O
® o+ - Agilent 6210 TOF LC/MS System
o

Quick Start Guide

Use this guide for your first steps with the Agilent 6210 LC/MS TOF Sys-
tem, and as a roadmap for your user information.

What is the Agilent 6210 TOF LC/MS 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 (0oa-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:

¢ 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

e 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 MassHunter 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 MassHunter Software for setting up and running data
acquisition. For data analysis, you have two choices. You can use the PE Sciex
Analyst QS 1.1 software package which Agilent provides which is especially
modified for the Agilent 6210 LC/MS TOF system.

You can also use the Agilent MassHunter Workstation Qualitative Analysis
program and the Agilent MassHunter Workstation Quantitative Analysis program.
Both of these programs are included. Before using either of these programs, you
need to translate your data files from the WIFF format to the format used by these
Agilent programs using the Translator program. You can run this program
interactively or directly from a worklist. The translator program is included in the
Agilent MassHunter Workstation Qualitative Analysis program’s installation.

What's New in A.02.02

Agilent MassHunter Software has many new features in this revision.
* Priming of the flush pump for WPS is now supported.

¢ Seal Wash for Pumps is now supported.

* Minimum Carryover Reduction for WPS is now supported.

¢ G1315D DAD is now supported.

* G1329B ALS is now supported.

* Device Reorder Utility is now available.

e WIFF files can be translated when running a Data Analysis method into the
data format used by the Agilent MassHunter Workstation Qualitative Analysis
program and the Agilent MassHunter Workstation Quantitative Analysis
program. Both Analyst and Agilent MassHunter Workstation Qualitative
Analysis programs must be installed for this feature to work.

e Saturation limit has been removed from both the EFC and Mass List reports.

This guide is valid for A.02.xx revisions of the Agilent 6210 MassHunter Software,
where xx refers to minor revisions of the software that do not affect the technical
accuracy of this guide.
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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 and reference help.

PE-Sciex Analyst online help Refer to Analyst online help to learn how to view,
quantitate and report on Agilent 6210 LC/MS 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.

6210 LC/MS TOF System Installation Guide This guide is used by the Agilent
customer engineer to install the 6210 LC/MS TOF hardware and MassHunter
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 MassHunter 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 6210 LC/MS 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 6210 Time-of-Flight LC/MS System Installation
Guide to install both the MassHunter 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 MassHunter Software.

¢ Configure the instrument for the first time.
d

Start the software and verify performance.

3 Set up and run samples

Read the
Concepts Guide
for background on
these steps.

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.

—p
Start 1 Startthe 2 Preparethe
Here! software instrument

v

3 Setupan
P allt acquisition
PIE 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.

e The instrument is configured.

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

e 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 4= Back - = - ‘ @ search [ Folders ®| 58 X = | EER
Agllent TOF group Address ID Ci\Documents and Settingsiall Users|\Deskiopiagient TOF Software

on your desktop. D D ﬁ I%% é&

BookP Tools Analyst Q5 Data Analysis System System TOF Help TOF OFfline
Method Editor — Launcher Logbook

By
e

2 Double-click the
TOF icon to start
the software
engines.

|Monitors and contrals the Agilent LE/MSD TOF instrument 1,71 KB ‘E.D_J‘ My Computer A4

Figure 1 Agilent TOF group window
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‘i“ TOF Software Engine Launcher 5'
3 Click Start. ~Engine List \
—_— 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). Fefresh Launch WEDS Start | Cloze |
The main window appears. See Figure 2 on page 7. 6 Make sure that the LC modules are the
The top pane of this window is the Instrument Status ones that you want configured with
pane. (Figure below) the instrument. (See below.)
- Edit Wiew Tools ‘Worklist Run  Help
¢ Select File > Mew 4 —L| Methods:|1_minute_ADE_m j o
Print > Open > =
@ = 5= |55 Z2 | STRTT| STanTigg| SToP @) (el
Instrument :::: . : s swary
Configuration, — .
OR
Recent Methods 0.1 mlfmin
Recent Worklists ¥
¢ Check the A feox
headers of the LC
modules labeled B [0z
in the Instrument lm

Status pane.

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 your work

When you first start the MassHunter 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
see the pane you

Instrument Status pane

Real-time Plot pane

Method pane

Worklist pane

want to use.
m Agilent MassHunter Workstation Con iole
File Edt View Iools Workist Run Help
Layouts: |defau|[ v Methods; \ED< ES_SILFAS.M j Worklists: j
ol e E ¥ X SR STaRTg) S10F @ (G
Devices Acluals Instiument Status
| B > T weor | Parameter alue ES
[ s oL L OF Pyt (200675 on ks
OF High Vac 1 T54E-7|Ton
1 mldroin = Elapsed Time (min]
. - OF Gas Temp 1 750
EIEuI &l Bomt OF. Wapoiizer 1 aC
s [z 260 rm T TiF
e 280 nm
A B 280 nm
B % b [ ———
& e o B E PR
8 v ‘Bl a7t =
355 43 bar . i Stardhy
TOF Spectrum | TOF |Profile Spectrum at 1.40 min (scan 1) TOF Sfectrum [ TOF [Profile Spectrum at 139 min (scan 1)
Baseling = 0 | Abundance Min = 0 |Abundance Max = 16309 Baselirk = 0 | Abundance Min = 0 | Abundarjce Max = 15429
JArea: 38942 160004 Area; 38942
50 114.09464 Mass: 11409464
k i 0027 REbliza 14000 Py D27
i ht: 4 rﬁ? Height: 16787
'_i‘l 4251 | ‘ ‘922 02505 120008 Resolution: 4254
5N L
Time| 19653
o I\I\I\I\I\\II\I\\I\I\\\I\I\I\\\I\\I\I\I\I
100 200 600 700 800 a00 1000 S b se7
LA 5
E 000
TiC sulfas
:| g G000
ZDUDUU’:
150000 = 4000 333.07
100000 = + 922,02
EDDDE\E 2t I‘ {
U_i‘ T T T [t} \II\I\\I\III\H\III\\I\\II\H\II\I\\I\II
o 100 200 300 00 700 800 800 1000
jil:! -20 -10 0 20 a0 min Vv iz
Sample | Fiopetiies | hALS-SL | BinPumpSL | Column-SL | DADSL | MSTOF | =
Setup | Timetatle | Qptions | QAWI"
Temperature [Left} Temperature [Right} Column Switching Valve =
o | L i) Postion 1 -
Mot controlled & Mot cantiolled
" Same as detectar cel  Uara ae cetaciorcal
" Same s left
Stop Time Post Time
s pump / injector « of —
& No limit s ,ﬁg min
c =1 min
v | Sample Name | Sample Position Acq Method DA Method Data File Sample Type | Inj Vol (u]) amment -
1 [wial 1 |APClautotune. m | default anm [dalauit Unknown | | |
Worklist
Figure 2 Main window of the TOF application
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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.

Devices

EYBh-ALS-5L EYE BinPump SL Calumn-SL EY DAD-SL MS TOF
0.2 ml/min
= C EEEE 1
IIH & |5z 20m 1 ,7 £
(= (|8 = B
ﬁ—:l— B [z - - EZLN E —_——
B var Bl 19z T 3| ==
22763 bar & Wlﬁ

Real-time Plot pane

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

[ TOF Spectium [ TOF [Line Spectum at 1547590 min.

[TOF Spectium | TOF |Profils Spectrum at 1547.50 min

[Baselne =0 [Abundance Min =0 | Abundance Max = 351062

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

400K -]

200K

100.07447

139, 12066

ssorcd Area: 814125
Intdss: 100.07447

30013 F¥HN: 0.026
JHe|ght: 351063

15 Jrebolution: 3876

FLi

:322 0187 ?67.05188 1267.02926

W
il
2
2
L

2

400

1400

1600 I Tire: 18564759

T T T
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miz

T
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™
=]
=}
2

Tic
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I}
=
i

4E8-|
2E8 |

13912066
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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 Fet. Masses ] Chromatogram ]Tunel Calibration I Parameters ] Diagnostics ]
[EsI =] |Esi
~StopTime —— | Data St S LC St Seq.
op Time ata Storage (Seq.) ream (Seg.) Abs. CentoidfE0ag counts

lon Polarity (Seq.) € Na Limit / As Pump ~ Threshald

" . X MNone S reshol
* Positive © Megative & SiopTime

& Profile

Rel. Centroid % counts
I5 0 e  Centraid & Waste Threshold oo

i Data Acquire (Seg)

Time and Scan Segments Mass IEU To IBEUU il Approximate Maximum Mass: 3600 -

Time [minutes) Scans Range

Add | [0.00
J Cycles/Sec  Scans/Sec Transients/Scan
Oei F F Al 0089 00,89 10000 Length of Transients: 104932

" Disahle 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

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 6210 LC/MS 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.
Ik 2 s
Prepare the etup
Start LC modules parameters
here! display
(actuals)
|
v
3 Setup DAD
Prepa real-time
plot displays
(optional)
Vi
5 W‘gn(’ 3vr;fh 4 Prepare the
the system TOF
logbook
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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 Properies I MS TOF|

"IDHSDurDE—‘ Data| Acquisition | Ref.Masses | Chromatogram | Tune | Calibraion | Parameters | Diagnostics |
EREE
~Stop Time —————— ~Data 5t =] LC St =1
op Time ata Storage (Seg.) rearn (Seg.) Abs. CenraidEgng counts
lon Polarity (Seg.) " Mo Limit / As Pumg  None M3 Threshold
@ Positive  Negative & StopTime @ Bl
* Profile o
IE 00 Winutes % oot & Waste Fel. Centraid [ p1 % counts
Threshold
— Data Acquire (Seg.)

Time and Scan Segments Mass
Time [minutes) Scans Fange I

™ Disahle Screen Updates

Ta |3200 miz Approximate Maximum Mass: 3600 hd

Add | (000
_I Cycles{Sec  Scans/Sec Transients/Scan

Del F F Add IEIEI ] 00,89 10000 Length of Transients: 104992
LeLe) Del

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.

Agilent 6210 TOF LC/MS System Quick Start Guide
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Purge the LC pump

Purge the binary pump You purge the binary pump manually.

Right-click the

b' Devices
inary pum
e .p EUfBh-aL5-5L BinPump-SL Column-5L B DAD-SL M3 TOF
status box in the T
Instrument — 1 it - T
= S
Status pane. ll & [z z0m W | o |
[ B | 280rm [
Select Standb g e e | (e i 5=
elect Standby Va1 Bl 2¢7cC =
. 355,49 bar [A]
in the shortcut v On @ . ’ﬁ
menu. off
Standby
Turn the black valve on the front of the pump Cantral...

Set Solvent Levels. ..
Solvent Manager. ..

counter-clockwise two turns.

Click the Bin ) )
i Sample | Propeies | CTCPAL | BinPumpSL | ColmnSL | DADSL | 4DC | MSTOF |

Pump tab in the Setup | Timetable | Options |
Method pane. Flow Stup(‘[ime 5

Flaw: 01 = i o

&[i =] min
Enter a _Flow of £ mm x| 3 @ el
5!nl/m|n, and B RE = oz =] [Jen = o
click Apply. —
Pressure Limits
Min: [0 = bar Max [400 ] bar

Select On in the
binary pump
shortcut menu.
After purging,
enter the flow 8 Close the black Purge for about 9 minutes to pass about
you use to valve. 45 mL or 3X the volume for the binary
equilibrate the pump.
column, and
click Apply.
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Purge the capillary or nano pump

Devices
EYficro WPS BYf ManoPump |[EY# Cap Pump ChipCube t43 TOF
[ oapmin || | 1 plfrmin @ |
- ] I
ALz A [0z — End
1 Right-click [ 576 U7 (7 Entmen
not use:
pump device in 5——- Bl |anx B1 oz |von —
O Fra off =
the Instrument [ sa3sbar || [ 1313bar|  standby il m
Status pane to
. Contral...
bl’ll'l-g up pump Sample | Fropeties | Micro'wPS | ManoPump | € Configuration... STOF |
device menu. Setup llimetable] thions] Set Saolvent Levels. ..
Mode Stop Time Calioration. .. Solvent
" Micro Flow (+ Maormal Flow # Mol Purge..

2 Select Purge to
bring up the Pump
Purge System
dialog box.

Pump Purge System: Instrument 1 |

Start the purge
with this dialog
box and bring
up the

N\

Pump Purge System: Instrument 1 [ x|

Start Purge | 4@—>

8
b 2 (a4 o2

Purging Solvent Al...

Flow: 0.05 plfmin
Fressure: 283.22 bar

. 1 Abort Purge

monitoring 15% Time: 0.75 min
dlalog box. Select the purge task(s - .

Purge .

Prim. Flow

¥ Channel Al Purne A Time [min] [ min]
Monitor the I~ Channel A2 ¥ ChannelAl \ [ RN ED =
purge with this \ — —
dialog box and IV Channel B1 [T Channel A2 |1 = IZSDD =
click Cancel " Channel B2 ¥ Channel B |2 = |2500 =
?fter the purge ¥ Purmp with Set Composi | I Channel B2 [ RN ED =
is complete.

¥ Purmpwith Set Compasitian |2 j IZSDD j

Cancel |
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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

EH Agilent MassHunter. Workstation Console

Select Open from
the File menu to
open a method,
OR enter LC
parameters in the
Method pane.

Click Apply to
send the
parameters to the
LC.

Save
Save As...

3
3
Print. .. 3
Recent Methods  »
Recent Worklists ¥

Exit

& 20,00

| Methods:[_nirute_ADEm e =

Method Ctr+0
| worklist Cerb+w E-

i 5 I | SRIT| SR S1or @) G

tions |

| CTCRAL | BinPumpSL | ColmnSL | DADSL | ADC | M3 TOF |

Stop Time

B Mo =

0 " Mo Limit
—=1 mlfmin
i = min
Past Time
| Elg) & o
| x| [acH T Hon

Pressure Limits

Min [0 = bar  Max [400 =] bar

You can also load a method using the Methods
selection box in the Combo bar.
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Right-click the LC
module in the
Instrument Status
pane to bring up
the control menu
for that module.

Configuration. ..

v Tray Ilumination OnfoFF
Reset Injector
Move Home
Meedle Up
Walve Bypass
Injector Flush Pump. ..

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.

Devices
1 ml/min
05 4 S
A |90
B oz
Ei Vial 1 [l 2emac
355.49 bar
L~
] 1 v On
4 Contral... v UV Lamp On
Off Columns. .. Wis Lamp On Standby
Standby OFf
v Thermostat Controlling On Contral... vt
Contral... Calibration. .. bt
Set Solvent Levels, .. Balance

Solvent Manager. ..

Agilent 6210 TOF LC/MS System Quick Start Guide
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TOF Setkings Report..,
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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 -Actuals
Parameter | Value Parameter | Value
WPS: Run State _|pre-run
1 Right-click the \ WPS: Error State  |Mo
Actuals box to WPS: Sample Posit|Vial 1
bring up Setup WPS: Injection Volu)5
item. seflp... | Bin Pump: Run Stat|pre-run
Bin Pump: Error StgNo
Bin Pump: Ripple [-0.14 %
/ DAD: Run State  |pre-run
2 Click Setup to DAD: Error State  |No
bri thp tool DAD: UV Lamp Lamp on
ringu e too
gl P TOF: Run State pre-run
to select TOF: High Vacuum| 0.0e+00 milli |
instrument
actuals.
& WRS :I Device |Acrtua\ |
T WRS Run State
£ Bin Pump Add > WPS Error State
&1 Cap Pump WS Sample Position
£ Mano Pump WPS Injection Wolume
£1 Column <- Bemowve Ein Purnp: Run State
& ADC Bin Pump: Error State
£ DAD Bin Purnp: Ripple
g-f1 TOF Up DAD: Fun State
& Bun Ti DaAD: Error State
Fun Tme DA: v Laimp
Ready Stale Down TOF Run State
3 Select actuals Rewdala State TOF High Wacuum
H Mot Ready Text Long
to set up to view Mot Ready Text Short
the actual 30 Error State ——
HH H Rough acuurn igh Yacuum
conditions in High Vacuum
the Instrument Gas Temp Background Colar. | Text Color...
“Wapaorizer Temp
Status pane. Dirying Gas Flow ‘
Mehulizer Pressure
@) Capillary Current
30 Charmber Currant
@) Corona Wolage
Contral State
Calibrant Salution
8 TOF: High
LC Stream = Lttt I 1Gh Yacuum

16
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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 E . e
signal plot to BEE \
bring up the =
signal shortcut e o
2EB-
menu. i Freeze
T\ 3 ety
2 Select Change to | - 1510 1520 1830 1540 1550 mi
min
bring up the tool Zeill]
i Adjuzt . .
for selecting the = The default display is of a TIC chromatogram.
signal and its plot Change...
parameters. ¢
Ediit Signal Plot [_ o] x]
3 Select a DAD Available Signals Selected Signals
signal that you RAD: Signal © ;I DAD: Signal A
intend to monitor, BAD: :fgna: E Addl=> |
. - Signa
and click Add. Colurmn Thermostat: Temperature ¢
Colurmn Thermostat: Temperature ¢ < Betnove |
TestTIC -
—Select one signal 7
4 Highlighta € Predictable Range € Flosting Pange
Selected Signal. =
g From: [0 il \-axis range:  [10000000000 EI
//TD: 100 El Difget: IEU él %
= Autey-adjust
5 Settheyand x
axis ranges, and —Window FProperties
click OK.
. -axis range: IBD = tmiin
The real-time plot :|
BZVBdI,Splarsghe [~ Draw Grid
signal. {See Cancel Apply
next page.)
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Adjust the plot with
these arrows.

Line spectrum

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

T TR
2 Ifyou clicked the

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

18

DAD: Signal A&

f=—tr

bl T

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.

&min

Profile spectrum

\

[ TOF Spectum [ TOF [Profile Spokirum ot 1547.90 min

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

F Spectrum \T0F | Line Spctrum at 1547.90 min
BaMge =0 | APtndance Min =0 [Abundance Max = 951062
4001

(10007447
QEIEIK: %
= 4 139'1‘6‘1 Zoom In
i - @\ oot
- K3 [nde Zaom
BEE*:

IT Autoscale X
D |7 Autoscales ¥

+' TOF Spectr
CaD

Properties

-

3sokArea: 814126
S Mass: 10007447
3ooKk g FYYHR: 0.026
JHe|ght: 351063
e T e s
1000 1200 1400 1B 8 {Tirme: 18564.759
iz & 200k
S it
= s
2 150K
100<3 | 138.12066
P g 52207
3l % 1267.02926
e sm sl L
: : T e T s s e e o Ve o e T
| Lirne | P 150 i 00 / 1000 15mum 20

¥ Profie

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

DAD spectrum.

[BAD [V [ Frange: fram 190.00 rm to 402,00 rm: Inter{al 2100 rm | Fun fime : 4.5% min | Spachia datapaints N, 7

0004k

DDDSKE \ 4

0.0026

&
=1
=1
o
=
i

200 220 240 260 280 300

nm

<
<

7 P e ) o 5 0 9 o
360

3|0 400
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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 ESJautotune.m for ESI

* nanoESlautotune.m for nanospray or dual nanospray
¢ APPlautotune.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.

e 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 Click the MSTOF \_|[esi =] [Esi ‘
tab in the lon Pol‘_ar_ity%
Method pane Qi C Negave | When you click Calibrate, the Click to use the default
and select ion [ Disable Screen Updatss valve to Calibration solution A coefficients for the
p0|al’ity. ~ Edit Time Segments ———————— opens. calibration.
Time [minutes] Scans
4| Jo00 3 Click Calibrateifyou | 4 Click to make sure
o Def | F r- Addl have already chosen that the calibration is
2 Enter calibration biod ol | the ten masses. satisfactory.
parameters.
[rata I Acquisition l Ref. Masses | Chromate Farameters Dliagnostics |
b If you want to — Curent Mass Coefficients ———————— — Calibr b 7
A 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 t0 = I‘ J94213E+00 no. of Spectra to average i3

calibration

Default
Coefficients

standard, click R
Show Extended. |
Data I Acruisition ] Ref. Masses I Chromatogram I Tune I Calibration | Farameters I Diagnostics ]
—\78&@:‘! Calibration Masses—— | CumentMass Coefficients —————————————
6 Select masses to “Niass (/e [Nominal Time (si<| | | = = [5.771000E01 0 = [1201500E-00 I™ Ignore CalB
use for 21.050873 20268528 =2 - [T OB0000E 0D b2 - [TOD0D0E0D Calibrate
Ib . OR EE?? 048121 32298142
calibration, [F] 522028860 44418761 | ce- |u 000000E+00 2 = |u.uuuuqu+uu .
load another [F]922.009798 £3.917662 Check Callbration
82= |u 100000E+00 2= |u.uuuuqu+uu
- E'IZZ'I.BEUES? B1.775327 Difault
mass list. 1521 871475 RA ANPREA hd Cosficients
4 | » Peak Detection Window 34T 1
. no. of Spectra to average 3 i i
7 Then calibrate Al | Noe |
. Mass Time Converter
again. \ Load Mass List | ’7 2121933162 Mass(miz) s 51 022361 Time (jisec) ‘
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1 Click the Tune You do an initial autotune after repair or installation.
tab under the

MSTOF tab. Datal Acquisition I Fief Masses | Chromatogram ]Tune | Calibration I Farameters ] Diaonostics I
2 Check to see if e T
the TOF needs [A] [ [B] | A
tuning. Fief A| Cal B [rane [ Initial Autatune
uning // 4 Or click Show
— s — Extended to do a
3 Click Autotune 1 |‘|C / manual tune on the
for a tune that M3 [waste Quicktune Checkiune.. parameters that need
takes 15-20 / adjusting.

minutes or
Quicktune for a

Set Detectar Gain Tune Repart..
tune t_hat takes " Show Extended |
1-3 minutes. ¢

Data] Acojuisition I Ref. Masses I Chromatograrm ITuneI Calibration ] Farameters ] Diagnostics I

1 Select the

masses for the —SelectMassesta Ramp—  —Ramp Parameters Use
ramp. ﬁ\ Mass (m/z) - Parameter I AccFocus -  Height
Ref A CalB Jrore | [F]118.086255 Fram 00 y © Area
2 Select the [F] 322 048121
[Fl 622 028960 e Ta |23E|El 4 " Resolution
parameter to LC| LC _
I [#] 322009738 e Size s ¥
vary. M Jwaste [#]1221.990637 S e
— _IL, Settling Time IEDDD Hsec
] »
3 Select the Pts to Smooth ID vl
variable to Al ere Peak Detection 4Window
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, you mustalso - = - = -
. X Transfer Optics Beam Shaping TOF Detectar
do a calibration. Fragmentar [225 v || ostoc2  [az10 v Pusher 1250 y | | MCP E50 "
AU'tOtU ne a'n d Skimmer IBD W lon Focus I.gu 4 || Puller 800 W PRT 774 W
O'UIthur;_ebmc_l'Jde OCT BFY  [250 W Hariz 3 3050 4 || Puller Dffset [32 W Amp Uttset 1974
mass call ration OctDC1 [3650 v || Wetd 3060 || AccFocus [4350
with one mass. . . - Pulser
—Parameters File—— | Top St 2050 4 || Mimar Front  |.5500 Y Pulze Wwidth |1 25 counts /

After you do a tune, I— Bot St 060 v|| MirorMid  [937300 v pulse
the optimized Slicer Tom0 v || MinerBack [feEm W Pulse Delay |25 conts
parameters appear
in the Parameters Load... | Save | Save hs... |
panel.
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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

Cycles/Sec  Scanz/Sec

IDD.SS W

—Stop Time [rata Storage [Seq.) LC Stream [Seg.] .

& NoLimit /& Pump abs Centoid[q0g counts

! " Mone & M5 Threshaold
" StopTime )
i ‘9 [Feils Rel. Centraid % counts

1.00 Minutes " Centroid ™~ Wwaste Theshold 0.0 =
— Data Acquire [Seq.]

;1:;;8: |2DD To |350 iz Approzimate b aximum Mass: lm

Tranhsients/Scan

I‘I 0ono

Custom Maximurn Mass: |35?1 il
Length of Transients: |1 045332

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

1 A WN

Click Apply.

Click the MS-TOF tab of the Method pane.
Click the Data tab within the MS-TOF tab.
Select MS in the LC Stream (Seg.) section.

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.

Select Change.

Click OK.

O N O CT A WN =

Right-click the chromatogram display.

Highlight the TIC signal in the list of Selected Signals.
Set the x and y axis ranges.

Right-click the spectral displays.
Select TOF spectra >Line or Profile.
Monitor the baseline and spectra.
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View the system logbook 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 Wiew Tools Worklist  Run  Help

Layouts: I defay j

j wharklists: | 11 k) j

Methods: I ESlautotune.m

= o ERE @< [ | swR1Fi | sTriigy | STor @ (i)
Select System Wisual Basic Edito AlE+F1L -
Logbook Viewer from "> Pl OR, click the Log Select Columns

the Tools menu.

‘well-plate Type Efitor. ..
Syskem Logbook Yiewer

Click icon to find or
filter an event, or to

show or hide a

Mo Event Messages

iog| Logbook Viewer-

icon.

gilent'\Picard‘,SysLogbook.log
I Edit  Wiew Toals Help

Find

%lil | ﬂlfl/ Filter Events

=|H| 2|

L1hd

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
print 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

04/03/2003 11:20:12 AM
04/09/2003 11:20:12 AM

Instrumer.
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

04/08/2003 11:20:12 Ahd Instrument G1376A_1 (DENOOOOOOO):Pressure at end of run: 17794 bar
04/09/2003 11:14:13 A Instrurnent G1377A_1 (PPOD0D00S0)Injected from Vial 3
04/08/2003 11:14:13 Ahd Instrument Instrument 1:Collecting data
04/09/200311:14:12 AM Instrument G1316A_1 (US54000249):Right temperature at start of run: 19.97 deg. C
04/08/2003 11:14:12 A Instrument G1316A_1 (US54000249):Left temperature at start of run: 20.36 deg. C
04/09/2003 11:14:12 Ahd Instrument G1376A_1 (DEDDDONODD):Pressure at start of run: 172,22 bar
04/08/2003 11:13:48 Ahd Instrument Instrument 1:Injection
04/09/2003 11:13:22 Ahd Instrument Instrument 1:Run started
04/08/2003 11:13:19 A Warklist Sample Description = Description
04/09/2003 11:13:19 AM Worklist Sarnple Eqgulibration Time (mins) = 0.000000
04/08/2003 11:13:19 A Warklist Sample Injection Volume (k) =-1.000000
04/09/2003 11:13:19 Abd WWarklist Sarmple Data File Name = CAPE Sciex DatalProjects) ExampletDatal eete st wiff
04/08/2003 11:13:19 Ahd WWarklist Sample Data Analysis Method =
04/09/2003 11:13:19 Abd WWarklist Sarnple Acquisition Method =
04/08/2003 11:13:18 Ahd WWarklist Sample Position = Vial 3
04/09/2003 11:13:18 Ahd WWarklist Sample Name = eetestd
04/08/2003 11:13:18 Ahd WWarklist Sample Identifier =
04/09/2003 11:13:18 Ahd WWarklist Acquisition Run Started for Sample
04/08/2003 11:13:18 Ahd WWarklist Interactive Sample Run Started
04/09/2003 11:12:45 Ahd WWarklist Interactive Sample Run Complete
04/08/2003 11:12:45 Ahd WWarklist Error in Running Interactive Sample
04/09/2003 11:12:44 Ahd WWarklist Error in Storing Sample Information in the Data File
Error in Creating Data File "C\PE Sciex Data\Projects|Example’\Data)eatest? wiff". "
04/03/2003 11:12:44 A Warklist File could be Locked or the Path is Mot “alid. Try to stop and restart Analyst Service
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Step 3—Set up acquisition methods

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!

Ly
1

6 Saveand

print the
acquisition
method

5

Enter LC
parameters

Set up TOF
signals for the
real-time plot

NV

Selectpolarity
and enter TOF
parameters

il

v
Setup to
change TOF
parameters
during run

!

\4
Enable

reference
mass
correction

24
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Enter LC parameter values

You can also enter
pre-run/

post-run scripts in
the Properties tab.

L :
Sample I Properties h WPS I Bin Pumpl Colunin 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

Setup |limete¢l/ﬁ:tionsl
: ) Apply |
—Flowr —Stop Time
Flow/ I_D'B _:II aldmin Mo Limit S
(:'I‘I _,::‘ i |
/76(0IventH
1 & I —Past Time .
mo % & o If you click Apply,
20 the parameters are
o S min sent to the
—Solvent B
o] A instrument but are
= —Pressure Limit
Vs = /,2. o [T s e [ = NOT saved to the
- n; N ar anl - ar
= = method.

overwritten the next time you upgrade the Agilent software.

Enter TOF parameter values

1 Selection lon Source I Fef Masses I Chromatagrarn h Tune I Calibration I Parametersl]
polarity. fEsi =] s SGeg) T —
Jon Folaiity Gas Temp IBDD = IBD _ = Fragmentor |215 W
(+ Positive = Megative
/ . mirimurn @ Skirnrner lgg— W
2 Enter TOF [~ Disable Screen Updates D s I?'D :;asft coltrr:;tuvalue Sl
. el aul
parameters in Edit Time Segrerts Nebulizer |15 all Time Segmentf OCETREY [250 W
the Data, and Time [minutes] Scanz ESl Soan] v
) l— r an| )
Acquisition tabs —IAdd . Cepilay  [aon ol [0908 pa  Chamber [320 " b
ol | F r- Add |
Modl [rel | /
You enter these values for the initial Right-click each field to All entries in the Tune,
time 0.0 min and the whole run and for find the maximum and Calibration and Parameters tabs
one scan, unless you add other time minimum values. are not saved with the method.
segments and scans. See the next page.
Agilent 6210 TOF LC/MS System Quick Start Guide
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Set up to change TOF parameters with segments and scans

For the initial
run time of 0.0
and 1 scan, enter
TOF values.

Enter the next
time for which
you want to
change
segment values
and click Add.

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

For each scan,
change a value

or values.

lon Source
’7|ESI | [Esi

ESl{Seq) }

lon Polarity
& Positive © MNegative

" Disable Screen Updates

Edit Time Segments
Time (minutes)

8]

tab for each time
segment.

You can also change
values on the Data

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

WS TOF (Scan)|

Gas Temp |350 c |350 c Fragmentor |225 v
Skimtner IBU W
Dirying Gas I]gg I/min |12 1{min
Nebulizer |35 psig |35 peig OCT RV |25El v
— ESl(Scan)
Capillary — [3000 v Copillary oo n4  Chamber ID.DD A,
Add
Del

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 6210 TOF LC/MS System Quick Start Guide
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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 Farameters I Disgnostics I

reference mass I~ Enable Reference Mass Correction - Reference Masses
correction. ] Vs Bt [F]121050873  [F]2121.833152 ——
[F]322048121
2 Mark Bottle A —Auto Recalibration Parameters————— EBZE.DZS%D
to use the Average I—H scans |Z|922.DDQ?98 Edit pass Lists...
. 1221 390637 -
Ag:llent d Reference Mass—————————————— Ewm 571475
reference std. g :
Detection  [gg
Detectio | aam Eym.aszm
3 Set tlfe auto Minimum 30 ounte
recalibration Height / CheckAll Check None
parameters.
4 Mark the
massesthatyou . listis blank ta different
e listis blank or you want a differen i
want to use for _ y _ If you want to.crleate anew mass |.ISt or
the correction list for another standard, click the Select modify the existing default lists, click Edit
Masses button. Mass Lists. See next page.
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1 Select the \

Edit mass list

Edit Mass Lists

—Mass Lists

Meme [Defah &I

—Masses (mfz)

119.036320

Add
default mass
. - 316.013789
list for your ion §55.991005 Moy
955.971923
source and 1256952761
. 1556.933600 [DElete!
polarity. 1855.914435 4|
2155.895277
Enter a new
name into the
Name field Polerity Negative |
lon Source APC) -
Extended
— IAPCLNngDeIauI( s
Click Save As ~ FHassbiss \ The Save As New List
New List. Nama [esdemd] I button appears when you
enter a new Name.
APCI_Pos_Default
ES|_Meg_Default Delete List
ManoESl_Pos_Default
MALDI_Pos_Default s 2a
ManoESI_MNeg_Default Lizre 5 New
MALDI_N Default
APCI e Defout All the other grayed out
Eol s ee buttons appear when you
- click Save As New List.
Add or delete
masses to the ~Maszes (mfz)
new list.

—

5 Click Save List.

28

119.036320

316013759
B55 981085 Modify
955471323

4PT]_Pos_Rei_Default
APFI_MNeg_Default
APP|_Pos_Default
ESI_MNeg_Default

Add

2155895277
ESI_MNeg_Ref_Default
ESI_Pos_Default |
Palarity Negative -
lon Source APC) -
Extended
s IAPCLNeg,New

Close
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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 | Acquisition | Fef. Masses | Chramatogram | Tune | Calibration | Parameters | Diagnostics |
Al -
atogram Detail e Chromatograms
Type [T - Al

Label [Tic Add >

M odify
Scans

Offset [in % F
X Scan 2
f-anis range IWDDDUDU counts Scan 3

Scan 4
Add Chromatogram with index |

Delete

s

Save and print the method

Fil= Edit View 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.

LaPUUt31Idafaull j Methads: IESIautotunem j whorklists: | 1wkl j
EEEE R X 0 E E DS swi s s e G

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  »

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

fesent "Mn_rk_hfh > ¥ Al configured devices [#]1G13158_1: DAD
_l Acquisition Method | 4 []G13164 1- Calumn
= Real-time Flot ¥ Device specific setpoints [Pl G1367A_1: WhS
X [F1G18684_1: MS TOF
Worklist
Instrument Configuration

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.

—>
Start 1 Setupand 2 Setupand
run an runa
Here! interactive worklist
sample.

v

3 Printa
real-time
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 View Tools ‘Worklist Run  Help

Agilent 6210 TOF LC/MS System Quick Start Guide

| Lavots:[deau x| Methods: [ESlautotune.m Tl workists 1wk =l
I ﬂm“ew 'R X [z TRt STaRIg] S1or @
Save 3
1 Open a method Jave fs... ' 6 Click this Start to
using the menu Fri... i run interactive
item or the Recent Methods b single samples.
c bo bar Recent Worklists  #
om . —
Exit b Select Acquisition
Only.
2 Click the Sample : _
. Sample | Properties I WPS I Bin Pump I Column I DAD I MS TOF I
tabin the Method [ - Run
pane. Hame: IBBSB Pogition: I\,l'\a\ 1 Run Type: Standard Start h
Part of method ta run: £cauisition Dnly -

3 Enter the Sample Custom]: I Customz: I Operator Mame: l—
name and custom “Data Fi ‘wialt Time for Ready: 10 [rin)
variables. Marme: lw Project: Im Injection Wolume: |1— [ul)

4 Select a proiect Path: IC:\F‘E Sciexn D atabProject:\Default\D ata . | Wigw 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.
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Set up and run worklists (e.g., empirical formula confirmation)

File Edit View Tools Worklist Run  Help

Lapouts: I default j Methods: I ESlautatune.m j Worklists: I .kl j
EEEE 4 e e X o E S 5w swilg s e G
I ||_ | 5 ample Name | Sample Position | Acq Method | DA Method | Data File | Sample Type | Inj Yol [nl) | Comment |

Yi s |iial 1 | default.m | default.anm [[dataT. wiff JUrknown
e Add Multiple Samples...
1 Right-click here to rdd sample Add Muitple Sar
bring up the worklist Add Script... Sampts Itormaton | Sarmple Posiio |
shortcut menu. HE Sampla Nerme
Copry Row(s) Hame: [asrpie ¥ Append Couner
Add Copied Row(s) Suthoe Courtior
- Delete ROW(S) Mumbier of digpbs: (1 Start Value: 1 Slep. 1
2 Select Add Multiple
S les to add Add Column(s).|. ;
a'!‘p estoadda A Show/Hide Columns... Eoatle
Hame: liztDat: F Append Countey
series of s_amples to Worklist RBun Parameters.., . fiondcOma peneEeEt
the worklist. worklist Report. ., Mumber ol digts; [T Satvaue I Sep [
Import Worklist...
Wirap Path:  [C:\PE Sciex Dioto)Frojects\ Default\Data. =
v | Track Worklist RLn
|— 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 L
empirical formula. default.anm to Bath. ey Progrem Filesbagilenty TOF Soltwaneid J Mamn Im
produce an e.mpm.cal .
. formula confirmation N
4 Enter the generic report.
s
name (Formula_x) T =
and formula for an v
EFC column.
Caolurnn Information
Empirical Formula Canfirrnation
MS Parameter Sample Name
User Defined Column name: |— [1Rack Code
[ Rack Position
[ Plate Code
pis [ Plate Position
YOU can alSO add vl Sample Position
batches of samples S?fﬁ“i“
a ] etho
. . Data File
whose information and Cancel amale Type =
data you may want to /
keep together. :
YOU can see an / Show All | Default | Hide All |
example of the You can also §elect Show/Hide [ ok | comes |
resulting worklist on columns to hide unnecessary
the next page. columns.
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Thisisan example of Sample Name | Sample Position | Acq Method | DA Method | Data File Formula
the resulting sulfa.] o aNd02S ]
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 ‘Waorklist Run Help
La.‘u'DUl&Idefault j MelhDdSiIESIautotuna.m\ j ‘wiorklists: | 11wkl
EEEE s RR X @S E ] sw s sore @
If Track W.Ol‘k|lst 1s 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> |sulfa? F1-G7 eetest].m defaultanm | sulfal02wiff |CIHTO0N40252
running is 3 |sulfa3 1-HE eetestl.m defaultanm  [sulfal03wiff  |C10H3CIN4O2S
T g 4  |sulfad /P1-H7? eetestl.m defaultanm  |sulfal0dwiff  |C12HT4NAO4S
highlighted blue.
4
Worklist
Print a real-time plot report
File Edt Wiew Tools Worklist Run Help
LGPUUlS-IdefauIl j MEthdS-IESIautotunem j wiorklists: | 11wkl j
« Toprinta B w0 R X | @S IS s smig)sior® ¢
,
real-time plot M 4
report during the S
run, select Print — 5 — Selectwhatto include in report
. E— ¥ Spectum plot 1 ¥ Specirum plot 2 ¥ Ch u lat
> Real-Time Plot. Recent Methods  » oA
Recent Worklists ¥ — Selectwhere to output repart
™ Screen
—— | Rea-imeFlot
Worklist |C\Agi\ent\P\Eard\repnns\RTPrepDrthlm EmLI
Instrument Configuration ¥ Frint |\\WSE'3F'593\SESBDDS Print Setings
oK I Cancel |
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Modify the worklist in progress

Sample Name Sample Position | Acg Method | DA Method | Data File | Sample Type Inj Vol (pl) Comment
You can modlfy any 1 |estest! P1-Al estestl.m defaultanm  |eetestiwifft  [Unknown 2
2 |eetest? P1-AZ eetest?.m defaultanm  |eetest2wifft  |Unknown 2
row below the row 3> |estest3 P1-B1 eetesti.m defaultanm  |eetestiwifl|Unknown B
4 |ectestd P1-B2 eetestl.m defaultanm  [eetestdwifft  |Unknown 2
located under the 5 [ectests R petestim |defaultanm |seteswif_|Unknaom 2
: 6 |ectests P1-C2 eetestd.m defaultanm  [eetestbwifft  |Unknown 2
running row (shaded 7 |eetest? PIoi eelestim _|defaultanm |eetest?wifl |Unknown 2
b|ue)_ 8 |eq Sample Name Sample Position | Acg Method | DA Method | Data File | Sample Type Inj Vol (pl) Comment
3 |81 [eetestl P1-G1 eetest?.m defaultanm  [estest Twiff  |Unknown 2
10 led 12 [eetestiz P1-H1 eetestd.m defaultanm  [eetestZwiff | Unknown 2
If the last selected U R EREETE Fi-Ag petestim _|defaultanm |setesti3wif _|[Unknowm 2
H . 28 14 |estestld P1-AB eetest?.m defaultanm  [eetestl4wiff | Unknown 2
row is eXeCUtlng, 3 15 |eetestlh P1-A7 eetestim defaultanm  [estestiBwiff  |Unknown 2
16 |eetestlB P1-B7 eetestl.m defaultanm  [eetestiBwiff | Unknown 2
then a” rows are 17 |eetestl? P1-B6 eetest?.m defaultanm  [estest Zwiff  |Unknown 2
locked. 18 [estestis P1-85 eetestim defaultanm  |eetestBwift |Unknown 2
19 |eetestld P1-Ch eetestl.m defaultanm  [estest Gwiff | Unknown 2
20 |eetestel P1-CE eetesti.m defaultanm  [eetest2lwiff | Unknown 2
21 |eetest?] P1-C7 il ~ ||defaultanm  |estest?21wiff | Unknown 2
APClautotune.m
defaultm
When you place the ‘ St ;
Worklist
cursor on the row to be B arotne
. . . Other... i i d i i 3
edlted, tracklng is For Help, press F1 . rogram Files\Agilent\TOF Sof_tware\memods\eetestl.m \(?.\Program FileshAgilenty
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 7 |estest? P1-D1 eetestl.m defaultanm  |eetest?wiff | Unknown 2
ackon, you must 8> |eetestd P1-D2 eetest?.m defaultanm  |eetestdwiff | Unknawn 2
H 9 |estesty P1-E1 eetestim defaultanm  |eetestlwiff | Unknown 2
CheCk the WOrklISt 10 |eetestll P1-F1 eetestl.m defaultanm  |eetestQwiff | Unknawn 2
menu item' Track 11 |estestll P1-G1 eelestZ.m defaultanm  |eetestl Twifl  |Unknown 2
A 12 |eetest12 P1-H1 eetestd.m defaultanm  |eetestiZwiff | Unknawn 2
WOrkI|St 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 > J' "'IQ;;;" drh x| Methods: |ESlautatune.m | worklists: | 1wkl
Worklist to print the ) B X | [Tl e [ | reane SR | nvane@nl prandd —aa
- Save 3
worklist report. ! o
Save As... L4 i Selectwhat to include in report
BNt v (Repnn column ‘
I Include instrument canfiguration Al @& Yisible

Acquisition Method
Real-time Plot

_ Selectwhere to output report
Worklist
(ot }———p ..,
= 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 5—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
and open data
file

5 Customize the
data analysis
method,
default.anm

2 Review
signals/
chromatograms

3 Review
spectra and
sample
information

4 Setupand
generate a
parameter
optimization
report
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Start the Analyst QS software and open a data file

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

File View Favorites  Tools  Help |

‘ @Search (5 Folders @ | 3 0B X ey | -
Address ID C:\Documents and SettingsiAll Users\DeskbopiAgilent TOF Software d WGD ‘

e
e

Mo R i#
=l LN

Pata Analysis Syskem System TOF Help TOF Offline TOF
ethod Editor  Launcher Laghook

|Munit0rs and controls the Agilent LCJMSD TOF instrument 1,71 KB | MMy 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
S50 ¢ > 0B T 6 T 5 B 3R 28 2 A B % % 6 0 B %, )
=l

B2 | mp

58 Configure
e Security Configuration

Explore

£ Open Data File

= @ Open Compound Database
& Quantitate

& Quartitation YWizard

: Feview Results Table

Agilent 6210 TOF LC/MS System Quick Start Guide



Review signals/chromatograms

1 Right-click on
chromatogram to
bring up the
shortcut menu.

2 Do any of the
bulleted tasks on
this page in any
order that you
want.

List Data
Show Spectrum
Show Contour Flot
Extract Ions...

¢ Select List Data

Save to Text Filg..
from the shortcut

Chromatogram. ..

311.08

See the next page to learn about
spectral operations with Analyst.

¢ Drag the cursor across a
peak and select Show
Spectrum from the shortcut
menu to see the mass
spectra in the peak

To zoom into a

e Add Capton...
menu to see the T3 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 e Select Extract lon from

Finder Parameters.dll to
change integration
parameters.

Script Help

the shortcut menu to
produce an XIC (EIC)
chromatogram.

Agilert Peak Finder Farameters.dl

Diata File Export.dl
deleteothers.dl
Farameter Sptimization.dl
Signal-to-Moise.dl
Wigw-Method-Setpoints. dl

Method Setpoints by default are saved with the
data file. Use the tool TOFSystemConfig to change
whether Method Setpoints are saved. See the
installation guide for more information.

. Agilent Peal Finder Parameters

Feak Filters

Absolute height threshold

ID counts
|1 % of maximum
Maximurn number of peaks |9|

Felative height threshaold

Setto Defaults | Advanced Parameters ..

o ]

Cancel | Help
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Review spectra and sample information

_
Right-click on

spectrum to bring
up the shortcut
menu.

1 5e8 1015

1.0e6 4

. counts

Select View

Actuals from the
shortcut menu to
see the real-time

TOF parameter

n?
b A L

T~

+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 150
. =
to recalibrate the %
TOF from Analyst. | ,; 100
(&)

Wign Actlals
Re-Calbrate TGF

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

=-Log Info
é----Co\umm Oven
L Column Cven
= Acquiisition Info

L Agilent Mass Spectrometer,
Quant Info
E-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

Agilent 6210 TOF LC/MS System Quick Start Guide



Set up and generate a parameter optimization report

Script Help

1 Select Script >
Agilert Peak Finder Farameters.dl

Parameter _
Optimization.dIl Data Fie Export.dl
in the Analyst deleteothers.dl

main window.

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

View-Method-Setpoints.dl
Select the data file to use for the Parameter Optimization Report.
2 seIeCt the \Qva\lab\e Data Files: P.0. Samples for: C:A\PE Sciex Data'Projects\Default\Data’ sss 3.wiff
samples for (] ®rmstest] wif e Sample Name Fragmentor
emetest? wiff =
the report. ametastiwill 5! 100
emetestd wif ) 200
[#] Enolase101702a_Spsig_ cuvtwifl
3 Continue " N 200
.
through the

wizard, then
click Finish.

Cancel Help
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Customize the data analysis method for empirical formula confirmation

1 Click the Data Analysis
Editor icon in the 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 hy
rerunning the worklist in
Data Analysis Only mode.

40

Data Analysis Method Editor - C:\TOF Data‘damethods'mfe2.anm == il
File Edit Help

D H| S[=

Froperties | Formula Confirmation |

Chromatogram | Spectum | Targethass | Screening | Sampis Purty | Repor Options |

[T Include sample purity results
Positive excluded masses

—Algorithms t
gorims o Mass | Description
¥ EIC/TIC percent area
™ TIE percentares
T Uk percent ares.
Delay ime min
Insert Eemove “alidate

I=| ADC percent area;

0
Delay time IU— min

Negative excluded masses

& Use |argesthiBDpeak € Use all M50 peaks Mass Description

Moise threshold: 1 %

— Calculation used for gqualification

EIC{TIC percent area

Qualification level

“I‘_

Insert Femove “alicate

Properties ] Formula Confirmation |

Chromatogram | Spectum l Target Mass IS Enmg Report Options |

¥ Use database for screening

Formula detahase Idefau\t o5y Browse...
Fetention time tolerance; i 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 menu 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

I;- Mass ist repon by |
eTade Qunrnon of BmECel Tmles

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 menu 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.

b 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.

1 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

Add >
<- Remove
Mave Up
[z [ ety
ok I Cancel
& nata Analysis Methad Edlitor - G:\Pragram Files\Agilent\ TOF Software\damethods \default.s =15 x|
B Edt Hep
D e | & =
Froparins | Mass List |
Ropon Typs | Chrometogram | Spectum | Fomuls Genossson Ropont Options |
© Mags st repon only
|  Include generelion of empiricel formled
ion SCreening soarch
Properies | Mass List |
Report Type | Chromatogram I Spectum ] Formula. Generation Canfirmation Screening | Report Options |
i~ Elements and limit
: )
Hass oleronce: pem z Elements | Min number| Maxnumber
1c 0 100
DBE range 05 t [30 —n @ 20
Electian state: Even - ElL 0 10
4|0 0 ]
Number of charges: |1 A AL 0 0
B|Na 0 1
Report option: 7P 0 0
8|S 0 2
e number of results: i ils] i 1
Sortresults by mass enor v
Insert | Femave | Validate |

The Mass List Report including Empirical Formula
Generation identifies valid molecular 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.

P select DA Operations x|
r~ D& operation:
Available operations Selected operations
Molecular Feature Extraction
Formnula Confimation T
<-Remove
Hovelln
Wove Do
oK | Cancel
& nata Analysis Methad Edlitor - G:\Pragram Files\Agilent\ TOF Software\damethods \default.s =15 x|
He Edt Hep
D= =& =

Froparins | Mass List |

Ropon Typs | Chrometagram | Spectum ConSmation Scraaning Ropont Options |

 Mass list repon only

 Include generation of empincal formules

& Inchude contrmation screening by delabese search |

!

Propertes | Mass Listl
Report Type | Chromatogram ] Spedvuml Formula Generation ] Confirmation Screening ] Report Options

General I Positive lon ] Negative lon I

Formula detabase: Idelault ooy Blianse
Mass tolerance: 5 ppm ¥

Retention time tolerance: |1 ming

Report options

Sortresults by mass error A

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|

DA aperation:

Available operations

Selected operations

< Hemnve
ane Up
ane Doy

ok Cancel

& nata Analysis Methad Edlitor - G:\Pragram Files\Agilent\ TOF Software\damethods \default.s =15 x|

Be Edt bep

D e | & =

Froparins | Mass List |

Ropon Typs | Chrometagram | Spectum ConSmation Scraaning Ropont Options |

 Mass list repon only

 Include generation of empincal formules

& Inchude contrmation screening by delabese search |

!

Propertes | Mass Listl
Report Type | Chromatogram ] Spedvuml Formula Generation ] Confirmation Screening ] Report Options

General I Positive lon ] Negative lon I

Formula detabase: Idelault ooy Blianse
Mass tolerance: 5 ppm ¥
Retention time tolerance: ,U— mins

Report options

Sortresults by mass error A

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|
D operation:
#Available operations Selected operations
< Hemnve
ane Up
ane Do
i3 Cancel

& nata Analysis Methad Edlitor - G:\Pragram Files\Agilent\ TOF Software\damethods \default.s =15 x|

Be Edt bep

D e | & =

Froparins | Mass List |

Ropon Typs | Chrometagram | Spectum ConSmation Scraaning Ropont Options |

 Mass list repon only

 Include generation of empincal formules

& Inchude contrmation screening by delabese search |

!

Propertes | Mass Listl
Report Type | Chromatogram ] Spedvuml Formula Generation ] Confirmation Screening ] Report Options

General I Positive lon ] Negative lon I

Formula detabase: Idelault ooy Blianse
Mass tolerance: 5 ppm ¥

Retention time tolerance: |1 ming

Report options

Sortresults by mass error A

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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In this book

This book contains brief
instructions to help you get
started with your Agilent 6210
Time-of-Flight TOF LC/MS
system. This books shows you
how to:

¢ Prepare the instrument for a
run

¢ Set up acquisition methods

¢ Set up and run an
interactive sample and
worklists

¢ Review data

To submit comments about this
guide, send an e-mail to
feedback_lcms@agilent.com.
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