraction in the
Available Operations list
and click the Add button.
If any other option
appears in the Selected
Operations list, click on it
and click the Remove
button.

Click OK to close the
Select DA Operations
dialog box.

Select the Report Type
“Include confirmation
screening by database
search”.

Enter values in the MFE
tabs to modify the method
including the

“Confirmation Screening”

tab.

Save the method with a
new name, using the
File>Save As menu item.
To generate a mass list
report, create a worklist
that specifies the data
analysis method created
in the steps above. The
report will be generated
for each sample when you
run the worklist.

A select DA Dperations x|
- DA operation:
Available operations Selected operations

< Hemnve
ane Up
ane Doy

ok Cancel

B nata Analysis Methad Editor - G:\Program Files' Agllent\ TOF Software)damethaes\default.a =15 x|

Be Edt bep

D e | & =

Froparins | Mass List |

Ropon Type | Chromatogram | Spectum ConSmation Scraaning Ropont Options |

 Mass list repon only

= Include generation of gmpincsl fomulse

& Inchude contrmation screning by datebese seerch |

!

Properies ] Mass Lis(l
Report Type ] Chromatogram I Spectum | Formula Generation I Corfirmation Screening I Repart Options ]

General | Positive lan I Negative lan I

Formula database: Idafauh csv Brawse,
Mass tolerance 5 ppm ¥

Retention time tolerance: | ming

Repart options

Sart reslts by mass emar Z

The Molecular Feature Extraction Report including
Confirmation Screening is a forward screening report. After
determining the mass, the database is searched for formulas
with the corresponding mass.
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run

¢ Set up acquisition methods

¢ Set up and run an
interactive sample and
worklists

¢ Review data
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