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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.

» Original version is approved in English.

©2016 Shimadzu Corporation. All rights reserved.
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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 LCMS

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 & M Installation &
Processing Theory Guide Maintenance Guide
This manual describes the theory of This manual describes installation
peak detection and quantitation of and maintenance of the LabSolutions
sample components. It is written for software.

advanced users.

. He|p The meanings of symbols used in this
manual are as follows.
Refer to the on-screen software Help
n Nad Useful advice for convenient
menu if you want to know more about 9 . .
. Hint instrument operation
screen settings.
l]g Shows where to refer to.

Reference

- Additional information that
VY Tips

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.

High-pressure gradient LCMS + PDA system

» System Controller --- CBM-20A o Pump e LC-30AD (2 units)
* Column Oven ------- CTO-30A * Detector -------eeeeeee SPD-M30A
* Autosampler «------- SIL-30AC * MS Detector -+ LCMS-8060

System ¥
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Acquisition Conditions

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

samples as follows.

Column

Shim-pack XR-ODS
30mm x 2.0 mm [.D.,, 2.2 ym
(Shimadzu P/N 228-41605-91 or equiv.)

Mobile Phase

Binary Gradient Mode %
Pump A: 0.1 % formic acid solution
Pump B: 0.1 % formic acid solution /
99.9% acetonitrile 0
N\

Samples

Samples used for optimizing methods

A (Procaine): 0.5 ng/uL solution

B (Verapamil): 0.5 ng/uL solution

C (Warfarin): 0.5 ng/uL solution

Samples used for creating calibration curves
A, B, C 0.01 ng/pL mixture (standard sample)
A, B, C 0.05 ng/uL 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)

File Types

Data file (.Icd)

This file contains all analysis results and acquisition information from the

following files.

Method file (.lcm)

Acquisition conditions,
analysis conditions,
calibration curve
information, etc.

Batch file (.Icb) Report format file (.Isr)
This file is used for This file is used to print
continuous data acquisition data acquisition results.

of sequential samples.
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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.

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
Help menu provided with LabSolutions.

[itreE|

LabSolutions Main Programs and Main Windows

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

program
¥ ¥ ¥ ¥ ¥
[Quant Browser]

[Realtime Batch] [MS Data Analysis]

window
for analyzing data

[Data Acquisition] [Data Browser]

window
for analyzing data
from multiple
samples

window
for continuous data
acquisition

window
for comparing data

window
for acquiring data
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LabSolutions Windows

The following example describes the
[Postrun Analysis] program window.

J‘;_——=
i
L

L]
L)

!
|

Title Bar

other information.

This bar dispiays the names I (e e )

of the current program, ( (M2 File Edit Wiew Method Qualitative Quantitstive Layout Tools Window Help
window, loaded file, and licHs o aEjn (0=l w754 ® (x| REn @ = )

A

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 In the [Realtime Analysis] program, [Data Acquisition],
icons for displays the names of [Realtime Batch] and other windows are displayed as
frequently used files in the selected icons on the assistant bar.
data acquisition folder. In the [Postrun Analysis] program, [Data Analysis], [PDA
operations. Click I to change Data Analysis], [Calibration Curve], [Report Format],
folders. and other windows are displayed.
o il Switch the windows by clicking the icons on the
— 1 assistant bar.
[+ Samglet S . S
_F e gi-«:‘}m
- BE -
[l T () Fil Rl i) 1 E6) ¢ 1} PO g i_w':;m"
A [P »

(5]

Output Window

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

[3T3 ofthe ol of |

Message || N

ﬁ Message | Sub Messaga | Date | Tima Coda | -
T [Zraae [T5720 AM Ti7InE | Systen Mn:l
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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.

V¥ Main window

Relerencez. Slngle Run

HE X

i R

EET IETY S , ;
Acquisition] window

= _ ¥V [Data

TREESETR G

Realtims

il Ble Edit Yiew Method Instrument Acquistion Dets Iools Window Help
2«2k 5Bk (D=EHE » (= eo s

AR BE? 9498l ? AW iISEESETR9R 7

Li
B
Sar
Cal
[
]

B F
won | | [LCReady PDAReady MSReady
Acquisifion Gample Mame :
ifamcal Sample 10 :
[ala Camment :
ic__Jeoa |ms AL ]
ME Rurring Time: 0.00 ¢ 10,00 min Seand: 0 nfer.: 0
1.4 e 1558 1 1
0!
oo . : : : ’
[\ 25 Bl 3 100 135 150 1t

Evenitt: 1 Polarty + Mods: MEM

B Data Analysis and Qualitative Calculations

Open the [MS Data Analysis] window from the main window. R[Iﬁce3' Confirm Single Run Results
V¥ Main window

V [Realtime Analysis] program I
—

ﬁf_ile Edit View Method Laygut Jools Window Hep
ioP% G ER([O=E 2§ M-
T ¥ [MS Data Analysis] window

[FS B Est o bivttod Quafeive Quigtittive Legget Trchs Sindow Help [ Lol x|
|xam kBR[O |»/®86 % k-GR89 =5
lal &

El e B s

Filenzme

[ Samplelicd

A a0 ags) 2
22 300 B3 B - 150
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M Continuous Data Acquisition of Sequential Samples

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

=

refence4- Realtime Batch

Eile Edit ¥iew Method Insirument Acquision Dsta Tools Window Help

D3R <k 6% D=EE 2

HE ek ]

ISR ebl? (GBdio? (LE? UEREEETBRR?
== | 15 ¥ [Realtime Batch] window
e e

5ﬂ|&u-yu-whmmmumu¢
I_I 6o LA DeEdE *» s esese=z3 000 @
M<I_'. AflxebE? |osSgde? |LA? osssrr@as?

Cil! 7

[ Lowstli | u. Vokume | gt Cxipust
Heted1hon Bk | 1 1 .
Hsthad T lom SMikd F] 1
Wathed 1 on Sdllicd E] il
Wshed1lon S04 kd ] 7
athed 1 n Tkl ] ] £l

[ifFarual

M Confirm Quantitative Results

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

V¥ Main window

ﬁces. Quantitative Data Analysis

Eie Yiew Jools Wind

= ¥ [Quant Browser] window
FH :l‘ﬁ 'EIEI—I—
ha [ B e e i pecem o et Tock ko
QQ 7 Juslml@ises wen
Dsmpracsi = | |
- *
i Sempled.tcd o
13 Tutorial_Sea0t.\cd
@Tmml_smz.lm
1] Tutorial StcE.icd
Lok Jed
5] Tutorial Unkizlcd
L5 Tutorial Jgnsdi3.ed
i%mml_ Inkdd.icd
MTntwial'nHﬁkd
I P R p—— A e a.—n
I T T . “'-
I - = /
E - //
asovn ] s
I ] ) T 3] W g ED =3
I D] =
B Compare Data I
V [Data Browser] window
Open the [Data Browser] | ot ==
window from the main window. | e A e .
R
L . * e L e
%ce 6. Qualitative Data Analysis T
ZLJL&
"..‘:‘!‘.‘7.. el 2|
L TR

I I BN P T e e |
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Chapter 4 Startup

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

:9,.;',,( The switch is normally already on.

y

LCMS-8060

2 Confirm that nitrogen gas and argon gas are being supplied to
the MS instrument.

4 Verify that the [LabSolutions Service] icon in the system tray on
the Taskbar is green.

SIS

Icon Color LabSolutions Status | Operation

Green Normal

Yellow Starting up Please wait

Red Error Please restart the PC.

LabSolutions ‘ ‘ | ]
oo [(E _' [User ID:] : Admin ?
Paseword: 9 Change Peagword >

oK ]} Caned Hep
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7 Start the [Realtime Analysis] program.

=

4 Double click 9

fitartE]

| Jeydeyd

" Click [E] if the assistant

g)m If the [Main] assistant
bar is not displayed.

bar is not displayed,
click the [Main] button.

i\ e Edit View Method Instmwlont Acquisiion Deta Inols Window Help
oA |« EA|IEk=E 7 i@ e e D
igaRvamE? owBSuddo? (L87 CREERTRSGH
— ol |
LCReady PDAReady MSReady
Sample |0 [
[tata Commeni :
|LE ]PDA L3 T TR
|MS Ruaring Time: 000 10.00min Scari: O Inten.: 0
Tme 261
25 50 3 100 125 150
Mode: MAM
(EHmma] [ fdvane=d | [ End Time : 60.00 min
w[ucmmg.]mmnme
® Posi] ) Negative: ErdTime: 10,000 min [ MsProgram | Edt Valve and MS Frogram...
: ~enit] Anzlog
[Ready] must be displayed for all of the system .
components. = T
—_—

& Follow the recommendations below if
[Not Connected] is displayed.
» 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.

Getting Started Guide for LCMS-8030/8040/8045/8050/8060
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Chapter 2 - Single Run

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

21 Create a Method File

Click _J

: H’{,,. When the "Save current
Method File?" message is
displayed, select [No].

View Method Instrument Acquisiion Dats Took Windaw Help =)=

tH & 5 G O=E 2 3 ee 0w

o] Hmda&auw igwEE oo 7 | i.ul? igEEsERs TR 2

Ir Re 1dy PDAReady M5 Roady
ampl= Ty

o

B Irsliument Paramsters Yiew i) SRl | Erd i - 10,00 riih Dowrioa

O G D Gas Atteriation
Type Evenl# d /2 e (0.000 min - 10.000 min)
Iﬂ__— 0000000
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2.2 Prepare for Method Optimization

2.2 Prepare for Method Optimization

MRM (Multiple Reaction Monitoring) measurement on the LCMS-8030/8040/8045/8050/8060 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.

Rn,%jce "11 Method Optimization" in Operators Guide.

Z Jeydeyd

Remove the column.
Remove the column if it is installed on the CTO-30A.

2 Detect the type of autosampler rack.

n Adrr 1 ata A 1 - Untithed;

ain LCReady PDAReady MS Raady o

Value | Setting | Unts

O Instmm=nt Faramelers Wien |jm_0=| _Eu:l_'ﬂms-_lu_ljg—.l

Dowrinad
:—I 15 | anterface | Sate Acqustion | Lo Tme Frog. | Pump [ Poa | colem oven | conu ™| Autesameer || utopurge| _
Model: STL30AC ] Autosampier Firss Type: |Exizmal only || Refer Flaw Cherneb._| IAI
Injection Settings Rinee Settings
7 T
\ mu RreeDpTme: 0 e
Nedle Strobe: 52 mm Renee Pump
Eamping Spead: 50 ufsec Rir= Method: Rirge port oly -
[ cosker Temperatrs: 15 © Firoe Time: R
i} Data Acquis J
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HS{LC Siup Time i ok redecied]
- e S e B
Max Acqpisifion Tere: | 2065 | min [w ]
[Mode] : Binary gradient [ [End Time] 0.5 ]
[Total Flow] :0.2

[Pump B Conc.] : 70

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 130 MPa, as an example.

B Instrument Parameters Yiew

Ctana\ e ) o Time 00
Ms |Inmrface|DamAcqﬁﬁon|LCTmerg' Pump | Column oven | contraller | Autosampler | AutoPurge|
Mode: Binary gradient - \i|

Configured Pumps.

Total Flow: 0.2000  mL/min Pump A:  LC-30AD

Pump B Conc.: 70.0 % Pump B: LC-30AD

Pump B Curve: 0 Pump C:

Pump D:

Maximum:  130.0

[Maximum] : 130 J

Mnmum: | U.U MPa
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2.2 Prepare for Method Optimization

LabSqutions\

000

[ 3 [ ]

° 3 3 gee

o0 : ii
o i i

.

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. ®

LCRaacy MSRaady

Z Jeydeyd

T —— ' This part is called control panel. The
[ (i [ B 30 Weshoc Aol e — instrument status can be checked.
M| Sl mettngs | LC Time Frog, | Autofurgs
S ramin et EiTrer 250 o Y gy —

MR) || Prockoct fon3cani) | [Preursor ton Scom+)] | Hautra Loen i) [

Set data acquisition conditions
(instrument parameters).

a/z] Fraduct miz| Dwell Time feseci| @1 Pie Biasiv] : 03 Pre Bina(v]

W e QUisggmiw | [ Click here to download the data acquisition conditions
G,— . ) o
e p_ to the instrument and to close this sub-window.

4 N\
9 Switching Display Settings
"™ |n the [Display Settings of Instrument Parameter View] sub-window, you can select displaying either the
control panel or the instrument parameter view.
D -
(] —
=l
(S J
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2.3 Instrument Control

1 Take control of the instrument.

The DL plug must be removed before starting analysis.
) Resltirne il Spater A

il P Methi

iD3H «& E &0z

Instument Acquisition Dats Took Window Help

=& 2 '_@I &8 D

M L LIF:femiv .
Click o Click (%
To start operation of To start operation of Rem | Value [ Sctng[_Unats |
the LC instrument the MS instrument
B Irshumenk Paramsbers Viev douml dearr=d End Tirne - 1000 roin o1

”~

Purge the LC pump and the autosampler.
Always purge after changing the mobile phase.

Set the interface temperature and the gas flow

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

Ve

g‘mmenl Parameters View [Eﬁp [m
F|jmmm‘m‘lmﬁmlL{)Tmerg.lhnplPﬂA | Column Oven | Controller | A | AutoPurge |
Tnterface: ESI

@uebuhn'ng Gas Flow: 3 Umin

[#] Heating Gas Flow: | Umin

Interface Temperature: 300 c

DL Temperature: 250— C

Heat Block Temperature: 400 C

Drying Gas Flow: 10 Ljmin
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2.4 Execute Method Optimization

2.4 Execute Method Optimization

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

optimization.

S "11 Method Optimization" in Operators Guide.

Reference

1 Place the samples in the autosampler.

Vial 1, sample A 0.5 ng/uL solution
Vial 2, sample B 0.5 ng/pL solution
Vial 3, sample C 0.5 ng/uL solution

Z Jeydeyd

e

LCReady PDAReady M5 Ready

,,,,,

e (0.000 min - 10.000 min)
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T R
Savein: ||| Projectt -G T E
| Mame : | Date moditied T

01'!em;mau:h ur search. f
| [File name]: Method1

& F— & 1 @
|G 1 GS
|

I Seveostye: [LC Methad Fle [lem)

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

i B

) Cpfimize MRM event from product ion search

() Cptimize voltage
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2.4 Execute Method Optimization

Max Locp Tme

L.BO sec

T —

6 Precursor Ion Seardh Parameters
Min Intengity 20000

| Auto select product miz | auto Selection Cenditian. .

@ Select the Precursar m/z from All Candidate

(7 Select the Precursar mf from Masimum Intensity

v
- X
-
A

1) s3ve NEW method file

l C:\LebSolutons\Data\Project 1Method 1_20150226 1720 lm E]
) Create new method flles by every event. !
| C:\LebSolutions\Data\Project 1| E]
[ hutzonn afer apimzation
(e e ) e | [ )
0 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

Z Jeydeyd
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e Set the adduct ions and the range for charge.

Charge

€ . )
o) (o

6 Set automatic selection conditions for the product

m/z.
(MitoSdection ConditonSettngs | =23
[Eela:l: peds wih ntendty ordsr 1 ]

M Froduct 1on m)z

1o u
Mz Praduct ion m)z \ 1n [

[ [Select peaks with intensity order] : 1 ]

Min Irbansty 10J0

Ion baleranoe +- 0.5 u

[arzam [ ===

@ 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.

9,1‘ To check detailed results, open the target data file in
the [MS Data Analysis] window.

e Select [Apply to method file].

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

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

o=

# Ce Name Molecular weight | +/-| Adduct lon | Charge | Precursorm/z | Sample ID | Viali#| Tray | Inj Vol.
1 A 236.10 + |+H 1 237.10 1 1 10
2 45420 + |+H 1 455.20 2 1 10
3 Cc 308.10 + |+H 1 309.10 3 1 10

Z Jeydeyd

(2]

[ emay (=) =

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 Opbmize method !ﬁ
Procesding: Completed
Arcquigition counts: 15 /15

#1:Search for Precursor ion . . . Completed

#1-1:Auto selection ond Opfimization for CE . . . Completed
#1-L:0ptimization for CE in detzil. . . Completed
#1-1:0ptimization for Q1 Pre-rod Eias . . . Completed
F1-1:0ptimization for Q3 Prefod Blas . . . Completed
z2:=earch for Precursor ion . . . Completed

#2-1:Aut s=lection and Cpfimization for CE . . . Completed
#2-1:0ptimization for CE in detail. . . Completed
#2-1:0ptimization for QL Pre-rod Bias . . . Completed
Z2-1:0ptimizstion for Q3 Pre-fod Blas . . . Completed
Z3:=earch for Precursor ion . . . Completed

#3-1:Auto selection end Oplimization for CE . . . Completed
#3-1:0ptimization for CE in detzil. . . Completed
#3-1:0ptimization for Q1 Pre-rod Bias . . . Completed
#3-L:0ptimizston for 3 Pre-rod Blas . . . Completed

Completed optimization for method parameters.

[ Shwtdown after optimization

A

{ To check optimization results,

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

- gnal Methed Fle :C: abSalutions\Data Project Method Liom -
Ml Tuning File - mbSolubions) \Project1 |3 ing.Ick |
<<Cptmalty canditon > >
Search Precursar ion 0
Actjust Precursor mfz -Off
Autte gelect for Product m/z 1on
Optimization for CE on
Optimization for CE n detal #0n
Atjust Product mjz :OFF =
Optimization for Q1 Pre-rod Bizs 10N
Optimization for Q3 Pre-rod Bas on
Setting of Adduct Ton +H
= Charge -1
Min Frecursor Ton [ntensity 20000
Precursar Ion Search Parameters Select the Precursor mjz from All Candidate

Sedect peaks with intensity order 3
Relefive o Frecursor jon mjz +10.00
Min Froduct ion mjz £10,00

z Compound Mame  Malecular weight  +f- Sample ID wvislz  Tray Inj ol
] 1 A 235.10 +- 1 1 1.0
2 B 454,20 +- 2 1 1.0
3 [ 308.10 +- 3 1 10
<<5ummary of Optmum Result> >
#1 .8
2 o
3 oK -

bexm - E 0 b

The results reflected in the method parameters.

{40 Fic Bt Viow Method bostmment Acquiction Dita Teck Whndow Help
iDep <k ER([D=EE? Be2ow
il deeanE (EEsade r g (sEk s

o= =l
|LCR93d>r PDAReady MSReady [
Sanck Hana FoA
Sanna D L
Dafa Commerk -
e [poa M Jan ] L:j’:ﬂrﬂ
1,000,000 M Infenasity
b Time  BET Wlen L1 [ petmt.. |
Bem | Value Unit
0.5 L Hoz= By gr | Bvery g |
a Total Fow | 02000 | 02000 |nLimin
B 0| S0 %
s g
oo S ) 7= 10 s 10 7= i ump A Pres 00 TF2
ump B fres | 00 WPz
a (Fiomal | Gidaneedd | End Tima - 050min | [ PLmo A Dag | ot Gan | WFa
: - : : Tl oorioad | | || 208 e S Fa
M5 |iierface | Data Acqusitan | LC Tme Prog. | Aump | PoA | Column Gven | controlier | autesampler | autPurge Oven Temge | 200 ol
= Tomporum 50 E
@ Fostie 1 hegatve EndTwa: 0,000 nin [ ¥s Pragran | Edit Vahie and M5 Program... 3
WRMI4) | [Procuct Ion Scani+) | [Frecursar ] ] rokog Webuizng & —| 30 Umn
OnrgGash|  —| 150 |Linn
. Tietac [T
WonGs Abimrustion... [ worwe.. | g ieface Vo o (kv
iiedface Cur| 01 uh
DL Tanperel =0T
e Bock T| 47| 400 [C
= Ctactor Vol K
[~ [am.ie-16250 == — =
PG own | 1.7es00 Fa
D Gae 20| 20 (ks
e v Aaz.Tme: 0 05 i Compound fame:
Th | Procumos m/z | Product m/z| @1 Pra Bies{V) 3 @3 Pro Bean(V) =
hi_|Z5710 0000 ] 50 200 |
[r7] | |
[ | |
| 1 2
[ ——r— e
canemen
‘!}Daaknuu_]

130G Free UM
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2.4 Execute Method Optimization

Ve

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 Optiriee Method ==

Methad Fie: Method Lion MexlopTme  LE0 ec
| search precursar on predicted end tme 7,50 min
Clachst Precursor mix Precursar Ion Search Parameters
| Cptimize Yoltzge Advanced Setting...
Min Intensity 20000
ot .
[F1] acist Proguct mjz 1@ Select the Precursar mfz from &l Candidate
) Select e P —
S Enter molecular weight
EELEenen for 3 compounds.
Z
] Compound Name Molecular weight £ Steatmin) | Endfmin) | Semple ID | Vial# | Tay | nj Vol | -
1 A 23610 T T0.000 0500 1 1.0 |
H B [E] 0.000 0500 [ 0
3 [ 308.10 T 0.500 1 1.0
| |
| |

S /{ Set adduct ions with different polarities. ]

[T 44 ] +HCOO

[Tl +h2 [ +CH3000

B+ B ]

=] B ]

BT ]\

B ]

[ A Set the range of charge. ]
L ___J
| e

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

3 Cr Name weight | +/-| Adduct lon | Charge Precursor m/z | Sample ID | Vial#| Tray | Inj Vol
1 A 23610 + |+H il 23710 1 1 10
2 A 23610 + |[+H 2 119.05 1 1 10
3 A 23610 -H il 23510 1 1 10
4 A 23610 -H 2 117.05 1 1 10
5 B 45420 + |[+H il 45520 2 1 10
6 B 45420 + |+H 2 22810 2 1 10
7 E 45420 H il 45320 2 1 10
a B 45420 -H 2 22610 2 1 10
9 E 30810 + |[+H 1l 305.10 3 1 10
10 C 308.10 + |+H 2 155.05 3 1 10
n E 30810 H il 307.10 3 1 10
12 [5 308.10 -H 2 153.05 3 1 10

Z Jeydeyd
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2.5 Set the Parameters for Single Run

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

Install the column.
Open the CTO-30A door, and install the column.

=

uain - | |LCReady PDAReady MSReady ] ||| €
etz Fropstl - fame o
= ' bem | Value| Setin] Unts |
- : ! el
= rmnenpenanties - Select event #1 and display
- " ”"““["‘“‘““‘“{ the right-click menu. o]
B Positive ) Negathy :Vahe and M5 Pragram...
[ #904) | | Brocuct on Scant#) | [Frecursor Jon Scznf)| [ HeubalL| - Scant) anclog
[¥lcmcas [ D Gas.. Atbernation... LocpTime... | m
Type Everil +/- | Compound Name m/z | Time (0.000 mirs - 2.500 miri) |
MRR El - ARF Wi 1R &N Insert i 3
T = T ) |
Add copied event
Delete
e Set same dwell time
Enter the acquisition S e
time of event #1. _‘[aq.Tm; 0 _zs nh] Campound | | :::xﬁ:::.nim
[Acq. Time]: 0- 2.5 7] Product miz] @1 Pro Biasl)] G| G5 Pre st -
100.00 I-zm |-15.u I-zu.n I | \

Select [Set same J =

’ measurement time].

4 [734c] M5 Measuremnent time of all everts are set value of the selected

event. Do you wish to continue?

—
L oK ||[ Cancel |[ Help
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2.5 Set the Parameters for Single Run

Switch the Polarity for Each Event

On the LCMS-8030/8040/8045/8050/8060, 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 ; ) s tmin]
to a specific time ends the first event starts over. (In the case [ ! ! |

of 1 [min] in the example in the figure below, Event 1 — Event [ Event 1 : +, MRM, m/z 237.10 > 100.00 ]

2 — Event 1, and in the case 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

Pk Ble Edit Yew Method botuenent Acquisition Dats Tocls Window Help =

iDep | «a|n Rk Del=bE © oo

i—ld
ﬁt-d}:fPUARBadyHSRBady ] = ::
Earscla 0 L1 mady
Diaka Cammart:
[ = | E F m
108000 e | ||| 2]
e Valum | Seiting | Unda
. H Ta P %:‘m
Select the event polarity. ] i 5 or i = 4 T Y —
Purep B Pras. 00 W
pre———r—ered. T T "l Dowricad %’;;%;— L I::

ME | terface | LNy LE Tema Prog. Fo_| ok Cvan | controler | A | utcurge|
R " Click the acquisition
i) || retion st | rearon s | et sertes | s |[semier| o |

— type of the event.

Y The Event Table is ]g

displayed.

& |" | Enter a combination of [Precursor m/z]
= i ;| and [Product m/z] for each channel (Ch)
e [‘—: *| in the MRM Table.
" netn Acos| - |||

Q.. “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].

:g’[n. When compounds are different, please change and set the event number.

Q.. Ch1 is used for the quantitative calculation.

ﬁce? Data Acquisition" in Operators Guide.

\.

Check the loop time

Mawirum Loop Time

Click on to show the loop time. B b ey

Start - End Tmajmin] | 0.000 - 10.000

e s The maximum loop time
is set to approximately

Masimum Evertt: 2 1/20 of the peak width by

adjusting the Dwell Time.

Mirium Dl Tivefmeec): - 100.0
Maximum Divel Trmefmsec): 1000

Py

Z Jeydeyd
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3 set the |_c mst rument param ete rs ....................................................

is (N 3l Methx

S0l Fle Edit Vie ethed Instrument Acquisition Data Tocks Windo elp

P+ 1 HE HIEH E= 0~ B el AT

|- 2= 0 B 3 1o s 150 d@ it J\ Fume A De
?9““ Faramalen G m' [ End Titne: 200 foin__ | = Drenioad o E.

M Smpe Settigsl| Lc \meProa. | Autsturge
[ LCTme Program FE MSILC Stop Te & niot reflected]
. LCSpTme: | 300 mn — 50| || TEECTITE o |mn
Max Acquisition Time: | 25268 | min | FrelTHE 25 fmr

] Temperabure: o c

4 N o
|

[Mode] : Binary gradient [ [End Time] :3

[Total Flow] :04 [Temperature] : 40
[Pump B Conc] : 8

"3 Data Ao

4 Set the Gradient conditions.

Change the mobile phase mixture ratio.

O Inenaiee: Pt K aimeleal [ Aderced | | End Time ; 600 rin £ % Dovnioad
M5 | smple settn | L Tme Frog. | | ofuge
i Mex Intanaky = 0 % miimn c
& cone 100.0 5.0 150
75 Freo 40
100
= beos 30 J
20
25 F250 10 = il
[ 1) 0.0 %
[ Time Module Command Valus =
150 |Pumps Fump B Canc. 50 K|
Set the [Time], 75— e o -
[Module]’ : g.g Controlier Aop
[Command] and ﬁ
[Value] as shown. -
1] 000 L Lnd it e
< | - | v lv )y ‘
1 Dot Angent
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2.6 Execute Single Run to Determine Retention Time

2.6 Execute Single Run to Determine Retention Time

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

Z Jeydeyd

LCReady PDAReady MSReady )l et —
3 Set the conditions for a single run.
rSthRm w
Acguiztion
Sample Mame:
Sample I0:
I Method File: Method1 o
Dk File: e S—
[smﬂ..m ]«{ [Data File] : Samplet.lcd )
I e ) I
[ geport:
Data Comment: -
: . [Vial#] : 29
| | sampler
s 2 Tray: 1 = [Injection Volume] : 1
T il TR T . 1
|’ advanced »> l| 3 é Cancel Hep [Tray] :

© Click [OK] to start the acquisition.
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P00 e Edit View Method Instrument Acquisiion Dats Took Window Help

DeH | «k(hLK D=EE : i9@6ew

AR e ehn (EHEado  (Eae (EhkE s EwEsk

12|

Sample | -

L

| ‘_ufxi 000,000)

Data acquisition ends automatically when the

[Acquisition Time] set in the method file has elapsed.

L

P
Change the Displayed Chromatograph

To change the chromatogram to display in the [Data Acquisition] window, right-click on the chromatogram and select
[Display Settings].

u-.spuaysgo
|Gan’d[:>__‘ﬂ5 'sspecu-u:|u.|_ |
[C]Base shift
givem:#: 1|4 1' 0.00 - 0.50 min
(D [B=| wz | o
1 @ 9 ] |
Inl:em!l\lRarve
Chromatogn 9] suts scale
/ [} - 100000 Mormlize:
[ Select in the [¥] Auto Scale ]
e Spactrum
[ ok [ concd [| awmir || kb |

P
Set the interface temperature and the gas flow

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

revmanaa-naas\ﬁew D._o [y . i " Dawrizad
F Interface '._ isticn | LC Tme Prag. | Pumo | PDA_ | Calumn Oven | Contraller | | e
. L

gﬁer"ao&: ESI

Mebulzing Gas Flow: 3 Ljmin
(] Heating Ges Flow: 0 Ljrin
¥ Interface Temperature: 300 c
DL Temperature: 250 C
Hezt Blod Temperatre: s ¢
] Crying Gas Flow: 10 Limin
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3.1 Open the Results of Single Run in the [MS Data Analysis] Window

Chapter 3 Confirm Single Run Results

3.1 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.

L
P00 e Edit View Method Instrument Acquisiion Dats Took Window Help NI

DR sk LR D=EE 7 9 ¢80
AR e ehn (EHEado  (Eae (shke s sk
1zl

zlml
LCReady PDAReady M5 Ready L Ready
Sample Fame : FOA Ready
Samphe D - S Ready
[rata Commen! :
fie— e ] At E =
4 l1.000,000) Max imensiy: 0
’ The 2900 Fien 000 e @)
| hem Value | Selting | Unit =5
053 Tebuizig Gao R ] 30 [Livn o
% Dying Gas Flow 150 6.0 | irin oS
N intaracs DUIS - E51 —
0. 3 17 s 1ho 135 150 155 2h 235 250 275 mn intaracs Vilags 45 [k C_P'
[PEt Running Time: 3.03 ¢ 300 min Ch1[254rm} TmidJ edace Cument 13 )
ma M Intenaly 2613 oL lopemre B o ©)
‘-“‘ﬁé’%ﬁ%}jnmm] Time 153 = I . ﬂmm‘ﬂimw = lq: E\r
o] 3 G Vecuum 172003 Fa
- PG Vamum B 6001 7
g Ci0 Gas 70 70 kP
L Mode Einany oradi | Binany gredl
1 025 ok ol 1ho 125 150 ifs 250 2bs 2k 28 T Tetal Fow 04000 | 04000 | mL/min
|5 Funning Time: 250 ¢ &50 min ScanH: 1456 Intan.: 130 B.Lonc a0 80[%
10,000 Max Irtensty - BEE4S
e ‘-:-:|' I =g = - Pump A Preseure 133 MPa
5o 3TELL20) [} _| || Jumo 8 Proseues 124 P2
Fump A Degzese | Hot Comes kP
[L | pK Pump B 52 Pz
! Crven Temperstr (] an[c
.00 128 17 [15 100 1= 150 175 200 2% 250 278 mn Tempersiure Limi. 50[C

2 Click [MS Data Analysis] in the [Main] assistant bar.

The most recently acquired data
Elilggdn Lluhnd Qualitstive Quentitative Layout Took Window Help is loaded and dlsplayed in the =[x

iep® «@ Ew D=d » o ®8% % =k | [Chromatogram View].

=l )]
Main Enlder: Eg| (= Vi Segmerth , B i
Crata Analysis - - Max Infensiy : 14,183 [ethroed File: Mames]
~==l TR BT I T 280 TWe 249G Scand 1423 Wen. ) L e
[2 B 455 M=165 05{+} CE: <350 i
NG [Diigind Melbod Fiz Hame|
15000-J53.C 308,00 162.95(+) CE:-15.0 ; ethadlcm
| [5 e Hame|
0000-| | N |
[Sangie ID]
|
_— I [oovied by]
I - SyslemAdminkate
i | G [Dale dogared]
T i S 2420110320 PH
000 0ds ok 055 100 125 150 175 2ho 255 min [Samgie Type]
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About viewing operations

change the relative size of each
view.

5

25

oo+

2%

An area on a graph can be o N e T s Uitz
zoomed and displayed by . il M T
dragging over it with the mouse. oreieane
The [Initialize Zoom], [Redo ‘ Tarmie 0l
Zoom] and [Undo Zoom] menus = vl
can be selected by right-clicking B A e g |t om
o 0. 1 15 il 5 an a 45 ; ED 56 S anpka Typa]
_on the graph. ‘ e T
Evert¥: 1 SIMIE=] Ao Trvo: (683 Scanl: [202] |
nten. (108 000)
Drag the frame border to E The display factor of

the intensity axis can
be incremented or
decremented.

1] 75
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3.2 Compound Table Setup

3.2 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.

|
¢ Jeydey)

Evert 1 MA 0EEHD 1 i - (36733140
[ CLEACTH [ 1 1
Everi: 3 MAMID4| Fet T ES2 DUEAZHO5E: >0 740] Scanh: [335370HH#2

0 <> Fiaek View - Specinan Frocsseea 120 i - Pk kA alin Palznte o ,l

: | Int=aratio | | entificanon | Quarttete | compacnd | Greup | Performance | spectrum [ Lérary | custom a1
) S T— w[xme_
weeke  [F Lo
oo @ )
[Slope] : 100 i ) (Rt ot
£, Enter one thousandth of the anticipated e L~
peak amplitude. If no peak is detected, F—
halve the Slope setting and try again. -

Y The and &4V | 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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©0000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000 o

Enter the quantitative parameters.

[} Postrun Anslysis (Manual) - [M5 Dats Analysis - Samplelcd] =% |E=n ===
iU File Edit View Method Qualitative Quaptitative Layput Too
*H - | e \E‘ ||| 7 SR k] ull
izl HE
Fokder: EE = Chiomatooram Viek Segmanlkl Bl Peskf Goan 1) &
N . [Meshoed Fike Mame]
.. \patalpraject1 - Max Infensity : 14,183
‘ ‘ 1s00r] T So O Een T IHetizdr
Filename [Diiial Melbed Fie Hame]
- LE T
] Samplel 0000 )
| [Sariple Hame|
5000 1 -
f \ | [Sareie ID]
RS [
obo 0.5 ok 0.5 1.bo 150 1.95 200 255 min [Pogaredtyl
[ I 1 )
B Spechumien |Estack | oA Dvestap
Display Event#l: 1 MAMID+| Rt Tima : [0 0736 Scarih: [367-2 373340 430]
! i
Everth: 2 MAM[DY| Rt Tme - 062000 EAGH0 5ok o0 73] Scard: (26803741341 ¢+ a31]
ectrum Type &
file Evertd: 3 MAMC| Ret Time : |ES20EA2HO 555420 740 Soarlt : [363-370H 32432 -
l T |4
[ % Methad Viaw o'--nnvw'w G View [ EQT]
[Quantitative Method] : Ferfamance B [ 412
External Standard i e
[ Formt of
T [ @ necimai it © Sift
P Digits.
5
o
e T e T Grouping Type:
"”‘579 . Nt Lisedd -
| [# of Calib. Levels] : 4 zer
B ]
f S )
Data Analysis ) -L'.’é MS Data #n...| Tl Data Analysis
UM

©0000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000000 o

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

[} Postrun Anslysis (Manual) - [MS Data Analysis - Samplel.lcd] =3 =R ==
 File Edit View Method Qualitative Quaptitative Layput Tools Window Help - [=][x
Ex O=d? in|=s 1 E
MF |
Fokder: | [ Ceomatogren Vi [ Peak[a]] Scan{alfe] Seomenia] ]
— [aihod Fia Hee]
.- \DatalPrajact 1 - Max ntensdy . 14,163 |
l | AT AT T T SR B W 74, Methedilm
Filename A e i Driginel Method Fike Mame]
» Halhod! km
L] Samphel . .
20000 Click the peak in [1] s el
o] [Chromatogram View]. [Semie 0]
J ok ) pet,
Syctem
T — T |" T T
(1] 035 50 1.00 135 150 1.75 200 235 mn |Diate Auccpivedl]
) T y
B Spechumies [Elstack | [ Dveriap
Diglay Everts 1 MAM[D| et Time - [0 620 0G0 [0 5200 73] Gealt: 3675 373 [0+ 427
. 4imen. (x10,000) Base Peak 100V 10,341
Segment#1 17 m': 100.00 Abs hien 0 Rel hten ). !
T 1o =
o T T -
v|Eventt Spectrum Type 5925 ) s 100,00 1002 050 10075 00 me
:‘E‘-‘e“g antrod Evertdl: 2 MAM[D+| st Time - [0.E30>0EATHO.504¢50 73] Scantt: [3635 374347 ¢+ 426]
uen A
B Iran.(x100) Base Peak: 165/ 0
E W2 TES0% Aba. Wien T Fel e 0.00] A
ohibe Inb=n,
. 164.25 164.75 162.00 1 18350 16875
- Evertt: 3 MAM[DY| Ret Time : [0 6220 CAZH[0 5550 76| Goardl: S {342¢+a20]
Detal...
3 men. )
iz it L]
1 | Click
162.00 16225 162.50 375 163.00 is0
B <> Fesds View - Spectum Procsssing Table I B ¢ MethodYiew - Compund Te o
. -r P . SpRctium | Pesk Table | Compound | Grou | Calbration Curve | Compaund
ate Compound|
Table oart [N = | Faw Spectrum I o ||_m# | MName |
Wex miensty . 7832 t  Top Time Start Time | End Time | Top Time ; i
C
; e
, — e | T
" i85 WS Data .. 0] Dtz Analyis
NUM
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3.2 Compound Table Setup

4 Enter the concentration of the standard sample in the Compound -

Table.

I e Hans]
CE [Type] : Target
AID+] Fie m
l [Conc. (1)] : 0.01 E
Evertt: L“.JI:.-I ] Fiel ZI-IJE:.JII( 1 [Conc (2)] : 005
/I [Conc. (3)]: 0.1 14
veekE: THAMID+] Rl e (0622 06320 [Conc_ (4)] - 0.5
! — 14 e
| i F 1l Tak — T T T —‘TLE;‘ | m
e)
2 = mn ¢ ID# n;m;:}ao m.l’-n;n Cone.(1] - Gu-:.ﬂ;lﬁ Corc (3) va.ﬂlns (:'p:
B o | | | ||t 1| Bt w
1 . 1 oz |

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

Feldert =E B Chiomatngram Vievw Segmerit] [B] Pesklafr] Seea]e] Secmecti]®
e [Metcd File el
- MWax Inbensity © 14,183
i T2 T O 00 207 CE-200 T e ST e o |, Melhadllem
Filename o0 d0uAs 85 CE: 50 i ikl it FiaHans)
2 Samplet Maihed 1. lem
10000 H ] [BampleHane]
5000+ - [Sameds D]
Sk .’ g [epimd by
00 13 17 0.5 b0 125 150 195 200 205 in
]
[ LD [5tech | b0y
Displary |
Baon Pank: 100/ 10,341
Segrent#1 T Ty Tiel Foen.
- Fasirun Analysss
Bveril E 00 10025 10050 10675 10100 miz
vt = 07331 Scah: (165 34T <5428]
[#]Everd3
| 9 11 D wil Continue’
- W mz Abs. ntes. Rel N
@ 9 185,00 16525 16550
: T Ne | |FO7E] Soo: (5% areH Mz A28l
I et | e[
| Base Feak 153 2
[ 5] Ebs iEn N
1 ip
180 1225 162.50 6275 16300 16325 184,50 —
B ¢ ResulsView - Speciun Processng Table B ¢ Hebed Vs Conpond Tabke: 1Edl
EPSCtIL | Prak Table | Compound | Group | o Curve| || Integration | Idersifcaton | Quantkstive | Compourd | Group | Performance | Spectrum [ Lirary | ey v Chedk |
Flow Specinm | i | [ wiz e R =1 12 | o M)
EFaET 125 [} (13 ] s
NI00-16295 [151] (0] (13 5] [
« 3
[ - T N |
HUM
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Confirm the results of quantitative peak integration, and save the
method file.

Postrun Anslysis (Manual) - [M5 Data Analysis - Samplel.lcd

ualit saptitat i ¢ i Help

s =
prey = [ | = dcgram ek Segr 1 B.| Pesk
W5 Data = [ Habod ik ane

e Look at the identified peak mark (V) on
o the chromatogram peak to confirm that the
standard sample is identified correctly.

:Q.r[n. The 1 and | marks indicate the peak

detection start and end points. .
If integration fails, adjust the Slope s
Click to save. peak integration parameter. — 4
This will overwrite [Ee nwomm T ——e —
the quantitation (e [pski g et suq e [ ntegaten | entcaton | quenttatve | conpound [Group 11|
, ters in th et () . [ | mEE e
e o —: ] - | 2
current method. 1500
[
| \‘ o
\ M = .
U g
an 25 10 20 4 ALLJ 3 o 111, I3
______ 4 M Datn 2 [T Dt Pryeis
UM

¥

Reewencar: B W W [ |
smers L poget _ resem ", If a peak is detected but not
| Name . ] .
= prorery identified, check the retention
time in the compound table
Confirm that "Method1" and window width in the
{ is selected. identification parameters.

[ - = v : ‘ - L J
I“'EL'M' [Ndhod'llam —J[| Save O,i

J ]
Save ostype: | LC Methad Fle (o) x| | Camssl |
il
r o
Select Method Parameters l M
(@ Current Settngs ) Acquisitian Settings 6
Dats Frocessing MS Dats Processing
[¥]Dats Processing Parameters | Datm Processing Perameters E
-Peak [ntegration Parameters - Peak Integrstion Parameters | C |
- Identficabon Parameters =
- Quaniitative Parameters - Quantitative Parsmeters
fl - Compound Table - Compound Table
- Celibration Curve - Calbraton Curve ]
- Column Performance Parcmeters - Specirum Process Parameters
(| - Group Parameters - Library Search Parameters
(| - Custom Parameters - Calumn Performance
Hl -QC Ched: Parameters ]
- Mt Chromatogram Tablke - Cugtom Parametsrs
- Purity Parameters -QcC check
- Spectrum Porameters [# Data Yew Parameters
l -Librery Search Parameters - Chramatogram Table I
|l C P e - MIC Teble
LEiEET==s - Soectrum Format Parameters
-QA/QC Paremsters - Profile Format Farameters
[ system Suitshilty Settngs - Delzy Tme f
[ oajoc Paramet=rs
- QAfQC Parareters
(|

The method file is overwritten and saved.
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3.2 Compound Table Setup

QH The following message is displayed when [Method1]
in the [Data Acquisition] window is being edited
Realtime Analysis — u

@ [030e] Save cument method file?

C:\LabSolutions\Data\Projectl\Method1 lem

[I Yes |I No | [ Concel | [ el

Click [Yes] to continue processing.

r
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
integration parameters.

Width Setting Example

¢ Jeydey)

v Maxlntensity: 48612 v Maxintensity: 48612
PR Time 4064 Inten 0374 A 40 JAET Time 3645 Inten 0083

1=

[T

104 103 a

‘ — ' -
ap T T T T
350 als 250 45 i 250 EES 400 45 in
24 | 3 < ]| £

With the [Width] set to 30, the data is processed as With the [Width] set to 10, the data is processed as
one peak. two peaks.

Slope Setting Example

i MaxIntensity : 51,939 v MsxIntensity : 51,939
) Time 13333 Inten 5385| M| e} Time 14824 Inten a548] A

= ¥

- D(z 75 o T 2o " %
When the [Slope] is set to 1000, even small noise When the [Slope] is set to 100000, only those peaks
peaks are detected. larger than the slope setting are detected.
. )
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3.3 Print Results

M Print the Information Displayed in the Window

ifue Fais, Method Qualitative Quaptitative Layout Tools Window Help [= =[x
iap a,laﬂ OxaE? io|7s% 8tz RER/ 2 =@

Main Fok o | [= Cremangamvies Secercl 5. Fesk Soan
MS Dat \pata Praject1 " dac Intznsty : 14,
Py WO CE 200 = 1005 Scad 000 Wie

woed File Heame|

e A H H
. 0.0 D 1.0 1 1 1 00 =
o 0 Specir Hsea 0
Displr Evert 1 WA t 1 58 11513 ] Scanit: [310-F1RHEE
- 1 Base 1 U
E. T ,]
Coet T 0 1 00 0 101 W
- ri: 2 WA + Time - [1 = G HEIEEn
Event
- n.(x1 sase
\ e 4
1 m'z
43 KA t 156451 574H] £ 1 THEFEL)
en.ix1 Base Pesk 163/ 0,968
— T o :‘]
P P 15300 =
0 ¢ ResubsVies Piccessia Tabk 8 < Hethod View - Fesk Integatian Parameleis 2 Edi
L Spectrim | Rask Table | Compeund | Group | Calbraten Curve Integration |dentAcation | Quants e . m "
Raw Spectrum Background Spectnam Mas . deme
Top Time St Time | End Time Top Time Sant Time |_End - o
----- o] Integration
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3.3 Print Results

[ Graphic Image Printout Example ]

==== Shimadzu Labsolutions Data Report ====
Sample ID : Date Acquired :5/25/2010 2:38:05 PM
Data Filename : Samplel ded
<Chromatogram>
Segment#1
90,165
Q
/237.00>100.20(+)@1 (@)} [
.,455.20>165.05(+)@2 (1) =
309.00=162.95(:)@3 (1) 0
T T T T T T T w
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—5
160 161
m/z
R.Time:1.001(Scan#:584)
MassPeaks:1 BasePeak:165(63)
Polarity:Positive Segment 1 - Event 2
60-
50-
40-
30-
20-
10~
1%4 I(ISS 1%6
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-
T T T
162 163 164
m/z
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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 Select [Data Report] to open the [Report] window.

| E-. |
iolal [
Feidar: ==} Bl P
Dt Pregect1 B [
Filename 1= [Drigiral Wathod Fis Hame]
] Samplel bod Pocon] L
L [Sampie
] |
|
[EET
| euied b
System Admi
. Dt Acouied]
e e e PP VRO (5 2 N ¥ " 20 A SN S Eraia !
[Sample T
[8
3 b T [ 47

DR «. (B [ O=E 2 fee e |lR ST R | | S REER |GGk |EE G | #
iN|/¢vD0|A@ | &«F B FY | W0 W% | w0 R | R e R
1ol =]
| Main tider: (=] -
WS Data - \OntaiPregect L =| EIZTI2010 BEA{IZPM 171

9\1: Repat

——
' ‘ R S e
mple Mame N
mple I0 :
|
A ‘2
Eﬂdiﬂu\um A .
EiiEe oS Dol ot o
cood Formatle | - GALabolutonsiSysiemOEFALLT st
Drag and drop the Momin D Pracesssd  A2EA010
file to the layout view Eromatogram> -
frame at the |"|ght s CiLanSulutisnsDataProject Samele le
% POAMUN 1 258
o1 A o
-1
oo .
ot o0 05 w 13 zn 25 o |
ME Chromaiogram
{10,000
TG+ TIC(+ HERTIC M3
B 85,124
&

Lis 5?.! EEMS Data A [ Dota Repoe
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3.3 Print Results

[ Report Format Printout Example ]

Datr Aﬁm Eggmm 11:03-20 PM
Emmepls : Stmnderd
Lervmiz: -1
Sunphj]]] :
IZTD Asmomnt :{Lewall Conc )
mm -1
Facicer -1
Trayz =1
Vizis -1
Injaction Votnms -1
Tiata Fils - Samplal icd
Mlathod Fila - Mathod] dom
Oirigina] Mathod Fils - Miathod] lom
FRmport Format Fil - DEFAULT her
T T
Progexwsd by : Mzl
Diats Procemsd - 61472013 309:25 PM
ME Chromatoerzm
(z10.000)  _
140 14070
1204
100
0.803
0.603
0.40-]
020 ACEH@
3 J_ < TIC{+)@El
000 TIC+)@3
L B T L 1 1 L L | 1 1
[iLE ] 035 050 075 1.00 125 150 L75 200 235
min
Ml Cromnt Graph Calibration Carve
T @l e 1 mzn. D% 1 mz -0
1 Tirp=: Tegst  Function : Hx)=3 61950 HI0E*H)
Hama: A Rel=1000000 Re2=1 000000
MozaRF- 3.619502e+006 BF 30 QLOD0000e-+000  RF %RED: (000000
st Time: ogzy  Flvoe ‘Linsas
Arma
Coenc
Evmnt:]
ot "‘-—-*——ﬂ-l . Comg. [*18°-2]
1 1

¢ Jeydey)
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Chapter 4 Realtime Batch

41 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.

14 Ere Edit Wew |Wethod| Instument Acquision Dta Took Window Help
inag ’rajnmumnvm

Baseine Check Parameters.. 6
e e e L The measurement time for each

M Dats Vi Parametss.. event is determined based on '
DA/OC ParametersFOAL, .

VT ——_y the [Ret. Time] of the Compound

Systamn Suitability Settings...

Table.

Optimization Result.

Semi4) sy

| (] o

Update display sequence by cgmpound table... E : !T-Iﬂmﬂ.“l} !
Export Compound Table... -
Reattime Analysis i

Impart Compaund Table..

S 4]

w

Updata ke

=0

& This will updste the MFM anslysis time

using the compound table
A mfarmation. 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]

ii}fh Edit View Mothod Incinement Acquicition Data Took Window Help [RET
iDee | «Q|rkO=LE Eesow
HaREabe ([EEss@cr @ bkEE-RERSkR -
S E| =l
LCReady POAReady MSHReady pa] ||| = [N
Samp Hans - PO Remdy
gl D - g
Data Conment
[ [pow_[ms JAL _ ERERE
"j‘mm T S M:‘nnm nnm'l g
ey T T T ] hem | alue [ Setin| Unts
0 i3 E B3 o 125 150 175 mn Tinge
B Irstramert Parametas Vew ﬁ@ Enc Ilﬂiiﬁﬁi = ——
. = [ Furrp mLnin
M5 | Srple Setings | LC Tme Frog. | AutcFurge . [ Furrp mLinin
Evantt i Name @z | Timo [0.000 min - 2 496 - | Porg AFr 0
| g E P 0
MRM 1 + 45520516450 L e [
MR IH [+ [30am=16250 ! K
Crvar Tamp | [4
Yﬂml IE
BT 1 T
€ 25368 Free (Y]

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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4.1 Create a Batch Table

Select [Table Easy Settings] in the [Edit] menu.

E;ﬂgg- Wiew Instrurnent Estch Tocks Window Help INEIE
i o Bl G sRse=EE 009 (@
o 2edo eV i
B8 Fuseies CE R e A
Fill Davm ]
m = |.c
Tk Method 1 em 3 r e —
o [ [T
Moda Binary | |
Totzl Aow | 0.4000 | 0.0000 | mL/m
B Conc: 80| 00(%
FumAfme| 00 WFs
Furp B Fres| 00 WPz
Fumg A Deg | ol Con KPa
Fump B Deg 51 [kFs
— Oven Tempe| 296 @[C
- ] W [C
[N . Open Data File.. i To
[ Edit Method File... ryeciicn Vol
54 Edit Repont Format File.. ;:"hé?fn = 1213 m
S, Bitch Table Wizard... biefaos | DUIS-E
s iertaca Vel 0.0 kv
Irteface Cur| (K] _Jua

Make the following settings on the [Table Easy Settings] sub-
window.
Table Ea- mgs (2]

\E [v|a|#] 1-4

Method Ale:  MethodLlan

[ Standard

1 Repetitons: 1 He
Injection Volume: 1 Dotz File:  Std01

[+ Uinknown l Vals: 5 =|- 5 El'nr_#: t |5 Repefitons: 1 |3 |
L : lngtaﬁle: UnkDi 'a

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

E:ﬂn:i:ﬁt View Instrument Bstch Tooks Window Help REE
inDeR <62 b% O=kE > (== !.3;%:8 cfoRclt-’

AREenn?  (EEsu@e 0 8 sk Rk

1l 1zl
Main e Lok St Dt 1 I
oo _bm—- -
Reallime Batch etha pAlicd & I I = =
= - —|| FFRP
cd IR | —
1 em Value | Seting [ Units
Made
~\ Total Aow 0.4000 | 0.0000 | mL/m
. . B Conc: a0 00 %
Place a checkmark in the box, and enter the file g &
name "Report1.Isr". T ) —
N Fump A Deg | Mot Con kF=
X0 . . ) e ]
9,“,“ If a path is not specified for the file name, e I -1
a Mo Pulo |

the report will be stored in the folder that is
open in the [Data Explorer].

¥ 18)dey)
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Save the Batch Table settings.

ment |:h onls inr.IowHt
(b on O=EHE" isesse=sus
Al el igEssEe 2 (B [shkks

ot

'
Uy Save Batch File As =5
Savein: | Puojectl @ F e E
| Marne -

l [File Name] : Batch1 }-[ﬁlcmme- P -][i sae )
|5mmm: |LE Baich file (Jch) x| | Cancel |

Batch Table Settings

Sample Type [ )
Click 1% in a cell to open the [Sample Type] sub- PT— S —
window. Select the type of sample in this sub-window. LY 5tandard] Initialize Calibration Curve
Select [Standard] for grouping types of samples, or :E:Z;:;d [Z) A catbratonteve
[Unknown] to use a sample for quantitation. Enable :gz:eddardﬂm Recorery) o Cottatontone
[Initialize Calibration Curve] for the first standard & Unknown(QA/QC) [l pacm Method
sample in a grouping type. )
[ ok ][ conced |[ 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 (B1) () tegraton for Quantitive (M)

[ MS Quantitative Calculation (MQT)

in a cell to open the [Analysis Type] sub-window.

In this sub-window, click the items to be executed. R

@ TIC (ILT) MIC (ILM) MC (ILC)
Peak integration and quantitative calculation are [ M5 Make Spectrum Process Table
q @ Tc (5T7) MIC (STM) MC (STC)
automatically performed on the LC and PDA data. ) | s

Auto M3 /M3 (STA)
Merge Product Ion Scan Spectrum (MPI)

[ MS Library Search (LS)
Level Number [ ok ][ concd |[ e |
Enter a level number for all of the standard samples.
Report Output
. . . . i % rt Format File m"
Check this box to automatically print an analysis ) e bpen o _
t Lookm: ||, Projact] - %O
report. .} = z (s
Report Format Files s Mo items match yoursearch,
Click F in a cell to open the [Select Report " il
Format File] sub-window. o
Analysis reports are printed in the specified mE;
format.
iy
Computer
File name: - l Qpan l
Rnef%ce Help Fiesoftype. [ Bepen Fomat Al (s v [ cmea |
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4.1 Create a Batch Table

( \
VY Tips 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 I'u'Iethud1.Im
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 None

choice from the list. gﬂmgﬁ ‘gﬁ':
Summary End
Summary End&Start
Check Box (to select on/off) Report Output

Click the displayed check box to select or clear a

checkmark. i Click here
%d
i

[Alt] + click (to open a file) Data Fle
In file-related windows, this function opens the Std01 Iod
specified file.

The data or method file for the selected row in a (. = [Alf] + click
Unk01 Jed

Batch Table can also be opened from the [Edit] menu.

. J

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.

-

¥ 18)dey)

To enter a numbered series

Method File Data File | Bl ot : Method File Data File

Method 1 Jom ST L Method T Jcm Sid01Jcd
= ‘ Std0zlcd
Std03 lcd
L Std04lod

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 Jom il Sene: Wethod 1 lom Std01 lcd
[ Fill Down Method 1 lcm Std02Icd
Method1lem Std03lcd
=0 Method1lcm Std04lcd

Copy

Baste

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.
Ilcm" 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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LabSqutions\

Quick Batch

Create a Batch Table Using

You can also create a Batch Table using quick batch.

Main LCReady Dption:
Juisit Sample Hame 0 i -
Sample 1D : 2
—| Drata Commert : l LS 5 |]
Enter the sample ' Select a sample
information. type and vials.
Method Fle: Tutoria_Method b [E]) E — e — ‘ Plate Type
Dat Fie Name: (Ao Finame)] L9 Jve =T [1nxse =]
Report: FlReportQuput  Pesepart Llr || Y] | setings... wh o]
Sample Type
Sample Type: _I_I Standerd bl AutoFl Level# @ [ standard
Sampie Name: Farsben Moure | suste-erementoos,on | L=
£ contra
Semple [ [¥] auto-ncrement{oo,oo T
- . hs 3
Wial Number: Stk 1 % End 3 = - R At
(e-, j ——
Number of Sample: 3 ===
Injection: Repetitiors 3 Valums 10 9 (o |_1u_||_19_| ™
1 ]
BatchTable ® Click here to add them to a Batch Table. With
I Vit | Tray Noms | Semple Nams | Semple 1D | Saepie Trps | ‘. - fl 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.
3 o
Batch Table
e | viaid | - N| Lovald | Ini. Voume | Ropert Cutpul
— Start realtime batch.
o=
*l Stat
reference  R€fer to Help for details on operations and the applicable models.

window. On the [Data File Name] tab page in
the displayed [Settings] sub-window, clear the
[Create filenames automatically with] checkbox.

9 When [(Auto Filename)] is displayed in the [Data File Name] field, you cannot directly enter
" a data file name. To enter a data file name directly, click [Settings] in the [Quick Batch] sub-

' Settings

|

[H';[eamﬁhn:mn: i

ASLIT Conversion | File Comversion
Gerer=l DOs1a File Name

==
| Folder | cpten tteme
Starbup Sutdown

) et}
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4.2 Realtime Batch Processing

4.2 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/uL
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 Q
Egﬂgg Edit View Instrument Bstch Tecks Window Help NI g:;
iD2R sk ek O=EE - s ss=e=s009|a =
Ho -1 I T ) O w@e= 2 &2 (sl 2 ;

Main =l Folder C\Lah Solutions' Diata’ ect1 c =l

— " Aeclysis | Analysia Typo Mathod File Data File Lovel# | ini_Vohme | Report Oupul Formet i Dats | | 0,

Reallima Batn e o e e
e - — ER=RF]
] lom ke i il |
=
Mom Value | Selting| Urits.
Made
Total Aow 0.4000 | 0.0000 | mL/m

s N\

Q“ Click E to stop batch processing.

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

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

acquisition. To take a snapshot, click ﬂ in the
[Data Acquisition] assistant bar during acquisition.
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[ Realtime Batch Report Printout Example ]

Sample Information
Acquired by : System A dministrator
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# 15
Injection Volume 01
Data File : UnkO1.lcd
Method File : Method1.lcm
Original Method File : Method1.lcm
Report Format File : Report1.lsr
Tuning File : Tuning.lct
Processed by : System A dministrator
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(He1
= L TIC(H@2
0.00- TIC(H@3
L e S A A B e e L S e B S LA B R A
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 1D#: 1 Name A
15138 ‘ 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 MeanRF: 3.851308¢+006 RF SD: 2.457992e+005 RF %RSD: 6.382226
FitType : Linear
| e 020 goch, Aot
Area: 279676 Quantitation Method  : External Standard
‘ Conc.: 0.071ppm
Event: 1 Area # | Conc.(Ratio) MeanArea Area
) 1 0.01 3619 3619
‘ 11076 2 0.05 18707 18707
25 3 0.1 38531 385310
4 05 209555 209555
\ 9
20
‘ 15
‘ 05
00
L 00 1.0 20 30 40 50 60
Conc. [*10/-1]
1 2

46 Getting Started Guide for LCMS-8030/8040/8045/8050/8060




4.2 Realtime Batch Processing

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
g Type: Target Rr1=0.9994071 Rr2=0.9988146
. MeanR F: 4.213971e+006 RF SD:7.039121e+005 RF %RSD: 16.704248
Name: B - -
FitTvpe : Linear
N 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
N 0. 31817 31817
[r10%] [X 219764 219764
25 ). 475316 475316
4 . 2262891 2262891
‘ 20
‘ 1.5
‘ 1.0
0.5
0.0
00 1.0 20 30 40 50 60
. . Conc. [*10/-1]
1 2
309.00>162.95(+)@ 3 ID#: 3 D i3 miz  :309.00
83,319 v mz: 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 Through
Area: 190118 Weidhted Rearession  : 1/CA2
Conc.: 0.075ppm Quantitation Method  : External Standard
Event: 3
# [ Conc.(Ratio) MeanArea Arez
Area 0.0 24275 24275
[*1076] 00! 130160 130160
1.2 (o] 0. 264742 264742
4 0. 1192961 1192961
1.0
0.8
0.6
04 o
=
02 [
o
=
0.0 ()
. 1 . 00 1.0 20 30 40 50 6.0 —
1 2 Conc. [*10A-1] N

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.
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4.3 Print Batch Processing Reports

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

ke Edit View ] Batch — N —
iDARE | <0 | E 5 | e Sendw [ sa Acquston
T IR T R - R = I
= 'u;c:uahsamm\nua\l;liﬂ'“"g']“"“ ol
: : Analysia Ty ) Lock ‘ = |l
Lo henton Wi | _ et | ; © e
I_ HietoaTion I % i Ei :" — E ,.a-_$ m
I kem | Value | Settinal Units |
2 Create a summary report format with the [MS Summary

(Compound)] report item.

%ce "8.4 Create a Report Format File" in Operators Guide.

FRealtime
$E0 Bl ke View Hem Loyout Page Took Window |

Ej‘»@ - ﬁ , | Clickanddragtodefinean .. . . . oo ¢
rr: la= 3 | area on the page where

k] /v N ## . | you want the summary to IS Sh s ER R
| be printed.

. .
L/

Mzin

Acquisilion PDA Resdy
Fealtime Batcn 3 Ready
| 5 = [0
Deteis...
Mem | Value | Seting| Unes
Moda Binry g | I

/ EC 50| oo™
The following three types of Summary Reports are E E ME. :E,
available: T —
* [Concentration]:Displays concentration, area and REEFSETE e o
height for each peak. T ———

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

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

each data set.

[T§ sveReport FormatFie Az =)
Savein: || Projectl - @ T E
i MName .

Mo items match your search.

¥ e I ¥
[Hleaa«e- Sormoryl —] | s |
|W===wr»' L= hipon b jmat file (Clsh) .1 Cancel.
L

l [File name] : Summary1 ]
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4.3 Print Batch Processing Reports

Set up the summary report.

o

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 | Level# | Inj. Volume Report Output Report Format File Data Ct Type Summary Report Format File
1 1 & Summary Start Summarylsr |
2 1 & Summary Run
3 i & None | 1
4 1 ] MNone 1 |
0 i 0 Summary End |

I

(2]

{ Enter a file name in the Summary ]

Report Format File column.

79{&. 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.

4k Fle Edit View Intrument Bstch Took Window Help
D3P <k LR D=EE isense=8000 @

Er_‘i'ﬁil_ijrﬂﬁﬁ!ﬂ? o0 s wm(@l= 2 & 2 ol s e
izl

- C\Lab Salufiors Dat’ il

2 1 anct

L

§E55|8

(@)
0
Q
—
_| &= D
=
N
SE
Le Ready
Ready
1301 led o
1902 lod b3 Resdy
13 Jeed
14 Jeed
Link (1 Jed 4

Limn
nig Ges A — 15.0 | Limin
Intexface DuIs -E
Intesface Voit 0.0 kY
texiace Cur| (K] ud
emperst £ 250 |C
jeat Block T)| 45 400 | C
acior Vol 0.00 kY
Wazuum - Fa
G Yacuum | 1.98+00 Fa
iN Gan 17 17 [kPa

The specified summary report is printed when the batch processing is complete.
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Summary Report Printout Example J

MS Sumurary Cotrmpoundy
{10,000} Std01.Jed
{14,970 % & b
9 o w
| - — —_
1,00 - - -
b \ K | AL (1)
g J A B2 (1)
0'00_""|'"'|'|"'|""|"'T'|""|TT_P>'L'|""|"'|""LCU—J@3(U
000 0.25 050 075 1.00 1.25 1.50 1.7% 2.00 125
min
(x10,000) 3102 Jed
(=1
8.21 |go124 2 = §
= z -
5 i
\ \ AL (2)
] N \L Bt @2 (2)
0.00 == - CHHE3 (2)
B e T B A B e e e e e L B e e e B e B S S e B B
000 025 050 0I5 1.00 1.25 1.50 1.75 2.00 135
min
(x100,000) Unko1 .Jed
{151,240 % 3
Iat} o -
- [=3 — —
- — Wy
1.00- f\\* - I
T | AGEL )
4 BHIA? (3)
0'OG""|-|'--|"''|""|--I|-|""||""|""|"'|""th—)@u’)
000 025 0.50 075 1.00 125 150 1.75 200 225 )
mit
ID#1 Cotpound Name. &
tle Sample Name| Sample TD Ret. Time Area Hei Cone.
Std0l.led 63T 35504 10454 0005
Std02. lod 646 186026 50731 0.045
(UG Lled 38T 371763 142787 L]
Average 557 197857 67991 0.048
%) EE% 26 166 83016 95,77 83 399
Max Laum 646 A71763 142787 [IES]
Minnur 38T 35004 10454 0.008
Standard Deviation 147 168244 G783 0.040
ID#2 Compound Mame: B
Title Sammple Name| Sample ID Fei Twne Area Heleht Cong.
Stdn1 ded (13 RSO 1354 0008
Std02.led 230 2101 8413 0.049
UnkOT.[ed 224 IIRGT 12320 0065
Average 22T 188552 73632 0042
%R ED 229 78078 75473 74140
Maxitmum 230 318570 123204 0069
Minimum 224 28350 1356 0.008
Standard Deviation 003 147561 55573 0031
ID#3 Compound Mame: C
Title Sample Name¢| Sample ID Ret. Time Arca Heizht Conc,
Std01 led 566 23534 10163 0 009
Stdoz.led 568 27500 53366 0045
[UnkOLlcd 571 Bed 67 18613 Q0073
[Averaze 568 12634 47381 0.044
RS0 164 73,275 73.05% 73333
Kaximum ikl TEEAET k] [
MImium I 13534 10 0008
Standard Deviation 00 82332 34 0032
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5.1 Confirm Quantitative Results in the [Quant Browser] Window

Chapter 5 Quantitative Data Analysis

5.1 Confirm Quantitative Results in the [Quant Browser] Window

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

ﬂ Double click

@]
>
Q
°

=3
)

=

o

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

|

P

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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3 Co nf"-m . qu a n t |tat |Ve resu"s ............................................................ .

.
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.

Qﬁ,,. Select [Delete] from the right-click menu of the
[Quantitative Results View] to delete a data file. |
fO3H| « @ (BR[O ? il.c&“ﬂl.)"n 4|0 || i
- Folder: Q_EI S — w0 Hathod Vi - Conpourd Takla ——
oDt Prozcty =) [| Data Flonamo Sawls Tiwe Lovld Fut_Two Awa ’ tegration | Jdmbficabon Iq‘mumIJ Compound I|J’
—_— 1 Tueenal_d01 ke Standadiak. Pl 1 — = T Te—— = Rl —
Filename Mo Ttora,_Sd03cd Standardicak Port] 3 ERE I Al | B P [Tae (900
L] Samplel 7494 Tueanal UrkD1 led Urknowr| [ 2783 11,077,284
& Tutorial_Sedd] v Tutonal_Unk(2 ked Unknown| [] 4737 10,886, 185
E‘IulomLS!cm 13 Tutortal_Unk03kd Urknowr| [] EEEH| w:.m.sw
il b U] > 705 Tasoo
S orisl Unk12 78,
S Tutorial Unkl 784
L8 Tutorial UnkDd 778
| Tutonal Unkds 7/
‘ = ] - || N v
B Cheomatogram Vism =1 Calbration Curve/Spectiumies
A chvometogram |} sample infa. | A calbcurve | A Spectnm
K| v AT Tene 5mu:nh:mnan:rsg.ms o Hlﬁ’éﬂ,ﬁ?ﬁﬂn‘;‘ﬁf"
- 750000 Area
Max higneky - 0
7000000
500000 o
50000000
250000+
25000000
o
F o oo 10 2o g 4o o 80 oo 10 7o B do ' cone
i [T HE | o vowse] ‘ ‘
UM B
= = |
Confirm the chromatogram. Confirm the calibration curve.
The chromatogram of the selected data in The calibration curve of the selected
the [Quantitative Results View] is displayed. compound in the [Method View] is displayed.
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5.2 Edit Integration Parameters and Re-Integrate

5.2 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.

H E d £ Lo[ws| [ o
M ol B Quanitalis Racdls Vies - P g = e Vi - Peak | nlegration Parameters P m
= =]l = — )
— . a Sample 10
Tutond e ak |

Integration [ Huntification | Quanttate | Compound | Performance | Spectrum | Custom | BC Check |

|Mess [+ Compound Meme 1
"
1 pepaverne ) Autaftr=a) ) AutciHeight) @ Advanced
Mapeak: D
Wiidth: 5 sec
- Fragram
Sope:
I, DaL: 1000 mn
[, AreafHecht: 0 oounes.
Calpulated by: W Area ) Height -
™
B e - "9

@]
>
Q
°

=3
)

=

o
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pser [System Administrator - [C - Tutcoal Mt
siS File Edit View Method Process Data Livout Took Window Help - &=
D28 <6 ER Old »  iwchsl@aiai /<m0 o
i 1] i ]
Flder: [T | [® Dusnilelie AesdzView Dz 1 | 1] -] pepeveine | B MelhodVisw- Feak Inlngaion Paiamelei i) | B
- - Data Filename | Semple Type | | miegration | Norwwwes
[ g — H | ] ation | I | compound | Ferformance | specnm | cusiem | g2 -
Filename wod| | [ Tlorel St | SmderdlCac Por| | [Flpess ] Compound fams !
D Swmplel | | et e | e— .
Tetors e 128 | | [Tl Iiictoied T e - futolpres) ) Autoieshi] 8 Advaced
i Ttorel_Urk03lcd Ut . .
Lyutoria Stz /24| | |8 e e MaxBeck: 5 |
[ uoral SRS L2 | g Tutoria_Uk05 led ko] it 5 =r S
Tutorisd Unkl 78, — Fircar am
Tutorisl UnkdZ 7731 Sepe 00 e
bl Tutorial Uiz 78 e o | Beiseforft Caodaten.. |
.Qr.m?u_umn 7491 I.DEL: 1000 |...n
o Tuorial Unkdls 7731 - T e
Clndstedby: B wea Height .
+ [mal | ER=] v
B Checmatcoam view B Calbation Curve/Spectum Vies
A — A CeibCave b specmum
2 il ' ¥ = 16,378,956.04 - 1,1 09,520
- Bl e ey R T TP 172 .= 1000000 1 = 1.000000
HOT e it
[ 750000 v
00000 l
25000 - /
iinaas o o 2o E D B i) on 10 20 30 40 Conc
T lu |BJ I _Eomm
HUM o |
Integratian | identification | Quantitative |
[7|Mass  [¥] Cormpaund hiame
T
0 Autofpres) ) AutolHeicht] @ Advanced
MaxPrek: 5 b,
wadth: 5 =4 m
Slope: w0 fin
DR O hin Moize/Crift Caloulation....
T.DEL: 1000 min
Min, AreajHeight: 0 counts
Calodatedby: @ Area () Heicht
smeathing
Methed: | Standard -
Counts: 2
wadth: 3 5=
|III|
Original Results
B Quantitative Hesults View  pg 1 «[+]  papavenne ( o, )
Data Filename | Sample Type | Levelff = Conc) )| D) Sd) Cone? -9-
Tutorial_Std01led Standard(Calc.Poirt) 1 | — 0.500 Hint When the standard Sample
Tutorial_Std02lcd Standard(Calc.Point 2 15230450 1.000 1.000 ici
Tutorial_Std03lcd Standard(Calc. Point| 3 80.746.21 5.000 5.000 data 1S Integrated’ the
Tutorial_Unk01.lcd Unknown 0 11.077.3 0.746 — i i i
Tutorial_Unk02lcd Unknown| 0 H].BBGJJI 0.735 — Ca“bratlon curve Is recreated
Tutoral_Unk3lcd Urkriowr 0] wsisE 0728 = and quantitative calculation is
Tutorial_Unk04.cd Unknown 0 10418118 0.706 -
Fl Tutoral_Unk05lcd Unknown| 0 104937 0711 o performed on all data.
| 8 Ay

’ ’Qﬁ’". Integration can be initiated

Edited Results manually in the [Chromatogram

B Quantitative Results View IDE 1 o papaverine VIeW] SeleCt [Manual
Data Filename | _Sample Type | level## | Ama | | Conc (ppm) | Std Conc Integration Bar] from the right-

Titoral_Std01led | Standard(Calc Point T 115514 0518 0500 .

Tutorial_Std02cd Standard(Calc. Foint 2 1944700 0380 1.000 click menu.

Tutorial_Std03.Jcd Standard(Calc. Poirt] 3 87.729.78 5.002 5.000 n@

Tutorial_Unk01lcd Urkriown 0 1481610 0707 — " o

Tutordl_Unk0ZJcd Unknawn [ 14,3441@" 0709 — Reference  7-9.6 Manual Quantitative

Tutorial_Unk03lcd Unknown| 0 14,803,818 0.707 — . .

Tutorial_Unk04cd Unkniown 0] 14234 0673 — Peak Integration" in Operators
8 Tutorial_Unk05Icd Unknown| [ 14,0843 0.664 — .

L Guide.

54 Getting Started Guide for LCMS-8030/8040/8045/8050/8060



5.2 Edit Integration Parameters and Re-Integrate

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

§ Browser (System Acrvinistrator - [Quant Browses - Tutansl_hethod lcm
ie Edit Yiew Method Process Dats Layout Jeols Mindow Help L=l e
iDaE | sk/[EHR ([O=E 7 iwchsEi swd o5 i-@
=2 Foicer: uJ[fi O DurilaveRessViw D8 1 |- papavere B athid bou - Fak Invegralion Paranetat: [E3 W | [ Eci
Filename Meal | T T o3| 3] AT | e S0z | spp || e Scereniiin Integration o
18 samplel 778)| | [ Tetor etrticd ] 4TI MBS | 7| — ||| -
i Tutodal_Stdid v [5 | Titodel Grkiled [1] AT ABSESE | 0| — A
s v e 1 -
[N e | I = P e — .
= Tutodal Unkll 7/
B Tutodal Unkl2 778 e
o Tutorial Unkl3 779/ orfo
) Tutorial Unkd 775 pA-. 1)
51m'-uLUnW5 7/ - ) y
Calculeted by: F -
l‘:l Chansiogran'Viw = :I’ Caibration CurveS pectium Vi
o areanstocren B santatore | e cab e | pecrn]
— - —— TSI 2
Wi ity - 7sp0s] TR0 Tee % - o
000 |
anak (3] 18 2o E) 4o B B 0 18 20 an  4b  com
N SEES [t
MU B |
M Invalidate a Calibration Point
If a standard sample cannot be analyzed properly, the D QuerticiveReoulsView b 1 [ || papenverne
3 . ) . . Data Flename | Conc_(ppm) | Std Conc.
calibration point can be invalidated. Titorel Sta01ked 0516 050
) Tutorial_Std02lcd 0.980 1.000
Remove the [Cal. Point] checkmark from the e o 200
[Quantitative Results View] to invalidate the calibration E&‘EE%E EEEE =
utorial_Un X —
point. The results are immediately recalculated. & [Tubora Unk05led 0568 =
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 0
can be changed in the [Quantitative Results View]. Select the cell of the

[Level#] to be changed,
and enter a new number.

When changes are applied and a different cell Q
is selected, quantitative results are immediately . m' &
recalculated. e e |_Soml e | Lowl | it e | o ] o (0]
s R 3 i -
e = .
" The [Level#] can be edited regardless of the [Sample o kg oo Tl s :
Type].
B 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,
and select the appropriate

When changes are applied, quantitative results are i
type from the drop-down list.

immediately recalculated.

O DuarfitziveRasdlsViaw g 4 " © | papaverne
Y Data flename | San|jie Type Levelii | Rel. Time Area

20)- . Tuord_Sddiled | Stai|dedicale Par] T 3582 | 11591411
Qﬁ,,.Changes to the [Sample Type] are reflected in the Tuond_Sidi2lod — 2 1717|  18447.0
. Tucid_SidlEled 3 4735 | B7.788.745
files when saved. Tutorial_Uik1led [l 4743 14816115
Tutonal_Link02 Jcd o 4737 14 B40,655
Tuord_Lnki3lcd || Sendard (o 0] 4599 | 14803802
Tutond_UnkDdled || Cankrol 0 4718 14.238.404
Tutoid_LhkiElod zﬁ"* T 170 | 14084370

Sencand 5TD Recavery]

Unknown(ADC) |
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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].

|{id Ese Edit view Metnod Brocess Data Layout Tock Window belp [=1=][=]

iD3H R ER (DO=SE ? iows|[#@4 4 d| o &
1z x| gl
Felder: Qg O Quarilkalve RewdlsMisd D2 1 1] | pepavedne B Method View - Peak Integiztion Parametei: IZ Eck
e r— - | Data Filename Somple Type | level® | Ret Time | Aea Conc { |Tntegrabon | dentification | quanuitative | Campound | per’ 41
| Ttonsl_Std01 I SancardCels o) 7] 1551411 .
Filename Wed | Tutoral_sudlZled SandardCak: Por F7| 1344707 [ Mass 7] Cormpaund Hame
= Tutara Gl bed Sarcard(Fake Poind TE | BT EE Iniegration 1
(1] Samplel 7 Woia_(nkT Urknonn 43 4,816,115 o
L Tutorial Sta01 1721 Tutoral_Unk02 1o Unknown T 1484065 futolfrea) @ Aty
ATutorel stz 172 Tutona_Unk034cd Undencon, [} 469 | 14603802 — |
o donel stanz 1771 Tutorid_UnkD4led Unkenown| [ 4718 14238404 -
o ftenel ! B Tubaral_Unk05 ked [ (] 4708 14,084.370 Width: r
—, Tutorial Unkll 7/
 Tutoriel Unk)2 773/ Shooe: [
L Tutoral Unkd2 7704 it |1+
o Tutoral Unkdd  7/9 0 = Sl v
[ Tutorial Unkd5 7/ B Chuomalogram Yiew
A | semple tnfo.
filgx Inbgnaky - 4.944.740
LR The 230 Wen. 509 . ; Base Peak 24004220 228
5000000
W] v 40000003
Wax inisnaly -0 e
000000
1000000 4
y &
b 5 e 00 [ 20 30 4o 50 2o - 385 3800 3405 iz

~
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.
file used for processing the first loaded data file is -
automatically loaded. LC A4vcdl
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5.3 Print a Summary Report from the [Quant Browser] Window

5.3 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.

(=] (5t istratar] - [ P
1 Eile £t Yiew Method Process Dets Layout Tool Window Help - 8]
D3 | ek [ER O=E 7 §echel|@a 4 v 6 |» | 8=
i)zl “lHl
[ wan | |Eoider: TS | [0 QwviaiveRosdeViow  DE 1 |- pepeveme 0 Method View - Peck Iniecraion Paiaelers
Quant Browser = Data Filename ‘Sample Type Leweld
| — Tutend S001icd | SandarsiCake Poet) 1
m Filename Mo k7 T ;: :Pwﬁ g e Hlmees ¥ compourd Hame
[B5ampie Kl I E n T Unknom| 0 4763|8111 o
(o3 Tutorisl Stolt 121 E Tutoal_ Unk2ded | nknown] o 8737 |  14.BADESS | Autw{ec)
= Tutori Tuterial_ k02 ked Unknen 0 20|  usmae
:}x":—;ﬁg bt M Titea Uil | Urenawn| T TR WIEEN| Wargeak:
m [ Tt Tukesl_Urk05 ke Unknown ] S708| 0BT e
Tutois UnkDL 7/
S tutaia veanz 73, Sope:
. S Tutorial Urkd2  7/8,
o Y Tutorisl Uk 773, o' i |
e
2 Tutorisl UnkS 7,5 T
. =
F M inensity : 4364 740
AT T Time 30 mies 5oq
sw0m0] ;
+ [ . 2000 -
T 7 3000000+
2000000 - t
1000000 i
G
I3 ARmmmAL [ [ 20 20 & 50 50
b [STE[E ] | ot tome
HUM
c—
G Browsar ‘adminis -
{EP Eile Edit Yiew Bem Lovout Poge Tock Window Hel - la][=
iDeH | ek[ER[DO=E e e vl o [ a3 e | R e B EEE |
id| /00| @ifds DEGM&EnE R Ry | H %5 G E | A |00 G eSS

1z|=l

Nain
nt Brow!

I

111320171 E:42:26 PH

Filename hho
= Rapartlar oAy

==== Shimadzu LabSclutions Browser Report ====
Tutoral_St01 kd

5 1 DaterionA 254nm
5 DA Wuitl 1 264nm,4nmy
BT Wath = T30hm #nmy

[< Deteciara ==

J0#] Carnpound Hame: papayenng O
[EEEERET Jarnple Mame | Sernple [0 [Ret Tine|  Ares | Helght | Cone
Tloral St e 132 4B ags| ol =2
Tulots_Su021ed £ 0.054 )
Tutorial_S303.lcd £ I T T AT o
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Information associated with each compound is printed in the report.
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Chapter § Qualitative Data Analysis

6.1 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, such as MS or PDA, in various formats.

=8 "14.4 Compare Data" in Operators Guide.

Reference

Dtz Analysie Trnls

— |
? |£ﬁ~ IH Double click g

58 Getting Started Guide for LCMS-8030/8040/8045/8050/8060



6.1 Display Data Files in the [Data Browser] Window

[ Tuscial U |03 7104
[ Tuscial UM 704
3 TR LT

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

g)n. Each display area in the [Data
Browser] is called a "cell".

Select Dsin Type
Tevget Ced el Location
@ Load Date to Current Ced (7 Open as Mew Cel Rightward
17 Add Cata o M5 Chromatogram Cell & Dawnward
S
= %)
Il chromatogram Il Pesk Teble
e — | s Place checkmarks next to

[MS Chromatogram] and [MS Spectrum].

| M5 Qusitative Table

| M5 Chromategram

\.:;:: Cells for the number of selected
lpon contar checkboxes are displayed in the [Data
W

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 TusraL sk 6l 3

L] M o
|m—k‘=‘i:_ ™= L —

7]

[ MS Chromatogram P

9 Jeydeyd

b
ag (3 = a
B T LE=—F
[PE
el J W TR T e T 15
[ MS Spectrum P
= 2l . > 2z 2= ey 2400 e
T @ vatme]
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6.2 Change the Display Layout Settings

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.

o

Click

|IIL

S File Edit View Methed Process Layeut Teols Windew Help

iDed | «k Bk [O=d? waEEraalss bz ® Q‘E.ESI g |

F 11 = &
it C E
Fils -‘ 'l 00,000 s t
I 4 00 i’\'w ; ‘
T 1
Eﬂ-ﬂl: Edit Wpew Method Proces Layout Tools Window Help =]
D | «k(ER (O 2 f o6 66 ek R 2 wE 2 %
i, 1=]
Wain = Falder: Qﬁ B Tutonsl Unki.ied N5 C § [o musc e &
QuantBrowser | ([ papreges  w| [Be) Peak ] Scan (4 [k] Segment [a]x
Data Browser -
Filename 000,000 Max 935,129
de "nﬂ—JL'.'?:'Z‘.' o e
0.7
0.50
A new column is added, and two
oz empty cells appear one above the
- other.
0.00-4 g
o' 10 o By Ao ) nin
0 Tuloral_Unki.lcd MS Spectum !‘ o =us g
Ret Time: 1-1(E+) [0.000]
iwlll’z A0 Nw.lmgn ?.?zu“mﬁntml.‘m‘ﬂ'a%
T
LE
i 5.0+
MS -
Max Inbensiy - 536,128
40
3.0+
204
104
iF 25 i 385 3.0 3805 miz S
'LME;EI-}';‘J ] Quert Br_ 5] Dieta Browser
MUM
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6.2 Change the Display Layout Settings

Copy and paste cell contents
You can copy information from one cell to another.

L] a )f‘
) Pemd [ s (3] et 11
i Blusosen - — T .
0( Right-click on the copy source ﬂ _____ Right-click on the
cell and click [Copy Cell]. e copy destination cell
N ] = T and click [Paste Cell].
g)m... Use this on any cell you i e
want to copy. e A == The copy of the
— Z | MS chromatogram
: %rj of the source cell
e ' now appears in the
] — == ¢ destination cell.
IHE i B mg
il st B ) Dtz B

Change the data type.
(2

}E3 e Edt Yiew Method Broces Layout Took Window

iD2d |« % O=E e | ] 2 [ b RSS2 & %
v édﬁ B Taterisl_UnkG1 kg WG Chromeiomam Z Sucrl Ul K [}
!*&m« B Peek as Scn [a| v Segment ol Bl Pesk [ [n) Scan [a]k ]| Segment [ d[x |
WA | | ———1 | |  amram u-vw-a%’ u'E.'_m, = mn?mg:m_lm .
. . A TOM. 081

Click on the cell whose data type is to be 9

. .0

changed to move the focus to this cell. ]

_‘\ : l’_ . .0
9,",“ A blue margin at the left edge i .. @

indicates which cell has the focus. 1o}

1.0
1.0 1.0+ =
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£ Browser [System Administra

9 Jeydeyd
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6.3 Compare Different Types of Chromatograms

1 Compare MS and PDA chromatograms.

Chromatograms from different detectors can be overlaid and stacked in an [MS Chromatogram Cell].
Make these selections in the [MS Chromatogram Settings] sub-window.

Eﬂgg Edit View Method Process Layout Tock Window Help ===
iDH <0 [Be D= rEcmE&E |t (R LB r W i % %
= Folder: @ﬂé a Tmu_umm.ro M5 Chromaiogram § | B Tutonal Unkd.icd M Chromatogram ‘_
o|Dta Preect - . . Bl Peak [4]+] Scn [4]2] Seqment [i[x]
— » Click a cell containing an MS e
Filename ,mj'_rtmm Tme 0140 Scan¥ | 14 hien. 0 .
I8 Sameet. " | chromatogram.
[ Tuhoriad Stam1 L ;
15 Tutoriad Sta02 ;\ /1 .
I3 Tt sa03 * £, A blue margin at the left edge R i
| Tusorial Unkil [ . . .
(62 Tutonsl_Unkaz indicates which cell has the focus. '
12 Tutorial_Unkd3 I |
1] Tutorial_Unkpd 25 | 1
|| Tusorial Unkds 3 ! ‘I
L
-4 IIE
0.4
= I
0.4
Y I
014 -
ol =i o

¥

oSelect in the ke i 9 - -
first row T W el S —
) wl 7 | D Data Filc oot yon | ||
T LT[ 7en kot B N
2_N storial_Unik01Jed PDACHT
\.l\
6 Specify the PDA or LC detector and
channel.
une Select the detector and channel
with the _» ] button at the right
end of the cell.
o« m r
—
I (| et [ o ]
MS and PDA Chromatograms ] N5 Chromatogram ‘. | Tulorial_Unkdt jcd N5 Chromatogram ‘.
are displayed. iak]j sen [1]%] seament 1[5 B Pesk 7] smn A[3] semment i]1]
lilox Infensiy - 940,518 (1] Menx Intensity - 1.797
10458 en. - . . )
B aken 2% In the right-click menu of the [MS
= % Chromatogram] cell, click [View Each
A T | Segment] - [Stack].
E RLH Y
”F \ | I 20 'Qﬁ',“ The displayed chromatograms
“— a0 are aligned vertically.
] ‘ . i J
03] 3 ﬂ-i / T
B L5 e
LES H L —_—— — Ili
0'1_2 Make Spectrum Process Table lzim—ll g
0. Base Shift — L
00 10 20 3o MS Data View = . 20 30 £0 50 rin
O Tutorial Unkotled Repest Subtract WS Chromatogram Cell == &
Ret Time: 1-1(E+) 0.000 Multi Chromatogram Table | ‘
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6.3 Compare Different Types of Chromatograms

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

et
M Eniderz EE O Tutoral Unkd1.cd § [ Tolorallnkd1icd
B ETEEU Y | =sre—y - - B.. Peal Scan Segmen
Ej;":ﬁ'im oDrag-and-drop Tutorial_Std02.lcd and Tutorial_

I Tutona Sto02 Std03.Icd from the [Data Explorer] sub-window

|1 Tutarial St403 —_—e—o

to the empty cell at the lower right.

ﬂmmi-I:Unwz
53 Tuterial_Unko3

91( Multiple files can be selected by holding
the Ctrl or Shift key during selection.

|1 Tutarial Unkis

—

B Tutoral Unio1 ed |8 = ws Chromatogram Cel = &

Select [Load Data to Current
Cell] and [Add Data to MS
Chromatogram Cell].

(—U—I—_ —I—I—_ — "_ — =
e T N s ]
Target Cel Cell Lecation
@ Lo=d Dats to Current Call 7 Open a: || ew Cel {7 Rightward

@ Dowrward

DataType:
|| chromatogram || Pk Tabl=

TTIPDA Chromatocram [ PO Peak Table
I?Ilvs clmmgml ["mMs Qualitstive Table

1P Spfsctrum [ Sample Infarmation

e‘l DK ]' _ancel [“‘*;]

= ISMMM"-IIH .‘
(] Pecke (1] |4 ]x| segment |4 |«
| Select [MS Chromatogram]. ] s omonn T b o
nl_‘nnul_l_.lnm?.m Tme 0033 Scang T he=n | T, .
The names of '-wg‘"fa:;cﬁaﬁsﬂ:"' ;
th f.l e 10.10 Tutonial_UnkDd.lcd i
e open iles o
are displayed. o
e i i 1 e}
o= . e >0
i i Q
o i L =
i i (=g
F T ........ (2
0.2 (o))
14 1 -
0.0 g
oo 10 Er) Er) 20 £ mn
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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.

O e v |
e —
] Use Chromatogram .lc
Mumber of Blocks: 3 Chromatograme per Blode 50
[ set 1dentical settings for Al Segments
@ TIC Hore
Segment#l 4+ Event® 1
Sh When [None] is selected, only MC is
Sl displayed.
mme (1 |E
e nt rnaarael I Enter the m/z to be displayed and select the
& [Disp.] checkbox.
E 9,,. In the case of SIM or MRM analysis data,
'5 select m/z from the pull-down list opened
0| [ - by clicking the [m/z] column.
[ Auite Factor on Registening mfz
[ Bese shift
[oc [ coneet [[ re |
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6.4 Use the Cell Fixed Function

6.4 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.

(2]

y o |

wfim )¢ . Click [Cell Number]
e _.J with the [Shift] key
o - held down, select cell
number 4 and click
[OK].

The cell numbers of
two cells are both
changed to 4.

Hold the Shift key while clicking
the upper right and lower right
cells.

A blue margin appears in both
cells.
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0 9Click

(PDA Contour)

olaeE s e i) fe

ME Choonatogran W‘ ‘. B Tetwisl 202 lod M5 Chiomalegran fT‘ '.
i [0 Segeest As (Bl Prok i[5 S i[5] Segmemt i[5
L0008
L= y e oo The OTW S 8 T
=
| \ B oand @
A -1 'I, ,
2 Tutoral e T | A g et || 3 ﬂ
ey %'—N—MWTW N B e m——
s 1w :
e | | o KL M\ €}
% | l'. = | |
B J| \‘_ g 0] I| k\ ﬁ 9 ; X Y
L) [ ) F) in g0 m o 10 2t T PR R H0|d the Sh|ft key Whlle
- ' ' ——r licking the |
AL clicking the lower two

cells.

e When both cells
are active, they
can be selected
at the same time
using the toolbar
buttons.

L
In [UETFE] | batbn & s 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.

3 co nf|rmwh||e compa" n g . d at a ......................................................... .

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

o

e i 06 ) R | | et e ] e
Drag and drop -g[ﬂs\ﬁdf%? Fid i ) o] & [ L W §

. Fukcer EE B Turs Ui VE Chrrabgram [ | B Tetwal $1062 100 wEChoniognn (] g
Tutorial_Unk02.Icd to one of || . = = sl o i

(180,000 61,000,000

the cells at the left side. e || = 1 il | i
3 : | \

bl Tutorist S0 1/21] I |
] Tutedel S0z 172 s ‘ ’ 075 ]

Both of the cells at the left S Tz 3721 [ | o] (
change at the same time. o= RS §

When dropping to the

[MS Chromatogram] cell,
a confirmation message
appears before the data

is added or changed.
Select [No] and the data is

changed.
H. :‘s‘;"—“ n :
I
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6.5 Qualitative Processing in the [Data Browser] Window

6.5 Qualitative Processing in the [Data Browser] Window

Bi
idH e Edit View Method Process Layout Took Window Help

Elzlx

iDAR =k ([B% OaE 7 DElEceaREs Bo|R|FBanwE i
12| zlxl

%
EE | [0 wcusTaeineka

3%

M3 Chrometo |mt
B Pesk(a]2] Sen [42] mﬁ

Tme 118 Goan® 1015 mien

=
H 1

Drag-and-drop LCMS _

Catechins.lcd onto the cell in

7/

the [Data Browser] window.

05

o

B LCMS_Catechinaicd

Ret. Tme= 1-4(E+] 0.000

=T —

35

28]

20

5

1.

“ _____ | ;" A

204 243
S48 1750 2000 2050 200 950 3000 En A0 TE0 4000 4250 4500 4750 SO0 S0 SO0 SPAD  mi

"1 etz Browes |

_Qu_m 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.

LA
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2 Display the MS spectrum.

0 Adrr

] B LCMS_Cateching Icd MS Chromalogram ‘_
[Bewe] Pesie| o x| Sean |4 [x] Segment [4|x
t_‘liﬂ'%ﬂ.m Tme 1805 Soand 1257 Inien. SO0
354
1M
e Double-click on the chromatogram.
— 204 - .
;I The spectrum of that time is
9 displayed in the [MS Chromatogram]
= cell.
E J W \_'J \/\/\\f\ '
= a
- .00 025 0.7s 1.00 125 150 175 200 25 250 275 e
0O LCME_Caleching.locd M3 Specium ‘-
Rt Timg: 1-1(E+) 0.544
J;M.EIMMQ‘S TR R 3‘BunFqu:|B:'&m.Mﬂ
R
. 254
2
15
‘ 1.
‘ 0.5
~|1h] ‘-HI-IJ.... PP IRT: k: 2 2 o Ea_ we 4 e
— 1500 1750 2000 2250 2sh0 | 275D 30b0 250 3500 750 4000 4750 4sb0 470 S0bD  S250  ssb0  steo

3 Average the MS spectrum.

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

range.
g | [ Eﬁ#‘#-’él?ﬁiﬂal‘ﬁ:&'.|?‘n|i“§o§§k'"'5-llill!;-§-! g3
-| B LCHE Cabehing loa N 0 U Chromatogram §,
B Pesk i[5 Sean [i]] Seament [1]¢]
T Tme DEE Seed T wen | TR .
ELS
- 30
: e —— 2] e
£y R 20] Drag the range to average i
: = on the chromatogram.
. 104
E MM
- i g
noo [ = 7S 10 . 13s 150 175 200 235 250 275 mn,
0 LCWE_Cabechins.bcd S Somctnm
Rt T 1-HE4 0 544
=) g_th‘M}ur I A e Bﬁ%
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6.5 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.

B Edt View Method Process Layout Took Window Help ) ===
IDoH & ES OxE » (DE@EenEn g .f_:-.|.|==z.a§w'uu|p_.>;.ie s
M . i .\ B LCMS_Catechins.icd N M Chrometagram
B Pesk[[7] Scn [a[3] Seoment []7]
M‘j_u — CIle Tme 0504 Scan® 433 nfen TEA505| .
LCMS_DEMO H H H
LCMS_DEMO } ] 0 i I
= LCMS_DEMO_ i i f
7.3 LCMS_DEMO_Stck :
R S
LCMS_DEMO_Uni2 e o
ﬂ | Drag the range to subtract
‘ .| on the chromatogram.
m ]
- 5 4
- p — _— 05 110 ks 150 155 2ho 2bs 2k 2%s min
B LCMS_Csleching ked M5 Specirum ‘-
Ret Time: 1-1(E+) 0482 -» 0684 - 0.352 -» D504
= h i W TR A e ]
1.
T EEEL LR
s This displays the fact that the
averaged spectrum of retention time
0.352 to 0.504 min was subtracted | .
from the averaged spectrum of S T R S AU SR SR SR SV NSNS N S
‘ retention time 0.492 to 0.644 min.
H | ‘J] n.»;
"'JVL' Iv' - [ =R R 261 H 1 T R s ak) ] H H - =3 %
1500 1750 2000 250 =00 ITE0 300.0 3250 3800 3750 4000 4250 4500 4750 500.0 5250 5500 575.0 mT

| | ‘.ﬁ Dt Broves

MU

:Q;[,“ After the subtract button is selected, double-clicking
on the chromatogram subtracts the spectrum at that
clicked position.
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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
9 mfz 23000 Abs. Inten. 0 Rel Inten. 0.00]
114
e o
0.5 .
ool Double-click

07

06
054
04
03

| 024

sl 4

|,, WA

AL PN TR 1 S I - S P T i S5 g
T 1500 1750 2000 2250 2500 2750 3000 3050 3500 3750 4000 4250 4500 4750 5000  £250  £500 750 miz

] Deta Browser |

7

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: 1-4(E+) 0.541
n (x1,000,000) Base Peaic 15953 606, 536
e mz 38005 Abs. hben [} imen. A
3
= Right-click on the spectrum graph,
1] and click [Register to Spectrum
) | fememenmpemsee ] | —=mm Process Table].
Y L - A Isnlml H H | & | 1 — ;
1500 ATE.0 200.0 250 =00 ITED 3000 2250 ES — — 500.0 sl :\ /,_
° “'ml"'“'“"“’l Cony Can 9,“,“ The averaged and/or
Specirum | Pesk Table Sk .
| o Spece I T ConedCe | subtracted MS spectrum is
| Top Time [ Stat Tume [ End Time | Top Twme [ Stant Tm  Ciconnect Cells eport | Compoun ist d
T : registered.
Close Data File \ J
Change Dats Type .
Diisplay Settings...
Cepy
Graph Propesties...
Print Graph .
5 Dets Browesr
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6.6 Print from the [Data Browser] Window

6.6 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.

O

lit Veew Method Process Layout :4 Window Help

L ad Data to Cel..
" Save All Data Files
Release Data from Cell 01 Tulorial Unk(2 icd § | O Tutoeisl 502 1cd
Tl Close AN Data Fies
| B File Search.
Diata File Propesties— {
PrilDataR!mquumeuce
==
Recent File
T i |[EL Preview. |
L3 . = L [ 54 Edit Eormat... | <
= Tuto 5 79 .
5 [ g0 g
§
” - -
! =
£
J ) e o] = e Uuant bio.. Ky Dta Ercwes
Print grapk f | P

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

==== Shimadzu LabSolutions Browser Report ====

MS Chromatogram(Tutorial_Unk02.lcd) MS Chromatogram(Tutorial_Std02.lcd)
(x1,000,000) (x1,000,000)
1.0041,018,226 TIC@1 41,337,311 TIC@1
0.80 E
0.60 :
0.40] )
0.207 E
9'883: x 0.007
V071,018,226 340.10@1 41,337,311 340.10@1
0.80] E
0.60 !
0.404 B
0.204 E
1 0.204
0.00+——F 000 t+——F——""FT"—"" 71—
0 1 2 3 4 5 0 1 2 3 4 5
min min
PDA Contour(Tutorial_Unk02.lcd) PDA Contour(Tutorial_Std02.lcd)

a
200
220 -10
240
260
280
nm
I1:! 1 2 3 4 Is Iti min :: I1 Iz 3 4 Is B min
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Chapter 7 Shutdown

Close any open windows.

"Il Yiew Method Acquisition Data Tools Window Help

L1 mew Method File Ctrl+MN q §| -Z@ .@ 59 ?
o w(@e 2 EE  sEEsREREE

_ | Open Method File... Ctri+O
£ ] % Close Mcthod File

H Save Method File Cul-5 b
%3 Save Methad File As... MSReady

Efy Save Method File As Template...
% Load Method Parameters...

&¥ Open Reference Data File_.
Close Reference Data File ]

Select Project{Folder)...

[, File Szerch...
@ Audit Trail Log...
Select Acguisition Printer...
@y Print Setup... 25 =0 7s 100 125 150
Print Method File ]
4 | Hormal | [ | Encl Time - 3.00 rin

[z Method File Properties .

Mttt oo isiton | LC Time Prog. | Pump | PoA [ Column Gven [ Controler | [ AutoPurgs]|
9 s EndTme: 2.500 min [T Use M Pragram Edit..
T e () | (Prearsr lnScant)) [MeutrallossScans) | [ S [seant4)] [ Andeg

Realtime Analysis ‘ u

@ [030e] Save current method file? SN
B "7, This sub-window appears if
I

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

| B .

)
|| Ves

v 16 Off
[ Nebulizing Gas Off

[/] Interface Heater OFf, Heating Gas Off
[¥] DL Heater OFf

[¥] Heat Block OFf

[V]Dry Gas Off

[V]€ID Gas is minimum.
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s Windew Help

Insirument Type [ALL -
LCM S nsinim
et

A Etraticn

LCMS-8060

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