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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 R

LabSolutions LCMS "5

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

Getting Started Guide for LCMS-8030/8040/8045/8050/8060 3



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 «-----e- SIL-30AC * MS Detector «-------- LCMS-8060

System ¥

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



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
NS

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.

File Vi w Process Window Help

@ ?

e

ent]

LCMS-Instrum

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 |

og browser.

[ifarieE]

Displays the icons for the various PDF manuals and

Help menu provided with LabSolutions.

LabSolutions Main Programs and Main Windows

[Realtime Analysis] program

4 ¥

[Data Acquisition]

window
for continuous data
acquisition

window
for acquiring data

[Realtime Batch]

[Postrun Analysis]
program

¥

[MS Data Analysis]

window
for analyzing data

[Browser] program

¥ ¥

[Quant Browser]
[Data Browser]

window
for analyzing data
from multiple
samples

window
for comparing data
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LabSolutions Windows

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

Title Bar

This bar displays the names
of the current program,
window, loaded file, and

TLE File Edit View Method Quafitative Quantitative Layout Tools Window Help

BREEEERFIEEEE T IE D)

other information.

ErTrREOLErE

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
icons for
frequently used
data acquisition
operations.

This sub-window
displays the names of
files in the selected
folder.

Click |=
folders.

to change

E————— -
Folder:
Filename

|1 Samplel

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

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

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

B Pl s o

MR

Bl S s o

speceum | pesk Tabe | Compound | Group | Cabraton Curve |
Fam Spocinm. T Bockrmund Spocnm.
z S |l

(5]

Output Window

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

:’fll Message | Sub Message Date: | Time Code | -
WS s the exchange fme of the oil o 2 rotary pump I [2/1972008 [75720 Al 7368 System Adm| _|
<[+ |\ Message / ! . B
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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. 2. Single Run

Reference

V¥ Main window

mmmentioe (AW [Realtime Analysis] program
a /Y Realtime Analys
L 4l File Edit View Methed Instrument Acquisition Data Ieols Window Help
il DR &R & (EO=EE 2 lo®m @
I APEEE ~n o mmom s e m e e SR T RAR T

-« [ 'V [Data Acquisition] window
S Realtime

4l File Edit View Method Instrument Acquisition Data Tools Window Help
DAH|«k | LR([0O= |© @D
AR EEkEY (o8 do? (L@
=l
Main LCReady PDAReady MS[Ready
Sample Mame

Sample 1D :
Data Comment

Lc PDA MS ALL
[M5 Rurnring Time: 0.00 /10,00 min Scardt: 0 lnten.: 0

Il

100

00
[Event#t: 1 Polaity: + Mode: MRM

B Data Analysis and Qualitative Calculations

Open the [MS Data Analysis] window from the main window. ﬁce3' Confirm Single Run Results
V¥ Main window

e Edit View Method Layout Tools Window Help

v sk [BER@O=E? L 00 Cln(g(®(=is
7 ¥ [MS Data Analysis] window

Edit View Method Quatatve Qutiative Layout Tools Window Help
Filename - : |5 5
B%|sk([BR ([0l io|Fs6E % dk- RBRE Ed
1 Samplel.led o | ————Ix
Foder: gl Ee =] B Pelala] Sealal] S
st - sty g0 BeodFieNona
A7 DT CE200 T
Fremame o028 20 s 1 300 ettt
3 samplet 12500 |
‘ [Sampie Name]
10000 i
7500 ! {Sampie D]
|
S0t \ [Acquiedby)
| Syaen Acnwisst
2503 -
| N [Date Acauied]
+ + g S/347201011 0320
o ok oW ok ik LMD G N M R
x ]
EIREETAD [Bsec iAoy
Display ventd 1 MAMD] Rl Soantt 430]
oten (c10.000) Base Penkc 100710360
Segment#1 - ™z 10020 Abs. inten. 70,360 Rel Inten. 100.00]
i
ViEventt Spectrum Type 9925 99 9975 10000 10025 10050 10075 10100 mz
g [icentod Event® ZNANID] et Tine: (069050 64010 S94<>0.738] Scari: (3685 3741 <> 4311
[rrone S Bsepeakc 16510
e ' T A T Rt e gl
Aosoite nten.
@ Relative Inten. 6125 - 6350 6375 —
Eventtt: MRM(D+] Ret Time - [0.632>06421{0.585¢>0.740] Scanti: [363>375H342<>432]
e sy 155
] g R TR e 000
b5
P DM T E M N = M T M
* lall E B O Results View - Spectum Processing Table: B O Method View - Peak Integration Parameters [# Edit
s =
JE— Soecrm [pesk ot | Conpound [ Goup | ColbratenGeve] g aton [ dentcaon | Quattate | Conprnd | o [ performance [ {1
Raw Spectrum [VImass 3
T Top Time | Start Time| End Time | Top Time | Start Time] End Time B Integration o
Autolies) © Autolresh) © Advan
Mopes: 5
s s s
Sepe: B -
ot 0 o
Gl P—— 3
@ 7
i [RTE# W] | it ws Detan. |
NUM
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M Continuous Data Acquisition of Sequential Samples

Open the [Realtime Batch] window from the main window. 5" 4 Realtime Batch
¥ Main window

Reference

File Edit View Method Instrument Acquisition Data Tools Window Help

30| <k 6k D=EEE @Eooow

e AREEBE? (OHBUI0? LB SEESETRSR
2|l

E@V [Realtime Batch] window
EZWWZ':";;‘ View Instrument Batch Tools Window Help ==
“iDeB|sn ok D=EE |&lzs
ARCebE"? [Owswgdo? |2
Ix =
M; ml‘:\l u“:hl:: I‘:mu Level#f | Inj. Volume _ ‘Report Format File Datz. :.
e : : GRE@
E odien = ||
WAl ?‘?‘.‘l‘:., %:w;o t m::
Pump A Pres 00 MPa.
Pump B Pres_ [X Pz
Pump A Deg | Nt Cor kPs
e
!?Y.:m:m I
M Confirm Quantitative Results
Open the [Quant Browser] window from the main window. ﬁces_ Quantitative Data Analysis

V¥ Main window

iDePa sk B 0=
==l |

Postrun | Browser

-— *
[ samplel.lcd

14 Tutorial_Std01.lcd
14 Tutorial_Std02.lcd
[+ Tutorial Std03.Icd
[ mmmoriaigginko1 led
] Tmmlnnlﬂz.kd
1 Tutorial gnk03.1cd
o) Tutorial Snko4.lcd

— (] Tuterial inms.lcd
2

AdriniEtratian

lifarial I

ey P

1 FEHFE | o ons]

B Compare Data

V [Data Browser] window

Open the [Data Browser] |
window from the main window. il
%ce 6. Qualitative Data Analysis
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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 ‘

| 7l [User ID:] : Admin ]
Password: 9 Change Password >>
‘| OK I' Cancel Help
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File View Process Window Help

[ 3]
Instrumert Type

| Jeydeyd

Lc;gm 4 Double click 9
entl

Titarie]

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

24b e Edit View Method Instmr/ont Acquisition Data Tools Window Help

N2 | <e | na|dpEE - ®ee s

" Click [E] if the assistant

bar is not displayed.

R RE? OeBddo? LB isEEEETRAR?
—— =l

Sample D : |
Data Comment
LC PDA M5 ALL

M5 Runring Time: 00717 10.00 min Scandt: O Inten.: 0
4 plx100,000)

Time 261

2s ) 7s 10.0 125 15.0
RM

0.0
[Eventt: 1 Polaril " Mode: M

sings [ LC T Prog. | Autopurge|
©) Negative End Time: 10,000 min [7JMs Program | Edit Valve and MS Program...
Yent) | Anclog
[Ready] must be displayed for all of the system .
components. e —
< ! //
b 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 11



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

1 Click [New] on the toolbar.
Click |_]

A1

5w When the "Save current
Method File?" message is
displayed, select [No].

le Edit View Methed Instrument Acquisition Data Tools Window Help

L IEIAE Y E E ERN E =k

M7 ke

il
)
£l
=

LCReady PDAReady MSReady
Sample Hame:

Sample D :

Data Comment

MS Running Time: 0,00 / 10.00 min Scant: O lnten.: 0

Plot

4

Eventtt: 1 Polarity: + Mode: MAM

I

r 0.000 0.00 0.002 0.003

0 Instument Parameters View Mool lefsiuansedd [ End Timo  10.00 min

Type Evenif | +/- | Compound Name m/z | Time (0.000 min - 10.000 min)
jRw |1 |

|+ [100.00>10000

Ch_| Precursor m/z| Product m/z | Dwell Time (msec)| CE |

Diowiriload
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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.

ain LCReady PDAReady MSReady Bl
Acquisition Sarmple Home:

Sample 1D

M3 Running Time: 0,00/ 10.00 min Scant: O lnten.: 0

[ = [0

tem | Value | Setting| Units |

Everti: 1 Polaty: + Mode: MAH
B Instument t Paramel ters View [lgm' End Time ;10 DQ—J a [ —
,"1 S| Interface | Data Acquisiton | LC Time Prog. [ Pump [ PDA | Column oven [ comu™%") Autosampler 'Jm
Model: SIL-30AC 7] Autosampler [ AlParameters | Rinse Type: [External only. || Refer Flow Channes... | é
Injection Settings Rinse Settings

" 3 ) JS—

Detect Rack Rinse Dip Time: 0 sec

Needle Stroke: 52 mm Rinse Pump
Sampling Speed: 50 ulfsec Rinse Method:  [Rinse port only. -
[#] Cooler Temperature: 15 | Rinse Time: 2 s

Fretreatment...

.& Data Acquisi

Getting Started Guide for LCMS-8030/8040/8045/8050/8060 13



LCReady PDAReady MSReady Flo

45]LC Stop Time is not reflected] &

00 min | et T [o Jmn
i || v e © Jmn

Oven

[ Temperature: 0 c

[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 Irstrurnent Parameters Yiew M\HM ﬂ Dowrload
Ms |Inmrface|DamAcqﬁﬁon|LCTmerg' Pump | Column oven | contraller | Autosampler | AutoPurge|
Mode Binary gradient - |
Configured Pumps reT—
Total Flow: 0.2000  mLjmin 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: | V.U MPa
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2.2 Prepare for Method Optimization

LabSqutions\

Control Panel

Using the control panel,
parameters), check instrument status, and control the instrument. This section
e describes how to set instrument parameters using the control panel.

you can edit data acquisition conditions (instrument

el

of

LCReady MSReady

End Time: 60.00 © e Progam Method File:
] T | T
Mobile Pha: Pump. Autosampler 0 Detector A MS
. — ¥
[ s .0 = = ﬂ — N\ iE l:
o R p— ; = .
[sdapupon | Truse |(Gene | [(oenon | E Ey
@ e
= e ez A
Isocratic flow (00 /w0 Jc (254 @ (20 /20 Jum H
| - Ty ErEen
1.0000 mmn | L (90 Jc (100 /100 | Unin
ey 0.0 e [10.0 /100 umin
Change Mobie Phase.. 0 kPa DUIS
1% Duta e
—— ' — This part is called control panel. The
el ol e 9 s instrument status can be checked.
ve  Oegane i 250w [Sr— .
[Product Lon scan(e) | [Precursor Ton Scan(e) | [ eutral Loss seand) |
= = [ Time (0.000 min - 2.500 min) |
1

30300 Te2ss }

RM

Ch_| Pre

Set data acquisition conditions
(instrument parameters).

] fcq. Tme: 0 - 25 min  Compound Name: &

ecursor m/z| Product m/z| Dwell Time (msec)| 01 Pre Bias(V)] CE
0 720 200

T [237.00

[ 03 Pre Biastv)]
00 20

Click here to download the data acquisition conditions
to the instrument and to close this sub-window.

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.
E q 3 | ] |
=—
®
/4
= 14
= s
— e
| [ —— z
() o) (et o) (i) [t )
v e opia
I ‘
© 420G Free. M ‘
N\

Z Jeydeyd
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2.3 Instrument Control

1 Take control of the instrument.

The DL plug must be removed before starting analysis.
U4 Realtime Analysis ( - it
ﬂﬂ File Edit View Method Instrument Acquisition Data Tools Window Help BEIE]
Ul «e|en D=2 2 [@eoow

G Ty o) ? é@?av

LCReadyg)AReady MS Ready
T o

Sl

tem | Value | Seiting | Units |

Click [

To start operation of
the MS instrument

Click

To start operation of
the LC instrument

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

4 )
V¥ Tips Set the interface temperature and the gas flow
The interface temperature and the gas flow are set according to the following procedure.
g‘fumenl Parameters View m@o
F Interface Da.Au].'uh'an LC Time Prog. | Pump | PDA | Column Oven | Controller | A | AutoPurge |
g‘nherface: ESI
Nebulizing Gas Flow: 3 Ljmin
Heating Gas Flow: 10 Ljmin
Interface Temperature: 300 c
DL Temperature: 250 C
Heat Block Temperature: 400 C
Drying Gas Flow: 10 Ljmin
. J
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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

| =l | ]S

el I HI) HIES —1E
HI= s ! HLL 2| 5| pav | uesi st | DL | HERT| “15) 'MS)|

LCReady PDAReady MSReady

Vial

Sample Rack

Z Jeydeyd

Eventtt: 1 Polaity: + Mode: MRM

E

End Time : 10.00 min

CIDGas | CIDGa Attsnuation

Type Eveniff | +/- | Compound Name m/z | Time (0.000 min - 10.000 min)
I

jwuem | |- 1100.00-10000

Ch_| Precursor m/z| Product m/z| Dwell Time (msec)| CE

Download

Read
Read

gEo

| Value | Setting| Units |
Binary gr | Binary g
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3 Save the method file.

(Bovernosen I
Savein: )} Projectl - 03 m-
| Name - ‘ Date modified Ty

> items match your search.

L [File name]: Method1 ]

).

< [ 7 1
[ﬁenamer [ Method 'i Save 9
=i

Save astype: | LC Method Fie (*lcm) -

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

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

L (@ Optimize MRM event from precursor ion search ]

(©) Optimize MRM event from product ion search

(2 Optimize voltage:

1. Optimize MRM event from precursor 2. Optimize MRM event from product
ion search ion search

Qg. o)) o ) e ]
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2.4 Execute Method Optimization

Precursor Ion Search Parameters

MinIntensity 20000

@ Select the Precursor mfz from Al Candidate

) Select the Precursor mfz from Maximum Tntensity

Z Jeydeyd

l@mwtﬁgﬁc C:\LabSolutions\Data\Project1} ]j
| e

@ Apply.to method fie!

1) bAVE New memoa nie.

‘ Ci\LabSolutions\Data\Project 1\Method 1_201502261720.lan ‘ E]
() Create new methed files by every event
‘ C:\LabSolutions'\Data\Project 1) ‘ G

ST —

@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
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e Set the adduct ions and the range for charge.

6 Set automatic selection conditions for the product

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

1M PFOTUCT 107 M2

10 u
May Product ion m/2 \ 10 u

[ [Select peaks with intensity order] : 1 ]

Min Intensity. 1000

Ion tolerance +j- 0.5 u

ok 3 cancel || help

@ 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.

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

e Select [Apply to method file].

@ 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.

(1)

# 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]

)

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

$

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

Proceeding for Optimize method
Proceeding: Completed

Acquisition counts: 15 /15

#1:5earch for Precursor ion . . . Completed

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

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

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

Completed optimization for method parameters.

[ shutdown 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.

() 20150226_1729 - Original Method File :C: )L abSolutions\Data \Project1\Method Liem -
B £1:(8) B Tuning File :C:\LabSolutions\Data Project 118060AutoTuning.Ict [
SelectPre
R <<Optimality condition>>
&-#1L Search Precursar ion
=-Ch:1 Adjust Precursor mfz Off
CE Select Auto select for Product m/z :on
CE Detail Optimization for CE :on
1Fred Optimization for CE in detail :on
QlPreBias Adiust Product mfz :OFf L
Q3PreBias Optimization for Q1 Pre-rod Bias :0n 3
B #12 Optimization for Q3 Pre-rod Bias :on
E-Ch:l
CE select  |e Setting of Adduct Ton
- 5 Charge =i
CE_Detail
Q1PreBias Min Precursor Ion Intensity  :20000
Q3PreBias Precursor Ton Search Parameters :Select the Precursor m/z from All Candidate
- £2:(8) i
SelectPre Select peaks with intensity order 3
B # Relative to Precursor ion m/z :10.00
B-Chil Min Product ion m/z :10.00
CE Select Min Intensity :1000
CE Detai Ion tolerance :0.50
QiPreBias # Compound Name  Molecular weight — +/- Sample ID Vigl#  Tray  InjVel.
Q3FreBias 1 A 236.10 +- 1 1 1.0
o #22 2 B 454,20 +- 2 1 10
Echet 3 c 308.10 +- 3 1 1.0
CE Select <<Summary of Optimum Resuit>>
CE_Detail #1
Q1PreBias #2 oK
QiPreBias & £l -
- #3:(C) - B o v

The results reflected in the method parameters.

Window Help EEX
CROR. SR

EER 2

xl
LCReady PDAReady MSReady
Sample Hame:
Sample (D :
Data Commert
(x1,000,000) Max nfensity - 0
L Time 6501 Inten. T000] .
0s] o Tode Binary or | Bray or |
U Total Flow | 02000 02000
BConc 500|500
@
00} a
00 2 50 7s 100 i2s 150 175 min Pump APres| 00 Pa
Pump BPres| 00 Pa
B Instument Parameters View Nomel ) Gaduaneedd | E oo Tima 060 [ == Pump A Deg | Mot Con kPa
Pump BDeg | 1 kPa
MS | nterface | Data Acquisition | LC Time Prog. | Pump | PDA [ Column Oven [ Contraller | Autosampler | AutoPurge | Oven Tempe| 298 oC
E— q Temperature 50 s0(C
odwe: om0 Dtoeog a
Product Ton Scan(+) | [Precursor lon Scan(+) | | Meutral Loss Scan(+) | [ Anaog | lebulizing G = 30 | Umin
B GasA|  —| 150|Umn
rp—— rterface DUIS
Type Evert#i | +/~_| Compound m/z_| Time (0.000 min - 0.500 min} = C ‘; 5 ;‘
MRM 2 < [455.205164.5D R
MRM 3 [+ [30910:16290 | Vacuom — Fa
G Vacuum | 17600 Pa
1D Gas 20| 230 |kPa
MRM ~] Ac.Time: 0 - os min  Compound Name:
Ch_| Procursor m/z| Product m/z| Q1 Pre Bias(V) CE Q3 Pre Bias(V) A
Gl [ 23710 10000 770 50 200 @
2
3
e 2
R e o ——
—
4l Data Acquisi_
C: 190GB Free NUM
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2.4 Execute Method Optimization

4 \

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.

[Condiion Seffings for OptimzeMethod ==

e 18
| search Precursor ion Predicted end time  7.50 i
—
e Precursor Ton Search Parameters (@)
(] Optimze voitage )
Min Intensity 20000 o
il — T
[ Adst Product mfz (@ Select the Precursor m/z from All Candidate 5
©) Select the P =
H N
S Enter molecular weight
= Ch: i1-
R for 3 compounds.
P
H Compound Name Molecular weight 4- | Stari(min) End(min) Sample ID | Vial# Tray | Inj Vol | =
1 A "[236.10 T [o.000 0.500 1 1.0 |
2 B 45420 - [0.000 0500 1 10
3 C | 308.10 = [o.000 0.500 1 1.0

[T +r4 [F] ++coo

[ +Ma [E]+cHacoo

[+ 1

. s

| | \ \

1

— X Set the range of charge. ]
L L J
\ o

\ 4

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
\. J
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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.

L
81 Instument Parameters View SeIeCt event #1 and dISpIay
o . . I
" ”“"“"“‘{ the right-click menu. [
@ Positive () Negativ :Valve and MS Program... o
[ MRM(4) | [ Product fon Scan(+) | [Precursor Lon Scan(4)] [ Neutral | 5can(+) Analog
[@cncas [ cpeas... Attenuation.... [ LoopTime.. | m
Type Event#f +/- | Compound Name m/z | Time (0.000 min - 2.500 min) |
MR B =T ass 7 1ha an Insert ,
L 1> |t |su3iuriocau I Copy

Enter the acquisition

Add copied event
Delete
Set same dwell time

Set same pause time

time Of event #1 . :[Acq.'rme: [ - 25 m] Compound | | :::::::::::mnm
[Acq Tlme] 0-25 72| Product m/z| Q1 Pre Bias(V)] ___CE___ | Q3 Pre 3]
j@ } 270 } 150 } 200

N

LI

ftem | Value| Settin| Units

ii i gl et Acausi.

$

measurement time].

[ Select [Set same J

Y [784c] MS: Measurement time of all events are set value of the selected

event. Do you wish to continue?

— )| Concel | [ He
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2.5 Set the Parameters for Single Run

Ve

.

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

[T Realtime Analysis
Edit View Method Instrument Acquisition Data

s windeﬂtlp E@E
o8| 266 % D=lkE - CECRE
ABREEnn? G 9 57 ol RSk
| x| izlxl
LCReady PDAReady MSReady @ Resdy
S ample Wame: PDA Ready

Sarpie D 3

Resdy
o r—rr =N

101.000,000)

Detais...

Value | Setting [ _Units
[ Wode Biary or [ Bray o

Total Flow | 02000 | 0.2000 [mi/min
g BConc.

500 500 | %
Select the event polarity. ] P APt 00 e

0

Pump B Pres 00 WPa

prm— me 050 min T Downioad Pump A Deg | Not Con kP3
Ell

Pump B Deg

N
75 [imertoce | N\ Acaistion [ ime ro. [ runp 04| Con ven | conoter | usare | aopure|
= g me: i [ Program [ EdtVelve and M5 Program. | ; e
— + Click the acquisition ]

= |
= type of the event.

[optme. | g

e e

+ | 455205164 90 . EV

[ [309.10>162.50 | The Event Table is b
kPa

displayed.

W“%%"“MI Enter a combination of [Precursor m/z]
1 and [Product m/z] for each channel (Ch)
ey Ty I
— the MRM Table.

C: 190GB Free NUM

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].

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

Qu. Ch1 is used for the quantitative calculation.

ﬁce"Z Data Acquisition" in Operators Guide.

Ve

J
<
V Tips Check the loop time  [Tammammm
Maximum Loop Time
. . arget Value: . sec
Click on to show the loop time. e
Start - End Time{min) ( 0.000 - 10.000
Event 3
Der | 08 The maximum loop time
is set to approximately

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

M Dwel Tmelrsed):  100.0 adjusting the Dwell Time.

Maximum Dwell Tme(msec):  100.0

Apply to Method |

J

Z Jeydeyd
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7 @_

\ 7 R Dowrload I

(=4 rarmet =
l@ ﬁmesmngav'[ci:wepmg. AutoPurge |
me Progra

L_j [roA MSILC Stop Time is not reflected]
End Time: 300w T [0 Jmn
Max Acquisition Tme:  262.66  min | £l Tine:! min
Oven
Temperature: W ¢

N\

[End Time] :3
[Temperature] : 40 J

[Mode] : Binary gradient
[Total Flow] :0.4
[Pump B Conc] :8

" i Deta Acquisi.|

4 Set the Gradient conditions.

Change the mobile phase mixture ratio.

B leime e “ " Vomalid [ Advanced ] [ End Time 600 min__| I Dowricad
Ms | smple settr 'J LC Time Prog. lm:ge
¢ Max infensity = 0 % mL/mi ]
B.Con A
r100.0 50 150
75+ L7s0 40
100 ]
5ol Eeoo 30
20
25 Lonn o e o
0.0 0.0 g
Time Module Command Value =
1 150 |Pumps Pump B Conc. 50 ]
H 2 250  |Pumy Pump B Conc. 90
Set the [Time], S| 260 frumes Fung BCone 8
2 300 |Controller Stop.
[Module], 5| oo
[3 000
[Command] and -
[Value] as shown. | o0
1 000 - Load Data._. 9
« Lil] 3 Draw curve IJ
I}
1k Data Acquisi,
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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

3 Set the conditions for a single run.

["Single Run . [
Acquisition Information
Sample Mame:
Sample ID:
I Method File: Method 1.lem
Data File: = =
(= ]«{ [Data File] : Sample.lod |
PP ——— i
| [TJRepart:
Data Comment: - 9
: . [Vial#] 12
| [Sampler
val=: 2 Teay: ! = [Injection Volume] : 1
\Iniection Vohume: e 1] m
|’ Advanced >> l oK 'g‘ Cancel Help [Tray] 1

© Click [OK] to start the acquisition.
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,DBB@@\ W@@ :
P e B2 17 %ww ? 7 i[es[alE] s (R E R 2

LCRunning PDARuNning MSRuUnning L __LI
Dil(.:al:nmnz; - = ’E Iﬁ

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

Ve

Change the Displayed Chromatograph

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

[Display Settings].

Display Sery [=]

General | 5= 5 Spectrum | ALL

Base Shift
ecvant# : : ' 0.00

Disp. |Even
. )
Z]TTINIIIDI]

o=

Intensity Rarve
/ ‘0 - | 100000 | [ Mormalize |

[ Select in the [¥] Auto Scale ]
|

————  Spectrum

[ o [ concd [ mwy |[ reo |

L

Ve

Set the interface temperature and the gas flow

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

emenl Parameters View @| u'
[L Interface |(| ta Acquisition | LC Time Prog. | Pump |PDA | Column Oven | controller | Autosampler | AutoPurge
[

9&(‘@{1. ESI
Mebulizing Gas Flow: 3 L/min
Heating Gas Flow: 10 L/min
Interface Temperature: E
DL Temperature: 0 C
Heat Block Temperature: 400 [
Drying Gas Flow: 10 L/min
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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.

| click [Data Analysis] in the [Acquisition] assistant bar.

U4 Realtime Analysis (Al =y ™ ¢
File Edit View Method Instrument Acquisition Data Tools Window Help

1= I == 2 e@ow
AWM b ] ] = A [ B I P R A e ]

el =izl
LCReady PDAReady MSReady Lc Ready
Sanpls Nane oA ey
Sample [0 S Ready
F;l Data Comment
2 ESSEeree = =
(x1,000,000) Wax intensity : 0
107 Time 2800 Tnien 7000 . @)
Value | Seiting | Units >
e = ebuleing Gas 1 pE] 30 Uimin o
Drying Gas Flow 150 15.0 | Umin o
! interface: DUIS-ESI —
T T T T T T T T T T T
0.00 025 0.50 0.75 1.00 125 1.50 175 2.00 225 250 275 min interface Voltage 45 [kV (_1?'
[PD& Running Time: 3.03 7 300 min Chi[254nm): Tmall erface Cument 143 uA
S —— L Temperature 250 250 [C w
mAU(x1,000) ax Intensity - 2 | Heat Block T 400 400 [C
107 lock Temp|
Chi254nm, 3nm(1.00] USRS TR g |~ Jetector Voltage 1.96 KV
0] Vacuum 17e-003 Pa
- ~ G Vacuum 85e+001 Fa
D Gas 230 230 [kPa
0. lode Einary grad: | Binary grad:
T T T T T T T T T T T
0.00 025 050 075 1.00 125 150 175 2.00 225 250 275 min Total Flow 0.4000 0.4000 [ mL/min
[MS Running Time: 250 7 2.50 min Scanff: 1456 Inten.: 130 B.Conc 80 80 %
(x10.000) Max Intensity : 88,648
;}"Eggg{ Time  2.145 Inten. B . Pump A Pressirs 133 Fa
5,033TIC(1.00) Pump B Pressure 134 Pa
- L Pump A Degasse | Not Connec. kPa
Pump B Degasse 52 kPa
0. Oven Temperatur| 400 40[C
T T T T T T T T T T T -
0.00 025 050 0.5 1.00 125 150 175 2.00 2325 250 275 min T ture Limit El] sojc

The [Postrun Analysis] program starts.

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

inistrator) -

B Chromatogram Yiew

Data Analysis

The [MS Data Analysis] window opens.

The most recently acquired data

tru — o
File Edit View Method Qualitative Quantitative Layout Tools Window Help is loaded and dlsplayed in the =X
v s« ER O=k? 2|95 % %8k | [Chromatogram View].
=l ol
Main Folder: @a B Chiomatogram Viert Segmentt TR K]
Data Analysis | [ \pataiproject1 - , Wax Intensity : 14,183 ww”ﬂi“emme]
WS Data 1A 257 00-100 20(+) CE. 200 Time 2445 Sca¥ 1423 iten. 3| . onechem
Filename P B 455 20-165.05(+) CE: -35.0 o I Method File N
15000-J3:C 309.00>162.95(+) CE: 15,0 iginal Methad File Name]
2 Samplel Methed! lem

[Sample Name]

10000 m
[8ample ID]
So00 [Acquired by]
- Spstem Adminishator
[Date Acquired]
7 7 3
075, 100 125 150 !

5/24/201011:03:20 PM

[Sample Type]
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About viewing operations

An area on a graph Can be B Chiomatogram Yiew SiH Segment#l \E/ Ehmmsmgrammm Feakmm Scanmm Segment[ ][ [

. e T TET S T ey L Tdere Melhodlen
zoomed and displayed by 7s0000] Dt Fictons]
dragging over it with the mouse. o] e
The [Initialize Zoom], [Redo ‘ fBamce D)
Zoom] and [Undo Zoom] menus = Weaied]
can be selected by right-clicking o g rsastom

00 as 10 15 20 25 20 a5 40 4s ) g5 o Tymel
on the graph. ‘ L -

Eventi: 1 SIME+] Fiel. Time : [4.683] Scantt: [282]

0 Spectium View
Display
- ten (x100,000)

<pacm e ] The display factor of

i . the intensity axis can

- R be incremented or

@ Relative Inten.

decremented.
2

Drag the frame border to
change the relative size of each
view.

33925 33950 33975 o T — Py o
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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.

(3 Postrun Analysis (Manual) - [MS Data
{5 Fle Edit View Method Qualitati Window Help
x
T | [ Chomatogram View Segment1 B.] Peak
il
\

I (@)
i1 >
[ Q
i e
| e . &
= ] =
ack Y 0verlay w

Eventhl: 1 MRMID+) Fiel. Time : [0.628-»0 638]{0.582¢-»0 73] Soantt: (3675373 [340¢> 430)]

Eventh: 2 MAMID+) Fiel. Time - [0.630-»0 640] 058470 738] Soant . (3685374 (341 <> 431]

e Everth: 3 MAM[D+) Fiet. Tine - [0.632.»0 642] [D585¢.»0 740] Seant: [3695-376][342¢.5432]

= L | -
| = cosing Table i View - Pesk Itegiaton Pavemeters B -ml
Spect G ibration Curve lH U’“’EQVHHM[lmﬁﬁmbml@mﬁtzmlmmndl(}mpIPEfﬁmnancElSpE(h\mtharleSkm|u' -
...... Raw Spectrum | B 1™ ¥iMass 9] Compound Name
Top Time | Start Time| End Time | Top Time Integrabion
[
© Auto(prea) (© Auto(Height || @ Advanced
MaxPeak: 5 JL“L
"""" : - Frograrm

Isme: 100 frin '
- Noise/Drift Calaation...

T.DBL: 1000 min

[Slope] : 100

"/, Enter one thousandth of the anticipated O s
peak amplitude. If no peak is detected, Smooting
halve the Slope setting and try again. —

3| E—

NUM

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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Enter the quantitative parameters.

(52 Postrun Analysis (Manual) - [MS Data Analysis - Samplel.lcd] ==
S File Edit View Method Qualitative Quanfitative Layout Tools Window Help
Y @ | 4 % D=l » ) [ B 5 HlE=RER :
==
Eolder: S | [ Chomstogan view Segmentiil B.) Peak tr| Scanls
...\Data\Project1 - Max Intensity - 14,183 w;:ff]ﬁf"'qam]
—_— 15000-[T 23700100 20(+) CE: 20.0 Time 1137 Scan¥ 661 Inten 7 .
Filename 2 € 309,00 165.080:) CE. 15.0 [Original Method File Name]
- ethod] lem
dez] Samplel 100004 i
( | [Sample Name]
5000] \ -
I g [emeeiD]
t T e = " ; T T g’
0.00 025 050 0.75 1.00 125 150 175 200 225 min [”‘ycq“”gdfy]
I | ]
B Spectum e [(Estack | 0verlay
Display Eventh. 1 MRMID+] Fiel Time - [0.628>0 539H{1L.682¢-»0.736] Soankt : [367>373][340<> 430]
100 @
Segment#1 { =
Eventh. 2 MAMID+] Fiel Time - [0.630.>0 S40H0.684»0.738] Soant . [368>374] 341 <5 431]
7]Event1 Spectrum Type 2
7[Event2 ‘ d
FEvents . Everth 3 MAM[D+] et Time : [0.632.>0 542H{0.585¢.»0.740] Scant: [363>375] [342<>432]
| 5
- | <

8 <> Method View o= Berarnctors 6aiew (8 Edi |

Integration [ Identificaur ¢ Quanttatve || ampound [ Group [ Performance | Spectrum [ Lbrary [ custom [ o4 [

[Quantitative Method] :
External Standard

Units ppm

[C]Format of Concentration
® Decmal Digits () Significant
Digits:

PN

ok tensty l [# of Calib. Levels] : 4

P —

g f
0.0 25
Ll 45 MS Data An._ [T Deta Arclyss

NUM

eecccccccce

ceccee eececcccccce o

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

eee

eeccccccccce

eecccccccce

eecccccccce

eecccccccccce

(2 Postrun Analysis (Manual) - [MS Data Analysis - Samplel Icd] [E=%[EE]
£ File Edit View Method Qualitative Quanfitative Layout Tools Window Help
: R O= 2 B5%E|R k- RBRE E@
=lxl
Folder: 41| B Cromstogemview Seqmenthl
|- atmproject1 -] Max ntensity : 14,183 el helee]
[T-A 237.00>100.20(~) CE. -2/ H i Time ?437 Suirﬂ: 865 Infen. 74 .
Filename e S0mis a2 CE i 2 i ; i [Original Method File Mame]
3 B Method! lem
) Samplet K K
10000 | Click the peak in [0 IsameHane]
<o [Chromatogram View]. (sanpi 0]
e : ; % [pcquired by]
) £ - N System
0.00 025 0.50 X 1.00 125 1.50 175 2.00 235 min [Date Acquired]
Y ; ]
Peak It = 8 Spectum Yiew Stack {M Overlay
for AllDs. Display [Eventh: T MAM(D+) Ret. Time : [0.628-50.639H0.582¢->0.731] Scanfl : (367->373H340<-5427]
inten (x10.000) Base Peak: 100/ 10,341
Segment#1 17 m/z ~ 100.00 Abs. Inten. 0 RelInten. 000 @
100
0. T T T L T
[V]Event1 Spectrum Type 99,25 99.50 99.75 100.00 100.25 100.50 100.75 10100 | miz
;E““g centroid Event: 2MAMID+] Fiet. Time : [0.630->0 G40H0.564¢>0.733] Seant : (366374 H341<->428]
vent
e Infen. (x100) Base Peak 185/ 0
1°j| ™z 16505 Abs. Iien 0 R—‘u nten. 000 &
- [=
e 0. T T T T T
i 16425 164,50 164.75 165.00 165.25 165.50 16575 iz
‘ Evervii: SMAMID+) Rt Thme - [0.632>0 6421{0 585>0.735] Geand S}Ea2¢ 42]
"1 [Loetai | 5 giten Base Peak 163/ 2
mz 1t H 0 Rel Infen. 0.00]
Manul Pk rfl 143 Click
e 162.00 16225 162.50 =75 163.00 .50 16375 miz
8 < Resulls View - Spastium Frocessing Table B © MethodView - Compund Ta
P . Spectrum |peak Table | Compound | Group | Calbration Curve
S - | Raw Specirum | Ba
Wax Inenoly . 7932 [__Top Time [ Stert Time | End Time | Top Time
; +
00
Data Analysis L "5 MS Data An...[[Tf] Deta Analysis
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3.2 Compound Table Setup

Enter the concentration of the standard sample in the Compound
Table.

[ | [ Chomalogam View Segmenttl B Peskl Scan
[Methad File Hame]
Methad. om

[Original Method File Name]
Method1.lem

(5 ample Name]

[Sampie ID]

[Acauired by]
System Administrator

[
B Spestium View

[Type] : Target =
‘ . ‘ [Conc. (1)] : 0.01 ig
.| [Conc.(2)]: 0.05 '
[Conc. (3)] : 0.1 E
[Conc. (4)] : 0.5 :

Flet. Time : [0.628> 0639} {0.582¢>0.7

Ret Time : [0.632>0642{0.585¢>0.7

(@)
0
[}
- ©
! —
’ [0}
' TEsEae ‘ a0 ies0s 1229 [ n
= == Top Time | Start Time| End Time | Top T 909 0012 55 = D07 w

TIC 0,001 001

201 21

“ I} v

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

Segmentil

Peak <[] Scan[i]r] Seam=ri[ <]
[Method Fie Name]

Max Intensity - 14,183
=R Method!.lem

[T 237.00>100.20(+) CE: 200 Time 1661 Scan 961 Inien.
S0 S06 00 162 95() G 150 (Ol et i el
Method lcm
10000 [ [5ample Name]
[Sample D
50004 [Sample ID]
Acquired by]
! —t : : = + ; : ; ystem Administiator
000 025 050 075 100 125 150 115 200 225 min [Date Acquired]
]

B Spestium View

Hetack | A 0vely

Inten. (x10,000)

Base Peak: 100/ 10,341

Postrun Analysis

Display rvinm TMRMID+) Ret Time: [0.628>0.63910.582¢>0731] Scantt: [367-»373[240¢-+427]
sSegmentt ‘“ AbS. e,

Rel. nten.

==

@ Peak integration for all IDs will be performed. Continue?

10075 o0 mz

| F0733] Scant: (36653741 [341¢3428]

Base Peal

mz “Abs. Tnen.

k16500
Rel_ nten. %
575 iz

Base Pesk: 163/ 2

“Abs. nen.

9 165.00 16525 16550 165,
v e Mo T7E] Soank (69> FTOIH2CH423]

3
143

Rel. Inten. %
iz

162.00 16225 16250 16275 163.00 16325 16350 e
B ¢ Resuls View - Spectrum Processing Table 0 < Methad View - Compund Table | Edit
[ Spectrum [ peck Table | Compouna [ Group | Caibration Curve | Integration | Identification | Quantitative | Compound | Group | Performance | Spectrum | Lbrary | S | . Check
Raw Specinm i D8 m/z Rel_ Time Conc. (1) Conc.(2) Conc.(3) Conc.(4)
i Top Time | Stord Time| End Time | Top Ti | |1 23700>100.20 0633 001 005 01 05
2 455.205165.05 1229 001 005 01 05
3 305.00>162.55 0630 001 005 0 05
Create SIM Table
K F—rr— Gl |1 ; D
Data Analysis 5 MS Data An...| 7] Data Analysis
NUM
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Confirm the results of quantitative peak integration, and save the
method file.

Segmenti1 B Pek

Look at the identified peak mark (V) on =
the chromatogram peak to confirm that the .
) standard sample is identified correctly. - g
79&. The 1 and | marks indicate the peak g
detection start and end points. iz
If integration fails, adjust the Slope 95
Click to save. peak integration parameter. - g
Th|S W|” OVerWrite B o Hesu\lsvouwnd Table B <> Method Yiew - Lompund | able SJV\ev: @ Edit
the quantitation E i intgraton | enwicosen | Quaniove| Corpourd [Grop <1+
May @S 10,396 # | Meme | Ret Tme | Conc. 1“”‘ 2701];];120 Rﬂ.l‘-;em = 01
i 308.00~162.95( Al I 1A | 0637 | 0010
Pafamf‘efstr'ln she = s 51t L e 1
current method. .
m
so00]
2500+ -
o %]
T " S Deta n._[5]] Dt Arayss
NUM

¥

CTTTET S o *
o E :Q;[,.. If a peak is detected but not

identified, check the retention

time in the compound table

and window width in the

identification parameters.

v_' -‘l \ J
J[E,ﬁ
|

v]{fancd

Savein: |} Project]

MName

[ Mathodl.lem

Confirm that "Method1"
t is selected.

l < .

File name: [ Method 1 lem

Save as type: | LC Method File ("lem)

¥

-
Select Method Parameters 1

(@) Current Settings () Acquisition Settings
Data Processing
[¥] Data Processing Parameters

MS Data Processing
Data Processing Parameters.

0=

- Peak Integration Parameters

- Identification Parameters.

- Quantitative Parameters

i - Compound Table

- Calibration Curve

- Column Performance Parameters

I - Group Parameters.

il - Custom Parameters

i -QC Check
- Multi Chromatogram Table
- Purity Parameters

- Spectrum Parameters

- Library Search Parameters
l QA/QC Parameters

i - QA[QC Parameters.
System Suitability Settings

- Peak Integration Parameters
- Identification Parameters.
- Quantitative Parameters
- Compound Table
- Calibration Curve h
- Spectrum Process Parameters
- Library Search Parameters
- Column Performance
Parameters {
- Custom Parameters
-QC Check

Data View Parameters
- Chromatogram Tble
- MIC Table
- Spectrum Format Parameters

||

-Profile Format Parameters.
- Delay Time

QA/QC Parameters
- QAJQC Parameters

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.

f
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

= |

m|BEER(BLz RBR|R

& Chiomatogiam View Segmentf]

[Method File Name]
Methed] lcm

ime 988
] Filename [Original Method Fi= Name]
) SampleLlcd Method1 lcm
[Sample Name]
h
D [Sample ID]
I :
T T T T
00 25 50 75
Evendt: 1 MAMID+) Flet Tie : [1.56051 5711 519¢>1 623 Scant : (31051618063
o 1 ginten.(x100 -
:/ - mwz 0020 Abs 4
L 00 =

EventH: ZMRMID+] ReL T,
=  ointen. (10
‘ K|

00

11562 >1572][1.521<

50

Eventt: 3MAMID+] Rl Time: [1.564>1 674][1.523¢>1.635]

1 7inten. (10,000

Abs. nien.

1

B8 ¢ Method Yiew - Peak Integration Parameters

Backoround Spectrum
Top Time | Start Time| End Tme | Top Time | Start Time| End

NUM
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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) o
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.

Select [Data Report] to open the [Report] window.

Postrun Analysis (Manual) - [MS Data Analysis - Samplel led]

= | ———=zlx
[ man__ | |Folders Segmentiil 7 Peak =
Filename 15000
1] Samplel.lcd 1

[Sample 1]

Eventht 1 MAM[D+] Rt Time : [0 62806391 [0.582¢-50.731] Scanf : (3575373 H340<>427]

Events 2 MAMID+) Rt Time : [0 6300 GA0-[0.584¢-50.73

o meee=  oRe Wy

Eventit: JMAMID) Ret Time: [0.632>0 64210 585¢-5 0.735

O < Meth

Feak Integration Parameter View] (2 Edit

Data Analysis

3 Postrun Analysis (Syst
iEV File Edit View hem Layout Page Tooks Window Help

MR NN R R i e g R E e
AUS&DERE B®MAARNAD WEEEEH L SRR BENE K

=l
Folder: B
512712010 5:5912 PU 171
==== Shimadzu LabSolutions Analysis Report ====
[C\LabSolutions\DataProjectiisample  icd
i - System Administrator
Sample Name :
sample ID :
[T 1
ial 2
niection Volume 1
Data File  CiLabSolutions|DatalProject\Sample .icd
itcinod File : Gl abSolutions DataiProjectfiifetnod  icm
9 Report Formal File CLabSoluions\SystemiDEFAULT st
Drag and drop the mzﬂm%ﬁ&'fm *5/25/2010
file to the layout view ChromatogTaTS 1
fra me at th e |"i g ht ) . CALabSolutions\DataWProjectiiSampled lcd
3 PDANul 1254,
0 & b
_104
< il D : T T Ty
0o 05 10 15 20 25
Comment: min -
MS Chromatogram
(x10,000)
TiCH@1TIC(@2TICH@3
80085124
6.00
4.00 ﬂ ﬂ
LB ][] ] E5MS Date An... [ Data Report
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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.

/3 Rea Analysis (LCMS-8050-PC-Instru

f4l File Edit View [Method| Instrum c

02l < [@ Instrument P
=

L kP

Ha L il

Data Processing Parameters(PDA)...
i D! g (PDA).

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

MS Data View Parameters...

QA/QC Parameters(PDA)...
QA/QC Parameters(MS)...

System Suitability Settings...

b

= s scont) |
Update MRM event time by compound table... |ﬂ

:
Updte displey sequence by compound able.. lfame m/z | Time (0.000 ma" n)
] J 1

Export Compound Table...
Import Compound Table... Realtime Analysis ‘ &J

This will update the MRM analysis time using the compound table
information. Do you wish to continue?

==

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

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

+ [process time in the identification parameters]

Edit View Method Instrument Acquisition Data Tools Window Help [=I=10x]
D28 sk ek(d=LkE " Eoeosw
dJaREekE PEzg@e - (e (SEEsEERER
2l — <zl
LCReady PDAReady MSReady [Pat] [ [ e Rezdy
Sample Name B Rezdy
Sample D s Ready
Data Comment
c  |poa [ms (& | —$ @
(x1,000,000) Max Intensity o
i Time 123 ften mmn‘ g
004 ; ; ; ; + ) hem | Value | Settin| Units | ~
oo 25 s 7s 100 125 150 175 min = =
B Instument Parameters Yiew m End Tirme - 3.00 © & Barees)
ump AF mLmi
vs ump B A mlmn
[Twe _____JEventd ]/ ~2.496 min) B ump A Pr [
3 ump B Pr WPa
m ump kPa
mp) KPa
o venTemp C
| - Tempersty c
Acquisition 41 Data Acgusi_ | E
C: 25968 Free NUM i

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.

éDr}”!”dE . 7 BEEs=fEEE2C @
, €4 Redo CtrlY
15 8" fuaas 8 ulile » (e » (G- FEReE-
i ==
Fill Down T -
Cut Ctrl+X ||—|h.|=u—a|h.|el)|h.|enp| Analysis Type | Method File | Data Fle | Levelst = =
Copy Ctr+C [ 0:-Unknawn [ [ Methodllcm | [ Ul we T
Paste CtrisV
Copy Entire Table & --f;] @
a Delete
Select All A kem | Value | Setting| Units
Mode Binary or | Binary or
Copy Row Total Flow | 0.4000 | 0.0000 | mL/min
Add Row B.Conc 20 00]%
Insert Row
Paste Row Pump APres o0 s
Pump B Pres 00 Pa
Pump A Deg | Not Con KPa
Pump B Deg 51 KkPa
Oven Tempe| 296 ac
%0 %0[C
)/ Edit Method File...
iebuiizing G — 3.0 | Umin
Edit Report Format Fil
l'g’ st = DyingGasA| _ —| 150 L/mn
5 Batch Table Wizard... inteface | DUIS-E
- interface Vo 00 [kV
eface Cum| 01 uA

Make the following settings on the [Table Easy Settings] sub-
window.
Tab\e Eacgmrttings g

g : "“~ [Vial#] : 1-4
Method File: Methodllem

et 2] e ]

Injection Volume: 1 | DataFia: StdoL

[¥] Unknown l vels: 5 (-5 Jlaz# 1 [ Repetitions: 1 H
lDaEHIe UnkD1 9

_o==2=

¥ 18)dey)

Injection Vi lume: EDl

[Vial#] : 5-5

A five-row Batch Table is created.

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

i Eile Edit View Instument Baich Tools Window Help (===
iDeH|sr i ([D=EE e
i A el ? - -.;r,.m % 0

=T
m <[ = sl 2

ain — Folder: C:\LabSolutions\Data\Project 1 @ H
Analysis Analysis Type ‘Method File Data File Level# | Ini. Volume Mﬁm Report Format File E PDA W
Realtime Batch)| :: $ g;j Ll e W
e s : : ENzIF]
5 ethod 1 Jcm k01 !)_
1 tem Value | Setting| Units
Mode Binary or | Binary or
N Total Flow 2 ml/min
. . B.Conc 80 00 %
Place a checkmark in the box, and enter the file
name "Report1.Isr". T s
Pump A Deg NmCan kP
~ . - ) . ) Pump B Deg kP2
QM If a path is not specified for the file name, Tt ”53 slc

the report will be stored in the folder that is
open in the [Data Explorer].
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6

ile_Fdit View Instrument Baich Tooks Window Help

(8] e a OeEE -
i A gl 7

i ®

RHERER

(e a@o » (Ee 2 (shkssEERE
(@

ot

Save the Batch Table settings.

r
/Y Save Batch File As

(it

Savein: |, Projectl

Name

No items match your search,

- @ ¥ m

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

— =9

‘ Save astype: | LC Batch File (*lcb) v | Cancel | ‘
P
V¥ Tips Batch Table Settings
Sample Type rSampIe Type u
Click [# in a cell to open the [Sample Type] sub- PT— S
window. Select the type of sample in this sub-window. ¥ standard| 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 & Spiked

[Initialize Calibration Curve] for the first standard

- . [~ Backup Methad
sample in a grouping type.
[ ok ][ conced |[ Hep
L &
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)
o . . [ M5 Quantitative Calculation (MQT)
in a cell to open the [Analysis Type] sub-window.
In this sub-window, click the items to be executed. DMS};":?:;:’%” e - o
Peak integration and quantitative calculation are [ M5 Make Spectrum Process Table
q @ TIC (5TT) MIC (STM) MC (STC)
automatically performed on the LC and PDA data. i s
Auto MS/MS (STA)
Merge Product Ion Scan Spectrum (MPI)
[ MS Library Search (LS)
Level Number ok ][ cond |[ reo ]

Enter a level number for all of the standard samples.

& Standard(ISTD Recovery)
& Unknown(QA/QC)

Replace Calibration Level

Report Output - -
. , . . /% Select Report Format File )
Check this box to automatically print an analysis
Lockin: || Projectl - @ T e m-
report. R
= Name Da
. "“-’y No items match your search.
Report Format Files Recent Places
Click F in a cell to open the [Select Report ||
Format File] sub-window. S
Analysis reports are printed in the specified s
format. .
L ¥
Computer
Network a - :
File name: - Open
Reference Help Fiesoftws:  [Report Fomat Fie i) -] [ canca ]
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4.1 Create a Batch Table

p
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
. . Summary Start
choice from the list. Summary Run
Summary End
Summary End&Start
Check Box (to select on/off) Pt Dhdguil
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 -
Batch Table can also be opened from the [Edit] menu. Unk01led |
. 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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° 3 sgees,
R I | W)

®: i
°
o0

LabSqutions\

Create a Batch Table Using
Quick Batch

e You can also create a Batch Table using quick batch.

Tutorial_Method.lcm]

LCReady

Sample Name o -
Sample D =
(T =)
Enter the sample ' Select a sample
information. type and vials.
‘ E’ ‘
Method File:  Tutorial_Method.l 3 T~ ~ ~ —~ —~ —_| Plate Ty
lethod Fie: | Tutarial_Method.lem OOADDD
Data File Mame:  (Auto Filename) *k{ ‘%{ ‘%{ *5{ ‘k{ ‘%{ -
Y (35) (44 (53) Tray Name
== = D 1_{ ;38 (35 @WE) =
) ) ) )
OERE@EE ..
Sample Type: AutoFill Level# 64\\ 63\\ 42) (51) @ [ Standard
90064 17 Unknown
Sample Mame:  Paraben Mixture 7] Auto-increment{001,00 63) 1) ‘su) (S
Sample ID: [¥] Auto-ncrement(001,00 ( 6 ) ( (Q) T
3 - ) = a
@\ @ (1 \ @m @@ W=lnlg)
vial humber: st 1 3] - ed 3 - @Gﬂ@m 29\(5\(7\
Number of Sample: 3
) (10) (19)(28) (37) (46)
Injection: Repetitons 3 volume 10 e @ r ( ( r r
1 1

Batch Table

Click here to add them to a Batch Table. With
the settings shown in this figure, a Batch

\ Vam | Tlay Name Sample Name | Sample ID Sample Type | cile Data

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.

|

Y | 8
Bat(h Tahle
e \ Viaitt \ Tm‘yN . Sax ID | Sample Type Method Level# | Inj_ Volume | Report Output
%
3
T
5 2
- :
— Start realtime batch.
9 3
10 4
|
reference  R€fer to Help for details on operations and the applicable models.

i

1z

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-

window. On the [Data File Name] tab page in Settings (S
the displayed [Settings] sub-window, clear the || 50l S| e e | e | ki ot |
General Bracket Data File Name

[Create filenames automatically with] checkbox.

Startup Shutdown
i
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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.

20 <k | mk([D=kE » 5 BRER EDO | B

¥ 18)dey)

igaBEann?  [(SEsa@e v (LE e (skEsRERERE
=l xl =
ain Folder. C:\LabSolufions\Dat=\Project .
Polysis | Analysis Type Method File Data Fle Level# | ini. Volume | Report Oulpdt | Repor Fomal File | Date | | o
Wethod 1 lom St led 1 1 ] L
ethod Tlcm 0z B s
cm 031 ]
lom 04k [P E "'$ W
lom k01 5
hem | Value [ Setting| Units
Mod Binery gr | Binary g
Total Fow | 04000 | _0.0000 | mi/mi
BCa 80 00[%
Pump APres| 0.0 Pa
Pump BPres| 0.0 Fa
Pump A Deg | Not Con kFa
PumpBDeg | 91 kPa
Oven Tempe| 236 a@[C
Temperature 50 s0[C

Q“ Click [hed¥ to stop batch processing.

Stop

9“ 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 sk
[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 S S A A B e e L L e e B SR S A B S o
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 gocn, Aot
Area: 279676 Quantitation Method ~ : External Standard
‘ Conc.: 0.071ppm
Event: 1 Area # | Conc.(Ratio) MeanArea Area
) 1 0.01 3619 3619
‘ [1076] 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
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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 ZeroThrouah  : 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
[*107] [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 IDE 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 ZeroThrough  : Not Through
Area: 190118 Weighted 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 [
el
=
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).

[/} Realtime Analysis (Manual-System Admini oD
1 Fle Edt View 1 Batch o - ‘ [BE
0w e ‘Show Window Data Acquisiti
T I > | e
i - — Realtime Batch
Hio g Il 2 - Calibration Curve ?
Py 8 e il ? F4E T . ?
SaE A e 1=
| | B oot <
Analysis | Analysis T [ 5 Lock [ [y olume | Report Output Report Formal Fle | Dat | | .,
: H
Realime Balch - 1 Data Acquisition - Methodl Jcm Batch Editor I = s
2 Realtime Batch - BatchLlch T i B
T T Sid0dled | 4] & =) "'$ @
[ Methodlom | Unk0Tled | 0] ] Repor 15
I hem [ 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.

[/ Realtime Analysis (Manual- Admini iof
E@)fils Fd# View Jtem Layout Page Tools Window F . . EEE
ED\»@ % Oag - | Clickanddragtodefinean .. . .o weopma ¢ 0
Iy i s = w | area on the page where
/v N Py | youwantthesummaryto H e R A Al e
S B — i -— ) |
wain | be printed. e
Acquisition PDA
Realtime Baich Ms Egy
Report ‘ Iﬁ Ig Iﬁ
- kem Value | Setting| Units
Mode: Binary gr | Binary gr
Total Flow 04000 | 0.0000 | mL/min
/ B.Conc 80 00%
( . Pump A Pres 0o Pa
The following three types of Summary Reports are o Fo

Pump A Deg | Net Con

ki
available: i
Temperature £ 90 |C
* [Concentration]:Displays concentration, area and
. Nebulizing G — 3.0 | L/min
height for each peak. DojngGes A —| 750 Umin

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

+ [Data]:Displays a chromatogram and peak table for
each data set.

L J
[73 Save Report Format File As =)
Savein: )| Project! @ @
‘ Name ’

No items match your search.

il [ >
[Fi\e mme: | Summaryl d ﬂ [ s |
| =ave as BPe: | Lba HEpO kejmat Hie (isn) | [ Cancel ]

b

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

Set up the summary report.

(1]

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
summary report.

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

l : |

Folder: C:\LabSolutions\Data'\Project 1
Analysis | Level# | Inj. Volume Report Output Report Format Fle Data Ce Type Report Format File
1 1 & Summary Start | Summaryllsr__|
2 1 & Summary Run
3 i & None | 1
4 1 ] MNone 1 |
0 i 0 |

Summary End l

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.

¥ 18)dey)

20 6|55 D=sEEE - AR
) RN Y R N T

=l =Ixl
= Folder: C:-\LabSotions\Data \Project = .
= Pnalysis | Vial# | Tray Name | Sample Name | Sample ID | Sample Type | _Analysis Type Method File Data File Levelfl | | oo, ]
> andard () ethod 1 lom td01lod i
Realtime Batch tandard lethod 1 lom td02lod gl || 1= Ready
Standard ethod 1 lem td03lcd E
“Standard lethod 1 lem td0d Icd X E "‘$ ﬁ
5 1 O-lnknown Method 1 icm Unk0Tlcd §
Detais...
Hem | Value | Selting| Units
Mode Binary or | Binary or
Total Flow | 02000 | 02000 | mL/min
B.Conc 500]  500|%
Pump APres| 00 Fa
Pump BFres| 0.0 Fa
Pump A Deg | Not Con kPa
Pump B Deg 2 kPa
Quen Tempe| 284 [
50 %[C
ebuiizng G —| 30 |Umin
Diying Gas A —| 150 Lmin
nisface | DUIS -E
ntsrface Vol 00 [kV
eface Cur| 01 uA
[ Temperat || B0[C
jeslBock 1| 45|  400|C
etector Vak 0.00 [k
Vacuum — Fa
G Vacuum | 19e+00 Fa
1D Gas 7 17 [KPa

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

MS Summary({Compound}y

(x10,000) Stdol.led
{14,970 & & =
e ~ \
g P — -
1,00 - - -
e e e e e
0.00 0.25 0.50 0.75 1.00 1.25 50 1.75 2.00 225
min
(x10,000) Stdo2.led
891 [89,124 2
b = -~ -
0.00 H.“‘Hw‘,j““‘.H|H.,“HH|,HH‘ e T T
0.00 0.25 0.50 0.75 1.00 1.25 1.50 1.75 2.00 225
min
(x100,000) Unko1.led
{151,240 % &
] o —
| [=1 — [l
—~ —~ Ll
1.00+ - - by
0.00- e e e
0.00 0.25 0.50 0.75 1.00 125 0 1.75 2.00 225
min
ID#1 Compound Name: A
Title Sample Name| Sample [ID Ret. Time Arca Height Cone.
Stdo1.led 0.637 35904 10454 0.009
Std02.1ed 0.646 186026 50731 0.045
Unk01.led 0.387 371763 142787 0.089
Average 0.557 197897 67991 0.048
%RSD 26.366 85.016 99.770 $3.399
Maximum 0.646 371763 142787 0.089
Minimum 0.387 35904 10454 0.009
Standard Deviation 0.147 168244 67834 0.040
ID#2 Compound Name: B
Title Sample Name| Sample ID Ret. Time Area Height Conc.
Std01.led 1.226 28590 13560 0.008
Std02.led 1.230 219416 84130 0.049
Unko01.led 1.224 318970 123206 0.069
Average 1.227 188992 73632 0.042
%RSD 0.229 78.078 75472 74.140
Maximum 1.230 318970 123206 0.069
Minimum 1.224 28590 13560 0.008
Standard Deviation 0.003 147561 55572 0.031
ID#3 Compound Name: C
Title Sample Name| Sample ID Ret. Time Area Height Conc.
Std0l.led 1.566 23534 10163 0.009
Std02.led 1.568 127900 53366 0.049
Unk01 .Ied 1.571 186467 78613 0.073
Average 1.568 112634 47381 0.044
%RSD 0.164 73275 73.058 73335
Maximum 1.571 186467 78613 0.073
Minimum 1.566 23534 10163 0.009
Standard Deviation 0.003 82532 34616 0.032

Al@l (1
BH@2 (1)
cH@s

Alal ()
(BH@2 ()
ChH@3 ()

Alal (3)
BH@2 (3)
CH@3 (3)
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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.

(e

H1@ —m| Double click

Fet_Time

| (o i -
746 2 T | Targ

-

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

@]
>
jV)
°
=3
)
=
(S}

=@

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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Confirm quantitative results.

N
The quantitative results and calibration curve of the Click the compound to
compound on the row selected at @ are displayed. be confirmed on the
bad . ) [Compound] tab.

Qﬁ... Select [Delete] from the right-click menu of the )
[Quantitative Results View] to delete a data file. |
[BEIE
® DS ? g..c@@u'“ o || e E

Folder: ‘ e e Y '8 Method View - Compound T able =it

[" [ S M T N el o ‘] ntegration | Iaumml]mwtlu
Filename Mo = L T SendriCo o) 1 = — ID# | MName | Type -

jorial_Sd03]cd Standard(Calc.Poin] .73 80.746.261) || |1 papaverne | Target [340.10
1) Samplel 9, torial_UnkD11ed inknown) 743 077384
MTmariaLSlle 12 tor 021 Inknown) 737|  10.886.185|
Sl = = I
MI:“'@“:{""‘:; ;ﬁ‘ ] o Bled nknown 08|  10.433.710)
‘“‘TulmialiUnK)Z 779,
|13 Tutorial_Unkd3 779,
|1 Tutorial_Unkda  7/9;
gTulmiaLUnkDS /9,
< M S <« m o
B Chromatogram View Y B Calibration Curve/Spectrum Yiew
_ chromatogram | ] sample Info. I_L Calib Curve | §_ spectrum
T g — My 20 2 00000 ¢ 1 doncon
750000 E o -
Max ntensity: 0
75000000
500000 D
50000000
250000
25000000+
o]
&5 b 00 10 200 30 4o o 60 0.0 10 20 30 40 Conc.
L [RE #a] | o towee]
NUM

Confirm the chromatogram. Confirm the calibration curve.

The calibration curve of the selected
compound in the [Method View] is displayed.

The chromatogram of the selected data in
the [Quantitative Results 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.lcd) in the [Quantitative Results View]
is found to be “----", or if confirming the [Chromatogram View] reveals that peak integration was not
performed, edit the peak integration parameters to obtain a suitable calibration curve.

Edit the quantitative parameters.
= "13.3 Postrun Analysis of Multiple Data" in Operators Guide.

Reference

P Methed Wiew - Peak Inlegration Parameters Son. d
——

Integration |} ntification | @ | Compound | | spectrum | custom | oc chedk|

b,
B —
Poir |¥|Mass  |¥] Compound Name m

Integraton
© AutofArea) @) Auto(Height) @ Advanced
o [ i
Width: s sec
Proeram
Slope: 100
—
Drift: .
T.08L: 000 || min

Min. AreajHeight: | 0
Calculated by: @ Area

- (3]
L7 [Slope] : 100

@]
>
jV)
°
=3
)
=
(S}
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Re-integrate

A48Vl |» B8 o
O Guanitaive AesulsView 1Dz 1 | +| | papaveine | O Method View - Peak Iniegration Paramelers v &5vien) '\Edwt
Data Filename Sample Type | | integraton | [ Quantiative |, Compound | Perfurmance. | Specirum | Gustom Q€ v
l_Std01 Jed Standard (Cale.Pai A
Filename Mo utonal_Std02led Standard(Calc Poir| | [7]Mass ‘ompound Name: o
utorial_Std03led Standard(Calc.Poi Integration
[ Samplel 779 torial_Unk01. inkrow]
@Tmurial_sum 12 = 020 —| Auto(Area) Auto(Height) @ Advanced
|uy Tutorial St02 1721 al_Unk (3. rknow MaxBesk:
Tutorial Std03 1721 el Unk04. nknow .
[ ial_Unk05 inknow] Width:
Tutorial Unk0l  7/9
N Slope: 100
Tutorial Unk02 7/ 8
- NoiseDrift Caleuation....
[ Tutorial Unkoz 7, Drife: o B
[1) Tutorial Unkdd 79 DB min
[} Tutorial Unk05 779
Min. Area/Height: @ counts
Caloulated by: © Area Height -
< [l 3 '
O Chiomatagram View O Calbration Curve /Spectium Vien
J_ Chromatogram | Ef] sample Info. A CalbCurve |} spectrum
* el o ) ¥ =16,378,956.0 - 1,148.520
- T — Mo ntensty 72015 2=1.000000 r= 1.000000
Max Intensity - 0 750000 - - ¥ o
D Area
500000
- 50000000
2500004 %
o5 T T T T T o T T T T T
0.0 10 20 3.0 40 50 80 0.0 10 20 3.0 40 Conc.
{8 Q. Bmwx?l
NUM i

Integration Quantitatiy
Mass Compound Name
’—‘ Integration
© Auto(Area) () Auto(Height)
MaxPeak: E
Width: 5 sec
Slope: 100 Jmin
o . .
T.DBL: 1000 min
Min. AreajHeight: 0 counts
Calculatedby: @ Area () Height
Smoothing
Method: [Standard =
Counts: 2
Width: 3 sec
Original Results
B Quantitative Hesults View  pg 1 «[+]  papavenne ( o,
Data Flename | Sample Type | Lovel# Aca Conc. (ppm) | Std. Conc. 391
Tutorial_Std01led Standard(Calc.Poirt) 1 | — 0.500 Hint When the standard Sample
Tutorial_Std02lcd | Standard(Cale.Point 2| 1523040 1.000 1.000 [
Tutorial_Std03Jed | Standard(Cale.Foint 3 80.746.2 5.000 5,000 data is integrated, the
Tutorial_Unk01 led Unknown 0] 11.077.3 0746 — i i i
Tutorial_Unk0Zlcd Unknown 0 m.sssml 0.735 — Ca“bratlon. Cu.rve 18 recre_ateclj
Tutoral_Unk3lcd Urkriowr 0 “1791-5| 0728 = and quantitative calculation is
Tutorial_Unk04lcd Unknown [N | 0.706 —
Fl Tutoral_Unk05lcd Unknown| 0 104937 0711 o performed on all data.
| & ',
’ buwe  Integration can be initiated
Edited Results manually in the [Chromatogram
B Quantitative Results View IDE 1 o papaverine VleW] SeleCt [Manual
Data Filename | Sample Type | Level# Conc_(ppm) | _Std_Conc. Integration Bar] from the right-
Titoral_Std01led | Standard(Calc Point 7 0518 0500 .
Tutorial_Std02cd Standard(Calc. Foint 2 i 0380 1.000 click menu.
Tutorial_Std03.Jcd Standard(Calc. Poirt] 3 i 5.002 5.000 n@
Tutorial_Unk01lcd Urkn 0 i 0707 — " P
Tm:::l:u:kﬂz.\cd Unkaron 0 ; 0705 — Reference  7-9.6 Manual Quantitative
Tutoral_Unk03lcd Unkn: 0 i 0707 — . .
o Uoaiod Te— 0 0Er — Peak Integration" in Operators
8 Tutorial_Unk05.)cd Unknown| 0 1 0.664 — .
L Guide.
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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.

=l

File Edit View Method Process Data Layout Tools Window Help
36| <L ([ER ([O=EkE 2 fuofus|([#] 4 4 v 4 [» &= E)
= Eolder: B Quantiative Results View — 1pg 1 > papaverine 00 Method View - Peak Integration Parameters (53 View) [# Edt
. \DataProjectl. - Data Filename | Level#f [ Ret.Tme | Ama Conc. (ppm) | Std. Conc. Integration | Identifcation | Quantitatve | Compound | Perl ¢ [+
ial 101.Jed 4682 .591.411 0518 0.500 |
Filename Mot ial_Std02lcd 4717] 1944707 0.980 1.000 [¥IMass  [¥] Compound Name: |
Qs 7 e S 0 — o — ingrten
[ Tutorial Std01 /21 ial_Unk2l 4737| 14840655 705 — Autolarea) - © Auty
o Tuterial Std02 1721 o :ﬁj :;‘1‘: [ 1 ;’“338% g’ — Maxpeak: [
B 1] o kel e man k] — it [
) Tutorial Unko2 778, Sope: [
[ Tutorial Unki2 79, Drift: [
3 Tutorial UnkDs 779, T.D8L: [
L Tutorial Unkos 79, Min. AreaHeight: [
Calaulated by: @.
< [ i V| |[E v
0 Chiomatogiam View B8 Calibration Curve/Spectium View
A crromatogram | ) sample Info. h_ Calb Curve [ _ spectrum
K== o [R— = 16,977, 5620 + 2804632
" - = 34010 Tee T 2757 fpion. = ("2 =0,3993423 1 =0,9333711
lax Intensity - 750000 o
5000004 D
2500001 = 50000000
L - B/ &k " EJQuert Browser]
NUM ‘
M Invalidate a Calibration Point
If a standard sample cannot be analyzed properly, the D Quenitaive Resulstien 108 1 [«]+] papaverne
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
. . . . . . . Tutorial_Unk02lcd 0.709 —
[Quantitative Results View] to invalidate the calibration Tiforil Unki31cd 0707 =
Tutorial_Unk04 led 0673 —
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
can be changed in the [Quantitative Results View].

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

B Quantitative Results View

o

Dz 1

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

and enter a new number.

papavenr'

recalculated.

:Q.;’n. The [Level#] can be edited regardless of the [Sample

Type].

B Change the Sample Type
The [Sample Type] assigned to a sample during analysis
can be changed in the [Quantitative Results View].

When changes are applied, quantitative results are
immediately recalculated.

Qi. Changes to the [Sample Type] are reflected in the

files when saved.

Data Filename Sample Type L,.,ﬁ' Ret_ Time Area Conc_ (pprl
o d01 Jed Standard(Calc.Prg 682 11.591.41
utorial 02 led Standard(Calc.P |t} 717 19,447,075
utorial_Std03 Standard(Calc PC s * | 736 17,729,745
utorial_Unk led Inknown| 743 816,11
o Inknown| 737 14,840.655 k[
o Inknown| 699 14,803.802 7
o lcd Inknown| 718 238,404 6]
o Inknown| 708 084.370 6
Select the [Sample Type] of
the sample to be changed,
and select the appropriate
type from the drop-down list.
O Quanliative ResultsView Dz 1 |||+ | papaverne
Data Filename San| e Type Level# Ret. Time Area
Tutorial_Std01lcd ‘Star|dard(Calc_Point 1 4682 11591411
Tutorial_Std02lcd - 2 4717 19.447.075
Tutorial_Std03lcd 3 4736 87,729,745
Tutorial_UnkOTled  Frmemse S 0 4743 14,816,115
Tutorial_Unk02lcd dard [1] 4737 14.840.655
Tutorial_Unk03led Standard(No Calc.Point) [1] 4699 14,803,802
Tutorial_UnkD4led _||Control 0 4718 14.238.404
B Tutorial_Unk05led | | nspiked 0 1708 14084370
Spiked
Standard{ISTD Recovery)
Unknown{QA/GC)

G J8)deyn
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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].

(&) Browser (System Administrator) - [Quant Browser - Tutorial_Method.lcm)

;@ File Edit View Method Process Data Layout Tools Window Help g@@
iDod|«k B (D= 2 k@i i vei|o|w =D
=l ==l
Folder: B Quantitative ResullsView Dz 1 [ [+ papaveine B Methad View - Peak Integration Paiameters Edit
Data Filename Sample Type Level# | Ret. Time Ara Conc.  |"tntegraton | on | Quaniitative | Compound | Per 42
1 Tutorial_Std01lcd Standard(Calc Pairt 682 11501411 n
Filename Mo 2 Tutorial_Std0Zlcd Standzrd(Calc Pont 717 | 19.447.075 Mass  [V] Compound Name a
Tutorial_5id031cd Standard(Calc Pont) 736 | 87.729.745 Integration
13 sampler 79 Tutorial_Unk01lod Unknown 743 14316,115
[y Tutorial Stdo1 1721 Tutorial_Unk02lcd Unknown| 737 | 14340655 Auto(Ares) () Auty
2 Tutorial Std02 1721 Totorial_UrkD31cd Urknown 0 4635 14803302 vaxgesk: [
rutorisL 03 1721 Tutorial_Unk0écd Unknown| 0 4718 14238404
[y [ urona. 3 Tutonzl_Unk051cd Unknown 0 4708 14,084,370 Width: [
Tutorial_Unk0l 79
“= Tutorial Unk02 779 Sope: [
L Tutorial Unioz 779, Drift: [i+

[ Tutorial Unkd4 779, ol i Pl [ ) r
[ Tutorial_Unkd5 79

B Chiamatogram View B Caibration Curve/Spectum View
A chramatogram | ]| Sample Info. A calib curve ||k Spectrum }
Max Intensity - 4,944,740
4010 Tme | 2340 Inten. 5758

5000000}

< [l 3 4000000

3000000}

Max infensity -0

2000000

1000000}

ImlE o

0- 4
20 100 0.0 10 20 30 40 5.0 €0

0
i [FE[FR] | Hoe Bose

NUM
~
V¥ Tips 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.

= Edit View Method Process Data Layout Tools H =]
D2R | <k Bk (O=E 7 iwche@Ei 4vwi|[» @ cD
=l
[ Main_ | |Eoken: 0 Quantitative Results View D2 1 |+ » | papavedne O Method View - Peak Integiation Parameters (60 View ) (2 Edit
- \pataproec = Data Fiename Sample Type | Level# | Ret_Time Aa__ | Conc.{ | inteoration [1dentficaton | Quantiative [ Compound [iper 12
Tutoriel_Std01lcd ndard(Calc Port) 551 =
[t Filename Mo Tutorel_Sd2lcd mdanCaic Port} [7|Mass  [7] Compound Name IE|
2] [Tutorial_Std03lcd ndard(Calc.Point) Integration
W o ] Sample1 /9 ori 01lcd inknown]|
! n [u) Tutorial Std01 1721 torial_Unk(02 lcd inknown| Auto(Area) O Aub
o Tutorial Std02  1/21 utonl_Urk 51‘* inknown) MaxPeak:
inknown)|
m rutoraLss 121 orial_Unk05 lod inknown] width:
e Tutorial_ Unk0l  7/9
I rtorial Unk2 79 Sope:
I ) Tutorial Unko3 779, Drift: -

] Tutorial Unk04 79 <[ i b .
Tutorial Unk05 7,
[ Tuterial_Und 19 T © Calbralion Curve/Spectium View
A chromatogram | E) sample Info. A Calio Curve || A Spectrum |

Max intensity - 4,944,740
340.10 Tine | 2340 Inten. 5758 a (1,000,00( Base Peak: 34014935 665

5000000

4 [l ¥ 4000000}

RS SYPTITS: S N SRLRPRRE

Max nfensity -0

2000000}

1000000}

0 100 =
b [PAIE[F] | Houn Bowser

ftative Browser MS Table]

[EY File Edit View hem Layout Page Tools Window Help =1
D3P <0 B @D=E 2 o slo e |ln ST SRR EE R |
M //00 @B LEGUERERES ESMAAARTD| A M| LDEE W5 06 8L 8 8l m
ol | —————ilx
Vain | [coder:
Report 1071372011 6:42:26 PN Page 1/1
I Filename Mo:
|2 Reportlst 99
==== Shimadzu LabSolutions Browser Report ====
Tutorial 5901 Jcd
Print my o 1 DetectorA254nm|
__ZEDAMuUL 1 354nm,4nmi
R 7 2, S
<[ 5
Comment
<< Detector & >
D#1 Compound Name: papaverine (@)
Dala File Name Sample Name | Sampie |0 |Rel Time] Area Height Conc,
Uiorial_Gtd0t lcd 402 1218 38 1 =
Ulorial_Std0Z.Icd 530 7321 65 7] Q
Ulorial_St0%lcd 5600 37434 75 5 e}
utoria_Unk01 lcd 556 5421 47 599 - 6’-
LAEE L] | ot B e | =
(&)

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

File View Window Help

& ?

Data Analysis Tonl=s

—
E | R IH Double click g

Al reiriEtration

O Quaniilalive Results View 1Dz

| DataFlename |  Sample Type | Level# [ Ret. Time | Aea_ | Conc.||[ineegraton

8 Chiomatogram Yiew 5 Calibration Curve/Spectium Yiew
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6.1 Display Data Files in the [Data Browser] Window

1] Tutorial U @3 7/9
S Tworal Uk0s 70
3 Tworia o5 779

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 Data Type
Target Cell Cell Location

(@ Load Data to Current Cell () Open as New Cell () Rightward

] Add Data to M5 Chromatogram Cell © Downward

DataType
Chromatogram
PDA Chromatogram
M Chromatogram

Peak Table g

PDA Peak Table

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

MS Qualitative Table

[ PDA Spectrum
B Cells for the number of selected
[Flpoa Contar checkboxes are displayed in the [Data

Browser] window.
)

0=
A

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

@) Pesk [ San [ segment [l
@m\ Mo itensiy : 935,129
1.00JTEC) e St ien. I
0.10(+)
. = 0
: 3
@
[ MS Chromatogram P °
=1
15)
=
=
. ()
. g
S ey
Ret. Time: 1-1(E+) [0.000]
. -
e
B 704
]
-
[ MS Spectrum P
I 304
T
\ o
\
: ST e oy e e
[T ]| cmnBo.. 66 ova bowe]
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6.2 Change the Display Layout Settings

Add a column

The procedure to add a column is described here.

o

Click

|I|L

$i File Edit View Method Process Layout Tools Window Help

The number of cells can be increased by adding rows or columns to the [Data Browser] window.

008 <& Bk ([Dk 2

older: @& | [o Tutoralunkotica

)] ] i L R B A | U I | R ;—*ii&l""kli% ey
-
i L

iZ) File Edit View Method Process Layout Tools Window Help
D3P «k|[E% D=7 (wWEsElEeE s ke |R s 20 mus |2 5
=l x] ==
Main Folder: O Tutoria_Unko1 Icd S CI NEE == =
Quant Browser | [ \pata\Projectl = [B..) Peak [«]>] Scan [«]»] Segment [«]>]|
Data Browser
Filename n .
st Ty s
075+
T}
0.50
A new column is added, and two
0251 empty cells appear one above the
- other.
0.00 %
00 10 20 30 4o 50 min
B8 Tutorial_Unk01.lcd MS Spectrum £ @ *** WS Chromatogram Cell *=* g
Manual Peakc I e A )
Int ation Inten.(x1,000) Base Peak: 340/ 7,770
miz 34010 Abs. Im;n 7,770 Rel Inten. 100.00|
70+
6.0+
- * (o) D s0]
. M5 -
Image Prnt iax infonsiy 835,120
40+
304
204
104
Eo ED 3395 340.0 3405 "miz
Ly [P =] 3] ] [& Quart Bo... ) Data Browssr
NUM
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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.

T TuloraLUmOTed VS Crromatogan g, &~ WS Chromstogram Cot = =
) Pesk [ <[] Sn [4]5] Segment <]
o000y e btensty 935,129
Tie S hien s N

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

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

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

The copy of the

e MS chromatogram

[ of the source cell
)= now appears in the
: ’ destination cell.

I e

oo Display Settings...

A 3395 3400 3405 mz g

& Quert o (6} Data Browse |

Change the data type.

i
3
i

EEE
(D2 P <6 ([Ek O=L NE LRSS |[R LB LME 2] |22
Main = Eolder: S - storial_Unk0 1 lod s £ )
" Browser B Peak[ (]3] Sean [4]7] Segment [\ | [) Peok [+] 7] Scan [4]+] Seoment [1]: ]
owser i roann anm Mo Intensiy : 935,129 (x100,000) Max Intensity - 935,129
- - 6,763 mw ime  0.992 . Scan¥ i) Imen’; 7% .
| i| Click on the cell whose data type is to be \
changed to move the focus to this cell. | I
... A blue margin at the left edge I o
indicates which cell has the focus. (f \]
, f | Jr !
0.0 1.0 20 30 40 } 50 min_ ﬂ 0.0 10 20 30 40 ; 50 min g
—

Q

0

[}

kel

15}

File Edit View M Process Layout Tooks Window Help EEE ;
DR &6 (w6 (O 2 [ i ) (o L W B Ml [ S S B A M 52

o=l i

Folder: B Tulorial_Unko1.icd WS Chromatogram B Tutorial Unk01 led PDA Chromatogram §
- B Pesk [l sean []i] sgrment [ i) na Max tensiy : 1,797

T (Z5anm) X 1.00. Time 3424 hnien. | - 015 .

'+J| (x100.000) Max Intensity - 935,129
Filename Mo (1.00) | me 5984 | Scanf nion. 2,725

il
The display changes to the PDA H,
chromatogram.

::’;>

|1 Tutorial Unk03 779/
Tutorial UnkD4  7/9)
Tutorial Unkds  7/9/

=

00 10 20 30 40 50 min
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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.

) File Edit View Method Process Layout Tooks Window Help (== ]

iDeH |4k Hk(O=H " DoEEEEaREs|H- R B50MuB i) =5
=3 Folder: B Tutorial_Unk01.), MS Chromatogram ‘ ‘EI Tutorial_Unk01.lcd MS Chromatogram ’.
, . ] ) ook ] S (] St
. Click a cell containing an MS Max ensiy - 1787
Filename Tme 0.140 Scan# 14 Inten. 0 .
8 Samplel chromatogram.

Tutorial_Std01
Tutorial Std02
Tutorial_Std03

Tutorial_Unk01
Tutorial Unk02
Tutorial Unk03

9... A blue margin at the left edge
indicates which cell has the focus.

Tutorial Unkdd m
Tutorial Unk05 EY
0.4
4
0.+
-5
02
B
0.1 - -
EX

@l

o . 'S Chromatogram Settings )
Select in the i ~___ 9 .
first row | M5 Chromatogram Settings | MS Settin ;| LC Settings |
) w4 || Disp. || Data File ] Yor
(T [ F_[} fofd Unkdied @ ]
2 Nediled? torial_UnkD1lcd PDACh1
6 .\
Specify the PDA or LC detector and
channel.

| A
=

: H/{.“ Select the detector and channel
with the _» ] button at the right
end of the cell.

" o= ;

f (o)) oo |[ v
MS and PDA Chromatograms MS Chromatogram ’. | Tutorial_Unk01.lcd MS Chromatogram t
are displayed. k€[] Scan [ Segment [+ B Pesk [4] 7] Scan 4+ ] Segment [1]+]
Max Intensity - 940,518 0y Max Intensity . 1.797
1,Dj§:u ~ Time 3840 Scan¥ 231 Inten 5842 . N\
o N > In the right-click menu of the [MS
vel *:|  Chromatogram] cell, click [View Each
08
0 B Segment] - [Stack].
056] | X : Y- .
] 20} Qﬂng The displayed chromatograms
05 Undo Zoom E ) .
Redo Zoom 20 are aligned vertically.
04 Initslize Zoom 3
z e J
0.3 View All Segments
02 View Multiple Segments(X) =
View Each Segment s .
o0 Make Spectrum Process Table I Stack | l g
0.0 Base Shift
- Single
00 10 2o 3o MS Data View ﬂ — ) 20 3o 4o 50 min
O Tutorial_Unk01.Icd Repeat Subtract MS Chromatogram Cell = &
SR EE ) Multi Chromatogram Table ‘
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6.3 Compare Different Types of Chromatograms

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

| = | o ¥ H
% | —————===

[

100,000
Filename o 2
Samplel

utorial_Std01

13:2:5::; Std03.Icd from the [Data Explorer] sub-window
= to the empty cell at the lower right.

) TulnnaI:Unla)Z
i Tutorial Unkd3

;l 2 TutorisLunios 91( Multiple files can be selected by holding
the Ctrl or Shift key during selection.

O Tutorial Unk01Icd O ** WS Chromatogram Cell =** s

N

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

[ et Dot ype v i B e .
Target Cel Cell Location
(@) Load Data to Current Cell () Open as|| ew Cell () Rightward
[W]3idd Data to MS Chromatogram Ceif @) Downward
Data Type
Chromatogram [IPesk Table ] o
[~] PDA Chromatoaram ["]PDA Peak Table .
I MS Chromatogram ' [[1Ms Qualitative Table
["]PoA Spactrum [ sample Information .
[[1MS Speftrum .
[[]roa cfitour .
a{ o« ]| [ cmel | [ teb | ‘
B Tutorial Unk02 lcd i - = = M.;-(\;hmrrmng::ﬂ "
Tutorial Unk03.lcd, E sesk Scan i) Segment
Select [MS Chromatogram]. 000000 e ..;.,-m N wmm
I;LID‘OITI\EU r;ﬁl\rgd o Time 0. Scan¥ 7 nten. 7689 .
11 L1
The names of ey T
the open files .
are displayed. o

(@)
>0
QD
0.4 o
=L
: 2
o (o]
[ o
oo 10 ) 3o 40 B min
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p
Change the MS Chromatogram

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

WS Chromatogram settins ==
P

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

@ TIC Hone

Segment#1 [« -| Event# 1

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

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

0 10 Enter the m/z to be displayed and select the

[Disp.] checkbox.

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

EEEEEEE EE
i

%

]

0

=
-
4

[ Auto Factor on Registering m/fz

Base Shift
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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.

B © Click [Cell Number] |
mmlnm' ,J with the [Shift] key
iy T held down, select cell

L - A=) number 4 and click
j ; —— | [OK].

j ' | e two cells are both

1\ [ i The cell numbers of
E

1
—_—— = changed to 4.
2] -~ | v‘

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

Utorial Std3.lcd

61,000,000)

- T 3089

(1.00) Tulorial_Std0zlcd
10(1.00) Tuorial St
IC(1.00) Tutorial_Std03.

1340.10(1.00) Tutorl_Std03.ct

A blue margin appears in both
cells.

9 Jeydeyd
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(1) © ~
Click Click

(MS Chromatogram) (PDA Contour)

7- ﬁ__‘ e )

5 File Edit View Method Process Layout Tools Window o EEE
IDaH | <R ([Ek O=E 2 IAEIIBEGIML’}M! iz Bt e 3
e | | S— =
[ wan Folder: B Tutorial_Unko1 lcd WS Chromatogram (] @ |8 Tuloral Sid02ked WS Chromatogram (3] 8
I
(Ba) Peok iG] scan | [ segment G (@) Pesk[]>] Scan [[>] Segment [
190,000, 1,000,000)
Filname Mo bl Twe 1551 Scand G5 e 55 . | 4osqnceron) U 2000
) Samplel 791 759 100d
B Tutor st 1721
[ Tutorial Std02  1/21] soj 5 4 i
[ Tutorial Stdo3  1/21]
[ Tutorial_Unko1 779 <] B B
(3 Tutorial Unke2 779 02¢] =
3 Tutorial Unko3 779/ g
(i) Tutorial_ Unkdd ~ 7/9) 100,000
o R e = = A 1,000,000
(1] Tutorial Unkos 779/ by e S0 Scak A2 B 57 © 2T gy Tine 2300 Scar® 140 T 255 .
= 100
o] OF o @
0se]
25 - -
g 025 % N
i s s SR SR RS T R R T R ™ Hold the Shift key while
B Tuforial_Unk01 lcd FOA Corfour (] § | B Tooral_Sid021ed POAConour (3] §

s 00 2 clicking the lower two

fiew Method amix10) 000 200 Ret Time: 4.84 Wavelength: 200,
= Is.
= . cells
Image Print | 3O ! l.

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

jnﬁl ) Guart Bro... {3 Dot Browser L )

<l v
us -
Max ntenst - 4,944,740

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

Ge (System Administrator) - [Data Browser~ Untitied]

0 Qm Edit View Method Process Layout Tools Window Help HE)|
Drag and drop oo Br O=E " oEc@E@EE®E |2 | R s, 2 0 wE |2 <31
. Folder: 5 '8 Tutorial_Unk02icd WS Chromaiogram 3] @ T8 Tuloral Sidi2lcd WS Chromatogram 3] §
Tutorial_Unk02.Icd to one of 5 Pk [ 5o (] et () ) Pe T3] s (5] segrent (5T
. p— ol et T TS T 1| o = = e
the cells at the left side. r—a—— L =
[ Tutorial Stdo1 1721 1 .
|1 Tutorial Std02 1721 075 L
Both of the cells at the left Dot sz 124 ] o
change at the same time. Brennez 73/ | ] gl o= g
. i | f e T TET0 Scad 78 Ty . Jl e
When dropping to the 2 w 12501001007 T IO ST Y .
[MS Chromatogram] cell, o ] B 3
a confirmation message = o '
appears before the data S N " s S S
is added or changed. Tl A RS (4] &
. e
Select [No] and the data is N ‘
changed. 2
“ |:|s¢ : B
Max intensily - 964,908 2
I 2
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6.5 Qualitative Processing in the [Data Browser] Window

6.5 Qualitative Processing in the [Data Browser] Window

1 Load the data file.

@ Browses (s o
j File Edt View Method Process Layout Tools Window Help ==l
D“BI@@\.RHEIQ.\ DEERcEE BRI (Rf RANHE | |»€hg

Folder: .. O LCMS_Catechins.icd WS Chromato(
..\ ahSalutians\SamnleMS (Beee] Peak [4]»] Sean [] ] Segm em
(x1,000,000

Filename [-TiC g :” ; ; ; ; ; ; Tine 1184 Scan¥ 1015 Inten. 8304 .
[ LeMS_Catechins B

My raee ncaen oo B B

|13 Lems_DEAO_Std2 e “

[ Loms b o_st3

Lcms‘sm \

13 Lewms, h_Unkl \

M0 mwar [INEY

Drag-and-drop LCMS_ ) \

Catechins.lcd onto the cell in H \
the [Data Browser] window.

Lo Ao \

[) 025 050 075 100 155 150 175 200
0 LCWS_Catechinslcd

Ret. Time: 1-1(E+) 0.000
Inten. (x10,000]

40T iz
3 [MSspectrum
- L J
2
1 2
'11'5'5 192
s\|s;‘1|sms§ﬁ,3;gssssssssssg

1500 750 2000 2250 2500 750 3000 3250 3500 5750 4000 4250 4500 4750  50b0 | 5250 8500 6750 mi

-ﬂ,ﬂ 25
M.Eiﬁ@ .@Daa&msal

NUM

_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.
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2 Display the MS spectrum.

x

range.

=1

Ll

|
|

| 1!
LU -.L‘.\«LLI.LM

EEN

| Eiﬁﬂﬁmmﬁﬂltl RIS BOMUKEB |2
. J_

O LCMS_Catechins.lcd

MS Chromatogram &

B Pedk (1] S Segnent [1]2]

(1,000,000

1.TIC Time 1.465 Scan# 1257 Inten. 396,801 .
354
3.04q
3 Double-click on the chromatogram.

m
204
The spectrum of that time is

e displayed in the [MS Chromatogram]
1o cell.

0.00 025 S o 1.00 125 150 175 200 225 250 275 min %

O LCMS_Catechins.lcd

Ret. Time: 1-1(E+) 0.544
Inten. (x1,000,000)

WS Spectum 8

Base Peak: 195/3,620,040

35

304

254

20

158 |

238 . 261

miz 20505 Abs. ten

308 389 409 451

31632 Relinten.  0.87]

g

0.0 T T
1500 1750 2000

T T T
250 2500 2750

300.0

3250 3500 3750 4000 4250

4500 4750

T T i T
5000 5250 5500 5750 miz

2} Deta Browser

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

B3

] B LCMS_Catechins.lcd MS Chromatogram *_
= ) Pesk[ <] ] sean segnent
(1,000,000
[1-TIC Time 0645 Scan® 553 Inten 163680 .
35
3.04
2.
Drag th t i
20] rag the range to average
1] on the chromatogram.
104
0.00 ﬂ‘25 ﬁ ﬂ,‘75 1 hﬂ . 1‘25 1,‘5ﬂ 1,‘75 2,Inn 255 2,‘5ﬂ 2,‘75 min
B LCMS_Catechins.lcd MS Spectrum ’.
Ret. Time: 1-1(E+) 0.544
Inten. (x1,000,000] Base Peak: 195/3,620,040
3 1T5 mz 25255 Abs.Inten. 07 Rel Inten. 0.00]
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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.

{5 Browser (System Administ
@ File Edit View Method Process Layout Tools Windew Help

DA< Es = RrmsnrEz {E)R = spmum iz |23
e : Folde | L B LCMS_Catechins led N CEEEEE Y
= [ Peak ]+ ] Scan Segment [« ]+ |
(%%M)_ﬁ . — Tme 0504 Scand. 433 Infen | 184595 .
. Click ; : :
30t ----------
25 i W A
A Drag the range to subtract | - m
. on the chromatogram.
/" 104----------- : : :
R \ f\ ]
7 X 125 150 175 2 225 250 275 min
B LCMS_Catechins.lcd WS Specirum ’_
Ret. Time: 1-1(E+) 0.492 > 0.644 - 0.352 -» 0.504
. . Base Pealc 195/1,182,758
_—7 i AT : : : : : : : : T mE TET00 ABsWER 07 Relish0.00)
R e
= ‘ i
This displays the fact that the

.| averaged spectrum of retention time
} 0.352 to 0.504 min was subtracted
from the averaged spectrum of
| | retention time 0.492 to 0.644 min.

Il L, B A i A e A Lh
J-A,L.J,.uLj.w i : : : T : ; : : : : . : : : : : | %
164 g 238 1308 326 341 %6 Jof _ 418 436 abt 1431 H . 595

1500 1750 2000 2250 2500 2750 3000 3250 3500 5750 4000 4?50 4500 4750 5000 5250 5500 5750 miz

NUM

: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
4: =] 3
E |l
& ’ “
] I
" | |
|
- E AU 1D
- AN
E o
=]

O LCMS_Catechins lcd

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

NS Spectrum g

Base Peak: 195/1,132.770

inten (1,000 @07
1 "

104

4 o 1 Double-click

07
06
054
04

03

|
I

024

014

164 b 261

308 326 341

356

397 418 430 451

mz 29000 Abs. inten. 0 Relinten.  0.00]

g

481 565, s95

i
LI J.‘-J'LJ.L__

Y
1500 1750 2000 2250 2500 2750 5000 3250 3500 3750 4000 4250 4500 4750 5000 5250 5500 750 miz

EE3 15§ Deta Browsee |

Table

Ret. Time: 1-1(E+) 0.541
Inten. (1,000,000

VTiDS Register an Averaged/Calculated Spectrum in the Spectrum Process

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.

Undo Zoom
Redo Zoom

Initialize Zoom

™z 34655 ADs. ilen.

—

Register to Spectrum Process Table

159 1 238 . 261

I

——r——

0.
1500 1750 2000 2250 2500 2750 5000 3250 3 =
B LCMS_Catechins Iod

Spectrum | Peak Table
| Raw Spectrum | Spe¢
| Top Tme | Start Time | End Tme | _Top Time | Stant Tm

Copy Cell
Paste Cell

Connect Cells

Disconnect Cells

Adjust Layout
Close Data File
Change Data Type
Display Settings...
Copy

Graph Properties...
Print Graph

-

-

= 5000 s

Base Peak: 195/3,606,936
0 Relinten.  0.00]

Right-click on the spectrum graph,
and click [Register to Spectrum
Process Table].

g)m The averaged and/or
subtracted MS spectrum is
registered.

"2} Data Browser
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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.

‘olETTl System Administrato r'f‘atEE’:.':-:: - Untitled] | ;

lit View Method Process Layout Tools Window Help
3 Datato Cell...
| Save All Data Files
Release Data from Cell B Tutorial_Unk02.cd § [ D Tutorial Std02 kcd 4] & |
‘T e B Peak Scan Segment B Peak San Segment ‘
(D:| g File Search... x100,000 S . (61,000,000
Data File Properties... ] -
PnnthIaRzpnr!fanelzddeg_
D I L
Recent File SR —
Exit Alt+Fd 9 Lo s
y 4 Edit Eormat... p . s
‘ 1 T FAGREE 1 25801001 ¢ 758 .
= 5 i g |o™ R
‘ g | 2 ]
| |
|
IS

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

9 Jeydeyd
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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
0.60
0.407
0.204
2887 % 0.004
V931,018,226 340.10@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+——F——FT"— 77—

0 1 2 3 4 5 0 1 2 3 4 5

min min
PDA Contour(Tutorial_Unk02.lcd) PDA Contour(Tutorial_Std02.lcd)
4 4

200 200

220

-10 220 . i
240 240
260 260
280 280
nm nm
} } } | | | } } |
0 1 2 3 4 5 6 min 0 1 2 3 4 5 6 min
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Chapter 7 Shutdown

Close any open windows.

‘ﬂ‘ file'_\ lit View Method Instrument Acquisition Data Tools Window Help
E L wew Method File Ctrl+N | 2 g‘ I@ |@ &13 9

= a Open Methed File... Ctrl+ 0O = =
i E1 % Close Method File sl I B A [ I I [ e e [ B
[ Save Method File Cules b

% Save Method File As... MSReady

% Save Methed File As Template...

@ Load Method Parameters...

@ Open Reference Data File...
Close Reference Data File 4

Select Project({Folder)...
E File Search... ,Er””””,”””,i,”,”””””,,15”””,””””,15,”””,””””j””””””””i””
Audit Trail Leg... : : : : :

Select Acguisition Printer... E_ ________________ i________________,________________,i________________,i................%....
&% Print Setup... 2's 50 s 10.0 125 180

il il »
Print Method File " — =
[?j Methed File Properties...
isition | LC Time Prog. [ Pump | PDA | column Oven [ contraler [ A ler | AutoPurge|

9 = End Time: ~ 2.500 min [ use Ms Program

s e (1) [Preaursorlon sean()| [Newwaltomsan(s) | [smd [[sant)] [ anake

_
—— T

@ [030e] Save current method file? L
A ’Q.{,., This sub-window appears if
|

1 Methodl lem

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

| No ][ e ][ Help ]

O
l| Ves

I [Z]LC Pump OFf
[¥] Column Qven OFf

PDA

[¥]PDA Lamp OFF

MS
v 16 Off

[ Nebulizing Gas Off

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

[¥] Heat Block OFf

[¥]Dry Gas Off

[¥]€ID Gas is minimum.

/ J8ydey)
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3 Exit LabSolutions.

Q-
File] View Proc|s Window Help
| Eat
——

LCMS-Instrum
entl

Adrmiristratian

”

VEACE]

Close Main window. i |

LCMS-8060

:9.;’". During routine operation, the LCMS-8060 is not
turned off.
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