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NOTICES

« All rights reserved, including those to reproduce this manual or parts
thereof in any form without permission from Shimadzu Corporation.

» The information in this manual is subject to change without notice and
does not represent a commitment on the part of the vendor.

* Any errors or omissions which may have occurred in this manual despite
the utmost care taken in its production will be corrected as soon as
possible, although not necessarily immediately after detection.

» Maintenance parts for this product are provided for seven years after
production has stopped. Please note that we may not be able to provide
maintenance parts after this period. However, for parts that are not
genuine Shimadzu parts, the period of provision is determined by the
manufacturer.

* The contents of the hard disk in a PC can be lost due to an accident.
Back up your hard disk to protect your important data from accidents.

» If the user or usage location changes, ensure that this Instruction Manual
is always kept together with the product.

 If this manual is lost or damaged, immediately contact your Shimadzu
representative to request a replacement.

» Windows is a registered trademark of Microsoft Corporation in the United
States and/or other countries.

» Third-party trademarks and trade names may be used in this publication
to refer to either the entities or their products/services, whether or not
they are used with trademark symbol “TM” or “®”.

» Screenshots of Microsoft products are used in accordance with
guidelines from Microsoft Corporation.

» Original version is approved in English.

©2022 Shimadzu Corporation. All rights reserved.

Specific model names are not indicated in the descriptions common to
LCMS instruments.

“LCMS/MS” is indicated in the descriptions common to LCMS-8045 CL/
LCMS-8050 CL/LCMS-8060 CL/LCMS-8060NX CL.
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Types of Manuals

Five Instruction Manuals are provided with LabSolutions.
You can also refer to the software [Help] menu to confirm screen settings.
The following shows how to make the best use of the manuals.

B Getting Started Guide —

LabSolutions™ CL

This manual is for first-time users.
Follow the sequence of procedures in this guide to gain an
understanding of basic LabSolutions operations.

M Operators Guide B System Users Guide
This manual gives comprehensive This manual describes system
information about overall data acquisition administration and data administration.

operations in LabSolutions, such as
system configuration, data analysis,
batch processing, and report functions.

M Data Acquisition &
Processing Theory Guide

This manual describes the theory of
peak detection and quantitation of
sample components. It is written for
advanced users.

B He'p The meanings of symbols used in this
manual are as follows.

Refer to the on-screen software Help

. Nad Useful advice for convenient
menu if you want to know more about 9.“.,. nstrument operation
screen settings.

ﬂgb Shows where to refer to.

Reference

. Additional information that
VTips

may be useful for instrument
operation
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What LabSolutions Can Do

LabSolutions software is very easy to use, while incorporating high-grade functions. It provides
powerful support for automating and improving the efficiency of sequential data acquisition and
analysis operations.

Use LabSolutions to perform the following operations:

» Data acquisition and control of analytical instruments
» Data analysis and viewing of data
» Creation and printing of various customizable reports

System Structure

This Getting Started Guide describes data acquisition operations with the assumption that the system
includes the following instruments. Mass spectrometer is not available depending on the system
configuration.

The chapters with the suffix “(LC)” is for the system without a mass spectrometer. The chapters with
the suffix “(LCMS)” is for the system with a mass spectrometer.

High-pressure gradient system

» System Controller --- CBM-40 CL e Pump oo LC-40D XR CL (2 units)
* Column Oven -------- CTO-40C CL * Detector «-+veeeeeeeeee SPD-40 CL

» Autosampler ---------- SIL-40C XR CL * MS Detector --------- LCMS-8060NX CL

* Degassing Unit ------ DGU-405 CL

4 Getting Started Guide



Acquisition Conditions

To acquire data as described in this Getting Started Guide, prepare a column, mobile phase, and

samples as follows.

LC

LCMS

Shim-pack VP-ODS
(150 mm L x 4.6 mm I.D., 5 ym)

Pump A = Water, Pump B = Acetonitrile

1.0 mL/min

40 °C

254 nm

10 pL

Mixtures of para hydroxy benzonic acid ester (paraben mixed
sample) 10, 20 and 40 ppm standard samples, and 2 unknown
samples

Shim-pack XR-ODS
30mmx2.0mm D, 2.2 um
(Shimadzu P/N 228-41605-91 or equiv.)

(©

Binary Gradient Mode

Pump A: 0.1 % formic acid solution

Pump B: 0.1 % formic acid solution /
99.9% acetonitrile

A

Samples used for optimizing methods

A (Procaine): 0.5 ng/uL solution

B (Verapamil): 0.5 ng/pL solution

C (Warfarin): 0.5 ng/pL solution

Samples used for creating calibration curves
A, B, C 0.01 ng/pL mixture (standard sample)
A, B, C 0.05 ng/pL mixture (standard sample)
A, B, C 0.1 ng/uL mixture (standard sample)
A, B, C 0.5 ng/uL mixture (standard sample)
Unknown (to be quantitated) sample

(A, B, C 0.075 ng/pL mixture)

SE0
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File Types

Data file (.lcd)

This file contains all analysis results and acquisition information from the
following files.

Method file (.lcm) Batch file (.Icb) Report format file (.Isr)
Acquisition conditions, This file is used for This file is used to print
analysis conditions, continuous data acquisition data acquisition results.
calibration curve of sequential samples.

information, etc.
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LabSolutions Main Window

The analytical instruments connected to the PC are
displayed as icons.
Double-click an instrument icon to start the [Realtime

Analysis] program where data acquisition settings
are set and data is acquired.

Lallslutions CL Main (System Administrator) — O >

Eile ¥8w Process Window Help

@& ?

—

Instrument 1

s N

Displays the icons for the [Postrun Analysis]
program (data analysis), and the [Browser] program
(chromatogram display and quantitative calculation
of results).

Displays the icons of the system administration
programs for setting security policies, performing
user administration and accessing the log browser.

Displays the icons for the various PDF manuals and

W) Help menu provided with LabSolutions.

LabSolutions Main Programs and Main Windows

[Realtime Analysis] program [Postrun Analysis] program [Browser] program

)4 ¥ )4 ¥ ¥ ¥

[Quant Browser]
window

[Realtime Batch]
window

[Data Acquisition]
window
for acquiring data

[Data Analysis] [MS Data Analysis]

window window
for analyzing data for analyzing data

[Data Browser]

window

for analyzing data )
for comparing data

from multiple
samples

for continuous data
acquisition

Getting Started Guide 7



The following example describes the

LabSolutions Windows

s welAane 3@

[Postrun Analysis] program window.
i i /’
e |
Title Bar
This bar displays the names (e SR S

of the current program,

[ IEE File Edit View Method Qualitative Quantitative Layout Tools Window Help

window, loaded file, and
other information.

licha s [Bn D=k i»7s%E" Hit- RAER/ 8 =@ )

Menu Bar

Toolbar

This bar displays the current window and menus
that are available based on the operating rights of
the current user.

This bar displays icons of frequently used menu
items and icons for operating analytical instruments.

Assistant Bar Data Explorer

Window

This bar displays This sub-window
icons for displays the names of
frequently used files in the selected
data acquisition folder.

operations.

Filename
1) Samplel

M5 ~
\ J \

In the [Realtime Analysis] program, [Data Acquisition],
[Realtime Batch] and other windows are displayed as
icons on the assistant bar.

In the [Postrun Analysis] program, [Data Analysis],
[Calibration Curve], [Report Format], and other windows
are displayed.

Switch the windows by clicking the icons on the
assistant bar.

(5]

Output Window

This window displays an operation history of data acquisition and error messages that occur.

E| Message: | Sub Message

,
m MS:k is the exchange time of the oil of a rotary pump. [

| Date | Time. Code | B
[2715/72008 [75720AM 57358 System Adm| _|
13

<[> ]\ message / RN

i »
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How to Open Windows

M Set the Data Acquisition Parameters and Execute a Single Run

Open the [Data Acquisition] window from the main window. ﬁu& Single Run (LC)

V¥ Main window =
{4l LabSolutions CL Main (System Administrator) - u] X Reference o S I ng Ie RU n (LCM S)

Flle View Process Window Help

@ ?

rswmenTioe (Y [Realtime Analysis] program

a 74 Realtime Analysis (Instrument1-System Administrater) - [Data Acquisition - MethodTlcm]

Instrument *
9

{4l File Edit View Method Instrument Acquisition Data Tools Window Help
AF «k LR (OELdE ? i2o@ 0

4 o . My gl [
Ll [Data Acquisition] window =~ LI LIS &

L
=] U8 Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Method1.lcm]

pai 4l File Edit View Method Instrument Acquisition Data Tools Window Help
1H 2 = = A o =
Wil2@Hd <@ BEROEHE ? (2 @@L

Pl T BE@Ec=E0 (SHEERTBQR

|

Main LCReady MSReady
Acquisition Sample Hame

Sample 1D :
Diata Comment

Lc M5 ALL
[M5 Runring Time: 55.97 / 250 min Scantt: 0 lnten.: 0

4 px100,000

[Eventit: 1 Polaity: + Mode: MRM
T

B Data Analysis and Quantitative Calculations (LC)

Open the [Data Analysis] window from the main window. ﬁce4' Data Analysis (LC)

V¥ Main window

) 9@ Iq V[Postrun Analysis] program

E',::
Data Ay

Folder:

51 Chromatogram View

N
[

o \ebSolutons Sample C__~ my Wax nensity 107,701
] g 100{Peteer AZE T 8253 Tien. T
[ W - L 4 g
- oy’ [ Test 513 GO Mo o R o Mo S = o = DX o BN o R
= v Wax nensiy 107,701
o =L Detsctor AZSamm g 989 Tten Ex

" | i f\ A
\—/] 0 © Resuls View - Peak Table

B Method View Pesk IntegiatonPe 43 view (2 EGE)
. BEZE | @ ] Peak Tabe | Conpound | Group | Calbraton Curve ] tegration | dertfication | Guerttaive | Compound [

3046 562518 1076
5505 527123 &30 || siope: 1000 Wmin
Detector ACh1) - 8267 490019 41
fax Intensty - 107,701 otal 2132572 24| || Dt 0 i
T.0BL 1000 min
Vin.Area/Height: 1000 corts (e

Calcuistedby: @ Area @ Height |
b = = [<]5 |\ Detector A-chi ¢ < [0t Bl iy »
L [FR]TE] # uil] " Deto Ay |
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B MS Data Analysis and Qualitative Calculations (LCMS)

Open the [MS Data Analysis] window from the main window.

V¥ Main window

CL Main (System Administrator) - 0 X

File View Window Help

@ ? ¥ [Realtime Analysis] program

=

Reference

6. Confirm Single Run Results (LCMS)

\Data\Projectl

Filename

[+ sample1.lcd
1] Tutorial_Std01.1ed

B (8 R |

Analysis] window

[+ Tutorial_UnkDS.l...

Postrun Batch

[ centroid

[Jprofie
Overls

Absolute Inten

©® Relatve Inten.

Segmentdl B Pea ] Soanaln] Searen 1>
Max intensity © 14,183 [Method File Name]
Ty T TR S S e 3, Methdlien
Fiename oA s lees st s e
53 samplet 125004
[Sample Name]
To000]
| a
703 I} o1
|
5000 [Beauired by]
o] S adunisae
@ Daehcmied
! IR - g D aam
o 0 O M MM M UMY 5 ke
[EEES T
Eventt: TMRM(D+] Ret Time '36] -430]

Jnten (x10,000)

Base Peak 100/ 10360

WE 0020 AbS e,
i

030 Rel iien. 100 g

joten (x100)

9925 59, 5972 100, 10025 100, 10075
Eventfi: ZMAND+] Fel T : (06300 6400 504<>0.738] Scantt: (368> 374H341¢> 4311

ol mz

Base Peak 165/ _0

Wz 6500 Abs e,

nmmen—ml

Joten.

o2 T £
Evendfh 3MAM(D+) et Tme : [0632>0 642H05850>0.740] Scani: 369> 375H342> 432

675 L7

1

e

Base Peak 1633
nmmﬁl-n T g

6loo 16325

o5 675 16300

Ted2s

Tedso edrs mz

G Resuls View - Speciium Frocessing Table

DO Melhod Vien - Peak ntegiaion Parameters

[EER

M Continuous Data Acquisition of Sequential Samples

Open the [Realtime Batch] window from the main window.

V¥ Main window

LabSolutions CL Main (System Administrator) - a X

File View Process Window Help

D38| <05 (D=

R & L ? wliE g ?

v [ReaIEime Analysis] program

le Edit View Method Instrument Acquisition Data Tools Window Help
©© D

I1E? i oRERS

o

@ 7

LCReady PDAReady MSReady

S ample Name
5 ample 1D
Data Comment

ic [poa M A
[MS Running Time: 0,007 10.00 min Scar: O Inten.: 0

s
o biensty - 7332 [ Spectum | peak Tl | Conpownd [ Goup | Calbation Grve nteraton | identcaton | Quanttatve | Conpound | Group | Performance [ 41417
1L Raw Spectrum T v g
Top Time | Start Time| End Time | _Top Time | Start Time | End Time| Integration 3
Create SIM Table | T Auto(Area) Auto(Height) @ Advan,
wores [
| vt s -
Sope: EL
L k onfs 0 P
00 2s il n A/} K8~ b
0 BETE | e ]
Now
refence /- R€AItIMe Batch

Report
Fomat

V [Realtime Batch] window T o
E; CMS)] - a X
[#Eile Edit View Instrument Batch Tools Window Help -&x

38|« @6 ® (O ?
Su@ueEo ?

Method File Data File Level# | Inj. Volume Report Format File
Sebosten Saors
eroriin St
Meroriin Satas
Nerorien Saties
Method1Jem Unk0Tled Report1Jsr
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B Confirm Quantitative Results

Open the [Quant Browser] window from the main window.

V¥ Main window

File View Window Help

LabSolutions CL Main (System Administrator)

- o x

-
o

[retruments

AdlrmiristrEtian

2

izl

V [Browser] program

Browser (System Admin

View Tools Window Help

iDade |k Bk ([O=k
|

=l

[ samplel.lcd
14 Tutorial_Std01.lcd
o) Tutorial Std02.Icd
1] Tutorial_Std03.Icd
[oSmorialaink01.Icd
14 Tutorial Unkd2.led
o) Tutorial nko3.1cd
[ Tutorial Snkod.lcd

[ Tutorial, inlﬂS.l(d

B Compare Data

Open the [Data Browser]
window from the main window.

ﬁce 9. Qualitative Data Analysis

V [Quant Browser] window

B Vit G EED

e oo erenson | Qrsane | oot |G | arrmaee | epocr -
[ Wome [ Twe | i [ Aoaime | Goe
= — o ——

PN o P

V [Data Browser] window

u [TEFE | @ owooe]

ﬁce& Quantitative Data Analysis

Getting Started Guide

1



Chapter 1 Startup

1 Check the connections.

Ensure that all of the units (pump, autosampler, column
oven, and detector) of the analytical instruments are
connected to the system controller and optical link

cables.

2 Turn ON all of the instruments.

Turn the switch at the rear of LCMS-
8060NX on.

QM The switch is normally already on.

\J

3 Confirm that nitrogen gas and argon gas are being supplied to

the MS instrument.

4 Start the PC.

5 Verify that the [LabSolutions Service] icon in the system tray on

the Taskbar is green.

(s

Icon Color LabSolutions Status | Operation

Green Normal

Yellow Starting up Please wait

Red Error Please restart the PC.

12 Getting Started Guide



7

User ID:] : Admin ]

Log in
|
N
LabSolutions CL i
I | I
User ID: l "l [
Password: ‘ 9 | | Change Passward 5> |

LabSolutions CL Main (System Administrator) -

File View Process Window Help

m}

x

& ?
s

]

Imxm 4 Double cIick9

Getting Started Guide
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Open the [Data Acquisition] window.

:91/;". If the [Main] assistant
bar is not displayed,
click the [Main] button.

" Click [E] if the assistant

bar is not displayed.

/A |ealtime Analysis (Instrument1-Syst,

'« Administrater) - [Data Acquisition - Untitled]
le Edit View Method Inctr-s=nt Acquisition Data Tools Window Help
E1= 1P E_.E@E 2|0 ® D

S Hee M7
==

isEREEETBRRM?

|LcReady MSReady |

Sample 1D :
Data Comment

Lc M5 ALL
M5 Running Time: szlwm 00 min Scand: O Inten: 0
1.0 (x100,000]

0.7
0.5
Data 02
Acquistion
0.0 T T T T T T T T T T
s7.0 58.0 59.0 0.0 81.0 82.0 63.0 840 85.0 86.0 &7.0 83.0
Realtime Batch [Eventtt: 1 Palf+ Mode: MAM
4 plx100;
B el ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
105.0 110.0 115.0 120.0 125.0 130.0 135.0 140.0
O Instrum ameters View | Momal |[Advanced | End Time 6000 min |
9 2 = - sampler  AutoPurge
[Ready] must be displayed for all of the system !
components. an(+) |
Ay
() a

e Follow the recommendations below if

min)
[Not Connected] is displayed. E—

» Ensure that the power is ON.

» Ensure that instruments are connected correctly.

» Ensure that the system configuration settings
are correct in the [System Configuration]
sub-window.

14 Getting Started Guide



Chapter 2 Set the Instrument Parameters (LC)

The data acquisition method (instrument parameters) are saved to the method file after they have been
set in [Instrument Parameters View] in the [Data Acquisition] window.
This chapter explains how to set the instrument parameters.

Ll | =l
x
LCReady
= LC Running Time: 3.57 /10,00 min Detector &[254nm]). Omt
0=
i: LC Stop Time : 10.00 min
9’: Instrument Parameters Bisw ?@ dvanced End Time : 1000 min "l Dowwnload
llS\mpIeSetﬁngs l_:'\-; rog. | AutoPurge 6
9’ LC Time Program DebecborA
rd LC Stop Time: 10.00 | min Wavelength Ch1: 254 nm Set [Detec':or A] to .
0 Apply to All acquisition time wovdenghchz: | 25¢ | om @==={ Wavelength Ch1 : 254 nm
o e oo w | | EndTime £10.00 min
Mode: | Binary gradient v
L.:—_] Total Flow: 1.0000 | mL fmin & Oven )
Pump B Conc.: 45.0 % Temperature: 40 c @
! A
Mode : Binary gradient Set [Oven] to [+].
T.Flow: 1.0000 mL/min Temperature - 40 °C
B.Conc: 45 %

%ﬁ Refer to P.5 for details on data acquisition

conditions.

Reference

Refer to “Set the Instrument Parameters” of the “LC

Data Acquisition” chapter in the Operators Guide for LC
system for details on instrument parameters.

Getting Started Guide 15
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Save the data acquisition conditions.

4‘ LCReady
‘ The folder initially displayed here is the default
Save Method File As x folder.
S c o To change the default folder,
Saveir |’
MName Date modified ﬁcs “Default Folder and
GPC 2 5 Change the Default Folder” P.16 —
i-DReC 2 ==
i-PDeA 2/22 B
Demo_Method. lem 3

Demo_Sys5ui

ool Enter “Method1”. | |

Iiln..aé,..-h c,mmln

File name: U Method 1 lcm|

Click here to download the
data acquisition conditions
to the instrument.

Save astype: | LC Method File (*lcm

R 1

B Instrument Parameters Yiew Homales) ( Advanced Encl Time : 10.00 min @, Dowhioad

LabSqutions\

Default Folder and
Change the Default Folder

L] [ J
5 Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Methed1.lem]
] i ) ) a x
4L File Edit -_;\E-‘ jw trument Acquisition Data Tools Window Help Set this sub-window when Changmg
(o the folder or creating a new folder.
1
,___;____u.ﬁ ‘
o — =
Main Folder: ag ’ecthmer ® Lc Ready
Acquisition Ci\LabSolutions\Sample\LC o . - » F
B ® Z Lookin: [ Cr\LabSolutons\Sample\LC || dose | ‘
[’l ) Filename Modified D|
b ethod.l.. 3/10/2017 -y Manual | [ vew Foider.... | Detail..
sSuit_.  3/26/2011 msi'_bn':t'yn " ftem | Value] Settir] Units
MP hodlem /21720144 @ uitbatahepol Max ntensity Pump $
Resource R ¥ A o
&8 Library'farch S...  11/13/2015 3RS
= Sample
&8 Methof Jem 2/28/2022 GuideData
|2 PoA_MJ hodem  3/10/2017 Lc
&) Tutoria | dethod... 371072017 L MsMs
& Supplement a
. . - System :‘
This folder is the Temphte T ]
. 2.9 2.0 f.a min
default folder. UbLibrary
- Work v Help End Time : 10.00 min " T4 Dovomlo:
e e
2% pm | [ Temperature: 20
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LabSqutions\

Control Panel

Using the control panel, you can edit data acquisition conditions (instrument
parameters), check instrument status, and control the instrument. This section
describes how to set instrument parameters using the control panel. ®

et g i,
L4 =m ﬂ =a M\ AL
= ||t D G G ) @)
i pr—— & 5] B
Pump System A Mode A Injection Vial No. « .
Isocratic flow (362 140 Jc
B @ | fos ™ || This part is called control panel. The
. e instrument status can be checked.

A

Nomal [ End Time . 10.00 rin Method [Method lem | Tl Dowrload

mple Settings | L€ Time Prog.  AutoPurge

LC Time Program Mpetector A Oven

L Stop Time: Wavelengthcht:  [25% | om | [ Temperature: © ey iy
el el i ‘ Set data acquisition conditions
- gt [0 Jun (instrument parameters).

comparon (0100 m

min

Pump B Flow: 0.1000 J
Click here to download the data acquisition
9—‘ conditions to the instrument and to close
o= .
—— this sub-window.
_Qn_... Switching Display Settings
In the [Display Settings of Instrument Parameter View] sub-window, you can select displaying
either the control panel or the instrument parameter view.
| Realtime Analysis (No9-System Administrator) - [Data Acquisition - Tu:
File EdilView| Method Instrument Acquisiton Data Iools W . i
0 LC Chromatogram s L : e -
"7 [+ o]
_ (———| e o
Acquisition Data Explorer [‘]/
4] Assistant Bar b/
[—:I/ : Qutput Window 0 mi Delector AZS4rm} THT i
Toolbar > P
[ statusBa i
[]\;pl Settings of Instrument Parameter View ‘ n:J g
B—— —— ViEW ,/ =
gl osabigaazed | e B [ [ e e e e |
- - Analysis] program \CTmeProgen A Acasston Tme (oetecor 2 -
@ Open [Data Acquisition] Window CcswpTme:  [10.00  |mn  samping:
Folle= Nption Setting — [ Aosly to Al acqusiton tme. | ol e
9 » L srtne: (000 | mn
i Sooot s vart of data acquisition EndTme: [0 Jmn
I E I\Zalwie\ Help r-]

Z J8ydey)
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LabSqutions\

Baseline Check

By the baseline check, you can check whether or not noise and drift values on the
baseline are within the preset time and at the threshold or below.
e DBaseline check parameters are saved in the method file.

n Method: | ASTM hd

Detector Lhanne ETeCior A i

[ Moise: 0.0

Start End Threshold ,9
15.0 min 50 uv N
(] Drit: 0.0 15.0 min 5000 uVjh 9
Time e 15.0 Failure Action: | Skip -
——

Set both [Noise] and [Drift] to , and enter [Start], [End] and [Threshold].

B Instument Parameters View [y B T =

9,.. In the [Baseline Check] sub-window, the noise calculation method can be changed, and the
maximum delay time when the result of the baseline check is [Fail] within the preset time.

1> Help for details.

Reference

Realtime Analysis (Instrument1-Syste

sition - Method1.lcm]

4L File Edit View Method Ins indow Help

4 | I =
Main |L(j esting baseline stability | e
d— Acquisition -
L Ready Sample 1D :
L—:l Dists Comment -

= LC Running Time: 7.1 / 10,00 min Detector &2t

After measurement ends, the check results are
displayed in [Baseline Check Results] sub-window and

[Output Window].

[Output Window]

ﬂ Message Sub Message | =
Start the baseline check. Detector A ASTM noise 0.00-15.00min(Criteria 50.00uV), drift 0.00-15.00min{Criteria 5000.00u |=
Passed the baseline check Pass ASTM noise : 18.36uV, drift : -0.32uV/h I

4[> [\ Message / I| < I v

Baseline Check Results

[270f] Passed the baseline check.

Failed ASTM noise : 18.36uV. drift : -0.32uV/h

[ o [ ek
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La bSqutions\
- Slope Test
o . i

By performing the Slope Test, the peak detection sensitivity (Slope value) of peak
integration parameters can be automatically set from the status of the noise and
drift appearing on the chromatogram before data acquisition.
This section describes the Slope Test. ®

Z J8ydey)

'Qﬁ}. « Slope values refer to the numerical values for determining the peak start
and end points.

To be more precise, the peak start point is judged when a ascent slope
exceeds the preset value, and, alternatively, the peak end point is judged
when a descent slope falls below the preset value.

» Optimum Slope values can be obtained from the data by the Slope Test.

Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Method1.lem] - ] X
File Edit View Method |nstrument Acquisition Data Jools Window Help
i l|ez| oS :
[+ I
Wain x‘ LCRe Lc Ready 1
—— |} This menu is displayed by right- = [
] "} clicking on [Chromatogram View].

LT Rurini

m | Value | Setting | Units |

Base Shift

op | %
: =
o 5| Normalize
A/ Display Settings... vera =
B Instrument Parameters View Graph Praperties... \Tirne - 10.00 min e

Slope Test Detector A (23] Setting Slope Detector A (=3

Test Time[sec] : 50.0 8% » Slope @ Chl | EilEes uvfmin

Cancel

' [Set to Parameter] Cancel |
The measurement result is [ |
displayed when the test ends. To apply the measurement result to the

peak integration parameters, click here.

:Q;[n. To make preset values clearer, set a value rounded up to
the nearest integer larger than the displayed slope value.

For example, set “1000” for “986.36”.
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Chapter 3. Smgle Run (LC)

This chapter describes the operation of measuring a standard sample once only (single run) using a
saved method file “Tutorial_Method.lcm”.
First, perform single run using a standard sample.

o|E
: )| i i
= =
LCReady £E Bl
sifion Sample Name: - -
Sample |0 L
= Data Comment

LC Running Time: 2.83 / 10.00 rin Detectar A[25dnm): -437my liem |Valuel Semd Units

18

Mormal || Adwanced End Tirne : 10.00 rin Dovtlioad

The [Single Run] sub-window opens.
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Set the conditions for a single run.

In this example, set the conditions for pouring 10 ppm
of paraben mixed sample into vial No.1 on the
autosampler, and injecting 10 pL of that sample.

| Single Run pod

. Acquisition Information

Sample Mame:

Sample ID: -
: .
Option 2
Method File: Method1.lcm 2
(1) o
Data File: Create into: | C:\LabSolutions\Samplel.C
| Test C T Enter “Test”.
[] Auto-Increment: ‘ 1.2 w |

L_| Keport:

Data Comment:

(2)

Sampler Vial# 1

]
=g
Vial#: Tray: J._ Injection Volume: 10 uL

Injection Volume: | 10] ul Tray 1

Advanced = 229 | 0K I Cancel Help

Click here to start I

the acquisition.

79&. Data acquisition automatically ends
‘ when the [LC Stop Time] set in the The status changes to Ready
method file is exceeded. when data acquisition ends.
* 4 Realtime Analysis (Instrumentl -5ystem AdminisQator) - [Data Acquisition !4 Realtime Analysis (Instruffentl -System Administrator) - [Data "'Z:I'l
ivl pile Edit View Method Instrument Acquilfion Dsts Tocls Winc & File Edit View Methfld Instrument Acquisition Data Tools
% 0= ey 7 ¢ : I =1 IR
: (DD w(m|m (o[=E w (o
S p— xl [ m—
Main £ :|Running h » Iain L ;|Ready
Acquisition —_ Acquisition
[——l' LC Running Timme: 0081 /10,00 min Detector A[254nm); Oy L——l LC Rurning Tirme: 14.39 /1000 rmin Datector A[254:\
7/ : ,?f :

Y. Click here to cancel data
acquisition midway.
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Chapter4. Data Analysis (LC)

After single run ends, check the data to see if the peaks have been detected correctly.
This chapter describes how to change the peak integration conditions of the data file “Test.lcd”
obtained by performing single run to optimize the peak integration parameters.

LabSolutions CL Main (Systermn Administrator — O >
File View Window Help

= =l

(1)

2 Open the [Data Analysis] window.

’Q"i’m Click here if the [Main] assistant bar is not

displayed.
Ell Postrun Analysis (System Administrater) - [Data Analysis - Untitled] - [} X
File Edit View Method Layout Tools Window Help
E A | |
x x

Calc | [ Chiomatogram View

mple y: 0
7 T T
o' a
Data Analysis gl
)
= T
&
Lo 0.00000 5 0.0d125 0.0d150
B <> Rstils iew - Pesk Tabls B <> Method View - Pask Intemration Parsmsters

The [Data Analysis] window opens.
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©0000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000 o

Display “Test.lcd”.

@ Postrun Analysis (System Administrator) - [Data Analysis - Untitled] EI@
%Eilr: Edit View Method Layout Tools Window Help
y ® (D=l 2 E |
B Chromatogranm Yiew
WMax Intensity : 0
- ij Time - - 0-286 - -Inten. cﬁ‘ %
E T T T T T T T T T -1 a
% Test | 5/12 00 10 20 30 40 50 Y 70 80 30 min
WMax Intensity : 0
. T Time Inten. -
Double click ] 100]
EC;
| 4
0 L= @)
T 1 T B U U = T U " >
0.0 1.0 2.0 3.0 40 5.0 6.0 7.0 2.0 9.0 min o
B €3 FResultz View - Peak Table B <> Method Wiew - Peak Integration Pz -9..
D
Peak Table | Compound | Group | Calibration Curve Integration | |dentification | Quantitative | Compound || 4| * ;
Peak#| Ret. Time | Area | Height - _ »
Channel:
Width: sec
4 3
'm‘l— Slope: u'/min
Max Intensity : 107 701 Drift uV/min
T.DBL: min
Min. Area/Height: counts
Caleulated by
. 4 _f 4 [ 3
o s0 100 [ 1\ J !
Iyl BIEIES @I Diata Analysis
. MNUM

Click on the [Data Explorer] sub-window,
and double-click “Test”.

ﬁc, Refer to “Data Analysis” chapter in Operators Guide for
LC System for details on the “Data Analysis” window.

Continued on the following page ||l»
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LS

A,

Click P Edt to edit each

A Jis parameter value.

Click &d¥iew to perform

" == == == " processing on the data, and

J p Peak Table].

the processing results are
P displayed in [Chromatogram
View] and [Results View -

10 30 ¢ 3a

B <> Results View - Peak Table ,

LAY VN
=T - =T - -

i ek

9 B <> Method Yiew - Peak Integr-e SaViewl @ Edt 0

Ret. Time | Area

' Integration l:%-".":z'.:' Quartitative | Compound

Height

:a Width: 5 sec
:e* Slope: ?mnn uv,fmin]

Slope : 1000 uV/min

Width : 5 sec

Calculated by @ Area Height

: ,.;'m Width values refer to the minimum half-width value (height 1/2 width) of the peak to detect.

Noise peaks are removed by optimizing the Width value.

Determine the start and end points of the peak by the Slope value.

The positions where the absolute values of the baseline slope become these values are the start
and end points of the peak.

=

Reference

Refer to “Peak Integration Parameters” of the “Data Analysis” chapter in LC Operators
Guide for details on the Peak Integration Parameters.
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Enter the quantitative parameters.

(33 Postrun Analysis (System Administrator] - [Data Analysis - Test.lcd] ==

9. Click ﬂ to enlarge

& ] i the window.
/s
A g
a — =
L i T,
) 81 <> Resulls View - Peak Table "'n Method ‘ievs - Quanitative Parame 63 View ([ Edt |
le | Compound, | Group Integration GQuartitative | Compound | [+ |
== 'ﬁ';‘?,, Quantiative Method !i
Z | .04 [Extemal Standard 1
) %’ Caloulated by: @Aea O Height
- 5 T Calibration Curve (@)
Total >0
Total | #of Calib. Levels: 3 % Sample Infom: o
Curvs ~ =3
(0]
b =
ZIOOM 3 IN
= [\ Detector A - Ch1 ¢]| « [ v

& Method Yiew - Quantitgse= Parameters

.m&]

| Compound I Group I Performance I Custom I QC Check I Retention Indexl

9*'1tegration | Identificatior

|
Quantitative Method: 1 —
Quantitative Method : External Standard
|Extemal Standard - ]
(L CarmgL Ll wanceniu auun
eﬁalculated by: @ Area (@ Height @ Decimal Digits ) Significant
Calibration Curve \:l Digits
l # of Calib. Levels: 3 %
Curve Fit Type: lunear vI Grouping Type:
[Not Used -
Zero: [Not Faorced v]
# of Calib. Levels : 3
Weighting Method: Mane -
u | #Auxsof Callb. Curve:@ Conc. () Area/Height X Axis of Calib. Curve : Conc.

R;. » The [External Standard] method involves calculating
concentrations from the peak area (height) of unknown samples

using a calibration curve made based on a standard sample.

At [# of Calib. Levels], set the number of concentration points for
the standard sample required for creating the calibration curve.
When creating calibration curves with the least squares method,
set [X Axis of Calib. Curve] to [Conc.].

Continued on the following page “l»
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. & j B Chiomatagram View
£ i VU B
- : =
,’I' 1 =
: B e [\ /\ 7A ] %
l;—l Resul \/ P kVT bl = Method Vi Ce
B ¢ Results View - Peak Table B < Method Wiew - Compound Table &4 yiew
Calid e [lIntegration | identfication | Quanttative | Compound [[<]» ]
Area Height IDH Name Type. Chann
v “ : o ey
< B ([ arget etecior A
= = ([ arget etector A
T T — f e etector A
‘JJ_-'L‘,L L4 [+ [\ Detector A-Ch1 (]| « ZolJOPM \ v
L/
& < Method View - C d Tab) lsg'i
ethod Yigw - Compound T ab (Y .__
g'MEqmﬁon | identfication | Quantitativi | Compound IirouD | Performance | Custom |.GC Check | Retention Index|
ID# Mame Type Channel Ret. Time Conc_(1) Conc_(2) Conc_(3)
1 Methylparaben | Targst Detector A-C 3.046 10 20 40
2 Ethylparaben Target Detector A -C 3924 10 20 40
3 Propylparaben Tanget Detector A-C 5505 10 20 40
4 Butylparaben Target Detector A-C 8267 10 20 40
I ?
Name Type |Ret. Time | Conc.(1) | Conc.(2) | Conc.(3) Click &view to change
Methylparaben Target | 3.046 10 20 40 the cell background
color to yellow to
Ethylparaben Target 3.924 10 20 40 fix the newly edited
Propylparaben Target 5.505 10 20 40 parameters.
Butylparaben Target 8.267 10 20 40

< ! //
Qnm °

[Ret. Time] cell.
The retention time can be set by simply clicking the mouse.

The result obtained by performing data acquisition is used for [Ret. Time].

° Selecting the [Ret. Time] cell, and clicking the peak in [Chromatogram View]
automatically enters the retention time of that peak to the currently selected

%ﬁ Refer to “Compound Table Retention Times Using the
Mouse” of the “Data Analysis” chapter in the Operators
Guide for LC System for details on setting retention

times.
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Click here to save the processing
results to “test.lcd”.

L_f' Po fun Analysis (System Administrator) - [Data Analysis - Test.lcd] |:|

—
=
==
id
ll/c]

¥ Jeydeyd

=

|

=

=
i

=

Click here to open the [Save Method Click here to save the new

As] sub-window. data processing parameters to
“Tutorial_Method.lcm”.
’.T—‘ Save Method As (3] |E ct Method Parameters |

Save in LC - & ¥ ik |®Current5ethngs' 6 .
u

— ype e [¥] Data Processing Parameters £

. - Peak Integration Parameters -
- Identification Parameters

- Quantitative Parameters
- Compound Table
- Calibration Curve

- Column Performance Parameters
- Custom Parameters

- Multi Chromatogram Table

- Purity Parameters

- Spectrum Parameters

9 - Library Search Parameters
 —— -

File name - Save l e S
Set to

—
f:

L.Tutorlal Metho

Select “Tutorial_Method”.

:Q.;. To use saved data processing parameters for other data, perform either of the following
operations to save the new data processing parameters to the method file (in this example,
“Tutorial_Method.lcm”).

Click [Save Data and Method File] on the [File] menu.
N (Apply to Method) on the [Data Analysis] assistant bar (operation in step 8 above).
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Chapter 5 Single Run (LCMS)

Set the LC instrument parameters and MS instrument parameters (acquisition conditions) in the [Data
Acquisition] window, and perform method optimization and single run.

5.1 Create a Method File

Click L]
: H;',,. When the “Save current

Method File?” message is
displayed, select [No].

’7@_ Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Untitled] — O x
01l File Edit View Method Instrument Acquisi Data Tools Window Help & x
Bleg enO=EH=? 2lcosa
(o debrin? (FHESuiReE0 ? SHESEETBRR ?

Plot

|| |LCReady MSReady

rrrrrr

Nor
7]
Ge e -]
Type |Eventst [+/- | Compound Name m/z | Time (0.000 min - 10.000 min)
[+ [100.0000>100.0000
tion |
l
Repot |
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5.2 Prepare for Method Optimization

5.2 Prepare for Method Optimization

MRM (Multiple Reaction Monitoring) measurement on the LCMS/MS enables high-sensitivity

quantitative data acquisition.
The optimum conditions for MRM data acquisition can automatically be determined by executing

method optimization.
In this example, we enter the 3-component precursor m/z to be used for quantitative data acquisition,

and set the parameters for executing flow injection analysis (FIA) in preparation for executing the
method optimization.

55" «g Method Optimization” in Operators Guide for LCMS/MS
system.

1 Remove the column.
Remove the column if it is installed on the CTO-40C
CL.

2 Set the type of autosampler rack.

(@)
=2
Q
©

=
(0]

=

a

HE]E:

LCReady MSReady
mple Nam

,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,

enth: 1 Polarity: + Mode: MAM
S A S UL USSR ,‘,,‘|
0 Instiument Parameters View N9m| _End Time:60.00m [ Downioad
74
MS  Interface DataAcquisiton LCTimeProg. Pump Detector A CoumnOven Conuerg Autosampler J itoPurge
ii SIL-40C XR Direct injection n
) Atosample em -
n
] Specity plate ' g
g
Sampling speed: 50| uls aweniy rocure stroke §
¥ Cooler temperature: 15| = Sample plate: 15wl -
. . - Injection setti -
Rinse settings
- Cut off loop setti ¥
Rinse type: External only - - .
Refer flow channels.. - Purge settings ¥
Extemal - Detail Wi !

: "4k Data Acqusi. [ Reame B BY_Repot_|
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Set the LC instrument parameters.

Time 18715 Inte: 0.000 ftem Value Setting Units

&
4

N\ " Homsl '\dvam:ed [ End Time:10.00min | Q_ Dowrioad

-

LC Time Program MSILC Stop Time is not reflected] Oven
LC Stop Time: Start Time 0 nin Temperature: c
End Time: 10 min

Total Fiow: mLjmin

Pump B Conc.:

[Mode] : Binary gradient Il_[ [End Time] ~ :0.5
[Total Flow] :0.2
[Pump B Conc.] : 70

p
Pump Pressure Limits

The maximum column pressure (pressure resistance) value is specified in the column’s instruction manual. Use the
following procedure to set the pressure threshold (typically, the column’s pressure resistance) at which the pump
automatically stops to protect the column. This procedure changes the upper pressure value to 70 MPa, as an example.

B Instiument Parameters Yiew [ aney | Avanced || —EndTime 300 % Dowriend
MS  Interface Data Acquision LCTime Prc ' Pump gom Column Oven Controller Autosampler AutoPurge
BGE1
| — - 1
o] B.GE1 ALC40DXR B LC40D XR BGE -
Stop time: 050| min ~Gradient -
~Mobile phase settings -
—Gradient start P
75 Conc (1A Cone radient =t
~ Autopurge settings P
100 purg .
a0
60
%
40
20
0goo 010 020 030 040 050
min
Flow: 02000| mL/min
Time to reach the flow: 000 min (o
AConc 300 %
B.Conc: 00| % BCurve 0
Pressure imits ———— - 9
Minimum: 00| MPa Madmum: | 700 MPa [Maximum] : 70 J
v
41 Data Acquisi
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5.3 Instrument Control

5.3 Instrument Control

1 Take control of the instrument.
The DL plug must be removed before starting analysis.

[7§ Realtime Analysis (Instrument-System Administrator) - [Data Acquisition - Untitled] — [m] X
File Edit View Method Instrument Acquisition Datz Tools Window Help - & X
3P sR|aRO=H= ¢ g|loe s
sereben (@)ss@ese - [(s)isszzaen-

yain LCReady MSgfbady \ Bl 1] 1< —
o Samp}e !iame B 9 MS Ready
e o =
Click B Click [ =
i - ax Intensity . 0 Mem | Value | Setting | Units |
To start operation of To start operation of S -
the LC instrument the MS instrument 3

Eventd: 1 Polarity: + Mode: MAM

E

Nomal | Advanced End Time :10.00 min 7_ig Dowrload

B Instrument Parameters Vi,

G J8)deyn

2 Purge the LC pump and the autosampler.

Always purge after changing the mobile phase.

( \
V¥ Tips Set the interface temperature and the gas flow
The interface temperature and the gas flow are set according to the following procedure.
T ement Parameters Vi CHom ]Lod Time 1000 min @. Doverioad
Mz, Interface  |[ta Acquision LC TimeProg. Pump  ColumnOven Controller Autosampler AutoPurge
eNEbulmng Gas Flow: 3 Ljmin
[Ateating Gas Flow: Ljmin
[Anterface Temperature: c
| Desolvation Temperature: | 650 c
DL Temperature: [
Heat Block Temperature: c
[ rying Gas Flow: Lfmin
. J
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5.4 Execute Method Optimization

Determine the optimum parameters for MRM data acquisition of each sample by executing method
optimization.

5 <8 Method Optimization” in Operators Guide for LCMS/MS

Reference

system.

1 Place the samples in the autosampler.
Vial 1, sample A 0.5 ng/uL solution
Vial 2, sample B 0.5 ng/uL solution
Vial 3, sample C 0.5 ng/pL solution

2 Click [Optimization for Method] on the [Acquisition] assistant bar.

rator) - [Data Acquisition - Untitle

£l Fle Edit View Method Instrument Acquistion Data Tt indow Help

i[ep[e

LCReady MSReady

Type Eventii +/- |Compound Name m/z Time (0000 min - 10_000 min)

Ch | Precursor m/z| Product m/z| Dwell Time (msec) CE
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5.4 Execute Method Optimization

3 Save the method file.

Savein| [J§ Project] @3 m-
= | Date mofied T

» items match your search.
ol[FiIe name]: Method1

< i 7L ] g
[ﬁenamer [Method1 -i Save
- |

| Cancel |

| Name

Save astype: | LC Method Fie (*lem)

Q.. This sub-window is not displayed when a method file
is already saved.

4 Select [Optimize MRM event from precursor ion search].

G Jerdey)

L (@ Dptimize MRM event from precursor ion search; ]

() Optimize MRM event from product ion search

() Optimize voltage

Qe. Cree ) o | o |
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Oethad File: Method 1.lcm Max Loop Time

[] search Precursor ion

Adiust Precursor mfz

Optimize Voltage [me Precursor Ion Search Parameters
Min Intensity 20000

1.80 sec

it o e 7 R

[] Auto select product mfz
Adjust Product m/z

(@ Select the Precursor m/z from All Candidate:

(©) Select the Precursor m/z from Maximum Intensity

Charge:1-1
9 Satcama tima
«) _ Compound Name Molecular weight | +/- | Start(min) | End(min) | Sample ID | Vialff | Tray | Inj Vol || -
1 A 236.10 +/- |0.000 0.500 1 1 10 :|
2 B 45420 +/- 0,000 0.500 2 1 10 | |
3 [ 308.10 +- |0.000 0.500 3 1 10 | |
| )
Qmmtmdﬂ: C:\LabSolutions\Data Praject 1\ ]j
1) bave new memoa Tie
| C:\LabSolutions\Data\Project1\Method 1_201502261720.lcm ‘ D
() Create new methed files by every event
|C:V_absaluhons\Data\Prcjectl\ ‘ D
CRP—

@6“[ uemllcmlll e |

@ check [Optimize Voltage].
9 Set the parameters for selecting precursor ions.

9 Set the information of compounds to be searched for.

#1 #2 #3
[Compound Name] A B C
[Molecular weight] 236.10 | 454.20  308.10
[+/-] +/- +/- +/-
[Start (min)] 0.0 0.0 0.0
[End (min)] 0.5 0.5 0.5
[Vial#] 1 2 3
[Tray] 1 1 1
[Inj Vol ] 1.0 1.0 1.0
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5.4 Execute Method Optimization

o Set the adduct ions and the range for charge.

Nenative

H
+HCOO
+CH3C00

Coc J[ cnel |

6 Set automatic selection conditions for the product

m/z.
[Select peaks with intensity order 1 J

1Y PFOTUCE 107 2 10 u

May Product ion mjfz \ 10

[ [Select peaks with intensity order] : 1 ]

Min Intensity. 1000

Ion tolerance +j- 0.5 u

ok i caneel |[ hel

@ A subfolder is created under the folder specified
here. The name of the subfolder is determined by
the date and time. The files automatically created
during the optimization are output in this folder.

9. To check detailed results, open the target data file in
the [MS Data Analysis] window.

@ select [Apply to method file].

9 Open the [Confirming Precursor lon for Optimize
Method] sub-window.

(@)
=2
Q
©

=
()

=

a
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Confirm the calculated precursor m/z and start the method
optimization.

e i e e i T e e

o=

i Ci Name Molecular weight | +/-| Adduct lon | Charge | Precursorm/z | Sample ID | Vial#| Tray | Inj Vol.
1 A 236.10 + |+H 1 237.10 1 1 10
2 B 45420 + |+H 1 455.20 2 1 1.0
3 c 308.10 + |+H 1 309.10 3 1 10

(2)

)

Measurement having a data acquisition time of 0.5
minutes is repeated 15 times.

$

After the method optimization is completed, the word
“Completed” is displayed on the window.

Proceeding for Optimize method [=] @ [==4
Proceeding: Completed
Acqguisition counts: 15 /15

#1:Search for Precursor ion . . . Completed

#1-1:Auto selection and Optimization for CE . . . Completed
#1-1:Optimization for CE in detal. . . Completed
#1-1:Optimization for Q1 Pre-rod Bias . . . Completed
#1-1:Optimization for Q3 Pre-rod Bias . . . Completed
#2:Search for Precursor ion . . . Completed

#2-1:Auto selection and Optimization for CE . . . Completed
#2-1:0ptimization for CE in detail. . . Completed
#2-1:Optimization for Q1 Pre-rod Bias . . . Completed
#2-1:Optimization for Q3 Pre-rod Bias . . . Completed
#3:Search for Precursor ion . . . Completed

#3-1:Auto selection and Optimization for CE . . . Completed
#3-1:0ptimization for CEin detail. . . Completed
#3-1:Optimization for Q1 Pre-rod Bias . . . Completed
#3-1:0ptimization for Q3 Pre-rod Bias . . . Completed

Completed optimization for method parameters.

[] Shutdown after optimization

L

A

{ To check optimization results,

click [Details].
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5.4 Execute Method Optimization

Confirm that the summaries of the method optimization results
are OK and close the [Method Optimization Results] sub-window.

IW

() 20150226_1729 - Original Method File :C: ) abSolutions\Data \Project1\Method Licm -
B £1:(8) ¥ Tuning File :C:\LabSolutions\Data Project 118060AutoTuning.Ict |
SelectPr
Secre <<Optimality condition>>
&-#11 Search Precursor ion :on
=-Ch:1 Adjust Precursor mfz :Off
CE Select Auto select for Product m/z :on
CE Detal Optimization for CE :on
QiPrefias Optimization for CE in detail :on
Adjust Product mfz :Off 2
Q3PreBias Optimization for Q1 Pre-rod Bias :on 7
B #12 Optimization for Q3 Pre-rod Bias :on
E-Chi1
CE Select |- Setting of Adduct Ton 4
= Charge -1
CE_Detail
QiPreBias Min Precursor lon Intensity ~ :20000
QFredias Precursor Ton Search Parameters :Select the Precursor m/z from All Candidate
- £2:(8) |
SelectPre Select peaks with intensity order 3
B #2L Relative to Precursor ion m/z :10.00
B-Chil Min Product ion m/z :10.00
CE_Select Min Intensity
CE Detal Ion tolerance :0.50
QIPreBias * Compound Name  Molecular weight — +/- Sample ID vial#  Tray  InjVval.
Q3FreBias 1 A 236.10 +- 1 1 1.0
o #22 2 B 454,20 +- 2 1 10
Bchit 3 c 308.10 +- 3 1 1.0
CE _Select <<Summary of Optimum Result>>
CE_Detail #1
QiPreBias #2 oK
Q3PreBias #3 oK -
- £3:(C) - . o v
=y
Q
el
H —
The results reflected in the method parameters. @
=
(&)
78 Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Method1.lcm] - o x
4k File Edit View Method Instrument Acquisition Data Tools Window Help - E
DaH &k BLR(0=
S HE N e ? sEEETTRRR 7
LCReady MSReady
Samele Name
Sample [0
B Data Comment
‘ Lc Ms ALL
Instrument
Parameters (1,000,000 Max Intensity 0
1 Tme 7224 Tlen 0000 A
@ ump System A | Isocratic flo
075] ump A Pressure 00 iPa
. ump B Pressure 00 WPs
Single Run ump System A 0.0500 0.0500 [mL/min
050+
Pump System B | 0.0500 __0.0500 [mUmn
025] Pump A Degassi | Nof Connec Pa
. v Pump B Degassi ] Pa
Siop OvenTemperatur 00 ][
iy Temperature: Limi 105 05[C
; ; ] T | T 7 Overap Mode off
- oo 25 50 75 10.0 125 150 175 min
Quick Batch
O Instrument P arameters Vier Nomal| [ Advanced E emR [ﬁ ann‘md]
Ms Simple Settings  LC Time Prog.  AutoPurge
~ — 30| Umin
Srapsht @ Positive ONegative End Time: | 2.500 min [JMs Program - ol
Product fon Scan(4) | |Precursor lon Scan(+) | | Neutral Loss Sean(#) | TonFoc e
00[kV
Type Evertit Compound Name m/z | Time (0.000 min - 2.500 min} 5%1C
DL Temperature 250(C
MRM 2 +_|B 4552000165 0500 Heat Block Tem a00]c
MRM 3 |+ |C309.0000>162 9500 | é-::dmuc anno n%g 5
or Vollage
G Vacuum — Pa
PG Vacuum 17e+02 Pa
CID Gas 17 T7[kPa
MRM | acq. Time: [0 |— ‘ 2.5 min  Compound Name: | A
Ch_| Precursor m/z] Product m/z] Dwell Time (msec)| Q1 Pre Bias| CE Q3 Pre Bias|
237.0000 1002000 __[1000 20 200 200
v
EventTime: [0.103  |sec QtResolution: |Urit | | Advanced Settings...
: - v
] Q3 Resolution: |Unit
Report 41 Data Acquis.. [ Reatime B_|[EY_Repott |
C: 21168 Free
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Vs

Precursor ion m/z values can be easily calculated by the combination of molecular weight set in the [Condition Settings
for Optimize Method] sub-window and adduct ions, polarities, and charges set in the [Adduct lon Settings] sub-window.
When the peaks of precursor ion are observed, the m/z values (molecular weight + adduct) are used. Also, the
precursor ion m/z to use are not actual measured values when observing peaks but theoretical values by calculating.

[Condition Settings for Optimze Method T =)

Method File: Method1.lam MaxloopTime 180 sec
|| search recursar ion Predicted end time  7.50 min
Adjust Precursor mjfz

Precursor Ion Search Parameters.
e e
Min Intensity 20000
b i

(@) Select the Precursor m/z from All Candidate

[] adjust Product m/z
©) Select the P
S Enter molecular weight
Ern2siel = for 3 compounds.
# Compound Name: Molecular weight - ;nl{-'m) End(min) Sample ID | Vial#f Tray | Inj Vol | =
1 A (23610 (0000 0,500 1 1.0 |
2 B 45420 - [0.000 0500 1 10
3 C | [ 308.10 - | 0.000 0.500 1 1.0

(—* Set adduct ions with different polarities. ]
[T +0uH4 -;—«goo‘
[C]+va [C] +cH3coo
mES L]
L ] L]
| | \ |
L]
Charae A Set the range of charge. ]
L JCR—
| =

\ 4

The calculated precursor ions m/z values are displayed on a list.

H Ci Name: Molecular weight | +/-| Adduct lon | Charge | Precursor m/z | Sample ID| Vial#| Tray | Inj Vol
1 A 236.10 + +H 1 237.10 1 1 1.0
2 A 236.10 + +H 2 119.05 1 1 10
3 A 236.10 -H 1 235.10 1 1 1.0
4 A 236.10 -H 2 117.05 1 1 1.0
b5 B 454 20 + +H 1 455.20 2 1 10
& B 454.20 + +H 2 228.10 2 1 10
7 B 454.20 H 1 453.20 2 1 1.0
[] B 45420 -H 2 226.10 2 1 1.0
9 [ 308.10 + +H 1 309.10 5 1 10
10 C 308.10 + +H 2 155.05 B 1 1.0
il [ 308.10 H 1 307.10 5 1 1.0
12 (5 308.10 -H 2 153.05 B 1 10
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5.5 Set the Parameters for Single Run

5.5 Set the Parameters for Single Run

Prepare single run for determining the retention time of the sample.

Install the column.
Open the CTO-40C CL door, and install the column.

File Edit View Method |nstrument Acquisition Data Jools Window Help

H 1 H
Main LCReady MSReady Plot ea
uisition Sample Name
) ata Commen - [

BE
777777 | Value | Setting | Units
(@]
= >0
= =} E
E | S€lect event #1 and display R @
v smesenns 17| the right-click menu. o
@positve Otege —r—  Edtvalve and s Frogam... | :
— |mmw(+}|‘mmw(+}‘@ ss Scan(+) |
"

| nen Time.

[MrM [E] |l VYU I BLII

Copy
Add copied event

Deployment of dependent events
Delete

Set same dwell time

Set same pause time
[vRm v[ﬂmmm:lu |-[25 "“"] Comg | ¢ < event time
(

Ch | Precursor m/z| Produr//n/z| Dwell Time (msec)| Q1 Pre {
n EFT) 5| Adjust channel
Enter the acquisition 1
time of event #1. e @[

v

R 1 [Acq T|me] 0 _ 25 03 Resolution: | Unit ~

Select [Set same
measurement time]. J

4

[784c] MS: Measurement time of all events are set value of the selected
event. Do you wish to continue?

0K

U JI[ concel | [ Heb
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p
Switch the Polarity for Each Event

On the LCMS/MS, MS conditions are switched successively in a single data acquisition. Each individual MS condition is
called an “event,” and polarity can be set to each event. When “MRM” is selected as the acquisition type for an event,

set a combination of [Precursor m/z] and [Product m/z] for each channel (Ch) in the MRM Table. When optimizing methods,
create one event for each single component. In this guide, three “MRM” events are prepared for quantitative acquisition
of three components, and method optimization is executed for determining the optimum [Product m/z]. If multiple events
are registered, when the “event time” set for the currently executed event elapses, the next scheduled event is executed.
When the last event registered to a specific time ends the first ; ) s (min]
event starts over. (In the case of 1 [min] in the example in the 1 | ! |
figure below, Event 1 — Event 2 — Event 1, and in the case [ Event 1 : +, MRM, m/z 237.10 > 100.00 ]

of 2 [min], Event 2 — Event 3 — Event 2, and so forth) The
time taken to complete a single cycle is called the “loop time.”

I Event 2 : +, MRM, m/z 455.20 > 164.90 l

Event 3 : +, MRM, m/z 309.10 > 162.90

7§ Reattim 1-System - [Data Acquisition - Method1.lcm] - o X

{4k File Edit View Method Instrument Acquisition Data Tools Window Help BN

=lxl
Pt ||| Redy
vs Resdy

L

Detail...

T 5794 Wen TW0| o em Value | Setting | Units
Pump System A_| lsocratic flo

Pump A Pressure| 00

Pump B Pressure|

Pump Sysiem A

Pump System B

Pump A Degassi

v Pump B Degassi
o

Select the event polarity. ] ; i ; 8 ||

0o 125 150 17s mi i i

\ Nomal | Advenced || tnd lime 300min [ pownioad] | I

M5 Simple Settinc\ LCTme Prog.  AutoPurge

! ® positive ONegative ) endrine: [ 2500 | min s Program | Ecit Valve and M5 Program... . i ags
MRM(+) | ProductIon Scan(+)  Precursor Ton Scan(+)  Neutral Loss Scan(+) SIM(+)  San(+) ) CI I C k th e acq U IS Itl O n
- — type of the event.

Type Event#i |+/-_|Compound Name m/z | Time (0.000 min - 2.500 min)

MRM 2 +_|B455.2000>165.0500

R B [+ lcamonniesn | The Event Table is
displayed.

e Vaatme s |-[25 |me comendame[n ”H
g“;;?‘”‘"m "”ﬁ.ﬁ'“‘“‘“ S = S— Enter a combination of [Precursor m/z]
2 | 1 ) and [Product m/z] for each channel (Ch)

’ S 055 | otnemtim e+ iz | i the MRM Table.
| Realtime Baten| | —
‘ Report 4k Data Acquisi._[: Reakme B[/ Repott | HI “

C: 21168 Free

N

'Qﬁ}. “237.10 > 100.00” indicates migration of MRM. The left side separated by the “>” is expressed as [Precursor m/z]
and the right side is expressed as [Product m/z].

:9;[". When compounds are different, please change and set the event number.

9,.. Ch1 is used for the quantitative calculation.

Egce‘? Data Acquisition” in Operators Guide for LCMS/MS system.

.

~
Check the |00p time  [Eiowimmeccmmmioe e

Maximum Loop Time

Click on to show the loop time. -

Start - End Time{min) | 0.000 - 10.000
Event 3

e | 100 The maximum loop time
is set to approximately

Mesimum Event: 3 1/20 of the peak width by

adjusting the Dwell Time.

Mirimum Dwell Tme(msec): 1000
Maximum Dwell Time(msec):  100.0

ey o o
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5.5 Set the Parameters for Single Run

Set the LC instrument parameters.

Realtime Analysis

Hl=| = i

LCReady MSReady
Sample Name

Sample ID

Data Comment

Ms ALL

Flot. Lc

l [LC Stop Time] : 3.0 ]

4
| 25

T T T
0.0 125 5.0

=

e | Setting |

Units_|

?9 '
/ Mo simple Settings | C \ime Prog.  AutoPurge

=i Paramelers (2w L Momal_1fjsdvanced | [ End Time :300min |

Pump

LC Time Program MS[LC Stop Time is not reflectsd] Cven
LC Stop Time: 300 |min Shart Time: 0 i [ Temperature: c
Apply to All acquisition time: End Time: 25 |win

.
-

Total Flow:

Pump B Conc.:

3
|

4

[Mode] : Binary gradient
[Total Flow] :0.4

[End Time] 125
[Temperature] : 40

—@

6-

% T Downioad

-

[Pump B Conc] :8

G J8)deyn

Set the Gradient conditions.
Change the mobile phase mixture ratio.

B Instrument Parameters View 1 Tmrra] | End Tirme - 2,00 min = Dowrioad
MS  Interface Dats Acquisiton LCTmet.g. PUmp D sctorA ColumnOven Controller Autosampler AutoPurge
— BGEI s
ii=E] B. -
Hies] B.GE1 £ LC40DXR B LC40D XR B.GE
Stop time: 300 min Gradient i
= ® Advanced () Simple
018 Cene (A Cone tme | Fow | Aconc | aconc | cume |
1o [ N | g
80 2 150 100 %00
3 250 100 %00
- —
% 4 260 920 80
40 5
20
0000 0.60 120 min 130 240 3.00
Flow: 04000 mL/min - Gradient start -
e settings _
Time to reach the fiow: 000| min  (Of
AConc: 920 %
BConc 50| % BCurve o
Pressure limits
Minimum: 00| MPa Maximum: | 100] MP2
v

Lk Dt Acaus..

Set the [Time],
[Flow], [A.Conc],
[B.Conc] and
[B.Curve] as shown.
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5.6 Execute Single Run to Determine Retention Time

1 Place the samples in the autosampler.
Vial 2, analytes A, B, C 0.05 ng/uL mixture

i e | _;Ix Hf=!
LCReady MSReady
| 5 = [
ey - -
Advanced End Time : 3.00 min Download en
3 Set the conditions for a single run.
rSingleRun ==
Acquisition Information
Sample Name:
Sample ID:
I Method File: Method1.lem
Data File: = —_—
[ o }{ [Data File] : Samplet.lcd |
I e ' |
[CReport:
Data Comment: -
= < [Vial#] : 29
vai: 2 Toay: 1 = [Injection Volume] : 1
Y S — | )
| advanced »> l oK é Cancel Help | [Tray] t1

© Click [OK] to start the acquisition.
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5.6 Execute Single Run to Determine Retention Time

¥

'y Real s
| % File Edt Yiew Method Instrument Acquisition Data Tooks Window Help [=llo][x]
ID3B |« LA D=EE " |2 o0 ow

lsapcenn? |[BEs@e » |[EEE:EERISE -

—
- |

Sample [0 :
Data Comment

=lx

Rumng

L Running
— -

Data acquisition ends automatically when the
[Acquisition Time] set in the method file has elapsed.

p
V Tips Change the Displayed Chromatograph
9 Y] 9
To change the chromatogram to display in the [Data Acquisition] window, right-click on the chromatogram and select
[Display Settings].
Displ.ayﬁei'c =]
IE=1) [ =y
[ Base shift
O—Dp + = -
(@)
1] é 7 =
37 Qs g
o
Intensity Ranr
Chromaboghe [¥] Auto scale
/ ‘U ‘ - |m0000 | [ Mormalize |
[ Select in the [¥] Auto Scale ]
Jr— Spectrum
\
[ ok ][ camcel |[ apatv |[ nep |
. J

Set the interface temperature and the gas flow

The interface temperature and the gas flow are set according to the following procedure.

gvmenlparamelersview |30‘ Advanced ' “EndTime 300min__| - Downioad

v Interface DI ) Acquision LCTimeProg. Pump  Column Oven Controller Autosampler AutoPurge
~

9‘"&!’3&: TonFocus
I —
Nebulizing Gas Flow: Lfmin
[ Heating Gas Fiow: Ljmin
[A Interface Temperature: c

/| Desolvation Temperature: | 526

c
DL Temperature: c
Heat Block Temperature: c
[]Drying Gas Flow: Lfmin
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Chapter §, Confirm Single Run Results (LCMS)

6.1 Open the Results of Single Run in the [MS Data Analysis] Window

Display the results of single run in the [MS Data Analysis] window, and set the parameters for
quantitative data acquisition.

/3 Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Method1.lcm] - o x
§4L File Edit View Method Instrument Acquisition Data i & x
AF &R nR(D=EkEE 7
Bebthn? [@AFSu@lrEe? SSEERFTRRN?
LCReady MSReady
S ample Hame
M5 Rurring Time: 0.00/ 250 min Scand: 0 Inten.: 0
1 (x100,000) Max Intensity 0
Time Tnfen ~
07¢]
0se]
025
o
0.0 T T T T T T T g
[Event#: 1 Polaity: + Mode: MAM
[Eventtt: 1 Polaiity + Mode: MAM
B Instument Parameters Vien [Homal | Advancer d | [ End Time : 300 min ﬁ Dowrload
MS Simple Settings LC Time Prog.  AutoPurge
@rositve Ohegatve e Tme: [ 2300 win [ Program

The [Postrun Analysis] program starts.

The most recently acquired data

File Edit View Method Qualitative Quontitative Layout Tools Window Help is loaded and d|5p|ayed in the REE

iods ok EHe[@ek > i-|ms5% % @k | [Chromatogram View].
] izl

X =l
Main Folder: E = Chramatoaram Yiew Segment#h, e ————————— ]
LEREias Max intensty - 14,183 o)
WS Daia 23700~10020() CE= 200 Time 2446 Scan# 1423 nten s

[T-A
Be 35 %3:12%32{:} e [Original Method File Mame]

Method.lem
[5ample Name]
10000 |
[5ample D]
5000+ [Acquired by]
. System Administiator
I ]
7 L3
: ; 100 125 150

D ate Acquired]
B/24/201011:03:20 PM

T T T
1.75 200 225 min [Sample Type]
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6.1 Open the Results of Single Run in the [MS Data Analysis] Window

( N
VY Tips About viewing operations
An area on a graph Can be B Chiomatogram View Sl Segment#l Ehvumalugrsmmm Peakmm Szﬁm MSE;T;:S' > [

e T TZEAT sG] T Wentapi] . |voreLMethodlem
zoomed and displayed by - gt
dragging over it with the mouse. o] B
The [Initialize Zoom], [Redo ‘ Ssmpe 0]

Zoom] and [Undo Zoom] menus = aiedn]
can be selected by right-clicking e : — | [eson
the graph n‘.n 0s 10 15 20 25 3.0 35 40 45 ; 50 55 n ple Type]
on . — ;
B Spectium View, (Esteck ) il Overlay
. wen o000
( Yy 75 1
Drag the frame border to P snme The display factor of
change the relative size of each e ) thellntensny axis can
view. @ mteeren " be incremented or
; decremented.
| TS 338,50 38875 e e e v =
/

9 J8)dey)
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6.2 Compound Table Setup

For quantitative processing, use a “standard sample” with a known concentration to create a

“calibration curve”.
Use this calibration curve to calculate the concentration of the components in the unknown data

source.
In this example, we create a calibration curve by injecting 1 pL of 0.01, 0.05, 0.1 and 0.5 ng/uL

standard sample containing analytes A, B and C.

1 Set the peak integration parameters from [MS Data Analysis].

Postrun Analysis (Manual) - [MS Data Analys cd]

File Edit View Metho Wi Hel
=
x
S | [ Crvometogran view Segmentl 5] Pexk
- ) ) [Method Fie Name]
e T ——— Methed! Jcm
‘ had Fie Name]
""" I )
| ‘l [Sample Name]
I\ ,
IR [Sample ID]
S T i e e kT = T T JAcquired by
— - - - = = — Systern Adriristra

1

B stack Dverlay
Evertlf: T MRM(D+) Reel. Time : [0628:>0.6381{0.582¢-»0.738] Scantt : [367>373[[340¢5 430]
Everth 2 MRMID+] Rl Time - [0.630-70 G40H056470 738] Scant (36858781 (381 <> 431]
Eventh: 3 MRM(D+) Fiet. Tie : [0.632.»0 642 [D.686¢-»0 740] Seant: [3695-375] [342¢5432]

Gy Vi - Peak Integration Parameters ba l

|| inteoraten | | sntfcation | Quantitatve [ Compound [ Group | performance | spectrum [ Ubrary [ custom | - -

T;’]p Time RET;::’TT:;J VEN; Time J Top If: MES 2] Conpaund Name: Integration 6
(@) Auto(Area) t’]Aum(Heghtl@Advanced '
T
ISIupE: 00 Minl
[Slope] : 100 = =) (bt e
9“ Enter one thousandth of the anticipated ”Jm‘";fiﬁ :m :g:
peak amplitude. If no peak is detected, Smaatting
halve the Slope setting and try again. -
= ] —
£ The and &Vien | switch between the
[Edit Mode] and the [View Mode]. Parameters
cannot be altered in the [View Mode]. Switching from
[Edit Mode] to [View Mode] applies the changes and
executes the related operations.
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6.2 Compound Table Setup

©000000000000000000000000000000000000000000000000000000

Enter the quantitative parameters

©000000000000000000000000000000000000000000000000000 o

[ Postrun Analysis (Manual) - [MS Data Analysis - Samplel.lcd]

5§ Fle Edit View Method Qualitative Quanfitative Layout Teols Window Help

o IR T

Folder: 5 Chiomatogram View Segmentil Ba] Feaalia] Scarale
M Deta . \Pata\Projectl > Max Intensty - 14,183 e St
1500014 237.00>100.20(+) CE: -20.0 Time 1137 Scan¥ | 661 Inien e[
Filename 2 309.00,165.050) CE. 15.0 [Driginal Methad File Name]
3 o ethod1 lom
] Samplel 100004
[Sample Name]
5000 2 e
ample
@)
T = T - T T T T g’
0.00 025 050 0.i5 1.00 125 150 145 200 225 min

JAcquired by]
yatem Ad

8 Spectum View

Estack  |EN0veray

Display Eventh. 1 MRMID+] Fiel Time - [0.628>0 539H{1L.582¢-»0.736] Scankt: [367>373][340<> 430]
100 [
Segment#1 T =
Eventh 2 MAMID+] Fiel Time - [0.630->0 S40H0.684»0 738] Scantt . [368>374] (341 <5 431]
V|Event1 Spectrum Type &)
7|Event2 . ) ‘ =
FEvents Everdh 3 MAMID+) Fiet Thme 10,6320 5421050500 740] Sean | [3607375] (38245 432]
) ‘ af
. [ o
8 < MethodView o-= B=rarmctors G iew (8 Edi |
[Quantitative Method] : | e | [tsrmton [denthssary Quanibve perfomane cuson [ ol [
External Standard ' s om
[C] Format of Concentration
® Decimal Digits (©) Significant
Digits

21 (P
MS

= l [# of Calib. Levels] : 4

Grouping Type:

Data Analysis [ MS Data An._.|[T| Data Analysis

ee0ccccccccccccccccse

©00c000c0000000000000000000000000

©ec0cc000c00000000000000000000000

eecccccccccc00cc0ce o

Enter the retention time of the sample in the Compound Table.

(5 Postrun Analysis (Manual) - [MS Data Analysis - Samplel.lcd] | =5 E=H ==
5 File Edit View Method Qualitstive Quantitative Layout Tools Window Help NER
? in | B5 Blhi- RER A EW
Folder: a B Chiomatogiam Vierr Segmentil Peak[ <]z Scan<]n] Seameil <]
T r—— Method File N
S Data [ \pataiProjectt - Max ntensiy : 14,183 [M:mncén el ame]
A 237.00>100 20(+) CE. H H Time 1487 Scan® 865 Inten. T4 .
Jig Filename TS et e age) cE 1 g i g i [0viginal Method File Hame]
=5 > MethodT.lem
1) samplet
Data View ) . .
SR (| ||| [ | Click the peak in [ Same e
= S S S [Chromatogram View]. (sampl 0]
Qualitative Peak =
Integratior ) ) T T [Acquired by]
@ ,“]/ﬁk "“./ N i g S
m 0.00 055 0ko 100 125 150 175 2bo 255 min [Date Acaired]
Peak Integration BT Bzt Eovesy
for Al IDs Display Eventh. 1 MAMID] Fiet. Time : [0.628->0.539H0.582¢-50.731] Seant ; (3675373H3A04>427]
inten.(x10,000] Base Peak: 100/ 10,341
Segment#1 Lz ™z | 100.00 ADS. Inten 0 Relinten. 000 (&Y
o 1o g
oo VEvent1 Spectrum Type 9925 3950 9975 100.00 10025 100.50 10075 0100wz
BEvent2 Eventfi: ZMAMID+] Fiet. Time : [0.630->0.640HD564->0.733] Seant; (36523741341 4281
V|Event3
Inten.(x100) Base Peak 165/ 0
1 mz 16505 Abs.Inten. 0 Rel Inten. oo0] &
= al
Applyto Method r T r T T T T T
164.25 164.50 164.75 162.00 165.25 165.50 165.75 mwz
Everdh: SMAMID+) Rt Thme - [0.6320 04210 50500, 735] Geand R
m B inten Base Peak: 163/ 2 a
- mz T e H 0 Rel Infen. 0.00]
Manual Peaic 143 Click o
Integration T T T T T
162.00 162.25 162.50 25275 163.00 450 163.79 mwz
ﬂ B <> Results View - Spectum Processing Table B <> Method View - Compund Te\0 B View M
L 2] P = Spectrum | peak Table | Compound [ Group | Calibration Curve tion | Identification | Quantitatr | Compound | ¢ oup Puﬁil'm
Creste Compound Q S
Table Wizard us - ! “"i’ £ T I = . x Home e muNA:M
T Top Time | Start Time| End Time | Top Tim¢ orget 1
Max Int; 7932
ik > B aroet 455.205165.0.
c gt 30900516295
4 e arget Tic
Create SIM Table|
[ The time is automatically entered.
« I » <« n ] 3
Data Analysis i MS Data An._.|[Tf| Data Analysis
NUM

9 J8)dey)
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Enter the concentration of the standard sample in the Compound
Table.

Postrun Analysis (Manual) - [MS Data Anal amplel Ic

GHE 8 Chromatogram ¥ S egmentil B.] Peal Scal

Yriginal Method i Name

o ‘ o ] . [Type] : Target ] ey
B s | [Conc. (1)]: 0.01 o
: : oMM [Conc. (2)] : 0.05 .
: ' [Conc. (3)] : 01 E
s et e [Conc. (4)] : 0.5 ,
; . slbra 1D m/z Ret. Tme | Cono.(

Click the :iview to exit [Edit Mode]and execute quantitative peak
integration.

Postrun Analysis (Manual) - [MS Data Analysis - Samplel.lcd] =N B ===
[ File Edit View Method Qualitative Quanfitative Layout Tools Window Help [=1=]0=]
A& sk Er@=EH i»(FeEzsr-R%ERE E0
5 b
Folder: B Chiomatogram View Segmenti Peakla[[x] Scana]lx] Segment (][>
TR i WA
[1:A 237 00=100.20(+) CE: -20.0 Tme 1651 Scan¥ 961 Inten. 59 .
Filename 18000 8 800162 850 CE. 150 Diigins! Method Fils Name]
Method.lem
Samplel
10000 D [Sampls Mame]
5000 [$ample 1D]
[Acquired by]
: — = : ; : System Adminishiator
0.00 025 0.50 075 1.00 125 1.50 175 200 225 min

[Date Acquired]

O Spechum View Estack

Display rvenm TMRMID+) Ret Time : [0.628-0638[{0582¢>0.731] Soank: (367> 373H340C-427]
Inten (x10,000) Base Peak: 100/10,341
Segment#1 173 el ,meﬁ

N wz ABs TEen.
Pastrun Analysis l I === 0
0.00 10025 100.50 10075 0100 mz
| PO733] Scanti (3685 3741381 28]
@ Peak integration for all IDs will be performed. Continue? Base Peak 165/ 0

wz Abs. nten. Rel inten. %

9 16200 6.2 165,50 168,75 z
v ] o ( 0.735] Goank: (3695 37611342¢>428]

Base Peak: 163/ 2

wz AbS Tneen Rel hien.
i 143
)
5

62.00 16225 162.50 182.75 163.00 16325 163.50
8 & Resuls View- Spectium Processing Table B < Hethod View - Compund Table
< v [ Spectrum | peck Teble | Compound | Group | Caibration Curve | Integration | Identification | Quanitative | Compound | Group | Performance | Spectrum | Library | woemeer ; v Check
= - | Raw Spectrum | 1 IDi m/z Ret. Time Cone.(1) Conc.(2) Conc._(3) Conc._(4)
T T Top Time | Start Time| End Time | T 1 2370010020 (5] 001 005 [iN] 05
2 455.20>165.05 1229 [ 005 [0} 05
3 309.00>162.95 0630 00 005 [0} 05
Gl F—r— Al |2 u Y
00 2s

e i T e
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6.2 Compound Table Setup

Confirm the results of quantitative peak integration, and save the
method file.

Segmenti1 5] Fea

Look at the identified peak mark (V) on =5

the chromatogram peak to confirm that the |
standard sample is identified correctly. - 8

N

’9,;’". The 1 and | marks indicate the peak 4

4

detection start and end points. iz
If integration fails, adjust the Slope 95
Click to save. peak integration parameter. - :‘
Th|S W|” OVerWrite =33 Hesu\ls\/oWund Table 8 <> Method View - Lompund | able SJ\/iev: @ Edit
. . Pesklove | Compound I‘;’ﬂ p Integration | Identfication | Quantitative | Compound | group [+ [* |
the quantitation - — — o e TR
. T Neme | = ::37| = 1 73700510020 0633 001
parameters in the 10000 ‘ uew| el E 155 2016505 223 [0]]
3 309.00>162.95 0.630 00|
current method. )
5000
2500+ o
>0
o} )
» | [l [F—— » °
] B2 WS Deto An_ [ Data Araveis C_E
| o
NUM

¥

T ( *
o ALy

Savein: | }| Froject1 ; ML N B=d :Q‘/;M Ifa peak is detected but not
MName . e .
e identified, check the retention
| time in the compound table
Confirm that “Method1 | and window width in the
{ is selected. identification parameters.

| —V [—6 L J
l File pame: [Mahom lem 'J Eﬂ‘
|

Save as type: | LC Method File ("Jem) v| | Cancel

¥

r N
Select Method Parameters l |L J (2]
@ Current Setings () Acquisition Settings 6 ‘
Data Processing MS Data Processing D
[¥] Data Processing Parameters Data Processing Parameters :‘)K
- Peak Integration Parameters - Peak Integration Parameters .
- Identification Parameters. - Identification Parameters l—j
- Quantitative Parameters - Quantitative Parameters
[l - Compound Table ~Compound Table
- Calibration Curve - Calibration Curve ]
- Column Performance Parameters - Spectrum Process Parameters
L] - Group Parameters - Library Search Parameters
{l - Custom Parameters. - Column Performance
H -QC Chedk Parameters ]
- Multi Chromatogram Table - Custom Parameters
- Purity Parameters -QC Check
- Spectrum Parameters. Data View Parameters
I - Library Search Parameters  Chromatogram Table i
] QAJQC Parameter -MIC Table
Q arameters - Spectrum Format Parameters
[ - QAJQC Parameters ~Profile Format Parameters
System Suitability Settings -Delay Time |
QA/QC Parameters
- QAfQC Parameters
L
= = =

The method file is overwritten and saved.
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9,“ The following message is displayed when [Method1]
in the [Data Acquisition] window is being edited.

Realtime Analysis

=3

I@ [030¢] Save current method file?

~ C:\LabSolutions\Data\Projectl\Method1 lem

| [ concel

[[ ves | I No

] [ e

Click [Yes] to continue processing.

integration parameters.

Width Setting Example

my

Maxintensity: 48612

0 A0 Time

4064 Inten 0374

¥ 4

L

250 EES 460
<

one peak.

Slope Setting Example

45 in
1) 2

With the [Width] set to 30, the data is processed as

MsxIntensity : 51,939

Time 13333 Inten 5385| A

peaks are detected.

&

When the [Slope] is set to 1000, even small noise

-
VY Tips Simple Peak Integration Parameters

First set smaller values for the width and slope. Then double the values to confirm the peak detection status.

Setting a large width value prevents detection of peaks in background noise. Also, setting a large slope value prevents
detection of peaks in slow baseline undulations.
Repeat the above setting adjustments until no unwanted peaks are detected, then use those settings as the peak

mv M Intensity . 46,612

40 JHBT Time 3645 Inten 0053w
a0
20 b |
104
o L 4 a
b £ £ [E]
380 EES 400 al5 hin
< m) >

With the [Width] set to 10, the data is processed as
two peaks.

my Mexlntensity: 51,939
ADT Tie 14624 Inten ErrD

[IE3

1do 125 150 175 2do min
< i) >

When the [Slope] is set to 100000, only those peaks
larger than the slope setting are detected.
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6.3 Print Results

6.3 Print Results

M Print the Information Displayed in the Window

o |BDEE| |8k R
x
Eolder: i | [ Chomatogam View Segmentf1 B Pesk Sean
ata\Projectt ntensiy - 1 [Method Fil Name]
Projec - x Inensiy
1 100200 CE: -200 Time 1695 Scan¥ Tnten .| Methedlkm
Mg Filename 150001 305,002 162 95¢+) CE- 15 [Driginal Method File Name]
i hod1 lem
] ") Samplel led
10000 [Sample Name]
i
D 5000 | [Sample ID]
\ [equired by
ol == ! Syster Administator
0.00 o050 100 150 200 255 min et
1 1]
B Spectium Yiew Estack | EA0veray
Display Everth: 1 MAMID+] Flek Time : [1.560:>1 571H1 519¢>1.633] Scant: (9105G16]{886<>952]
Inten. (x100! Base Peak: 100/ 0
U L Tz 10020 Abs. lnfen T Rel fen. 000
“ 00
Rep Spectrum Type 9 9 100.00 10025 100.50 10075 10100 miz
Eventh. 2 MAMID+] Fel Time - [1.562:>1 57211 621<>1.634] Scanit (311581 7]887<>363]
-, ;inten.(10) Base Peak: .
o mwz 05 Abs_Inten Rel Inten. g
00 d
16425 1850 5l £00 16525 1
Eventh. 3MAMID+) Rl Time - [1.564->1 57411 623¢>1638] Soantt  (312>818] [288<> 364]
o Detail..
1 LInten.(x10,000 Base Peak:
B Inten. Rel. Inten.
00
162.00 iz
8 <> Resils View - Spectium Processing T able 8 ¢ Method View - Peak Integration Parameters EIView) [ Edi
. - Spectrum | peak Table | Compound | Group | Calbration Curve: Integration | [dentification | Quantitative | Compound | Group | Performance | Spectrun|
MS v Raw Spectrum Spectrum Mass 7] Compound Name .
Top Time | Start Time | End Time | Top Time | Start Time| End B
ntegrator
:
MaxPeak:
Width:
Slope: fmin
Nok
Drift: fmin
T.DBL: min
Min. Area Height: counts -
| Data Analysis | " 8 S Data An.. [ Data A
NUM

9 Jerdey)
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Graphic Image Printout Example J

==== Shimadzu Labsolutions Data Report ====

Sample ID :
Data Filename : Samplel ded

<Chromatogram>

Segment#1
90,165

Date Acquired :5/25/2010 2:38:05 PM

237.00=100.20()@1 (1)
1. 455.20>165.05()@2 (1)
309.00>162.95()@3 (1)

0.5 1.0 1.5 2.0 _
min
<Spectrum>

R.Time:0.999(Scan#:583)
MassPeaks:] BasePeak:100(297)
Polarity:Positive Segment 1 - Event 1

200-]

100

m/z
R.Time:1.001(Scan#:584)

MassPeaks:l BasePeak:165(63)
Polarity:Positive Segment 1 - Event 2

60-
50-
40-
30-
20-
10-

m/z
R.Time:1.003(Scan#:585)
MassPeaks:1 BasePeak:163(60)
Polarity:Positive Segment 1 - Event 3

60
50-
40-
30+
20-
10-

I
162 163 164
m/z
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6.3 Print Results

M Layout the report format

The print layout of data reports can be edited.
This procedure loads and prints the report of the Report.lsr file.

1 se|ect[DataReport]toopenthe[Report]wmdow .

mplel Jed]

Folder: @ | [o Cromstogan View Segmentit] B.) Peak
WS Data - \PataProjectL - )

Mzl
et

M

Filename [Original Method File Name]
thodl.lcm

Samplel.lcd

Acquired]
01011:03:20 PM

Oveilay

>073] Scen

T

Eventit SMRMID+) Ret Time : [0 63270 642{0 5¢

:>15 L - “’Z}Z': " 7”2

Spectium Processing T able 0 <> Method Vi

Raw Spectrum Background Spectrum
Top Time | Start Time| End Time | Top Time | Start Time | End

9 J8)dey)

Data Analysis

[EV File Edit View hem Layout Page Iocls yind Help
02H «6|(ER Oz 7 jo R o = S A e Y e N e R N S
HEEEAASEREDE | @M AR D R T A 6 DR R R E N

5127/2010 5:59112 PM 171

==== Shimadzu LabSolutions Analysis Report ====

[C:Labsolutions\DataiProjectiiSample1.icd

uire: - System Administrator
[Sample Name N
Isample ID B
L o1
ial 22
injection Volume: -1
File : C\LabSolutions\Data\Project1\Sample 1.lcd
Method File - Cl\LabSolutions\Data\Project 1\WMethod1 lcm
Eeps:llgnmm F“En - %ﬁgﬂdmnns\sysmm\DEFAULﬂs r
i :
Drag and drop the plonih D3y rdcscsea 3583010
file to the layout view Chiomatogram> 1
frame at the ri g ht. CiLabSoluions\DataProjecttSample lcd
2 PDAMulli 1254
0 E &
o]
0o 05 10 15 20 25
Commet: min L4
MS Chromatogram
(x10.000)
TICH@1MC(H@2ATICH@3
80085124
6.00
4.00 ﬂ ﬂ
LuJES [ [#]hd EEMS Doto An_ [B Data Report
NUM
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[ Report Format Printout Example ]

Acquinsd Syvtnm Admini, ! .
£ o £ Cia
Dmaa_ﬁj%-a - ST42010 1140330 PM
Smmepia - Stendend
Imu:l:l; |
S.nm;ph BT o
Srmeplia ID :
I3TD Ammcmnt - {Levall Conc )
Airremnt |
Facher 1
Trayz 1
Vi -1
Injacticn Volema -1
Tizta Fils - Smmpial tod
Al=thiod Fila - Mothod] Jom
Original Mathod Fils - Mathod] lom
Fmport Format Fil - DEFAULT hr
Tusing Fils - Tmsing Jot
Procemusd by : hlzmoal
Dizie Procmasd - 6142013 309:25 PM
ME Chromatosr=m
(z10.000)
140 14970
1204
100
0.804
0.60
040
0.20-] A=at
3 J_ - TIC{+HE2
000 TIC(E3
L B IR B L L L L Tt
000 025 050 075 100 125 150 175 200 235
min
Mz Qrmant Graph Cafibraiion Corve
TTOC100INEEL IO ] mznn. D2 1 mz - BT00
¥ Type: Foactien - a3 61950 HO0E % H]
-~ Hame A Rel=1000000 Erl=1 000000
. MiazoRF- 3.619502eH008 BF 30: QLOO0000eH000 RF 3RED: (LO0ODOD
o . rl :
= 18, R e
— 2.010ppn Weighisd Esprewion @ 102
g Cromntitaticn Nisthod Standard
Eveantl
Asan
[*10°4]
“ar | I5]55 ETIEH
30
20k
Lo}
M 1 1 L L L
q"t 00 0 04 0f 0% Lo
: . Coma. [+10°-2]
1 1
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7.1 Create a Batch Table

Chapter /. Realtime Batch

7.1 Create a Batch Table

Select a batch table using the method file created for realtime sequential batch analysis.
Here we perform quantitative calculation for a sample containing A, B and C at 0.075 ng/uL each.

]

Change the measurement time for each event on the [Data
Acquisition] window.

[78 Realtime Analysis (Instrument1-System Adminisirator) - [Data Acquisition - Method1.lcm)]

- a X
ﬂA Eile Edit View |Method| Instrument Acquisition Data Jools Window Help _l& x
0D3d |« [;; Instrument Parameters .
S g The measurement time for each
H - i
| DataPr ing Parameters(MS)... H H
1  Proceseing Baremeters event is determined based on <1at
MS Data View Parameters... i Resdy
QQC ParamatezS). the [Ret. Time] of the Compound Ry
System Suitability Settings... E H m
Optimization for Method... Table-
Optimization Result... bsoo - -
v ltem Value Setting Units:
= .
Update MRM event time by compound table. | " flss seants) | Pump System A | lsocratic flo
| Pump A Pressure| 00 MPa
Pump B Pressure| 0.0 MPa
Loop Time....
Update display sequence by compound table... i U Pump System A 0.0500  0.0500|mL/min
Export Compound Table... et :— Pump System B 0.0500 00500 |mL/min
Import Compound Table... 1 Pump A Degassi [Nt Connec Pa
v il 19 Realtime Analysis ‘ == || L R e
Temperature Limi 105 105]C
Overap Mode [
This will update the MRM analysis time using the compound table

'\

information. Do you wish to continue?

.

The measurement time for each event is determined
based on the [Ret. Time] of the Compound Table.
The start time of measurement = [Ret. Time]

- [process time in the identification parameters]
The end time of measurement = [Ret. Time]

+ [process time in the identification parameters]

/ J8ydey)

Click [Realtime Batch] in the [Main] assistant bar.

[/ Realtime Analysis (Instrument1-System Administrator) - [Data Acquisition - Method! lcm] - o X
£/l File Edit View Method |nstrument Acquisifion Data Tools Window Help _l&x
DeR | «pna d=EE iz o
BRI SR Bu@oE0? SEEERTRAR
=lxl
LCReady MSReady Lc Resdy
Sample Nams s Ready
Sample ID
Data Comment I
Lc MS ALL
Detal.
B Instrument Parameters View Nomal ]| Advanced e e, Sl @. Sownioad Rem Vaiue | Setting | Units | ~
i Syt
MS  Smple Settngs LCTimeProg. AutoPurge e 2 Frseu 50 Wira
B Pressu 00 WP
@ posiive O Negative EndTme: (2500 | mn s Program @ e St A 00500] 00508 s
[ ProductIon Scan(+) | [Precursor lon Scan(#) | | Neutal Loss Scan() | Ump System 8] 0.0500] 00500 [mUmin
ump A Degass| Mot Conne kPa
venTemperaty] 400 [C
Type Everi#i _|+/- |Compound Name m/z | Time (0.000 min - 2 500 min) Temperature 105 05C
Oveddap Mode: O
MRM 2 +_|B455.2000>165.0500
[T I3 [~ |C309.0000>162 9500 j v
43k Data Acquis..[3; Reatime B._ | v
C: 21168 Free

The [Batch Table] window is displayed.

Create the Batch Table using the following procedure.
Use the first four rows for the standard sample and the
fifth row for the unknown sample.
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se|ect[Tab|eEasysettmgs]mthe[Ed.t]menu

[73 Realtime Analysis (Instrument1-System Administrator) - [Realtime Batch - Untitled (LCMS)] - o X
Eile [Edit] View Instrument Batch Tools Window Help _la x

(3 #7 Undo ez . pIotoIL:

¢ Redo Ctrl+y

il Series 3] icEEERETRaR

Fill Down e
proiect] c e

Cut Ctrl+X u_=|s_,|=u-=|s_,|=|n|s-p|=m.=| Analysis Type | Method File | Data File 3

Copy cil+C [0:Unknown | Vethod 1 lem | Ready

B = o

Copy Entire Tble
Clear Delete

B == Select Row em Value | Setting | Units
Select All Ctrl+A ump System A|lsocratic flo
- ump A Pressur 00 P2
ump B Pressur] 00 P2

ump System A|_0.0500] 00500 |mL/min

Pump System B| _0.0500] 00500 |mLimin
Pump A Degass| Not Conne Pa
Pump B Degass| 94 KPa

OvenTempert 400 c
Table Easy Settings... L 105 c
- Overlap Mode off

[ Open DataFile...
¥ Edit Method File...
@ﬂ Edit Report Format File...

&8

Nebulizing Gas — 3.0|Umin

Drying Gas Flo — 15.0| L/min
|Fleating Gas Fi) — 15.0| Umin
L —— [

Make the following settings on the [Table Easy Settings] sub-
window.

Tab\e[aro*ttmgs
B Y @ e ) O [Vlal#] 1-4
Method File: MethodLlem

[ Standard V’a\# = ay#: 1 [ Repetitons: 1 |3

Injection Volume: 1 Data File: Std01

[ Unknown l vils: 5 B B 'az# 1 [5| Repetitons: 1
Injection Vj lume: 1 |Daia File: | UnkD1

(it

A five-row Batch Table is created.

Specify the fifth row (unknown sample) for report output.

[7§ Realtime Analysis (Instrument1-System Administrator) - [Realtime Batch - testBatch.lcb] - O X

le Edit View Instrument Batch Teols Window Help _ & x

D28 «6/LR(@0O=
fef B e B 0 7 le@v : ?
=l =l
— oldr. C\Lab Solsions\Data\Project c SO
Acquisition Lo | 6 Lol Data File Leveldt | Inj_Volume | Report Outpt | Report Format File | Data Commer | | o
1 ethod 1 lcm 01 lcd 0 ]
Reafiime Batch| | |7 hodilom A2 cd E H @
3 ehod 1 lem d031cd
4 ehod 1 lem d041cd
: ot = = —

hem Value | Setting | Units
Pump System A lsocratic flo
Pump A Pressur 00 TiPa

Pump B Pressur| 00 MPa
Pump System A| 0.0500 10.0500 |mLsmin

i

Settings

Place a checkmark in the box, and enter the file

=r Fump System B|  0.0500|  0.0500 [mLmin

name “Report1.Isr”.

N

791;.1« If a path is not specified for the file name,
the report will be stored in the folder that is
open in the [Data Explorer].

56 Getting Started Guide



7.1 Create a Batch Table

6

ile_Fdit View Instrument Baich Took Window Help

(B ea OeEE -
i A gl 7

TET T

ot

CRORORE"

s @ » (Ba 2 (sEE R

r
/Y Save Batch File As

==

Savein: ||, Project]

Name

No items match your search,

- Q¥ m

| [File Name] : Batchf }-[n s

— =9

=)

Save the Batch Table settings.
15 Resti s syt st e S5 U I

‘ Save as type: | LC Batch File (*Icb) v| | Cancel | ‘
( \
V Tips Batch Table Settings
sampleype rSampIe Type u
Click '# in a cell to open the [Sample Type] sub- Pt o
window. Select the type of sample in this sub-window. LY 5tandard] Initialize Calibration Curve
o & Control
Select [Standard] for grouping types of samples, or ¢ Unspied [Z) add catration evel
[Unknown] to use a sample for quantitation. Enable & Spiked
I . . . % Standard(ISTD Recovery) Replace Calibration Level
[Initialize Calibration Curve] for the first standard  Unknown(QA/QC)
le in a grouping type - Badep etnod
samp .
[ ok ][ concad |[ Hep
Analysis Type
Select the type of analysis for MS data. Set whether or Analysis Type
not to perform analysis processing on MS data. Click EMS SEE T ORI
. . . MS Quantitative Calculation (MQT)
in a cell to open the [Analysis Type] sub-window.
In this sub-window, click the items to be executed. B
@ TIC 1) MIC (ILM) MC (1LC)
Peak integration and quantitative calculation are [E] M5 Meke Specirum Process Table
q @ TIc (5T7) MIC (STM) MC (STC)
automatically performed on the LC data. T e
Auto MSMS (STA)
Merge Product Ion Scan Spectrum (MPI)
[ M5 Library Search (LS)
Level Number [ ok ][ concd |[ e |
Enter a level number for all of the standard samples.
Report Output
P . P . . . [#3 select Report Format File —
Check this box to automatically print an analysis
Lookin: || Projectl - @ T e mE-
report. =
&= Name Da
";;y 0 ritems matcl 'our search.
Report Format Files Recent Places o reme eyt
Click F in a cell to open the [Select Report ||
Format File] sub-window. pesito
Analysis reports are printed in the specified S 1
format.
&\
Computer
- 4 [0 r
Network
File name: - Open
R@mme Help for details Flesoftyps: | Repor Fomet ile (1) ] [ Coel |
. J

/ J8ydey)
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.
V Tios Table Entries

Popup Windows (for complex settings) Method File
After selecting a cell, click the button at the right end Method1 Jom
of the cell to open the popup window to make settings Method1 lem @l
for that cell. Method1 lcm
Method1lcm

Drop-Down List (to select from a list of choices)

T |
After selecting a cell, click the down arrow at the right ﬁ@ Click here

end of the cell to display a list of choices. Select a Mone
. . Summary Start
choice from the list. Summary Run
Summary End

Summary End&Start

Check Box (to select on/off) Recort Cutput
Click the displayed check box to select or clear a =

checkmark. I Click here
%d

[Alt] + click (to open a file) Data Fle
In file-related windows, this function opens the Std01 Jod
specified file.
The data or method file for the selected row in a -
Batch Table can also be opened from the [Edit] menu. Unk01lcd |

.

7

V Tios Fill Series and Fill Down

Use the right-click menu on the Batch Table to select [Fill Series] to enter a numbered series or [Fill Down] to copy a
particular cell entry to the rest of the cells in the column.

To enter a numbered series

Method File Data File | Fi“sgﬂ.‘ﬁ : Method File Data File

Method 1 Jem Std01Jcd H === Method1.Jem Std01lcd
= ‘ Std02lcd
Std03lcd
Cut StdD4lcd

Copy

Paste

Copy Entire Table

Enter “Std01.lcd” in the top row of the [Data File] column, then right click and select [Fill Series] to fill each cell in the
column with “Std01.lcd” to “Std04.lcd”.

To copy a cell

Method File ! ! Method File Data File

Wethod 1 lom el Senes Wethod 1 lom Std01 led
| Fill Down Method1 lem 5td02 led
Method 1 lem Std03lcd
S Method 1 lcm Std04lcd

Copy

Paste

Copy Entire Table

Enter “Method1.lcm” in the top row of the [Method File] column, then right click and select [Fill Down] to copy “Method1.
Icm” into all cells in the [Method File] column.

9»1. To add rows, select [Add Row] from the right-click menu of the batch table.
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7.1 Create a Batch Table

LabSqutions\

- Create a Batch Table Using
Quick Batch

e You can also create a Batch Table using quick batch. ®
_,{ealtu‘ra Analysis (No9-System Administrator) - [Data Acquisition - Tutorial_Method.lcm] ‘
4l File Edit View Method Instrument Acquisition Data |Ioels| Window Help
=] System Configuration Audit Trail Settings...
Gl
LCReady
Sample Nama o .
seret (TS =)
Enter the sample ' Select a sample
information. type and vials. i
Yl JIE ) ‘
Method File:  Tutorial_Method.lcm 9— -] Plate Ty
e — (2) () @) () (@) &)
Report: [7]ReportOutput  PeakReport_Llsr Setfings... % % lrlmwaL E]E
Sample Type: AutoFil Level# @ @ @ @ @ [ Standard
SampleName: ParabenMscure [ Auto-ncrement(001,00 Jf )
sample: | [#lAuto-nrementoosoo f % % % orecton
Tray Name: @ @ @ ‘
ial Number: r - o
I ©C®EEm
Injection: Repetitons 3 [+ Volume TG @ @
' 1
Batch Table o <=1 Click here to add them to a Batch Table. With
z \naml Troy e | Samic Mo | Sampe 1 | Sanple Type | ’n. [ || the settings shown in this figure, a Batch

Table for the standard sample is created.

Also, for the unknown sample, perform the
procedures (2) and (3) shown in this figure to
add them to the Batch Table.

Start Cance Help J

/ J8ydey)

Batch Tahle

| \nam | Tmy T

Level# | Inj. Volume | Report Oulput

| MMM

Refer to Help for details on operations and the applicable models.

Reference

/ N\

<~ When [(Auto Filename)] is displayed in the [Data File Name] field, you cannot directly enter

9""‘ a data file name. To enter a data file name directly, click [Settings] in the [Quick Batch] sub-
window. On the [Data File Name] tab page in Settings ____——_f =
the displayed [Settings] sub-window, clear the |\ ASCI Comversion_|_Fie Conversion_|_qajoc | Foider | _opton 1tems I

: | Geresl | oraget | Detaieneme o
[Create filenames automatically with] checkbox.
[ []Create fienames automaticaly with
\ I
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7.2 Realtime Batch Processing

Execute batch processing.

1 Place the samples in the autosampler.

Vial 1, sample solution containing A, B, C at 0.01 ng/uL
each (standard sample)

Vial 2, sample solution containing A, B, C at 0.05 ng/pL
each (standard sample)

Vial 3, sample solution containing A, B, C at 0.1 ng/uL
each (standard sample)

Vial 4, sample solution containing A, B, C at 0.5 ng/uL -

-
each (standard sample) S
Vial 5, unknown (to be quantitated) sample § S
In this example, a sample solution containing A, B, C at

0.075 ng/uL each is taken as the unknown sample.

Vial

Sample Rack

2 Start realtime batch processing.
During realtime batch processing, the [Realtime Batch] and [Data Acquisition] windows are
displayed side by side.
A report is output after analysis of the unknown sample is complete.

[/ Realtime Analysis (Instrument1-System Administrator) - [Realtime Batch - testBatch.Icb] - [m] X
§ File Edit View Instrument Batch Tools Window Help - & x
028 &6 & (D= @ | @
igHRdabenr? [«EEu@oEe? SEESTTMER
x| =
ain older: CL Data\Project 1 0 =
Acauisiion Analysis Analysis Type Method File Data File Level# Inj. Volume Report Ouiput Report Format File Data Comme: Ms W
lethod 1lcm 101 ]
Realtime Batch) - 02 O ﬁ M m
lcm 1d03.
lem rd04.
lcm k0T = Repot 159 Detail...
em Value | Seiting | Units
ump System A|lsocratic flo
ump A Pressur] 00 MPa
ump B Pressur] 00 MP:
'ump System Al 0.0500 10.0500 [mL/min
Pump SystemB|  0.0500[  0.0500 jmL/min
Pump A Degass| Not Conne Pa
Pump B Degass| -94 Pa
OvenTemperat 400 40|C
Temperature Li 105 105|C
Overlap Mode Off
- N

Q.. Click sl to stop batch processing.

Stop

Q'Il By pausing the Batch Table, modifications can be
made while measurements for the current analysis
continue.

:9,;[". You can take a snapshot to view the data during

acquisition. To take a snapshot, click [l
[Data Acquisition] assistant bar during acquisition.
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7.2 Realtime Batch Processing

[ Realtime Batch Report Printout Example ]

Sample Information
Acquired by : System Administrator
Date Acquired :5/25/2010 7:45:59 PM
Sample Type : Unknown
Level# :0
Sample Name :
Sample ID :
Sample Amount 01
Dilution Factor 01
Tray# 01
Vial# :5
Injection Volume 01
Data File : UnkO1.lcd
Method File : Method1.lcm
Original Method File : Method1.Icm
Report Format File : Reportl.lsr
Tuning File : Tuning.Ict
Processed by : System Administrator
Date Processed :7/5/2010 5:01:46 PM
MS Chromatogram
(x100,000)
4151,240
1.40-
1.20—
1.00-
0.80-
0.60-
0.40—
0.20-
E| TIC(He 1
3 L TIC(H@2
0.00- TIC(He3
A e e e e LA S e o L S e B e e e
0.00 0.25 0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25
min
Mass Quant Graph Calibration Curve
ID# 1 m/z  :237.00
237.00>100.20(+)@ 1 ID#: 1 Name :A
151938 ‘ m/z: 237.00>100.20 Function : f(x)=3.98377e+006* x-4014.10
Type: Target Rr1=0.9988958 Rr2=0.9977929
Name: A MeanR F: 3.851308e+006 RF SD: 2.457992e+005 RF %RSD: 6.382226
FitType : Linear
| anne o7 sohcn, ooy
Area: 279676 Quantitation Method  : External Standard
‘ Conc.: 0.071ppm
Event: 1 Area # | Conc.(Ratio) MeanArea Area
) 1 0. 3619 3619
‘ [*10%6] 2 0. 18707 187076 |
25 3 . 38531 385310
4 209555 209555
\ 9
20
‘ 1.5
‘ 05
0.0
L 00 1.0 20 30 40 50 60
- - Conc. [*10/-1]
1 2

/ J8ydey)
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ID#  :2 m/z  :455.20
455.20>165.05(+)@ 2 ID#: 2 Name :B
130,331 m/z: 455.20>165.05 Function : f(x)=4.71632e+006% x-15222.7
Type: Target Rr1=0.9994071 Rr2=0.9988146
MeanR F: 4.213971e+006 RF SD:7.039121e+005 RF %RSD: 16.704248
Name: B : -
FitType : Linear
‘ . ZeroThrough  : Not Through
RetTime:  1.224 Weighted Rearession  : 1/C/A2
Area: 319843 Quantitation Method ~ : External Standard
Conc.: 0.071ppm
Event 2 Area # | Conc.(Ratio) MeanArea Area
. 1 0.0 31817 31817
[r10%] 2 00 219764 219764
25 3 0. 475316 475316
4 0. 2262891 2262891
‘ 20
‘ 1.5
‘ 1.0
0.5
0.0
00 1.0 20 30 40 50 60
e S— Conc. [*10~1]
1 2
309.00>162.95(+)@ 3 ID#: 3 D i3 miz :309.00
83319 v m/z: 309.00>162.95 Name :C
Type: Target Function : f(x)=2.54851e+006* x-984.917
Name: c Rr1=0.9985671 Rr2=0.9971363
MeanR F: 2.516006e+006 RF SD: 1.286267e+005 RF %RSD: 5.112336
. FitType : Linear
RetTime  1.571 ZeroThrouch  : Not Throuch
Area: 190118 Weichted Reqression : 1/CA2
Conc.: 0.075ppm Quantitation Method  : External Standard
Event: 3
Area # [ Conc.(Ratio) MeanA rea Arez
. 0.0 24275 4275
[*1076] 00! 130160 130160
1.2 (o} 0. 264742 264742
4 0. 1192961 1192961
1.0
0.8
0.6
0.4
0.2
0.0
00 1.0 20 30 40 50 60
1 2 Conc. [*10M1]

This example report for unknown sample (vial 5) shows the quantitated values for A, B and C. Also
shown are the method calibration curves for A, B and C.

The method calibration information resulted from method integration of peaks A, B and C in standard
vials 1-4.

62 Getting Started Guide



7.3 Print Batch Processing Reports

7.3 Print Batch Processing Reports

Prints a batch processing summary report (a simple
combined report of two or more sets of analysis results).

1 Open the [Report] window.

7Y Reaktime Analysis (Instrument1-System Administrator) - [Realtime Batch - testBatch.Icb] - o X
Batch o — N -8 %
y = Show Window Dats Acquisiti
IDaH| &0 |56 s s [J s sciiion
! C— Realtime Batch
PR R e B ¥ Y L= L Calibration Curve Gl 7
A — =l
o C\LobSeiare O ™ Arrange lcens 9[@ e [ ——
Poalysis | Analysis T (5} Lock [ Volume | Report Outpd | Report Formal File | Data Comme: | | .- ]
; 1Data Acquisition - MethodT.lcm T I
B 2 Realtime Batch - testBatch.ich T il o I
4 T eI Sid0dlod | 4 O
5 | WMethodTlem | UnkOlled | 0] =]
| tem | Value | Setting | units |

2 Create a summary report format with the [MS Summary

(Compound)] report item.
= “6.4 Create a Report Format File” in Operators Guide for

Reference

LCMS/MS system.

73 Realtime Analysis ~System Adminis - [Rennrt - lntisiar)
' :;" “’""g’“;’;‘“g:mj““"“ ' Click and drag to define an
| L3 Ea} . 7

. : eﬂa’w 4[| areaon the page where
'l wm| you want the summary to FLETLLTELD

s = || e printed.

Acquisition
Realtime Batch
Report ‘

SR P R

Ttem
Pump System
Pump A Prossur
Pump B Prossur
Pump System A

Pump System B
Pump A Degass|
Pump B Degass|
OvenTemperat

/ J8ydey)

The following three types of Summary Reports are

available:

* [Concentration]:Displays concentration, area and
height for each peak.

» [Compound]:Displays peak information such as
concentration and column performance for each
peak.

+ [Data]:Displays a chromatogram and peak table for

each data set.

b
Overlap Mode

Nebulizing Gas — 3.0(Umin
Drying Gas Flo — 75.0|L/min
|Feating Gas Fio — 15.0| L/min

|Inteface lonFocus |
Nirtardana Vol = AnhAr

rE‘] Save Report Format File As =)
Savein: |, Project] - @ ¥ M-
‘ Name -

No items match your search.

a [ . 1 3
[F“e mamE: | Summany] - |] Save
| e | N - [ Concel |

5

L [File name] : Summary1 ]
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Set up the summary report.

1)

summary report.

Enter [Summary Start] in the first data line to be included in the summary report.
Enter [Summary Run] in all of the subsequent data lines to be included in the

Enter [Summary End] in the last data line to be included in the summary report.

!

@
|

Folder: C\LabSolutions\Data'\Project 1
Analysis | Leveld |  Inj. Volume Report Output Report Format Fle Data Ci Type Report Format File
1 1 & Summary Start Summaryllsr |
2 1 P ‘Summary Run
3 i & Nore | 1
4 1 [ None 1 |
0 i 5 Summary End ‘ |

Enter a file name in the Summary
Report Format File column.

Qn If [Summary Type] and [Summary Report Format
File] are not displayed in the Batch Table, use the
right-click menu to select [Table Style] and enable

display of these items.

Start realtime batch processing.

[T Reattime Analysis (Instrument1-System Administrator) - [Realtime Batch - Untitled (LCMS)]

{4k File Edit View Instrument Batch Tools Window Help

D3R <k mk([D=LF" g ea=zt=200 @
HE T IR - R IRlocE¢ 7T ICEEERTRRR

S 5 )
Wain Folder: C:\L ta\Project 1 = Resdy
= Anclysis | Vial#t | Tray Name | Sample Name | Sample ID | Sample Type | Analysis Type Method File Dala File Levelt? | Ini = = |
thod Jom 01 v
Realtime Batch| | |5 e thodTiam Q02 E M @
anda thod TJcm d03.
anda ethod 1 Jom d04.
known lethod 1Jcm Unk01 Detail...
tem Value | Setting | Units
Ump System A|lsocratic fio I
ump A Pressur] 01 P2
ump B Pressur] 01 WPa
ump System A|_0.0500] _0.0500 |mL/min
Pump System B 0.0500| _0.0500 [mLimin
Pump A Degass| Not Conne a
Pump B Degass £ KPa
OvenTemperat 400 ac
Temperature Li 105 105|C
Overlap Mode off
Eabuhzmg Gas — 30| L/min
Suick Bsteh Drying Gas Flo — 15.0|Umin
Er=sie: Heating Gas g — 75.0] Umin
ierface lonFocus
terface Voliag| 00[kV
] Interface Curen] 00 uA
e Interface Temp 2 300[C
Batch Queue pLoflace = ot
L Temperatur 1z 250[C

The specified summary report is printed when the batch processing is complete.
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7.3 Print Batch Processing Reports

[ Summary Report Printout Example ]

MS Summary{Compound)
(x10,000) Stdol.led
{14,970 = & 8
& o~ 1
B = —_ —_
1.00- — - —
1 AGEL (1)
] WBH@2 (1)
e e e R e e e e e e = =t~ C(H@3 (1)
0.00 0.25 0.50 075 1.00 125 1.50 1.75 2.00 225
min
(x10,000) Std02.led
891 [g9,124 2
1 = -~ -
g AD@L ()
| (BH@2 (2)
W @B
0.00 0.25 0.50 075 1.00 125 1.50 175 2.00 225
min
(x100,000) Unko1 .led
{151,240 5% b3
L] ! —
4 < — I~
= — v
1.00-] - - -
] A@L (3)
] BH@2 (3)
W e chH@ 3
0.00 0.25 0.50 075 1.00 125 1.5 175 2.00 225
min
ID#1 Compound Name: A
Title Sample Name|  Sample ID Ret. Time Arca Height cone.
Std01.led 0.637 35904 10454 0.009 (@)
Std02.led 0.646 186026 50731 0.045 0
Unk01.lcd 0.387 371763 142787 0.089 %
Average 0.557 197897 67991 0.048 =3
YoRSD 26.366 85.016 99.770 83.399 (-E
Maximum 0.646 371763 142787 0.089 ~
Minimum 0.387 35904 10454 0.009
Standard Deviation 0.147 168244 67834 0.040
ID#2 Compound Name: B
Title Sample Name[ Sample ID Ret. Time Area Height Conc.
Stdo1.led 1.226 28590 13560 0.008
Std02.led 1.230 219416 84130 0.049
Unk01.led 1.224 318970 123206 0.069
Average 1.227 188992 73632 0.042
%RSD 0.229 78.078 75472 74.140
Maximum 1.230 318970 123206 0.069
Minimum 1.224 28590 13560 0.008
Standard Deviation 0.003 147561 55572 0.031
ID#3 Compound Name: C
Title Sample Name| Sample ID Ret. Time Area Height Conc.
Stdol .led 1.566 23534 10163 0.009
Std02.led 1.568 127900 53366 0.049
Unko1.led 1.571 186467 78613 0.073
Average 1.568 112634 47381 0.044
Y%RSD 0.164 73275 73.058 73.335
Maximum 1.571 186467 78613 0.073
Minimum 1.566 23534 10163 0.009
Standard Deviation 0.003 82532 346l6 0.032
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Chapter 8, Quantitative Data Analysis

8.1 Confirm Quantitative Results in the [Quant Browser] Window

Use the [Quant Browser] window to easily apply quantitative calculation to multiple data sets.

LabSolutions CL Main (System Administrator) - o X
File View Window Help

@7

Double click

Adrmifistration

g

Drag and drop Tutorial_Batch to the
[Quantitative Results View].

Sample data (Tutorial_Std01.lcd to Tutorial_Std03.lcd and Tutorial_Unk01.lcd to Tutorial _Unk05.
Icd) registered in the batch file are opened.

You can select multiple data files in the [Data Explorer] sub-window and drag-and-drop them
simultaneously.
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8.1 Confirm Quantitative Results in the [Quant Browser] Window

Confirm quantitative results.

N
The quantitative results and calibration curve of the Click the compound to
compound on the row selected at @ are displayed. be confirmed on the
Nad ) ) [Compound] tab.
Q.i,,, Select [Delete] from the right-click menu of the J
& Bowser sy [Quantitative Results View] to delete a data file. |
i@eie goi [=I=]l=]
iDeH | «k KD ch@@m'“ 2| ER
=l e —————V— T3 Method View - Compound T able it
T "“:?;‘”]' — I| = | Lcoremm UI':"
Filename Mo = -
iorisl_Sid031cd tandard(Calc.Point 7% 80746261 |2 [papaverne [ Target [340.10
1) Samplet /9 orial_Unk01 e irknown| 743 077,384
i Tutorial Std01 1721 o 021 inknown 737] 10886185
3 Tutorial Std02 1721 o 03k inknown) 699 791516
o Tutoria Sta03 1724 e g R
Tutorial_Unk01 719
| Tutorial_Unko2 779,
[ Tutorial_Unkoz 779,
|1 Tutorial_Unkod  7/9,
ETutanal_UnmS 719
4 I - ’ ‘ . '
B Chromatogram View B Calibration Curve/Spectrum View
J_ crromatogram [Ef) sample Info. Im‘@‘
< i g — g sty 75201 2 R L et
- 750000 ’ B Area
Max Intensity 0
75000000
500000 D
50000000
250000
25000000
5 & 100 0.0 1.0 20 3.0 40 50 60 0.0 1.0 20 30 40 Conc.
w [SEFE] | Hawt toves
NUM ‘

Confirm the chromatogram. Confirm the calibration curve.

The calibration curve of the selected

The chromatogram of the selected data in
compound in the [Method View] is displayed.

the [Quantitative Results View] is displayed.

g Jedeyn
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8.2 Edit Integration Parameters and Re-Integrate

The sample data on the previous page is quantitative data for a three-point absolute calibration curve.
However, if the area value for the first line of data (Tutorial_Std01.Icd) in the [Quantitative Results View]
is found to be “----", or if confirming the [Chromatogram View] reveals that peak integration was not
performed, edit the peak integration parameters to obtain a suitable calibration curve.

Edit the quantitative parameters.
[N “10.3 Postrun Analysis of Multiple Data” in Operators Guide for LCMS/MS system.

Reference

1 Mathed Visw - Peak Integration Parameters Seﬂ. d

B Quaritative Fesuk
) | Integration || miification | Q | Compound | Performance | spectrum | Custom | @C Check
| [#IMass (] Compound Name \j
| Integration
; © Auto(area) @ Auto(Height) @) Advanced
B .
— oo [s | I
[ [Tuo dth: ] =& Proeram
Slope: l 100 '
e Moise/Drift Calculation. ..
I DAL we ||

min

Min. AreafHeight: | 0

Calculated by: @ Area
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8.2 Edit Integration Parameters and Re-Integrate

Re-integrate

“1* | papoveine | B Method View - Peak Integiation Parameters q@l [Ede
Sample Type | || 1ntegration |Identification | Quantitative | Compound | Performance | Spectrum | Custom | QC reen;
Standard(Calc.Por] p
utorial_Std02lcd Standard(Calc Poirl || [7]Mass 7] Compound Name: £
Utorial_Std03lcd Standard(Calc.Por Integration
07 g inknow
L : ik 02T irknow Auto(Area) Auto{Height) @ Advanced
al_Unk (3. inknov] .
utorial_UricO4k inknov Vexbesk:
al_ U5 inknov] width:
Slope: 100
Drift: []
T.DBL:
(1 Tuterial_Unk05 - i mm
Min. AreajHeight: \:I counts
Caloulated by: © Area Height -~
< laingd ’ v
B Chiomatogram Yiew B Calbration Cuve/Spectium View
J_ Chromatogram | E) sample Info. A CalbCurve |} spectrum
* el O ) ¥ =16,378,956.0% - 1,148.520
- T — Honiersty JR015 *2=1.000000 1 = 1.000000
Max Infensiy -0 7500005 >4 me e o e
500000 D
2500004 -
0 % [
olo 10 20 30 o <o ) () 10 20 30 40 Conc.
@mam&wmvl
NUM
=l
| Integration | identificaton | Quantitstive |
[#Mass  [¥] Compound Name
x Integration
(@ Auto(Area) () Auto(Height) @ Advanced
MaxPeak: E
Width: 5 sec
Slope: 100 Jmin
Drift: 0 fmin
T.DBL: 1000 min
Min. AreafHeight: 0 counts
Calclated by: @ Area () Height
Smoothing
Method: [Standard
Counts: 2
Width: 3 sec
o
>0
S
Original Results =
i
B Quantitative Results Yiew D 1 g papaverine ( Ny ) (o)
Data Filename | Sample Type | Levellf Ao [ e -9-
Tutorial_Std01led Standard|Calc Pairt] 1 i — 0,500 Hint When the standard Sample
Tutorial_Std02lcd Standard{Calc. Point 2 15,2304 1.000 1.000 ici
Tutorial_Std03lcd Standard(Calc. Point] 3 80.746.2 5.000 5.000 data IS Integrated’ the
Tutorial_Unk01.lcd Unknown 0 11.077.35. 0746 — i i i
Tutorial_Unk0Zlcd Unknown 0 10,886, 18 0.735 - Callbratlon curve Is recreated
Tutoriel_Unk03ed Unknowri 0] 1075158 0729 — and quantitative calculation is
Tutorial_Unk04.lcd Unknown 0 10418, 108 0.706 -
8 Tutorial_Unk05 Jcd Unknown| 1] 104937 0711 - performed on all data.
A/

‘ Q.. Integration can be initiated

Edited Results manually in the [Chromatogram

B Quantitative Results Yiew D 1 [ papaverine VleW] SeleCt [Manual
Data Filcname | Sample Type | Level# Aca | | Conc (ppm) | Sid Conc_ Integration Bar] from the right-
Titorial_Std01 led Standard(Calc Point] 1 115514 D518 0500 .
Tutorial_Std02lcd Standard(Calc. Poini 2 19.447,1]'. 0380 1.000 click menu.
Tutorial_Std03Jcd Standard(Calc.Point] 3 87.729.78 5.002 5.000 ug
Tutorizl_Unk01lcd Unknown [T YR 0.707 — « s
Tutorial_Unk0Zlcd Unknown 0] 14,8406 0.709 — Reference 5.5.6 Manual Quantitative
Tutorial_Unk03lcd Unknown 0] 1480380 0707 — PR
Tutorial_Unk04lcd Urknown 0 14.233.4' 0673 — Peak Integration” in Operators
H Tutorizl_Unk05lcd Unkni 0] 140843 0664 — .
e — & Guide for LCMS/MS system.
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The peak is detected.

The 3-point calibration curve is displayed, and the correct quantitative value is determined.

[ File Edit View Method Process Data Layout Tools Window Help mEE]
(D30 | <k (ER (D= 7 fwcwl[@a s wi|» @ e
==l ==l
Eolder: O Quartistive Resuts¥iew D2 1 | (| papaverne O Methad View - Peak Integration Parameters [23 View) [# Edt
. pataprojectL - Dota Filename | Leveldf | Ret. Tme | Awa | Conc. ppm) | Std. Conc. || integraton | tdentfcaton | Quanstatve | compourd | perl ¢ | |
utorial, 01 led 682 .591.411 0518 0,500 A
F— Mo uiorial_Std02lcd 717 1944707 0980 1.000 ||| [#]Mass  [¥] Compound Name |
uorial_Sd031cd 736 | 87.729.745 5002 5000 Integration
(1) Samplel 79 orial_UnkO1k 743 816115 0707 — y
[ Tutorial Std01 1721 uiorial_Unk021 737| 1484065 0708 — Auto(pres) @ Aut)
o Tutorial Std02 1721 oo ﬁ: & __gﬁ ‘;;”; = Maxpezk: [
[ JutorelStdls - 172} iorial_Unk05 708 084,370 0554 — width: [
Tutorial Unk0L 779
LI Tutorial UnkD2 779, Sope: [
[ Tutorial Unka2 79, Drft: [
[ Tutorial Unk0a 779, I.08L: [
i Tutorial Unk0S 779, i Arcaieight: ||
Calaistedby: @ -
‘ [ m o || BN D
o ChomaloganView 03 Calfration Curve/Spectim View
J_ chromatogram | sample Info. A Calib Curve | h_ spectrum
K== D i tensty - ¥ = 16.977,562.0¢ + 2804 692
= 0T e TS 1°2 =0,9393423 1 = 08998711
Max Intensity 750000 B
Area
5000004 D
250000 = 50000000
¢ B o o 2o B 0 B 60 oo 10 2o 30 40 Conc
L [T ] # bl " (uert Browsed]
NUM i |
M Invalidate a Calibration Point
If a standard sample cannot be analyzed properly, the D Quenitaive Resuls w108 1 [ ] ] papaverne
) . . . . Data Flename | Conc._ (ppm) | Std.Conc_
calibration point can be invalidated. Titorel_Sed01lcd 0518 050
Tutorial_Std02 led 0.980 1.000
H Tutorial_Std03 lcd 5.002 5.000
Remove the [Cal. Point] checkmark from the L s =
. . . . . . . Tutorial_Unk02 lcd 0.709 —
[Quantitative Results View] to invalidate the calibration Tutoil Unki3lcd 007 =
. . . Tutoral_Unk04Jcd 0673 —
point. The results are immediately recalculated. & [Tuboial Urk05led 2] =

You can enable/disable the calibration point for each
compound registered in the [Compound Table].

M Modify the Level Number

The level number assigned to a sample during analysis
can be changed in the [Quantitative Results View].

When changes are applied and a different cell
is selected, quantitative results are immediately

B Quantitative Results View

o

Select the cell of the
[Level#] to be changed,

and enter a new number.

D& 1

papavenr'

recalculated. Data Filename Sample Type | Leveli| | Ret Time Arca Conc. (ppm|
orial_Std01Jcd Standard(Calc. Pr 682 1.591.41
ons-Scs —?::iiﬂ?“:(‘ ) e
utorial_Uni le: Inknown)| 743 816,11
NV onil = Inkngwn| 737| 14840655 7
© #] can be edited regardless of the [Sampl o = i —
wne 1he [Level#] can be edited regardless of the [Sample ore_ Uk Fizom LI 7 D
Type].
M Change the Sample Type
The [Sample Type] assigned to a sample during analysis o
can be changed in the [Quantitative Results View]. Select the [Sample Type] of
the sample to be changed,
When changes are applied, quantitative results are f”d sfeleCtt:]hedapprgp”atT t
: . e from the drop-down list.
immediately recalculated. yp P
B Quartitative Results View D# 1 |+ papaverine
S Data Filename San| e Type Leveli# Ret. Time Area
{7, Changes to the [Sample Type] are reflected in the TR I S FS -
. Tutorial_Std03lcd 3 4736 87,729,745
files when saved. T b2l | GRS | — 77 iesanes
Tutorial_Unk03led Standard(No Calc.Point) [1] 4699 14,803,802
Tutorial_UnkD4lcd | |Control 0 4718 14.238.404
B Tutorial_UnkD5lcd g;ﬂdm 0 4708 14084370
Standard{ISTD Recovery)
Unknown{QA/QC)
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8.2 Edit Integration Parameters and Re-Integrate

M Verify a Spectrum

Double-click the MS chromatogram in the
[Chromatogram View] to display the MS spectrum at the
clicked position in the [Calibration Curve/Spectrum View].

(] File Edit View Method Process Data Layout Tools Window Help [=]=][=]
iDod| <k (ER(O=E 2 fwwsl#@ i dai|n @ 2
e )
Main Folder: O Quantitative ResultsView — 1pg 1 [« +|  papaveine B Method View - Peak Integration Parameters IE Edit
Quant Browser Data Filename: Sample Type Leveld | Ret. Time Arca Conc. { |ntegration | jon | Quantitative | Compound | Per| | »
1 Tutorial_Std01.lcd Standard(Calc. Point) .682 1591411 Py
!?! Filename Mo. 2 Tutorial_Std02lcd Standard(Calc.Point) 717 9.447.075 [¥Mass  [¥] Compound Name m
=y Tutonal_Sd03lod Standard{Calc Poirt) 736 17,729,745 Integration
" |13 sample1 79 Tutorial_Unk01lcd Unknown| 743 4,816,115
| : [ Tutorial Stao1 1421 Tutorial_Unk02led Unknown) 737 4,840,655 Auto(prea)  © Auby
| Tutorial Std02 1721 Tutorial_Unk03lcd Unknown| 0 4695 14803802 — [
e etorslSts 1721 Tutorial_Unk04lcd Unknown| 0 4718| 14238404 =
m [t | Utonial; 5 Tutonal_Unk05lcd Unknown| 0 4708 14,084,370 Width: [
i) Tutorial Unkil 79
K B ol Uiz 78 Sope: (]
1 Tutorial Unkoz 779, Drift: [i
I [ Tutorial Unkod 79 ] i — :
Tutorial Unkd5 7,
fu Tittorialom /o B Chiomatagran View B Calibration Curve/Spectium View
v :
o A chromatogram |E} sample info. J_ Calb Curve || J._ Specirom |
| Max Intensity - 4,944,740
| 34010 Time | 2340 Inten. 5758 .
| 5000000
[l » 4000000
- 0j
‘ Max Intensity - 0 2000000
2000000+
1000000} B
g
o =
T T T T I T ;
i S a4 0.0 10 Zo 30 40 50 60
Ll . =3 (B cuant Brawser|
1l NUM

4 \
Files Handled in the [Quant Browser] Window
The [Quant Browser] window is an application for editing When the loaded Method file has calibration information,
a single method file, and performing postrun analysis the data files of the standard sample used to create its
on multiple loaded data sets using the data processing calibration curve are also loaded.
parameters of that method.
Files are loaded according to the following rules. Data Files
Load from the [Data] tab of the [Data Explorer] sub-
Method File window. (Multiple data sets can be loaded.) Select the
Load from the [Method] tab of the [Data Explorer] toolbar buttons to determine which sample type is to be
sub-window. If no method file is specified, the method displayed. o
file used for processing the first loaded data file is - =
automatically loaded. LC LA4vgd %
. J fo')
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8.3 Print a Summary Report from the [Quant Browser] Window

The [Quant Browser] window has a Summary Report function for creating a combined report from
multiple loaded data sets.

[BNEIE|

3%A|n B i@

O Quanitative ResulisView  IDg 1 | «| | papavedne B Method View - Peak Inteqration Parameters @ Edit
[ Data Flename Sample Type Level# | Ret_Time Ara Conc. { || ntegraton [1dentficaton | Quantitative | Compound [ per [+ [+
[1 Tutorial_Std01cd ‘Standard(Calc.Point) 1 4682 11.581.411 =
Filename Mo Tutonel_51d02lcd Standard(Calc: Poi) 2 4717 19447075 Dmass [ 5
ST Standard(Cak. 3 476 | wTs Integraton
) Somple1 /9 L onel_UnkO1 Unknown| 0 4743 14816115
[YTutorial st /21| [ 2 Tutoriel_Unk02lcd Unkrowr| 0 4737 148065 Auto(prea) - © Aub
Tutorial st02 1721 | [[E___| Tutoral_Unko3icd Unknown] 0 4699 | 14803802 —
S o sz 12 Tutoral_Unk04cd Unknow| 0 4718 1423840¢ =
. Tutorial E Tutoriel_Unk05Jod Jnknown| 0 3708 14084370 Width:
Tutorial Unkol 779 —
“IMutoria Unk02 7/ Siope: L
[ Tutorial Unko3 779 Drif: -
] Tutorial_ Unkod 779 ol m S B »
| Tuterial
[ Tutorial UnidS  7/5, T Chiomatogiam View T Calbration Curve/Spectum View
A chromatogram |E} sample Info.
Max £ 4,944,744
3010 Te 2390 inien. 575
5000000
R | v 4000000
Max intensily - | T S Rt St i s B
2000000
1000000
% A 00 10 20 30 4

I EN=E S " [Eauant Browser

=
z
B

E=) [Repe Browser MS Table.lsr] - o x

le Edit View ltem Layout Page Tools Window Help .8 x
36«0 Bk @@=l 2 @ Vool de:e HR|EE D | #
M/vDOO &«PFZYD LEBAUSRERESH ASUCEEDrERVEBHUEIE @

-..\DatalProject1 VJ

Filename Mol
2 Reportlsr 51
2 templatedsr 3n

F== Shimadzu LabSolutions Quant. Browser Report ==

5219167

papaverine(+)@1 (1)
Ipspaverine(+}@1 (2)
“papaverine(+)@1 (3)
ot ()
fipspaverine(n@1 (5)

[ pepavernei@t ()
| papaverine()@1 (7)

®

1 Comooung

7
< > [Tiforal Si01 X

Tutoral 51d02 TIE2Te3]  1.000]
Comment. Tutorial Unk0f

Tuloral Unk0y.

Totoral Unk0%
Tutoral Unkds. T0a53710] 759140 07T
e T 2rar7esyl Tession]

WBE [FE

Information associated with each compound is printed in the report.
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9.1 Display Data Files in the [Data Browser] Window

ChapterQ, Qualitative Data Analysis

9.1 Display Data Files in the [Data Browser] Window

The [Data Browser] window can be used to display chromatograms, spectra and multiple data file
information from different detectors.

[y “11.4 Compare Data” in Operators Guide for LCMS/MS

Reference

system.

[4ll LabSolutions CL Main (System Administrator) - [m} bl
File View Window Help
G 7
Data Analysis Tonle
P— 9

P@ lﬁ l Double click
'ostrun Browser

i

AdrmiristratiEn

?

fnal

@]
>
jV)
©
=3
)
=
©

Getting Started Guide 73



3 Select a data file.

il St
23 Tutorial U 03 779
D Tuworalul|os 7
A Tutoria o5 79

Drag and drop Tutorial_UnkO1.lcd to a
cell in the [Data Browser] window.

N

Qu Each display area in the [Data
Browser] is called a “cell”.

s o
iax intensty : 935,129

w EEFE
Select Data Type
Target Cell Cell Location
(® Load Data to Current Cell (O Gpen as New Cell ORightward
[ Add Data to Ms Chromatogram Cel ® Downward
T e 9
[] Chromatogram [JPeak Table

Place checkmarks next to
[MS Chromatogram] and [MS Spectrum].

M Chromatogram [IMs Qualtative Table

[wms spectrum

Cells for the number of selected
checkboxes are displayed in the [Data
Browser] window.

The MS chromatogram and MS spectrum are displayed.
Double click a point on the MS chromatogram to display the MS spectrum at that point.

B Tuloria Unk01 1cd WS Chromatogram
6] Peak [ 3] Scan [4]5] Segment [«]> |

000.000) Max itensty : 935,125
100JTCE) T S Tnten, -
340106

[ MS Chromatogram » n

n 4

) o5
B TutoriaL Unk01 icd

S5 min
WS Specirum §
Ret Time: 1.1(£+) [0.000]

e =g
o P
= 704
o
[ MS Spectrum P
=
.
]
——— 33925 33950 33975 340.00 34025 34050 34075 341.00 miz
DEEE I Ouert Bro__ () Data Browser |
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9.2 Change the Display Layout Settings

9.2 Change the Display Layout Settings

1 Add a column

The number of cells can be increased by adding rows or columns to the [Data Browser] window.
The procedure to add a column is described here.

1)

Click

lIIL

Tutorial_Std01 11/2
Tutarial G2 1

@ File Edit View Method Process Layout Tools Window Help BE‘E
iDAH &L (B (O=k) " EEaRwm|ik= Rt F e 2 % x
=l =l
Main Folder: O Tutorial Unk01.led WS O NS = =
Quant Browser | | o projectt = B Peak[4]+] Scan [4[+] Segment [4]r |
Data Browser
Filename In
o [l .,w”f,';&‘i,ff A e m—
Open Data Files
0.75+
m
0.50
A new column is added, and two
gz empty cells appear one above the
- other.
0.00 %
00 10 70 30 40 50 min
B Tuterial Unk01.led MS Spectrum L =™ **MS Chromatogram Cell = x
Ret. Time: 1-1(E+) [0.000]
Inten. (x1,000) Base Peak: 340/ 7,770
mz  340.10 Abs.\m;n 7,770 Rel Inten. 100.00]
7.0+
6.0+
] [t »
L] B
MS -
Image Print \ax Infensiy - 935,128
40+
304
2.0+
1.0+
g.l Q
0.0 T T T T :r
00 50 3395 340.0 3405 miz m
Lh.}‘k‘ﬂ (] Quant Bro... ) Data Browser -go-
NUM -
©
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2 Copy and paste cell contents

You can copy information from one cell to another.

o TloraLUnOTed WS Chromaiogran g 5 WS Chromstogam cat =
B Pesk[4]3] S (4[] Segment [<]>
000000y Mex ntensty 535,129
e S hen o N

Right-click on the
e copy destination cell
e and click [Paste Cell].

cr Right-click on the copy source
cell and click [Copy Cell].

N

9,.. Use this on any cell you
want to copy.

The copy of the
MS chromatogram
of the source cell

’ now appears in the
D destination cell.

= PN s w
Gt B 5 Dt v
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9.3 Compare Different Types of Chromatograms

9.3 Compare Different Types of Chromatograms

1 Compare the data for different chromatograms.
The chromatograms of different data files can be displayed in an [MS Chromatogram] cell.

M out Hel
[ | o
-k
Eolder: O Tutorial Unk01 o
Data Browser | ([ pemipaees =

B

§.[0 T 3

Peak Scan Seqment G..) Pes Scan Segment

100,000
Filename 0
Samplel

Tutorial Std01

Tutorial_Std03

= TutnriaIiUnm

Drag-and-drop Tutorial_Std02.lcd and Tutorial_
[ Tutorial o2 Std03.Icd from the [Data Explorer] sub-window

~N

[ Tutorial_Unkoz

;l 2 retonst s :Q,’[,‘. Multiple files can be selected by holding
the Ctrl or Shift key during selection.

to the empty cell at the lower right.

O = WS Chromatogram Cell == a#

Select [Load Data to Current

Cell] and [Add Data to MS
Chromatogram Cell].

[ Al A
Select Data Type
Tarnet Cell

(®) Load Data to Current Cell () Openasi| w Cell

[~] Add Data to MS Chromatogram Cell

Data Type

[ |€hromatoaram Peak Table

[AMs chromatogram MS Qualitative Table
MS Spestrum Sample Information

Cell Location
(O Rightward
(®) Downward

O— = =

L Select [MS Chromatogram]. ]

4anummms

r— . e v s v e
‘ O Tutorial Unk02 lcd WS Chromatogram "
Tutorial UnkD3.icd

(B-=) Peak [«]>] Scan [«]»] Segment [« ]

(x1,000,000 Max intensity - 954,908
Tutorial L nkuzllgg - Time 0093 Scan® 7 inten. 7689 .
The names of O ora) ios)

cd
}340.10 Tutorial_Unk03.lcd

the open files

6 J8)deyd

are displayed. o

s = =
S
L
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p
Change the MS Chromatogram

To change the m/z of the MS chromatogram to be displayed in the [MS Chromatogram] cell, use the [MS
Chromatogram Settings] sub-window.

WS Chromatogram settings L ==
P

[[] Use Chromatogram 1 co » wee: e e
Number of Blocks: 3 Chromatograms per Block: 50
Set Identical Settings for All Segments

@ T1c Mone

Segment#1 [« -| Event# 1

When [None] is selected, only MC is
displayed.

(@]} (s I II:)_I Evu'll Factor I
1 i 1 1.00

W0 10 Enter the m/z to be displayed and select the

[Disp.] checkbox.

9,,. In the case of SIM or MRM analysis data,
select m/z from the pull-down list opened
by clicking the [m/z] column.

EEEEEEE EE
i

b

]

0

=
=
q

[ Auto Factor on Registering m/fz

Base Shift
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9.4 Use the Cell Fixed Function

9.4 Use the Cell Fixed Function

Assign cell numbers.

Using the Cell Fixed Function, the same data may be opened in different cells that have been
assigned the same cell number.

Click

The entire [Data Browser] window enters the [Cell Fix] mode
with [Cell Number] displayed at the top right of each cell.

- o x
l ~N

o e = P {m Click [Cell Number]
: T 8|5 e = 7 & with the [Shift] key
= S e ] o it held down, select cell
number 4 and click
[OK].

:3 et o : The cell numbers of
: ‘ two cells are both

|- Hold the Shift key while clicking e changed to 4.
the upper right and lower right Sl ——— ] |
cells.

Ll La Sy
o M g S b
[TiCE) Tutorial_Us
Mnmnn[ horl Unt02
[TiCC+) Tutorial_uni 031d
J240.1000(3) n utorial_Unko3lcd

A blue margin appears in both

cells.
JL ‘ | g
1 40.0 aabs iz oo 10 20 30 40 50 mn
La; 444} [ Guant Bro Deta Browser |

6 J8)deyd
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(1)
Click

(MS Chromatogram)

5 Browser (System Administrator) - [Data Browser - Untitlea)

File Edit View Method Process Layout Jools Windo s

AF <k ([ER Oz i

lklji A T R el

Display an MS chromatogram and MS spectrum.

x| =l
Main Eolder: DE B Tutorial_Stdo1 Icd(Read only) HS Chromatogram | @ | B Tulorial UnkoZ led(Read only) 1S Chromstogram |y | @
Quant Browser| | [ \pataProectt = B Peak«v] Scan[<[] Segment e[s Bl Pesk[<[v] Scan[¢]>] Segment[ <[
Report
il M
DE BNz M'E:r'“";le‘ @ ol (-} Tme 0162 Scans 12 inien 1100 o
~ 1) Tutorial_Stdo1ed 5/1
o f . 1) Tutorial_Std02.cd  5/1 hd
Rl | | & utorial std03ucd 51 %
1) Tutorial UnkO1.l... 5/1 o oo
= 1) Tutorial_Unk02.... 5/1 Time 5880 Scanf 360 inten PN il Time 1657 Scané 100 inten. 6685 &
e 1) Tutorial Unk03... 5/1 [F40-1000¢ 34010000
Display Settings 1) Tutorial Unk04.l.. 5/1 5.0
(1] Tutorial UnkDS.... 5/1 N °= hd )
= oS G Wl A g Hold the Shift key while
0.0 10 20 30 40 50  min 00 10 20 30 40 50  min
Layout Propety B Tutorial_Sid01 Icd(Read only) WS Spectrum O Tutorial Unko2 lcd(Read ony) WS Spectrum icki
Ok} Ok} Clicking the lower two
Ret. Time: 1-1(E+) [0.000] Ret. Time: 1-1(E+) [0.000]
Inten.(x10,000 B: Peak: 340/ 22,357 Inte 1,000) B Peak: 3407 7,949
m/ i enrr;z ‘Abs_Infen. mEReTE\MEr\ 7 B EV\"?;Z 341 Abs Infen 055;3‘5?“5" 00| Ce"s "
Data Processng o 34 —
< > X e When both cells
m IS 5 . .
PRI | i e —l are active, they
Integration 1 !
. 2 can be selected
& 0.
i Netos g o at the same time
0. T T T T o T T T T .
= R =85 450 05 vz s o 405 e using the toolbar
=~ 3 Il EEEE 4 Quant Bro... [E?  Report 5] Data Browser
— buttons.
L J

At the left side, the cell numbers of the two cells are both 1, and the same data file (Tutorial_UnkO1.
Icd) is displayed in both. At the right side, the numbers of the two cells are both 4, and the same

data file (Tutorial_Std01.Icd) is displayed in both.
When the Cell Fixed mode is enabled, the same data file is displayed in all cells having the same

cell number.

Confirm while comparing data.
In this state, data files can be switched for easy data comparison.

‘ & Browser (System Administrator) - [Data Browser - Untitled]

i) File Edit View Method Process Layout Jools Window Help
N\

Drag and drop
Tutorial_Unk02.Icd to one of
the cells at the left side.

® D= -
1=

CSE | =

=, 25 4 13[E)]

changed.

When dropping to the
[MS Chromatogram] cell,
a confirmation message
appears before the data
is added or changed.
Select [No] and the data is

Both of the cells at the left
change at the same time.

Folder: ]| only). [ 1 &
- Datarojectt v Bl Peak[[>] Scan[<[] Segment[<[+
Fileneme Mo
i Samplet.lcd s/ M) o e &
3 511
sn v
s
1.000000)
5/1{ Time Soand Tien ~
1.0%540:100065
51 /
0s] ! v
—
00 T g T T o g
0o 1% 7o 30 40 50 ma

O Tutorial

1.000.000)
Time 1657 Sca® 100 Wen 558

1.0%40:10004 ;

o=]

o) T T T T |;

00 1% Zo 30 40 S0 ma

B Tutorisl Unko2 lcd(Read only)

Ret Time: 1-1(E+) [0.000]

Base Peak 340/ 794

nten.(x1,000)
Wz T30 Abs W

T ReLhen  000)

B Tutorial_Unko2 lcd(Read only)
Ret Time: 1-1(E+) [0.000)
Inten. (1,000
Nz
7.

T Abs Wen.
o

S Spectnum [ @

Base Peak 340/ 7,948
T Relmien. 000

3405

3400

3405

o B3
MBEEE)

@ GuortBo_|BY Repot (5] Data Browser
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9.5 Qualitative Processing in the [Data Browser] Window

9.5 Qualitative Processing in the [Data Browser] Window

{5 Browser (Syst minis :
é@file Edit View Method Process Layout Tools Window Help
iDeH | <k [BHa Ox2kE? CDEEEEEERER | B R FSFomE it |5 %
.z 0 b J
2 = = LCMS_Catechins.lcd MS Chromato;
[B.e) Peak 4]+ Scan Segmen, “—"
Ki,m'/ ~

Time 1184 Scan® 1,015 Inten.

(x1,000,000)
[-TiC n

(2]

\

|

\ [ MS chromatogram ] """"" L Turn pi
!

Open Data Fies
LCMS_DEAO_Std2
= 13 Lems DO Stz
= 13 Loms_tf0_stae
jeplay Settings [ ESIte X \HUAE
I T e

[ Drag-and-drop LCMS _

Catechins.lcd onto the cell in “
the [Data Browser] window. \ & [\ 0 )
[\

0. 025 0.50 075 1 125 150 175 200 225
M LCMS_Catechins lcd
Ret. Time: 1-1(E+) 0.000
¢ pen. 10000 T
| MS spectrum J

[z
b

50 4500 4750  500.0

3
ol
3
g
4
&
5
&

0.0 25

" o [ EEE |6 v e
NUM

9.“ Clicking the pin switches toggles it on and off.
Cells are interlocked when the pin is on. Browser
functions applied to one pinned cell are executed in

all of the pinned cells.

6 J8)deyd
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2 Display the MS spectrum.

O LCWS_Catechins Icd

(1,000.000)

WS Chromatogram &

(B-) Peak [<]] Scan [«]>] Segment [«

1TC
35

304

254

05

Time 1465 Scan# 1257 inien. 36801 .

Double-click on the chromatogram.

The spectrum of that time is
displayed in the [MS Chromatogram]

cell.

1.00 125 150 175 200 225 25

025

275

O LCMS_Catechins.lcd

Ret. Time: 1-1(E+) 0.544

min
WS Specium 8

Base Peak: 195/3,620,040

Inten. (x1,000,000)
95
35

30
254

21

19

238

261

miz 20505 Abs. laten

308

31632 Relinten.  0.87]

g

0.0y T T
1500 1750 2000 2250

—
250.0

275.0

3000

3250 3500 3750

Rl = T T T i T
4000 4250 4500 4750 5000 5250 5500 5750 miz

2} Deta Browser

Average the MS spectrum.

A stable spectrum can be displayed by totaling and averaging the spectra within a certain time

range.

| 2

éma?ﬁ.mmmltl: R, MM E 2
I

&a

] |oke ig

m LCMS_Catechinslod WS Chromstogram g,
[Be) Peak[ <[] Sean [«]»] Segment [<]» |
(¢1,000,000)
1TC Tme 0545 Scan¥ 553 Wten. 63,680~
35]
30
259
Drag th t I
25 rag the range 1o average
1] on the chromatogram.
10
0.00 025 — o 100 | 125 150 175 200 225 25 275 min
7 LCMS_Catechinslod WS Spocirum &
Ret. Time: 1-1(E+) 0.544
Inten.(x1,000,000 Base Pealc 195/3,620,040
. j 1T5 Wz 25255 Abs Wen T Relinsn. _ 0.00]
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9.5 Qualitative Processing in the [Data Browser] Window

Perform subtraction on the MS spectra.
A cleaner-looking spectrum can be displayed by subtracting the background MS spectrum from the
averaged spectrum.

{5 Browser (System Admiini
@ Eile Edit View Method Process Layout Tooks Window Help [=1=][]
DA< Es E=E FlaFT BTN B EEEY T e |23
= £ Foldes &= : O LCMS_Catechins lcd N MS Chromatogram £
Data Browse = [B) Peak [4]3] Scan Segment [ 1]+ |
(%%L . — Tme 0504 Scan# 433 Infen. 184595 .
. Click
3.04
g L b = (2)
Ly - 2] Drag the range to subtract o
15] on the chromatogram.
L ﬁ 104
" MW '
_ AN J g
L 075 100 158 150 175 2bo 255 250 275 min
B LCWS Catechins.icd WS Spectrum ’_
Ret. Time: 1-1(E+) 0.492 > 0.644 - 0.352 -> 0.504
== e T A TG R w50
‘:j ‘
1.0
This displays the fact that the

.| averaged spectrum of retention time
} 0.352 to 0.504 min was subtracted
from the averaged spectrum of

| | retention time 0.492 to 0.644 min.

0.1
I - M. - ;303 326 341 30 39 _ 418 438 ah i — i 5595 %
1500 1750 2000 2250 2500 2750 3000 3250 3500 3750 4000 4250 4500 4750 5000 5250 5500 5750 mz

NUM

:9;{,,. After the subtract button is selected, double-clicking
on the chromatogram subtracts the spectrum at that
clicked position.

6 J8)deyd
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5 Display the MS chromatogram.

Double-click the MS spectrum peak. The chromatogram of the m/z at the position double-clicked
in the [MS Chromatogram] cell is added to the display.

&
=]

O LCMS_Catechins.icd NS Spectrum g

Ret Time: 1-1(E+) 0.432 -» 0.644 - 0.355 > 0.499

inten.(x1,000 0] Base Peak: 195/1,182.770
] mfz 23000 Abs. Inten. 0 Rel Inten. 0.00]
114
e o
1 09 .
- os] Double-click

07

06

054

0.4

03

024

I| i 04d
1NUI |',u,,‘1LJw
= LT M ool 6t 1 - [ e T 33 418 436 a5 G - ; 5 a35]

25 150.0 175.0 200.0 2250 250.0 275.0 300.0 325.0 350.0 375.0 400.0 4250 450.0 475.0 500.0 525.0 550.0 575.0 miz

EIE3E 15§ Data Browsee |

VTiDS Register an Averaged/Calculated Spectrum in the Spectrum Process

Table

When a spectrum has been subjected to averaging/calculation, the results can be registered in the
Spectrum Process Table for easy recall of the calculated spectrum at a later time.
The spectrum can also be printed in the [Report] window.

Ret. Time: 1-1(E+) 0.541
Inten. (1,000,000 Base Peak: 195/3,606,936

195 mz 34855 Abs.lnten. 0" Rel Inten. 0.00]
- Right-click on the spectrum graph,
Iitalze Zoom and click [Register to Spectrum
, | Regaoseaumpemstse | | —=mm Process Table].
0.0 — T — T T \ " —_——— '
150.0 1750 2000 2250 250.0 2750 300.0 3250 3 - - 500.0 52t O

B LCMS_Catechins icd

—— '9,“',“ The averaged and/or
Spectrum | Pesk Table S .
i Fox S I e v I subtracted MS spectrum is

Top Time | Start Time | End Time Top Time | Start Tim  Disconnect Cells leport | Compoun .
= registered.

Adjust Layout 3
Close Data File \ J

-

Change Data Type
Display Settings...
Copy

Graph Properties...

-

Print Graph

"2} Data Browser
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9.6 Print from the [Data Browser] Window

9.6 Print from the [Data Browser] Window

1 Print an image of the display.

The cells displayed in the [Data Browser] window can be printed in their current displayed format.

em Administrator) - [Data Browser - Untitled] a
{ Eile' lit View Method Process Layout Jocls Window Help
oad Data te Cell... i
Save All Data Files

Close Data File | Tutorial_Std01.icd(Read only 8
D e Peak| <[ »| Scan[4 [+ ]| Segment[ <[ Peak] <+

Select Project(Folder)...

VAR FileSearch... TiC(+) Time 0424 Scan# 26 Inten L R
. o]

Data File Properties...

[ Print Image for Al Cells

& Print Setup... i
Print Data Report for Selected Cell |

Recent File

Exit

@ Preview...
&4 Edit Format...

J AR RS R =
( ( 2. ( 4 50 min
Std01 Icd(Read only Tutorial_Un

T

::.I, _Liii @ Quart Bo. |E¥  Report Data Browse!

Print image of the all cells

9.“ Select [Print Data Report for Selected Cell ] from the
[File] menu to print using the report format saved in
the data file.

6 J8)deyd
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[[Data Browser] Window Printout Example]

==== Shimadzu LabSolutions Browser Report

MS Chromatogram(Tutorial_Std01 lcd) MS Chromatogram(Tutorial_Unk02 bed)
100,000) TICF)@T 1.00-41x1,000,000) TIEF @ T
J080,213 J1.018.226
B.004 o803
.00 0603
4.004 0.407
2,005 0903
0.004 E
*100,000) 340.1000( )@ | s 451.000,000) 340_1000(+ )@
75,260 1,018,226
B.004 0s0]
.00 050]
4.004 E
0.404
2,003
0204
0.003 E
T T 0 T Ll
0.0 25 50 0.0 25 5.0
min min
MS 5: m{Tutorial_Std01.lcd MS S miTutorial_Unk02 lcd
Ret. Time: 1-1(E) o doap T utorial_ ) Ret. Time: 1-1(E o) 10 00 - )
Inben. Intan.
22000] T 7
210004 ]
200001 70004
190001
18000+ E
170004 60004
16000
15000
140004 5000
130004 E
12000
110004 4000+
10000 E
90004
8000 3000
70004 ]
60007 20004
5000
4000 ]
3000 10004
20004
1000 E
miz miz
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Chapter 1(),  Shutdown (LC)

Last of all, this chapter describes how to exit LabSolutions.

Stop instrument operation.
Stop pump solvent delivery and heating of the column

oven.
2 Set i to OFF
F e |
LCReady

L00 min Detectar A[254nm]: Omb

vl I &

0 IMomal | &dvanced End Tirme : 10,00 min 7l Download
»
[| Exit Alt+Fd |] -

™ - . 5
Conc empe: Q
©
=L
(0]
=
-_—
o
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4 Click [Yes].

’Q.,’". When there is a file that has not yet been
saved, a window to confirm whether or not
to save the file when exiting the [Realtime

Ves . Cance Help Analysis] program opens.

5 Exit LabSolutions.

If the [Postrun Analysis] program or [Browser] program
is open, click [Exit] on the [File] menu of each program
to exit the respective program.

Exit

6 Shutdown Windows, and turn the PC and printer off.

7 Turn each instrument off.
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Chapter 11, Shutdown (LCMS

1 Close any open windows.

)| Rezltime Analysis t1-System Admini: ) - [Data Acquisition - Method1.lcm]

Eile| Efit View Methed Instrument Acquisition Data Jools Window Help

B 8D

| wew Methed File Ctrl+ N
','3 Open Method File... Ctrl+0
% Close Method File

H Save Method File Ctrl+§
4 Save Method File As... dy

foms s i =
P o M oew BB

Efy Save Method File As Template...

@: Load Method Parameters...
@ Method Transfer...

@ Open Reference Data File...

50 min Scant: Olnten: 0

Close Reference Data File 4
Select Project(Folder)... : : ; -
25 50 75 10.0
R File Search... MAM
Audit Trail Log... HAH
Select Acquisition Printer... B [Homa | Advenced | [ End Time 300 min
= Print Setup...
& N = " C Time Prog.  AutoPurge
Print Method File 4
legative End Time: | 2.500 min [C1ms Progr:

[25 Method File Properties...
1Method!.lm scan(+) | |Precursor Ton Scan(+) | | Neutral Loss Scan(+) | [ smen |

2 Methed1.lem
S
AleFd b ]I—I““E'“b""-“

Realtime Analysis 1 u

[030e] Save current method file? SN
X Qﬁm This sub-window appears if
I

C\LabSelutions\Data\Projectl\Methodl.lcm .
there are any unsaved files.

(3)

l| Yes | No || cancel |[ Hep |

Stop the LC pumps, gas flows and heaters from the [Shutdown]
sub-window.

Shutdown

LC

[ pegassing Unit Off

| LC Pump Off

Column Oven Off

[ Autosampler OFf

[IMove Autosampler needle to Z Home

0’:‘ Power Off after shutdown

Ms
¥ 1G off

Nebulizing Gas Off

Interface Heater Off, Heating Gas OFf
DL Heater Off

Heat Block OFf

Dry Gas Off

CID Gas iz minimum.
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= = Main (System Admini ) - O X
File Window  Help

—

Instrument1

AdrriklEtratiag

2

izl

Close Main window.

9.. During routine operation, the LCMS-8060NX is not
turned off.
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