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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.
Backup 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.

©2008-2014 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.

M Getting Started Guide —

LabSolutions LCMS 7 serue

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 in
Reference the Operators Guide

- Additional information that
VY Tips

may be useful for instrument
operation
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What LabSolutions Can Do

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

» 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

. pump ................... LC-20AD (X2) « Column Oven -« CTO-20A
* Detector -----eeeeeeee SPD-M20A * Autosampler -------e- SIL-20A
* MS Detector ==« LCMS-2020

System
Controller

— SPD-M20A &

SIL-20A CTO-20A
' LC-20AD
{x2)
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Acquisition Conditions

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

follows.
Shim-pack VP-ODS
Column 150 mm x 2.0 mm, 5 um ID
(Shimadzu P/N 228-34937-94 or equiv.)
Binary Gradient Mode -
Mobile Phase Pump A = Ultra-pure water
Pump B = Acetonitrile (HPLC grade) —
“ )
(S)
Papaverine 0.5, 1, 5, 25, 50 ng/uL
Samples P oM _
(Shimadzu P/N 225-06613-05)
Data file (.Icd)
This file contains all analysis results and acquisition information from the
following files.
Method file (.lcm) Batch file (.Icb) Report format file (.Isr)
Acquisition conditions, This file is used for This file is used to print
analysis conditions, continuous data acquisition data acquisition results.

calibration curve of sequential samples.
information, and etc.

Getting Started Guide for LCMS-2020



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.

ﬁ Lat | lutions Main (System Administrator) E\i
et
Eile New Process Window Help
I
Instrument Type | ALL -
O $ Displays the icons for the [Postrun Analysis]
’. program (data analysis), and the [Browser] program
Bostrun (chromatogram display and quantitative calculation
of results).

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

Displays the icons for the various PDF manuals and

Help menu provided with LabSolutions.
it =] J

LabSolutions Main Programs and Main Windows

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

¥ ¥ ¥ ¥

[Realtime Batch] [Quant Browser]

[MS Data Analysis] [Data Browser]

[Data Acquisition]

window
for analyzing data
from multiple
samples

window
for continuous data
acquisition

window
for comparing data

window
for analyzing data

window
for acquiring 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,

|| 655 File Edit View Method Qualitative Quantitative Layout Tools Window Help

window, loaded file, and
other information.

(EEEEECTYEFE

énlﬁl%lﬁlt{gtlﬁ%%lkﬁlﬁ]

Menu Bar

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

-\

Toolbar

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

Assistant Bar Data Explore

Window

This bar displays This sub-window
icons for displays the names of
frequently used files in the selected
data acquisition folder.
operations. Click [ to change
folders.
=
)
Rh o

o) Tutorial Std01  1/21/2{
[ Tutorial Std02  1/21/2(
| Tutorial Std03  1/21/2(
[1 Tuterial_Unkol  7/9/200
[1 Tutorial_Unki2  7/97200
[1 Tutorial_Unk3  7/97200
[1] Tutorial_Unko4  7/97200
[1] Tutorial_Unkos  7/9/200

< i v

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.

0 Horodven Pea ieaer o [EoEED
3500 intfcaton | Quanttatve | Campeund | Group [ Peformance [+

s Vicompoundane

Output Window

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

‘Sub Message

A Message |
WS-t s, the oil of 2 rotary pump. [

[ o T [Coe 5
[2/19/2008 7:57:20 AM (0<73b8| System MMH|

[\ Message / Il

v
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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. ﬁuz. Single Run

V¥ Main window

Eile View Process Window Help
V [Realtime Analysis] program

@ ?

trument1-System Administrater) - [Data Acquisition - Untitled]

File Edit View Method Instrument Acquisition Data Tools Window Help

(1 *H « [o V [DataAcquisition] window | & @ o oz

73 Realtime Analysis (LCMS-Instrur
mma Edit View Method Instrument Acquisi Data Tools Window Help
D38 <0 b [OELE ? [Boosw
g a@deaE? 9psBEdoa? |[LE? |[BETRRR 2
LCReady PDAReady MSRe:
- e R
'-‘E Sanpie D :
Data Comment :
c, - i ms AL
- t-).'stem. MS Running Time: 0.00 / 10.00 min Scani: 0 Segmenth: 1 Inten- 0
Configuration 100X100000) ey
! T Wen X
075
]
050
System Check . | .
o % % 75 150 s o s .
Event 1 Pty +
1,00x100000) Base Peakc O/ n|
E] 160 150 200 2% 300 % B ) wz
Acauis
Acquisition 5 Instrment Parameters View (o) (Advanced) [_End Time - 10.00win 2 % Downioad
MS [ Analog Ouput | Smple Settings [ LC Time Prog. [ Autopurge|
5 Segment10.000- 10000 | Segment#1  Acqustion Tme: 0 BIT) min \i
E)Svert Soan) | pqeton ode © Postve  © Negative

B Data Analysis and Qualitative Calculations

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

VAT Ty e Hn& Confirmation of Qualitative Results

File View Window Help

@ ?

V [Postrun Analysis] program

Analysis - Untitled]

‘3 Analysis Tools
@EEIIE Edit View Method Qualitative Quantitative Layout Tools Window Help

Cal
nlf

¥ ¥ [MS Data Analysis] window gl A
¢4 &5 40 ¥V [MS Data Analysis] window = 5, v €5
[Fetrumerts Browser T
le Edt View Method Quafitative Quentitative Layout Tools Window Help
Balsn[BER @k (»(2s5u% Hk:=REa 8 Ea
e Gal[® e TR R T
= - iocirsty ez HotmirieNere]
o) T TS e T
Filename. Modifi g lsﬂnwn‘d Method File Name]
- : Bsampiet 7 s
MS Data Analysis ‘ Tl 17217 {5anpl Nane]
et 12 ]
gT 12172 “« [Sample ID]
7
i, 7097 pquied ]
ErutoraLvnies 797 - A
[ Tutoria Unkos 77972 .\ % [Date Acquired]
[ Totoral Unk05 7972 BAATET Pl
. DM A RF JRISF ORI MM M IMC R OREET
n " : e
Data Analysis T Specimvin (=] T
= Event T ScarE+] Fel Tie: [0.000] Scan®- 1]
00c suse peak 17178
seomerie1 entionson L T o
— | |[ZEvent1 ‘Spectrum Type. 1.2
Wi Do
i . f
o
PDA Data
& : .
Analysis 29 T
02 25 39
el 7 |\| N PR N b
R T T T TR TR TR T
e | | 55 memven s e v 0 MooV Fed e A (EoEE
= 2| | ([ ookt T conpouna [erous [cobrtioncarel [ itarton [t | Quaratie | onpound | Grup | Pfomarce 3 <-
ax nter 6782648 ‘Raw Spectrum Background Spectn @
Yoot [ St e[ B Tioe | TooTime [Stat T | 0 Conitons
T =0 aml ems aml el |
[Y) 25 S0 < 2l D =]
u [FEFE | wusosss]
o
—
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M Continuous Data Acquisition of Sequential Samples

Open the [Realtime Batch] window from the main window. %&- Realtime Batch

V¥ Main window

LabSolutions Main (System
-

File View Process Window Help

@ ?

V-[Realtime Analysis] program

4L File Edit View Method Instrument Acquisiion Data Tools Window Help

030 | &@|e R ™—==n H (PPN
& By
4= w52 i ¥V [Realtime Batch] window -
=1
LCRea: altime Analysis strumentl-Systern Administrator) - [Realtime Batch - Tutorial_Batch.Ic!
_;E s File Edit View Instmment Batch Tools Window Help
E Data p e m ig| g
System 3P|k R(DELHE ? (58
Cofiguration ic % .
[FDA Run ARMeERBE? 0w Eg0oeE ? | § e 2
L1 ¢ older: C:ALabS olutions'D ata'Project]
System Check Z Analysis | Sample | Sample 1] Sample Type] Analysis Ty Method File Data File Level? | Report Oui
TStandardl | WMIT MQT Tutorial Method lom Tutorial Stdl1Icd C
] soo Reattime Batch TStandard Tutorial Method om Tuforial Std02Icd F
i' Standard Tutorial Hethod Jom Tutorial 5ta031cd ™
J Unknown Tutorial_Method lem Tutorial Unk01led [
Data 750 Ef’ Unknann Tuterial_Method lem Tutorial Unki?led =
2 Unknonn Tutoriel Method om Tutorial Urk0d1cd E
Ere Unknorm Tutorial Method om Tutorial Urk0¢1cd F
L un ] Urknowin Tutorial_Methodicm Tutcrial_ Urki8]ed B
et

M Data Analysis and Quantitative Calculations

Open the [Quant Browser] window from the main window. gceg,_ Quantitative Data Analysis

V¥ Main window

Eile View Window Help V_[Browser] program

Data Analysis'e's

Browser

o3 Samplel
i) Tutorial_Std01
+ Tutorial 5td02

Tu"ﬁsmus

Tutorisl UnkL
Tutodg Unk02
= Tulu:IJInHB
LY Tutorial_Unkos
Tmurl}lnms

,’i“. = //
IJ‘\ j e ////
M Compare Data ‘ —

1

1

1

1

1

Open the [Data Browser] 1
window from the main window. 1
1

1

1

1

1

(B

ﬁ“ 6. Qualitative Data Analysis

LEEIE
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Chapter 1 Start Up

SIL-20A

Turn the switch at
the right rear of

LCMS-2020 LCMS 2020 on.
~

2t The switch
is normally
already on.

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

e i

Icon Color LabSolutions Status | Operation

Green Normal

Yellow Starting up Please wait

Red Error Please restart the PC.

LabSolutions I ‘3
. [m v] ‘ [User ID] : Admin J
Passwiord: 9 (Change Password >>

l 0K l Cancel Help
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Start the [Realtime Analysis] program.

LabSolutions Main (System Administrator)

File View Process Window Help

| Jerdeyn

Open the [Data Acquisition] window.

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

9... Click | ﬁ if the assistant
bar is not displayed.

e ———
me Analysis (LCMS-Instrum:s

© @ O &

= ™
L7 e BB

LCReady PDAReady MSReady i Pt ||| € |
A |
Sample Il 2 M5 |
mAU
1000 195922 Inten. 0000] . Detail.
,,,,,,,,,,,,,,, ltem
I Viode
500+
Fump A Fic
S ST W T W || e
(5 50 10.0 120 200 300 400 500 600 700 nm Fum: BPr
“ Fiunning Time: 0.0/ 60.00 min Chi(254nm}: DAl
uAU(x1,000,000] Max Intensity 0
Resitime Batch ! Tme 9779 Wen. 0000 . Maxinjectic
Nebulzing
| Inteface
U B DL Temper
E Heat Block
Detedlor Vo
Report
ams e ‘ ; ; ‘ ‘ . . g || =
0.0 25 5.0 75 10.0 125 15.0 17.5 min
Lﬂ 3 Instrument Parameters Yiew (Homal ] (Advanced | [ End Time - 10.00 min__| 1 Downioad

N

[Ready] must be displayed for all of the system
components.

: H;’,,. 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-2020 11



Chapter 2 Single Run

Set the LC instrument parameters and MS instrument
parameters (acquisition conditions) in the [Data
Acquisition] window, and acquire data.

21 Create a Method File

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

: ,.;’,,. When asked to "Save current
Method File?", select [No].

File Edit View Method Instrument Acquisition Data Tools Window Help [==][x]
B <R L&|(O= ? i@lleasw
DHEHEbE? 0B loE? (A" TR
=l x| =l
LCReady PDAReady MSReady Plat] ||| Le Ready
Acquisition Sampls Name: PDA Ready
Sample [ : s Ready
Diata Commert
Lc PoA s [aw & .,_._J|;| [ﬂ
[PDA Frunning Tie: 0.00 / 60.00 min mAU
1000+ We th - 195.922 - Inke 0.000] . Detail....
190 Time 383 Wavelength 8 aveloodt e -
em Value | Sefting | _Units
o Viode Bnary Gra | Binary Gra
500
| Pump A Flow 0.000 0.000 | mL/min
o g Pump B Fow 0.000 0.000 | mL/min
: ; . T : T : Pump A Pressur 01 MFa
15.0 200 300 400 500 600 700 nm Pump B Pressur 00 WPa
[PDA& Running Time: 0.00 7 60.00 min Chi254nm: Gudll
uAU(x1,000,000) Max Intensity : 0
07 Time 9.779 Inten. 0.000] . Max injection vo [1] ul
ebuiizing Gas — 15 [Limin
d nierface ESi
057 3 DL Temperature. 26 0 C
Heat Block Tem Fi} 20 [
% | Detector Viokag 0.10 | kY
G| i . . . . : . G Vacuum — Fa
0o 25 50 75 10.0 125 15.0 175 min
O Instument Paramaters Yien [-HamalJ(Advanced | [ Fnd Time 1000 min e Download
MS | Simple Settings | LC Time Prog. | Auto-purge |
S Segment10.000- 10000 | Seamert#1 Acquisiion Time: 0 BEET min é
B Event1 Scant) Acquisiion Mode @ Posiive  © Negalive
Start m/z: 50 Endm/z 500
Scan Speed: 455 u/sec
Event Time: 1 sec.
4 Data Acauisi
C: 130GB Free NUM |
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2.2 Set the LC Instrument Parameters

2.2 Set the LC Instrument Parameters

Hce "2.2 Enter Data Acquisition Parameters" in Operators
Guide.

1 Detect the type of autosampler rack.

ntitled;

Z Jeydeyd

Lﬂ

o [am— Eﬂﬁﬁgm —

[ ] itefoce | Deta Acaustion | LC Tme Frog. | rusmy | rus mm‘v Ausosangier A puge

Modit: SIL:20A 9 ﬁ
Autgsampler
Bt @‘J@'
Binsing Volume: 2w Ja
Neede Stroke 5 mm
Cortrol i Neede Siroke: 52 mn
Rinsing Speed » usee
‘Sampe Suction Speed. 15 uses
Purge Time: %0 min
Finse D Tine: 0 sec
oo Temperatre c
Rinse Pump
41k Data Acquisi.

fain LCReady PDAReady MSReady Piot] ||| e Read
Acquishic Sample Name Ready
9 iain " Read
2
[ [= [0

[LC Stop Time] : 6

£, After entering "6", click EH ) e

to set the end j Firg £ ! oton st

time of all detectors to 6 N AN NS RN RN A" Purp APossr| 11 i
minutes. 2 IR
Ne 5 | L/mir
" C : ‘
n -\ ©- 7 5 ‘
I meni Paremeters Vie (aumaid || sdvanced) [ End Time 6.0 min Download
|y | Smpe Settngs Iﬁmﬁl Auto-purge |
LC lime Program WIFD& Ms r:m‘
LC Stop Time: 6

e e 2| (@ s) | [End Time] : 6 ?
‘ Tsmpevatuve w ¢ ]
[Mode] : Binary gradient [End Time]  :6
[Total Flow] :0.2 [Temperature] : 40
[Pump B Conc.]: 45

Getting Started Guide for LCMS-2020 13



VY Tips

Gradient Conditions

Go to the [LC Time Prog.] Tab Gradient mode to change the mobile phase mixture ratio, and set with the following

procedure.
‘ B Instrument ParO\new Homal) [ Advanced End Time 6,00 @
M5 | Simpls Se.AlM LC Time Proa. | utoPuige
9 Max Mar\silg 'cnncﬂi;%uu 7:1;!;1”’1 C X
I N S et N I m
504 Lso Fso & -
9 H 0 0 Loo 40 %
Set the [Time],
Time Madule Command Value B
[Modu|e], 1 L0 |Pumps Pump B Cone. 50 0
2| G50 [Pumes Fump B Cone. El
[Command] and 3| EE0 [Pumps Fump B Cone i
4 6.00 Controller Etop
[Value] as shown. 5 om |
B 0.00 | | P = 9
———— d ) ~

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 15 MPa, as an example.

B Instrument Parameters Yiew [@pm End Time : 6.00
MS | interface | Data Acquistion | LC Time Prog| | Pump | Pl | Column [ Controller | | Auto-purge
Mode Binawy gradient - ) é
Configured Pumps
Total Flow 0.2000 mL/min Pump A LC-204D
Pump B Cone.: 50 % PumpB:  LC204D
Pump B Curve: ' Pump C.
Fump D:

Mesimun [Maximum] : 15

Minimur: - LU MPa J
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2.3 Set the MS Instrument Parameters

2.3 Set the MS Instrument Parameters

8 "2.2 Enter Data Acquisition Parameters" in Operators Guide.

Reference

1 PDAReady MSReady it
o
L

Z Jeydeyd

Click

QH The instrument parameters
are transferred to the
instrument.

17§ Save Method File As

Saven: [} Project1 -0 F > @

Name Date modif.. Type Size
[ Tutorial Methodlcm  6/20/2011 ... Shimadzu 130KB

; ,.;',,. This sub-window is not

Fil : Method1 ]
L [File name] : Met 9d displayed when a method

Fie pame:

[71_] file is already saved.

Segments and Events

During each acquisition with the LCMS-2020, acquisition When the time specified for the segment has elapsed, the

conditions are switched at a specified interval. The same actions are repeated in the next segment.

interval is called a "segment". Multiple MS conditions can 0 10 20 30 [min]
g 9 L 1 | |

be set for each segment. Each set of MS conditions is

called an "event" Event 1 : +, Scan, m/z 50 to 200

Event 2 : —, SIM, m/z 100, 400
Event 3 : —, Scan, m/z 500 to 1400

Segments and events can be combined to configure
complex MS acquisition conditions.
In this guide, only one event is used for data acquisition.

Event 1:+, SIM, ...
Event2:—, SIM, ...

. L Segment! —— L Segment2 —
When multiple events are set for the same segment, the ¢ ¢

events change when the event acquisition time elapses. 9.“ Switching polarities between positive and negative
After the last event in a segment, the first event is repeated. modes requires 15 msec. Therefore, the length
This cycle (in the diagram to the right, Segment 1, of an event following one where polarity was
Event 1 — Event 2 — Event 3 — Event 1 ...) is repeated for switched is actually 15 msec shorter than the set
the specified segment time. time. Adjust the event time as necessary.
. J/
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LabSqutions\

- Control Panel

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

ftion - LOMS DEMO e

= End Tine: 100 min MethodFi:_LCM._DEWD on
e s Sussesi Pasns T
Wbl Phore = T oven ey s

“ = = Ei — _N\. V@ H
¢ [srmpon =rue (e ([Jownon | [ ze0

c § et Monior
ode [ ry—) [ — Wovclengh 11 B
Isocratic flow 00 s Jc 254 m — /00 Jumn
C | o [r——— kvt
0.0000 Jocmn | n 90 Jc ( 700 Jw L
Rinse. Press I Hesat Block Temperatue I
S 55 . 0o 0 e
DegasimgUnit DetectarVoage
[(CromeMobiePhase. ] 'S 3 C somw =
i i

s [ 5 o s, [ W e

‘ This part is called control panel. The
r— = instrument status can be checked.
Nomal || Advanced | [ End Time :10.00 min Method |- CMS_DEMO.lcm & anmnag

MS | Interface | Analog Dutput | Data Acquisiton | LC Time Prog. | Pump | Detector & | Column Oven | Controlier | Autosampler | AutoPuge
ST | Seenen#t ot D o
) Event sihty hogiston Mode: @ Postive O Negative
Ch1 Ch2 Ch3 Ch4 ChS Ché Ch7. Ch8
miz. 23115 256.1 2641 2671 2781 28115 4141 |
DL Vol [v] 0.0 0. 00 0 0. 0.0 0.0
Gariay OC [v] () 0.0 00 0o () 0.0 0.0 00
Qarray RF 0 0 0 0 0 0 0 0
Set data acquisition conditions
Detector Vokage: Relative ta the Tuning Result Absalute
T Jw (instrument parameters).
Interface Valtage DL Vaohage: DQanay DC Vokage Qanay AF Valtage:
Ky SetData SetData Set Data
Table>>

15 Progrem (Edit Valve and M Program.] [ Adduct lon.

e Click here to download the data acquisition conditions
— . . Iy
=/ ’_ to the instrument and to close this sub-window.

9 Switching Display Settings

In the [Display Settings of Instrument Parameter View] sub-window, you can select displaying either the
control panel or the instrument parameter view.

Lasoevo
T i o T 100 T oo
I
e a Seomatln peionTow (R
- T | > ot (GHEES])  @re ©

[T
o T}
faRT o
o

prm—

Ty
w

Oy Qo | G RV
@Cdan  © Do

.
oy Osdoss O
[SEve
115 P iV s P | adbetin. |

elp g | v e [T T
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2.4 Instrument Control

2.4 Instrument Control

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

To take control of the MS instrument
Click each | mlrﬁlﬁl@l%lﬁs| .

QH Also click ﬁ to acquire data by atmospheric pressure chemical ionization (APCI).

=X
&l
-1 .— {2
Main LCRe#y PDAReady MSReady Pa) [ |[1c ety
B> 46 PA Ready
el Ms Ready
s Ja | 3 [~ |
3
Click | A 1000 Wevelrg e T2 e 000
IC E 180 Time 3.83 favelength 800
T SRR L em Value | Setting | Units
] Tode: Binary Gra | Binary Gra
500 Total Flow 0.200 0.200 | mLsmin
To take control of = Foi il
the LC instrument ‘ ‘ P D O ] s
50 - A @0 sk o 7o m o i LB
) 0,00 76000 min Ch[254nm} Oubll Vial No (utosa | 1o Fjsctio P2
0AU(1,000,000) o mensty: 0
E Time 9778 Wen 0000 . lax ijection [ o
L Nebuiizing Gas 15 15 | Umin
I intedface: S
= . L Temperature | 243 20[C
Heat Block Tem 200 C
| Detector Votag 019KV
0.04 ; y | | i y H a IG Vacuum 3.8e-004 Pa
0.0 25 50 75 100 125 150 175 min
B Instrument Parameters View End Time : 6.00 min i Dowrload
ms Simple Settings | LC Time Prog. | Auto-purge
[ Seomert10.000-6000 | Segmenttl Acquistion Tme: 0 -6 min \il
E)Bve1Sean® | pcqustion Moce: @ Posive O Negaive
Start m/z: 200 End m/z: 400
Scan Speed: 203 u/sec
Event Time: 1 sec.
L Data Acquisi
C: 130GB Free NUM

2 Purge the LC pump and autosampler.

Always purge after changing the mobile phase.

( N\
V¥ Tips Set the interface temperature and the gas flow
The interface temperature and the gas flow are set according to the following procedure.
renem Parametes View (Home | dvanced) 'm
ﬂi‘ Intertace |' ata Acquisition | LC Time Prog. | Purmp I PD& | Calumn Uvenl Contraller | Autosampler I AutaPurge
terface: Esl
Use Tuning File
Intertace Temperature: | 350 C
DL Temperature: 250 C
MNebulizing Gag Flow: 15 Lémin
Heat Block 200 C
Use Diying Gas
Dirying Gas Flaw Lémin
. J

Z Jeydeyd
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2.5 Set the Chromatogram Display Parameters

Right click on the chromatogram to open the [Display Settings]
sub-window.

LCReady PDAReady MSReady Plo
Sarple Mame
5 ample ID

e [poa [ms | e

 Ge@

[P Running Time: 0.00 /.00 min Chi (254nm: 0udl]
1 QUAUX1,000,000) Maxntensty - 0
R L 000G pa fem | Value | Setting | Units |
00] %
0 25 <0 Initialize Zoom | 125 150 175 min
M5 Fiunning Time: 0.00 / 6.00 min Scantt: 0 Segme gl face Shift |
(100,000 Maxntensty: 0
R Tme 8725 Tnten 7 -
L Display Settings... ~
T y = T T T d % L
00 25 S0 T 00 125 150 175 mn Ui
[Event 1 Polaiiy: +
= 4 bx100,000) BasePeak 0/ 0

0,

200.0

vvvvv

Select the type and range for the graph to display.

For example, configure settings to display a TIC and a
m/z 340.1 MS chromatogram.

Display Settings o e
SZ:& @’L Change the display time. ]

0.00 - 6,00 min l

Select [#] in the e <3| Enter "340.1" in
first and second W the second row.

rows.

9 Intensity Rangs

Select [¥] in the

Auto Scale o < 1000 Normalizz:

vertical Size

| Chromstogra  — T Spedrum

—0

| ok || caneel [ Apphy ][ Help
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2.6 Single Run Acquisition

2.6 Single Run Acquisition

Conduct a single run with the settings made in "2.2 Set
the LC Instrument Parameters" and "2.3 Set the MS
Instrument Parameters".

1 Open the [Single Run] sub-window.

73 Restime Analyss (VS T )

38| sp/nk(dD=EE" Boosw
Al CebE? DOoSEdloE? (L@ (RETRIRIAM 2
x|

LCReady PDAReady MSReady
Sanpl Nare

Sanple 1D

Data Conment

Z Jeydeyd

PDA Runring Time: 0.00 /6,00 min Chl (254nm}: Dubl

[} 2 E) 7
M5 Runring Time: 0.00. 0Segnent Tinen 0
100,000)

o 25 50 75 100 13s
[Evert 1 Poliy +
(x100000)
2060 1) ED £ 1) 20

2 Set the conditions for a single run.

For this example, prepare 5 ng/uL of papaverine in
autosampler vial #3, and inject 1 L.
rSingIeRun [

Acquisition Information
Sample Name:
Sample [D:

Method File: [Method Licm

,,,,,,, oo [ \Dr it 1

o

" [Data File] : Samplef.lod F»[ e

s—
|| AUD-NTEMENT: [ 4r 2 - ]

I

|
Report:

|| Data Comment:

[Vial#] .3 : :

4»u

Sampler
[Injection Volume] : 1 S e L
Injection Volume: 1 ul
[Tray] 1 phenced>> ||| ok ] gy | v ]

© Click [OK] to start the acquisition.

I T
1038 «6/|k& |[D=kEE 2

Il A gmen, lanesunmns 1L@? ISETRQR »

lxl -
LCRunning PDARURNing MSRunning ©  Ee——
on
e 1 s Running
s onment
e ERENI]

PoA g Tie: 006001 Ch 2 A
o 00000 Joxiensty. o
1 T BT en T = Vo | Seiting | Uni
T —
o [T Fow |~ 6200|0200 [mizin |
oo oty

Data acquisition ends when the [Acquisition Time] set in
the method file has elapsed.
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Chapter 3 Confirmation of Qualitative Results

3.1 Qualitative Data Analysis using [MS Data Analysis] window

1 Click [Data Analysis] in the [Acquisition] assistant bar.

/Y Realtime Analysis (LCMS-Instrument1-System Administrator) - [Data Acquisition - MethodLlcm]

4l File Edit View Method Instrument Acquisiion Dsta Tools Window Help
D3H|«a 6&([O= ? [ofck=r)
gk E? Owlglo=? (4@ IRETPRB ?

x|
LCReady PDAReady MSReady
e
Sample ID
Data Comment
LC POA | M3 ALL
[PDA Running Time: 0.00 / 6.00 min Ch1{254nm]. DuALl

UAU(x1,000,000) Wax Intensity .0

L Time 14613 Wien 0000 .
075
0504 o
0254
0.004 %

00 50 75 160 135 150 175 min
S Flunring Time: 0.00 / 6.0 min Scani: 0 Segmentt: 1 Irten 0

(100,000) Max Intensity : 0

g Time 18720 Wlen T .
075
’ 0504

The [Postrun Analysis] program starts.

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

Sean[ ][>

Peak[«][> Segment[«][»

O Chiomatagiam Ve

Wax intensity : 0
ten. T

d Time 0002 Scan® T

.n Tutorial 5td02
Tutorial Std03  1/21/:
Tutorial Unk0l  7/9/20§

“ITutorial_Unk02 779720

)

\ 4

The [MS Data Analysis] window opens.

9. The most recently acquired
data is loaded and displayed

G} Postrun Analysis Administrator) - [MS Data Analysis - SampleLica]. in the [Chromatogram VleW] [P =)
Zif5 File Edit View Method Qualitstive Quantitative Layout Tools Window Help IBEE]
PaelsnEeEeE: o wselsalk- munle &'ﬂ
Izl x
B Chiematogram View Segmentfil ' Peak[ax] Scan[lx] Segment <[>
[Method File Name]
Max Intensity : 6,782,648
=G T S4TZ Stad 3@ Wen. 108630 . O
Filename OB | [Driginal Method File Name]
) Samplel 6000000 Seankem

|1 Tutorial Std01 [Sample Name]

o Tutorial_Std02
L Tutorial_$td03 4000000 [Sample ID]
Tutorial Unk0l

(1 3000000
Tutorial Unk02 [Acquired by]
[+ Tutorial Unko3 20000004 - Admin
[1 Tutorial Unkod g [Date Acquired]
- 1000000 -
L Tutorial Unk0S : 6/1/2003 122505 PH
0.0 0s 1.0 15 20 25 30 35 40 ) 50 55 min
I ] [Sample Typel
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3.1 Qualitative Data Analysis using [MS Data Analysis] window

3 Display the MS spectrum.

Double click on
t the chromatogram.

B Chiomatogram View SegmentHl Peak] 1\ Sean[]x] Seament 4]”
Max intensity : 6,782,648 ggff'fm”a W]
TECS Time | 5356 Se=l==Wlen  1,123898 .
R [Diginal Method File Name]
Scanlem
[Sample Nams]
m
4000000 [Sample ID]
30000003
[Acquied by]
2000000} - Admin
[Date Acquied]
FIIITER, : : : i . : . : : : : % £/19/200% 12: 2505 PM
[ o5 10 15 20 25 30 35 40 45 50 55 mn
[ I 1 [Sample Type]
B Spectum vien W
Display Eventf. 1 SeanlE+] Ret. Time: [+.767] Seard : [267]
Inten. (1,000,000 Base Peak: 340/4,577.914
Segment1 S LA A nten el nten
o
Spectrum Type 4
[V] Centroid
[IProfile 3
Overlay (@)
Absolute Inten. 24 >
@ Relative Inten. Q
: !
202 @
. 217220 239 261_prapn0 296 agp 93¢ M2 en  apr  ses =
200.0 2250 2500 2750 300.0 3250 3500 375.0 mz w

( N\
VY Tips About viewing operations
S O Chiomatogram View Segmenthl Peak[][2] Scan[ 4[] segment <]~
- - [Method File Name]
QiimAn area on a graph can be - EE——
. 70000004 [Original Method File N ame]
zoomed and displayed by - Scinien
[Sample Name]
H H 1 5000000
dragging over it with the - L
mouse. I [Acauited by]
By right clicking on a - ) [
iy . Too0o00 19/200312:25:05 PM
graph, [|n|t|al|ze Zoom] ot 0 10 15 20 75 B s 4 45 i 5o 55 - -
and [Undo Zoom] Can be Eventt: 1 ScanlE+) Ret Time : [4.767] Scantf : [287] ‘ == EDVE"W
selected. s —_—
- Spectrum Type a. ~ - - .
( [ : Qﬁm The display factor of the
:\ : Ij Overlay H H H
£).. Drag the frame border to Ot : intensity *'ft’x('js Cac’; be .
change the relative size of b incremented or decremented.
each VieW. 2000 2250 2500 2750 3000 3250 3500 750 mz |
\ J
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Average the MS spectrum.

A stable spectrum display can be obtained by
accumulating and averaging the spectrum over a
specified time span.

File Edit View Me

EEEIAC R Y= - g

izl X

El=

d Qualitative Quentitative Layout Tools Window Help,

RER| & H@

Folders B Chromatogram Visw Segrenti ek Seer@li] Seomen( e
ezt - oty ozmpssn BebedFieNond]
) Tme | 8073 SeafF 753 ien. | 453161 4
Filename Modifi WG [Drigina Method File Name]
8 Samplel 779720 6000000 Seanlem
[ TutorislStd01 172172 {Sample Name]
s0000003
Tutorial Std02  1/21/2( @

\ﬁ Tutorial_Std03 11/ 40000003 [Sample ID]
Tutorial_UnkOL 7/9/20¢
B 30000003
Tutorial_Unk02 7/9/20¢ [Acquired by)
[ Tutorial Unko3  7/3/20 2000000 ~  Admn
@
[ Tutorial Unk0d  7/9/20 1000000} \ ; [Dat= Acquired]
L : o

[ Tutorial_Unid5  7/3/20 Z " Z H H H 1 1 f 6/13/2006 12, 2505 PM
00 3 10 15 20 25 30 ES 4
[ [Sample Type]

) 45 5\ 55
| ——
B Spectium Yiew Estack ) il 0veilsy
209 5 250]

Display Eventt: 1 Scan(E+] Ret Time:[463334 ‘
e 0000y
4+
Drag the mouse over the time span to
e * be averaged on the chromatogram.
Overlay 20]
Absolute Inten,
@ Relative Inten, o]
.
20T 5pg 239 261 _prioge 296 309 34 2 a3 3p1_am =1
200.0 2250 2sb.0 2750 3000 32k0 3500 3750 miz

Subtract the background MS spectrum.

The spectrum display can be improved by subtracting
the background MS spectrum from the averaged
spectrum.

[BEE|

File Edit View Method Qualitative Quantitative Layout Tools Window Help
3G «0 Bk 0=l »Fsw(2(s
=x A\ ——— |

Eolders B Chiomatogram View Segmentsn Peak[L][n] Sean[L]n] Seament ]

2= | (AR W

- \Data Project - uaxintorsty opczsd et Fieame]
) e 443 @ 267 nien. | 904830 . -
Filename Modifi RN [Original Method File Name]
[ sample1 7/9/20 6000000 Soanten
W Tvoratstor za | f g 5 el
3 Tuorlste02 172172 @
Tutorialstd03  1/21/2| | | 4ao0o0] 50
E vomvnan 7 | [0 3 Drag the mouse over
2 utorial unkoz 779,20 .
o ooz 7920 | | oo -~ the section of the
[ Tutorial Unkid  7//204 10000003 | [Date £
- - = - 6719/
[ Tutorial Unk03 7/5/20 0o 05 10 s 20 25 20 s 40 45 50 S5 mn Chromatogram to be
I -— ] [sam
B Specium View 5 selected.
Display Evont T Sow(E] el Tie: [§ 66054 067 {[2 060> 439 San (200> 292305267 ||

_— Base Pear. 55015,504,106

Segmert#1 . W AbS.Titen Rel Iten
o
[ZlEventt Spectrum Typs
@ centroid 5
[Clerefie
Overlay 2
absolute Intezg

:Q;i_... This display indicates subtraction of the averaged spectrum T TR
between 3.883 and 4.433 minutes from the averaged spectrum
between the retention times of 4.650 and 4.867 minutes.

€ J

-

Q“ Double click on the chromatogram to subtract the spectrum at that position.
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3.1 Qualitative Data Analysis using [MS Data Analysis] window

Display the MS chromatogram.

Double click the MS spectrum peak. The m/z
chromatogram at the double-clicked position is overlaid
on the [Chromatogram View].

‘&usﬁun&nal is (System Administrator) - [M Analysis - SampleLlcd]

fUf File Edit View Method Qualitative Quantitstive Layout Tools Window Help [=1=]0x]

i2Pe |« ([BER O i»(=swz|(Z|kz REBR|E =w

SE
Main Folder: B Chiomategram View Segment# Peak[ia][2] Scan[a]s] Seament«][>
1S Data \Data Projectl - Max ntensty : 6,782,648 Method il Name)
7500000-{TIC(+) Time Scan¥ Inten.
A Filename Modifi S [Driginal Method File Name]
Scan
8 Samplel 79420 cantem
o Tutorial Std01 /2172 5000000 [Sample Name]
Ly Tutorisl Std02 /2172 |
el st3 /2172 [Sample D]
i3
Tutorial Unk0l  7/9/20 P!
L= Tutorial Unko2  7/9/20 acquied by
[ Tutorial unko3 79720 g Dl
[ Tutorial Unkod  7/9/20¢ % [Dete Acquied]
[ Twtorial Unk0S  7/9/204 | | ! ! : ! ! y v ; ; BAS00T TR 05 P
00 0s 0 15 20 25 30 35 40 45 =0 &5 min
[ - 1 [Sample Type]
= Spectunvien F T

Display Eventfl: 15can(E+) Ret. Tme: (46504 857H3.8834.933] Scantf : [2802293H234267]

Segment#t Inten.(x1,000,000) Base Peak: 340/3,301
miz T 358.00 Abs. IFT 0 Rel’infen.
“ i
a «* Double click ]

[¥] certroid 3.0
[Frofie O
owerlay 2.0+ 93;
Absolute Inten,
@ Relative Inten, -90-
1.04 1 D
202 | 109 -
o 0221204 P43 J52 26620 296 g 316 374 352 g1 w
2250 250.0 2750 300.0 3250 350.0 3750 m'z
o 5 B <> Aesults Yiew - Spectium Processing Table B <> Method View - Peak Integration Parameters Edit
NS = [ Spectrun | peek Table | Compound | Group | Caliration Curve | Inteqration |Identfication | Quantitative | Compound | Group | Performance [ 5p/ ]|
sy 2768228 [ Poysooonm [ Backommd Spectm | gjpses @) compound pame E
( \
VTiDS Register an Averaged/Calculated Spectrum in the Spectrum Process
Table
When a spectrum has been subjected to averaging/calculation, the results can be registered in the
Spectrum Process Table for easy recall of the calculated spectrum at a later time.
The spectrum can also be printed from the [Report] window.
B Chiomatogiam Yiew Segmentifl Peak[][x] Scan[a][x] Seamert] ] >
Max Intensity : 6,782,648 gﬂe‘hfd (o]
7500000-{TICCFY e SEan® ten o S
[40106) [Diiginal Method Fie Name]
Scanlem
5000000 [Sample Name]
|
[3ample ID]
2500000
[Boquired by]
- Admin
g Dets Acipires]
: : : : * H T : H H H £/19/2002312:25:05 PM
0.0 05 1.0 15 20 25 30 35 4.0 45 5.0 5.5 min
! — ] [Sample Type]
B Spectum View ([Estack_ ] ill0vcioy
Display Eventit: 1 ScanlE+] Ret Time : [4.650--4.867]{3.883--4.433] Scan# : [280-> 293H234-» 267]
Fo— Inten.(x1,000,000) Base Peak 340/3,301,367
[ |Evertl Spectrum Type Undo Zoom
[¥] Centrai 304 .
e .
overlay 20
Absolute Inten, Show Mass Difference 'S . } ~
@ Relative Irten, o] MS Data View Parameters... nght click on the SpeCtrUm graph,
. [ Library Search... - .
) Do puy gy o _* and select [Register to Spectrum
Zi =0 ! [ Register to Spectrum Process Table |4 B2
T R Ve ek T Oy mmrere———r— T Process Table].
Spectrum | Peak Table | Compound [ Group | Calibration Curve | Integratiof  Export Spectrum As... Performance | 5p) S
Slress Flcomp. wane ke Brass| | S0 —Qﬁ_... The averaged and/or
S — coph Properis.. )
oo » e @ subtracted MS spectrum is
MaxPeak: 5 .
i = registered.
Slope: 100 | )
Drift: [ Wjmin |
e Registration is also available by clicking
in the toolbar.
. J
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Administrator) - [MS

[ File Edit Yiew Method Qualitative Quanfitative Layout Tools Window Help

Analysis - Samplellcd]

Change the MS chromatogram settings

To change the m/z of the MS chromatogram to be displayed in the [Chromatogram View], use the [MS
Data View Parameters] sub-window.
The [MS Data View Parameters] sub-window is displayed according to the following procedure.

3% on([BR([E=k i»/Fasw=slk: RER/ 2 @O
== =
|:’Mﬂm Folder: o Chomatogiamien Segmenthl Feak[ ] Seana] Seaen [
e \Data projecti Wax Intensty 6,782,648 RlidFoons]
7500000-{TIC(+) Time --2.781 - Scan# -[ 168" - Inten. 1056618 .
J Filename Modifi TS [Driginal Method Fie Name]
_ i Samplel 7797206
o Tutorial Sedol 172172 5000000-| [Samplz Name]
o Tutorial Std02  1721/72( m
g o2 17217 [Sample D]
=
Tutorial Unkil  7/9/20 el
4 Tutorial Unko2z  7/9/20 [Bequired by]
13 Tutorial_Unkd3  7/9/201 g &difa
[u] Tutorial Unkos 797201 g [Date Acquired]
) Tutorial Unk05  7/9/20 i 1 : : : - - - : : ] 6/19/2003 122505 P
00 05 1o 15 2o 25 30 35 4o 45 50 S5 min
L — ] [Sample Type]
T Spectumview Eoex Jdoes
Display Evert: 1 SeanlE+] Flet Time : (46502 4.867H3.893>4.433] Seanfi: 280 293234 267]
Inten(x1,000,000) Base Peak: 340/3,901,367
Seament#1 o E T 2i300 AR e Ti% RelhEn 074
[7]Eventl Spectrum Type
Ecentron a0]
[Cprefie
Overlay 204
Absolute Inten,
elative Inten.
104 1
202 339
0227204 243 252 266 20603 316 324 352 381 |
2250 2500 2750 300.0 3250 350.0 375.0 mz
0 O Resulls View - Peak Tabk 0 G Method View - Pesk Integration Paramels =]
= . esulls View - Peak Table ethod View - Peak Iniegration Paramelers eV @ £ar
s = eak Table: | Compound | Group | Calbration curve Integration | 1dentiication | Quantitative | Compound | Group | Perfomance | 3pi+ | -
Wax nfensiy - 6,762,648 .
[¥] Mass [V] Comp. Name: PeakTable [ZI¥ass ompound Hame
Integration
=il Auto(Area) Auto(Height)
Width: 5 sec
Slope: 100 winin
Drift: 0 uVjmin
¢ et G .o w0 lmn T
D
5 MS Data An.
NUM

gah View Parameters
' hromatogram Table 1 Settings | Spectrum Farmat | Delay Time

UMDY of iocks: 5 Chromatograms per Block: | S0
Set Identical Settings for &ll Segments
@rmc Hone
Segmert# 1]4[>]  Event# 1
l
Disp. | Event] Factor
Disp. | Event] m/z Factor | ~
T 1 0.1 .0
C 00
E 00
& (]
E .00
E 00
I IF 00
5 | [0 .00
S | [ 00
W o) -
et factor on registering MC
[ Base shift
I
[
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3.2 Peak Integration

3.2 Peak Integration

1 Reset the peak integration parameters.

Click [Advanced]

N

", Select [Auto (Area)] or [Auto (Height)]
to detect peaks near the specified
number of peaks (MaxPeak).

O < Resuls View - 5pectium Processing Table D ¢ Method View - Peak Integralion Parameters l £aview| P Edt] '

‘Suemum Peak Table | Compound [ Group [ Calibr <[> ] \ (@]
” @~ e e 5
[Width] ; 10/ — e o.\ummh o
Vaxpesk - N o]
0 L Width: 10 sec FProgram| c-:)
[Slope] : 1000 L-' = =
:‘ ! ’,_ T. DAL 1000 min
Qﬁm This parameter determines the start and Vi ares gt | 0 counts
L Calculated by: @ Area ©) Height
end of the peak. The positions where the —
absolute values of the chromatogram e
slope is equal to this value are the start e : =

and end points of the peak.

Click [Qualitative Peak Integration] in the [MS Data]
assistant bar.

The results of integration are listed on the [Peak Table]
tab of the [Results View].

!

~ Qualitative Peak Integration L—— E y , "
= W\— [ ax te &

: e 91 seqment ] O

N oizie oot process table

wtorial St : 52
wtorial_St: 9@ju;h'mj © Add © None |1
rtorial_St: 1 I

# Proc_ Eventit m/z
V] 1 TIC

b

1

o=

Q.. The registered spectrum ‘
can be confirmed with the

[S ectr m] ta b 8 < Results View - Feaka 8 < Method View - Peak Integration Parameters
pectru . : Elmgl S ey [ i [ o]

) [#Imsss (7] Compound Hame
e N A = == Integration
— [ 47| o] Auto(are)

[fos ] [ 10eseaois ——
widh:
Slope:
Drifs
~ ol v
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-
Simple Peak Integration Parameters

First set the 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 surplus peaks are detected, then use those settings as the peak
integration parameters.

Width Setting Example

my MaxIntensity: 43,612 my MasIndensity: 48612
a0 DT Time  &064& Inten. 0374 Time 3645 Inten. 0.053

[
&
;
E

=

| . s E . g
380 - 335 400 435 o hin d 350 “ 335 = 460 435 & hin ﬁ
< ) > < ) >
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

v Maxintensity : 61,939 my. Maxlntensity: 1,939
o) Time 13399 Inten 5385] A &) Time 14624 Inten. T83] A

: ;
in E‘ D< o [ES 150 175 zdo min EI
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

3.3 Print Results

Print the results of qualitative analysis.

M Print the information displayed in the window

Layout Tools Window Help [=T=10]
w | HEE R R RER

B Chiomatogiam View Seamentitl Peak[w[r] Scanfafle] Seamert[+]*
\DataProject1 - Max Intensity : 6,762,648 m‘:ﬁ:ﬁe R
TiCEe) Time | 4051 San¥ | 224 Inten 1,004,338 .
TTE— Modifi 7000000340106 Driginal Method File Mame]
Scanl
i) Samplel 7920 | | s000000] canem
[ Tutorial StdoL 172172 [3annple Name]
Py Tuterial_Std02 2/ 'S0000004
 Tutoriel Sed0z 121724 [ Sl
Tutorial UnkOl  7/9/20 I
" Tutorial_Unk02 79720 on0000] Bcapiied by]
[ Tutorial_Unko3 79720 St
i) Tutorial Unkos 79720 20000005 [Date Acquied] (@)
[ Tutorial Unkos  79/20 £/19/2003 12:25:05 PM =5
1000000} = Ganple Tope] Q
ample Type
4 =
: T : T . T T : T : : [Comment] @
0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 min -
[ | 1 w

B Spectium Yiew ! Stack | il 0verlay

Display Evertt: 1 Scan(E+] Ret. Time: [+.75054.783][4.433<55 467] Socant - (286 2881267 5328]
Inten. (x1,000,000 Base Peak: 340/4,457,918
Segment#1 E ™z (23300 Abs. inten 0 Reliten.  0.00
0
Spectrum Type
[7] centroid
[Irrofile
Overlay
Absolute Inten.
@ Relative Inten. =
200.0 2250 250.0 2750 300.0 3250 350.0 3750 mz
o o B <> Results View - Peak Table B <> Methad View - Peak Integration Parameters @ Edit
MS M Spectrum | Peak Table | compound [ aroup | calibration curve | Integration | Identification | quantitative | Compaund | Group | Performarl [
Wax Intensity - 6,782,648 A
reakTable Mass Compound Mame o
Integration
Peaki Ret. Time Aea “
7 AutolArea) @ AutolHeight) @ £
Total 104584013 MaxPesk:
Width:
Slope:
Drift: 0 u
il L 2 - e annn _
¥
L5 WS Data An...
NUM |
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Graphic Image Printout Example J

==== Shimadzu LabSolutions Data Report ====

Sample ID : Date Acquired : 1/19/2008 9:25:05 PM
Data Name : Samplei.lcd
<Chromatogram>
7,159,374 B
~
<
TiIc@1
[+~340.10@1
—— —— —— —— —— — — — —— —— ——
0.5 1.0 15 2.0 25 3.0 35 4.0 45 5.0 55
<Spectrum>
Line#:1 R.Time:4.767(Scan#:287)
MassPeaks:106
RawMode:Averaged 4.750-4.783(286-288) BasePeak:340(4457918)
BG Mode:Calc Segment 1 - Event 1
4000000
3000000
2000000
1000000
{202 213 223 234 243 252 261 278 206 308 24 33| 352 34371 381 395
r—— - 1 - - 1T - I 1Tt T T T ]
200 225 250 275 300 325 350 375 400
m/z
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3.3 Print Results

M Layout the report format

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

Report.Isr file.

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

n |F g @R E k- REREED

Folder: o Chiomatogram View Segmentii Fok[ <[] Soana]2] Segmen ]
ccpatalfroiectl, hd Max Intensty : 6782648 R
T Time . 4051 Stan¥ [ 2447 Infen. 1004338 .
Filename Modif 700000031 240-10.C100) Driginal Method File Namel
Seanlem
i Samplet 19720 s000000]
[ Tutorial Std0l 172142 [Sample Hame]
[1 Tutorial Std02  1/21/2{ 50000003
L8 Tutorial Std03 172072 = emkiD)
] Tutorial Unk01  7/9/20 LR
58 Tutorial Unko2 79720 el [Acquied byl
£ Tutorial Unkd3  7/9/20 o
[ Tutorial UnkDd 779720 20000003 [Date Acquired]
[ Turorsl Unkds 779720 6/13/2003 122505 PM
1000000 -
% [Sampl Type]
00 05 10 15 20 75 30 3 40 45 s 55 mn Conet]

B Spectrum View

Display

Eoack | alll ey

Eventi: 1 Scan(E+] Ret. Time : [4.7604.7831{4.433»5.467] Scandt : (286> 2881{267<> 329]

Wax intensity - 6,782,548

Inten. (x1,000,000) Base Peak 340/4,457,918
Seqment#! @ iz 23300 Abs Wien U Relinen. 010
o
Spectrum Type
[F]centroid
[profie 25
Overlay
Asolute Inten, 202
@ Relative Inken ; 3 204243 201269 200 20 g E2 2 gs 31 aes
200.0 2250 250. 2750 300.0 3250 3500 3750 mz
B ¢ Results View - Peak Table B <> Method View - Peak Integration Parameters @ Edic
PeakTable | Campound | Graup | Calbration Curve Integration | dentification | Quantitetive | Compound | Group [ Performar |
PeakTable K|
Integration
Peakil| Ret_Time Area Mark
1 4755 | 104504073 Auto(frea) ) Auto(Height)
Total 104584013 MaxPeak:
Widh:
Slope:
Drift:
Rl 3

'Fﬁﬁ MS Data An

Dl <k (@ (D=

File Edit View Jtem Layout Page Tools Window Help

Re 2

M/AvODO| @ By WEGSuWamBERSS | @ ® MA A MR G| A M| S LS 52 8 ey 08 2 7m

SE

=lx
) Folder:
WS Data re—
Gjata Renort | | ————
=) Report 11,

Drag and drop the file to
the layout view frame at
the right.

Comment

Sample Infomation

[acquired by Admin
Ipata Acquired 61912003
[Time: Acquired 12:25:05 P
[Frocessed by Admin
lpate Processed
[Time Processed 10:43:18 AM
[sample Type Unknown
lLevere 0
lsample Name
[sampie D =
[Tray#
iakt 2
Injection Volume 1
[Data Fie CLabSolutions\DatalProject!\Sample1 lcd
Juethod Fie CLabSolutions\DatalProject!\Wethodd cm
Icomment
3 Crultogrm
Segments (1,000,000
00 7158374 H
Gon
5004 L4
4009
3004
2004
100
Tl
3401081
0 o 10 15 20 25 30 35 40 45 50 55

HEMS Data An...[B?  Report

¢ Jeydey)
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[ Report Format Printout Example ]

Acquired by
Data Acquired
Time Acquired
Processed by
Date Processed
Time Processed
Sample Type
Level#

Sample Name
Sample ID
Tray#

Vial#

Injection Volume
Data File
Method File
Comment

Segment#1 (x1,000,000)

: Admin

1 1/19/2008

1 9:25:05 PM
: System Administrator
1 4/3/2008

1 12:17:52 PM
: Unknown

:0

2
1

Sample Infomation

: C:\LabSolutions\Data\Project1\Sample1.lcd
: C:\LabSolutions\Data\Project1\Method1.lcm

MS Chromatogram

7.007,159,374

1/4.759

‘TIc@1
---340.10@1

Peak# Ret. Time

m/z

Area

MS Peak Table TIC

Mark

Compound Name

A/H

min

Event#

1 4.759

TIC

104584013

18.153

1-1

Total

104584013
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4.1 Compound Table Setup

Chapter 4 Realtime Batch

4.1 Compound Table Setup

For quantitative processing, use a "standard sample"
with a known concentration to create a "calibration
curve".

Using 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 uL of papaverine at 0.5, 1 and 5 ng/pL.
Measure 0.7 ng/pL papaverine as a presumed unknown,
and calculate quantitatively.

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

Use the Sample1.lcd papaverine data that was loaded in
[MS Data Analysis] in the previous chapter.

L ad
Main J; o Cf Segment#l 3| Peak
MS Data =
\ Q
il >0
\ [
\I‘ '9.‘
2] f @
IN
m !
C
is ” Eventtt: 1 Scan(E+) Ret. Time: [0.000] Scan# : [1]
& 1View - Peak Integration Paramelers wio
antification | Quantitative | Compound | Group | Performance | Spectrum | Library | Custummi'
" . ‘Compound Hame
. erton
I © autoares) () AutolHeight) @ Advanced
MaxPeak: 5
e T —ry Programn
- Slope: 100 m
9 [Slope] . 100 - — ) Moise/Drift Calculation,
NP : T.DBL: 1000 min
NaW L. Min. AreaMeight: | 0| counts
Qﬁ,.. Enter one thousandth of the anticipated ity Gaes O reght
eak amplitude. If no peak is detected, halve Snothing
P P . P . ’ ethod
the Slope setting and try again. o 2
Width: 3
| IL
7‘ J I M Data ..
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2 Enter the quantitative parameters.

System Administrator) - [M Sam
File Edit View Met alitative Quanti out Tools Wi Hy
i = :
Main Fold aE O Chiomatogram View SegmentHT B Peak ==
S Data > ax Intenell
S00000TiCr+) T [} Scan® 1]
I difi|
m 2
Std01 1/2
T al ); 1
Lj Tutorial_Std0: 1
T al_Unko1l
Ikt
Ikt — —
Ikt
m ‘ ‘
L 1
B Spectrum View Tl Stack
Event: 1 Scan(E+] Ret Time : [0.000] Scanff: (1
- menti# 1 ’ 36500 Abs nte: 5 Roliie
9 ent Spectrum Type u|‘ i ol 1j
[Quantitative Method] : ik M*‘“”“‘*“o v (£ EA]
| ntearation | 1dentifica. 1 [; GUanbEativE | Hampound | roup | performance | spectrum | Library | custom | oc check|
[
= External Standard e - o
— = 3 d — [E] Eormat of Concentration
Calcuiated by: @ Area () Heght @ Decimal Digits ) Sigrificant.
5
# of Calb. Levels 3 2] | iamole Information...
S . Ve L1 ypes |Lnear - Grouping Type:
3 " [# of Calib. Levels] : 3 V e
_ ‘ Wegring Metoc
=
| J ‘

3 F||||nthecompoundTab|e

nistrator) - [\ alysis - Samplel.lcd J

IT

S00000-TCT) 8516 Scank | 272

Main Folder T | [3 Chometogam view Segmentil B Pkl o]
1S Data s - . [Methad File: Name]
75000 — —L i Scanlem

/ [Driginal Method File Name|

/ Scan.lem

5000000-] '/ [5ample Name]
|/ [Sample ID]

/ N _ lacquiedby]

e e Admin

o :l [Date Acquired]
1= - - - v A 519/2003 122505 P

8 Spectum Yiew Estack
Evert: 1 Scan(E+] Rel. Time: [4.750> 4 783HA 433> 5.467] Soard : (286 Z88HZ67< 3291

- Seqmert#t

Spectrum Type . i

B <> Method View - Compund T.0 5 View |.§ Edit

 —

b Integration | 1dentfication | Quantitan . | Compound \Ioun [ Performance | spectrum | Library [ Custom | oc Check

] . Mdendficaton | Quanfiten it = A L
N | D# Name Type m/z Ret_ Time Conc(1) | Conc.(2)

B < Fesults View - Spectium Processing Table

[Name] : Papaverine Famieme [Tane E 350 050 | 00

4. /83 2 | Target TIC 0.001 1.000 | 1.000
[Type] : Target r”'_ ~

[m/z] 13401 :Q.;'".When the [m/z] cell has the focus, click the peak in
[Ret. Time] : 4.800 [Spectrum View] to have the value of that spectral
] [Conc. (1)] : 0.500 peak entered automatically.

[Conc. (2)] : 1.000 'Q‘[H.When the [Ret. Time] cell has the focus, click the
peak in [Chromatogram View] to have the value of

| [Cone. (3)] :5.00 the retention time for that peak entered

B IE | Gusoues automatically.
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4.1 Compound Table Setup

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

EEAPCY B EY =

in2se Elk-RERE =0

=P

Dislay

7] Scari 295> 206 267> 329]

i
= 5 El B Feaalo] Seanala] S
ox ety 782548
7500000 7 T TS e A .
LR
soooo]
\ (sancle 0]
2500000
\ cquiedty]
[ 1 o
ES — g Dato Acquted]
SRS B
foanans EORMRCORE™
]
& Spechun Ve (> ] O

Base Peak 34014457918

p— No - we
e ] . '
Spectun T " e R P 1
o I T T T TR T T
oo T o T oy
[ Soecrum [peakab [ Congoun | coup | ol 2| | prtio | dsefication [ Quanetativ [ oo o [Perfomance | speciun |y A

07 | Namo

iz

T R Spocinam
| Top T | Star Time
7 S

[
T End Tume |_| | [T {Papmveme
47

[t
ot

=070 I

[ Ret Tme | Conch | Concd
T o[ 1o

i s Data

Confirm the results of quantitative peak integration, and save the

method file.

izl

Segnentil

[Method Fils Name]
Sean

ethod File Name]

[Sample Name]

[Sample D]

[Acquied by]
Admin

" Date Acquired]
:‘ 6/13/2003 12.25.05 PM

[Sample Type]

¥ 18)dey)

" | Look at the identified peak mark (V) on
the chromatogram peak to confirm that the
standard sample is identified correctly.
Click to save. S,y ’9{... The 1 and | marks indicate the peak
L . o o =3 detection start and end points.
This will overwrite the quantitation e P
parameters in the current method. |**=| If integration fails, adjust the Slope
ool peak integration parameter.
man 4o v [l ——
128 WS Data An
- 5\ Select Method Parameters. &Q‘O
ey ©) Current Settings ) Acquisition Settings O
20)- . ) Save Metho o] o
Qn... If a peak is detected SMTMZ Q 52 e
but nOt identiﬁed, ,'F_;"‘; P Conflrm that - Identification Farameters. - Uenificaion Pareneters (Lcancel 1)
. {5 MethodL. I
check the retention EBmuoraL ros "Method1" is |
time in the compound selected » -
table and window width — V¢ s
in the identification I e B == el
parameters. Lo o e | e

The method file is overwritten and saved.
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4.2 Create a SIM Table

SIM (Selected lon Monitoring) is the acquisition mode
where only the intensity changes of a specific ion are
tracked.

Because detection data is only retained for a specified
ion, sensitivity is higher than when the scan mode is
used to scan a wide m/z range.

For this quantitative analysis, we use the m/z value set
in "4.1 Compound Table Setup" to change the parameter
obtained through the acquisition.

Click the [Realtime Analysis] program on the task bar.

Return to the [Data Acquisition] window of the [Realtime
Analysis] program.

2 Select the [Instrument Parameters View].

4]

Click EI to
save the method file.

Realtir | Analysis (LCMS-Instnumenti=S)siem Administrator] - [Data Acguisivon - Mesnod Liem]
Eile Flit View Method Instrument Acquisition Data Iools Window Help [=I=][x]
B erO=EHE » [Ble@Lw

Sl EdbE"? 04EBEIoE? (L@ I(SETRAQD ?

o=l =l
iz LCReady PDAReady MSReady Lz Ready.
Sample Hame PDA Ready

Sample 1D Ms Ready
Data Comment

PDA | Ms ALL ’ﬁ’;lﬁ

\F‘DA Running Time: 0.00 7 6.00 min Ch1[254nm): Oudl

UAU(x1,000,000) Wex ntensity: 0

L Time 17816 Titen. 7000 ~ Tom Vaiue | Setiing | Units
Mode: Binary Gra | Binary Gra

! Total Flow 0200 0200 | mLmin

o0 By ! B.Conc 450 450 [%
\MS Rurring Time: 0L00 7 6.00 min Scand: 0 Seg [ACQUISItIOﬂ Mod] SlM

gol10000e) i} Pump A Pressur 31 MPa
N e Pump B Pressur 29 WPa

, {7, The acquisition m/z method is } g ||| —
o T P 2 changed from range entry tom/z | poteae 2

qjﬂ@l— value entry for each channel. ] o ern 1l

Heat Blok Tem 200 200[C

0. — - — - - - - - - = Detector Votag 0.19 [kV

200.0 250 2500 2 300.0 3250 35b.0 3750 iz G Vacuum 3800 Fa

f 81 Instnument Parameters View bomaisd
Advance 7 I Download
0= = =

MS | Nimple Settings | LC Time Prog. | Auto-purge |

= Segment1 0.000 - 6.000 Segmert##1 e 0 -8 min é
B Bren sy Acquistion Mod @ Posive @ Negative
T otm | chz | cha | che | chs | che | Chr
I | —rn) ) a] 0] 0] @ 0] 5
4 ol ’
Evert Time, D sec

Enter "340.1" as the m/z value for papaverine
t on [Ch1] in the compound table.

1 4L Data Acquisi ’

[l C: 1306E Free NUM B |
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4.3 Create a Batch Table

4.3 Create a Batch Table

Select a batch table using the method file created for
realtime sequential batch analysis.

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

e Edit View Method Instrument Acquis
AP <k 5k |([D=LE ° Blleo® 2=
P gHEHI®? AE? RETRRB?
zlx
LCReady PDAReady MSReady = ady
Sample Flame: ) Ready
Sample D 3 ady
Data Comment
Iy - 5 [~= |0
[PDA Running Time: 0.00 / 60,00 min mAU
1000 Wavel th - 195.922 - Inten. 0.000] . Detail...
Eprp—— = [Loest.. |
em Value | Sefting | Units.
m Viode: Birary Gra | Bray Gia
s00]
Pump A Flow 0.000 0.000 | il Jrin
- L o % Pump 8 Flow 0000] 0.0 [mL/min
5o i : . . . . . Pump A Pressur 01 hiFa
i 200 o W s s 70 m Pume 8 Prosar o0 i
ﬁ’DA Running Time: 0.00 / §0.00 min Ch (254nm): Duil)
uAU(x1,000,000) Max Intensity 0
! Tme 9778 Tien. OO0 . iaxinjection vo [ oL
lebulzing Gos — 15 [Lwn
| erface ESI
a5y J L Temperature 2% 250C
feat Block Tem| 23 200 | C
% etector Vatzg 010KV
05 H H : : : : : Vacuum — Pa
oo s 50 7s 100 35 120 s in
B Instrument Parameters View omal) (Advanced | End Time - 10.00 ﬁ Download
WS [ Simpl Settings | LG Time Prog. | Auto purge
5 Seqmert10000-10.000 | Segmentl Acquistion Tme: |0 - 0 min é
Elverti St | oo Moge ©Posive © Negalive
Stat m/z: 50 Endm/z: 500
) -
ScanSpeed: 455 ulses
Tuning
° Event Time: 1 sec.
2
i ©
@
Acquisition 4 Data Acquisi. =
C: 130GB Free NUM N

The [Batch Table] window is displayed.

Follow the next steps to create a Batch Table. Use the
first three rows for the standard sample and leave the
fourth row as unknown.

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

[e)lx]

»
FillSeries fEWD
fill Down I =l

roject | c %ﬁdy
Cut Ctrl+X Name | Sample Name | Sample ID | Sample Type | Analysis Type | Method File | Data File = = |
Copy CtrleC [ [ [0Unknown [T QT [ WiethodTlom |

M5 Ready

e B[O
Clear Delete
et o

elect All CtrieA fom Valve | Seiting | Units
Tode: Birary Gra | Binay Gra
Copy Row Total Flow 0200] 0200 | mmin
'+ AddRow B.Conc 450 450 %
Insert Row
Pump A Pressur 1 MPa
Pump B Pressur £} MPa
- Oven Temperat 406 @0[C
Table Easy Setting Vial No (Auto-sa | No Injectio
5 Temperature L 5 &[C
& Browse Data File.. Miax ijection vo| ] L
 Edit Method File... Nebulizing Gas 15 15 | Umin
" Interface: =]
7 EditReport Format File. D1 Tospermt ) 0 |C
Heat Block Tem 200 200[C
Detector Voltag 0.19 [kV
1G Vacuum 3.82-004 Fa

Edt Table/
Restart

Getting Started Guide for LCMS-2020 35



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

Table Eaz_<=ttings

EanduQ @ New () append

Method File:  MethodLlem

[ standard vid#: 1 -3 [E|fvey#: 1 2 Repetitons: 1
Injection Volume: 1 Igaczﬁle: 5tdo1 b

[#]unknown via#: 4 |- 4 E‘Iﬂ'ax#: 1 |5  Repetitons: 1 2

Injection Volume: 1 [Dgiz File: | Unko1 |

(|
(6)

~

A four-row Batch Table is created.

§ Ele Edit View Instrument Batch I dow Help
D2 <k em[0=LH=? (5
D EEDoeE
2lx]
older: C\Lab Solutions\Data\Project | I Resdy
Acquisition “'“"‘i‘ ""':':H; L] ':;1 - PDA dy
2 jom td02 et Ms Ready
: = i o [= [0
Detail...
tem Value | Setting Unit:
M Binary Gra | Binary Gra
Total Flow 0.200 0.200 | mLs/mi
. . 3 450 450
Place a checkmark in the box, and enter the file
name "Report.Isr". < 1mcaFre N

:Q./[,.. If a path is not specified for the file name,
the report will be stored in the folder that is
open in the [Data Explorer].

dow Help

i lerer OxkEE  (seuse==000 @
iy omEdbE? DovBW0osE ? !

Vg save Batch File As
Savein: ) Projectl ~ 0 F @

Name Date modif.. Type Size
¢ Tutorial_Batch

Flename: | Batohi v\' Save |9'

{ Save astype: |LC Balch File (ich) T | Llancel | ‘J

L [File Name] : Batch1 ]
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4.3 Create a Batch Table

Batch Table Settings

Sample Type [ Sample Type ﬂ
Click in a cell to open the [Sample Type] © Unknown Calioration ——————
sub-window. Select the type of sample in this % Standard [ mitaize caloraton curve

& Control
sub-window. Select [Standard] for grouping types & Unspiked

& Spiked
of samples, or [Unknown] to use a sample for $ Standard(ISTD Recovery)

& Unknown{QA/QC)

Add Calibration Level
Replace Calibration Level

quantitation. Enable [Initialize Calibration Curve] for 7 Backup Method
the first standard sample in a grouping type.
Lok J[ camcel J[ heb |
Analysis Type nanre Tyee
Select the type of analysis for MS data. Set whether or s e v e
not to perform analysis processing on MS data. Click [EIMS Quantkative Calculation (MQT)
in a cell to open the [Analysis Type] sub-window. P
In this sub-window, click the items to be executed. - @ T MIC (ILM) MC (ILC)
q q q q q i lake Spectrum Process Table
Peak integration and quantitative calculation are MS.;‘:;:;. o (DST;) s (5T M (5TC)
automatically performed on the LC and PDA data.. LCfPDA (5TL) Rt
[T]mMs Library Search (LS)
l Ok I [ Cancel ] [ Help ]
Level Number
Enter a level number for all of the standard samples.
Report Output
Check this box to automatically print an analysis 9
report r@ Select Report Format File u '8._
Report Format Files lookin® ), Projectl - @f @ cﬁ
Clle in a Ce” tO Open the [Se|eCt Report 1‘_' = Name Date medif... Type Size
Format File] sub-window. R"fﬁ [Sisomptel
Analysis reports are printed in the specified =
format. Deskip
shimadzu
Computer
K
Y
MNetwork
[@ File name: - l&]
Reference Help Files of type: (LS5 Report Fomat Fie ("lst) - [ Cancel |
. J
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V Tios Table Entries

Popup Windows (for complex settings) Method File
After selecting a cell, click the button at the right end Mathind1 lem
of the cell to open a popup window to make settings | Method1.lcm EI Click here
for that cell. Metnod |.1cm
Method1 lcm
Drop-Down List (to select from a list of choices) T
After selecting a cell, click the down arrow at the right ﬁ'ﬂ l 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
Checkbox (to select on/off) Report Output
Click the displayed checkbox to select or clear a =
checkmark. i { Click here J
v
[Alt] + click (to open a file) Data File
In file-related windows, this function opens the Std0 Jed
specified file. )
— +
The data or method file for the selected row in a D Press [Al] + click }
: — in a vacant space
Batch Table can also be opened from the [Edit] menu.

\.

Ve

V Tios Fill Series and Fill Down

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

To enter a numbered series

Method File Data File |' FiIISerils . Method File Data File

Method 1 lem Std01Jcd H === Method1Jom Std01 lcd
= ‘ Std02lcd
Std03lcd
Cut StdD4lcd

Copy

Paste

Copy Entire Table

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

To copy a cell

Methed File ! ! Method File Data File

Methodilom & = ' Wethod 1 lcm 5301 Ied
[ Fill Down Method1lcm Std02.lcd
Method 1 Jom Std03lcd
= Method 1 lcm Std04lcd

Copy

Paste

Copy Entire Table

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

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

LabSqutions\

- Create a Batch Table Using
Quick Batch

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

Realtime Analysis (No3-System Administrator) - [Data Acquisition - Tutorial_Method.lcm]

Eile Edit View Method Instrument Acquisition Data |Teels| Win Help

q System Configuration Audit Trail Settings...
i l|=g| = = =
. Event Setti

Check Raw Data...

LCReady Option:
Sample Name o et riation B
Sample I . — |]

Data Comment l” Quick Batch...
Enter the sample ' Select a sample
Quick Batch information. type and vials. |
£ bl o JJG ) ‘
lethod File:  Tutorial_Method.l 9 T~ o~ ~ —~ —~ —_| laf
B OEEE®E
Tray Name
Report: [7]ReportOutput  PeakReport_Llsr Settings... % % |1y— ==
Sample Type: AutoFil Level# @ @ @ @ f;m’iﬁ;"‘::“
SampleName: ParabenMscure [ Auto-ncrement(001,00 Jf ) "?' LB
sampem: | | [#Autosncrement{o01,00 Jf % % % D‘;E dm:ﬂ"h'v‘
; MNI=|R|D
T o ecopeE ZiL|
Number ofsam:ﬂa; 3 = v @ g_)
Injection: Repetitons 3 5| Volume 6 @ @ .g
S
1 ) 2
Batch Table = { Click here to add them to a Batch Table. With
] z \naml Troy Nome | Sompl Hame | Sanple D Sanpe Tpe | ’. oo | the settings shown in this figure, a Batch

Table for the standard sample is created.

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

=

Quick Batch ——
Y B 3
Batch Table Add Row Delete Rov
[ s | Ve | Trey e Lovei# | inj Volums | Repot Outpud
1 1 1 1 0
I
2|
4 2
5 2
6 2
7 3
8 3
9 3
10 4
| [ 5
=
reference  R€fer to Help for details on operations and the applicable models.
4 )

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

9“"‘ a data file name. To enter a data file name directly, click [Settings] in the [Quick Batch] sub-
window. On the [Data File Name] tab page in e [
the displayed [Settings] sub-window, clear the |‘ ASCI Comversion | _Fie Conversion | _QA/QC_| _Folder | _Option Ttems |

[Create filenames automatically with] checkbox. [t | acet, ]| Daametone  siane ] Suidun
[ [ICreate fienames automatically with:
\ I
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4.4 Realtime Batch Processing

Execute a batch process using a Batch Table created as
described in "4.3 Create a Batch Table".

1 Place the samples in the autosampler.

Vial 1 0.5 ng/pL papaverine liquid (standard sample)
Vial 2 1 ng/uL papaverine liquid (standard sample) Vial Sample Rack
Vial 3 5 ng/uL papaverine liquid (standard sample)
Vial 4 Unknown sample (for quantitation)

* The unknown sample is a 0.7 ng/pL papaverine solution.

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.
nl=T= IS8 =1 |
T ARNERE? (OO END o6 i ?
| x| T ==l
e Folder: C:\LabSolutions\Data\Project 1 T Ready
Analysis | Vial# | Tray Name | Sample Name | Sample ID | Sample Type | Analysis Type Method File Data File PDA Read
T Standard:() qQ ethod1 lom dotled | [ -
Realtime Batcn| | |5 Standard Q ethod lem d02lcd Ready
-Standard Q lethod1Jcm 1403 Jcd
F, 4 Unknown Q ethod 1 lem Unk0led ) = ﬂ
i
Method Detail...
Development
tem Value | Setting Units
Mode Binary Gra | Binary Gra
Total Flow 0200 0200 | mLsmin
S s B Conc 450 450 | %
[ # Pump A Prassur 1 WPz
Wizard Pump B Pressur 3 WPa
Oven Temperat 406 40.C
Vial No (Auto<a | No Injectio
° [ B 85(C
Start
Reatime Batch Max injection vo 0 ul
Nebulizing Gas 15 15 | L/min
Inteface ESI
CDL Temperatur| 243 250 |C
Heat Block Tem 200 200 | C
Detector Voltag 0.19 [kV
IG Vacuum 3.8e-004 Pa

9. Click to stop batch processing.

Qu By pausing the Batch Table, modifications can be made
while measurements for the current analysis continues.
9.“ You can take a snapshot to view the data during

acquisition. To take a snapshot, click [ in the [Data
Acquisition] assistant bar during acquisition.
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4.4 Realtime Batch Processing

[ Realtime Batch Report Printout Example ]

Sample Infomation

Acquired by : Admin

Data Acquired 1 1/19/2008

Time Acquired :9:01:05 PM

Processed by : System Administrator

Date Processed 1 4/3/2008

Time Processed :1:02:22 PM

Sample Type : Unknown

Level# :0

Sample Name :

Sample ID

Tray# :

Vial# 110

Injection Volume 1

Data File : C:\LabSolutions\Data\Project1\Unk01.lcd
Method File : C:\LabSolutions\Data\Project1\Method1.lcm
Comment :

MS Chromatogram
Segment#1 (x100,000)

1986,781
9.004
8.00
7.004
6.00
5.00
4.00
1 o)
3.00] 3
~ g
] @
2.00+ W
] £
1.00
] STIC@1
0.004 --340.10@1
—— 7 ————— [
0 1 2 3 4 5 6
min
Calibration Curve
Mass Quant Graph ID# 1 m/z :340.00
Name : papaverine
340.10@1ID#: 1 m/z: 340.10  Function : f(x)=1.697756e+007*x+2.804693e+006
(Normalized) Type: Trgt Rr1=0.9999711 Rr2=0.9999423
Name: papaverine FitType : Linear
. ZeroThrough : Not Through
Ret.Time: 4.743 Weiahted Regression : None
Area: 14816115 Quantitation Method : External Standard
Conc.: 0.707ppm
Event:1 [*10A7] #1 Conc.(l'\:)e?ggé
9.0 2 1.000
3 5.000
8.0
7.0
6.0
5.0
4.0
3.0
2.0
I 1.0
0.0
0.0 2.0 4.0 6.0
[*1070]
T
3 4 5
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4.5 Print Batch Processing Reports

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

]

~vno | Click and drag to define an area on the page |« s [ i ol o 2 =
S — . j— =)
{ where you want the summary to be printed. LB ="
Acquisition PDA Ready
M5 Ready
| | @@
tem Value | Setting Units
Wode. Binary Gra | Binary Gra
- Total Alow 0.200 0.200 | mL/min

Open the [Report] window.

/4 Realtime Analysis (LCMS-Instrument1-System Administrator) - [Realtime Batch - Batch1lch]

§ib Fle Edit View Instrument ﬁmhoi i

[=I[=][x
1038 &R 5 5|0yl S ) R
atc|
s N . - ) ] Lascaue 4
AR EEBE IG5, Calibration Curve
Ep 5 e (2) 1
- ] Armangelcons -
— | [ : e ||,
P y Lod
Acquisition R - i - Method T ke Saoiea ||| o Readr
Realtime Bat 1 Data Acquisition - MethodL.lcm m s Read
ealfime Batch| 2 2 1 Batch Editor Method1lem Std02lcd Y
3 1 2 Realtime Batch - BatchLlch | aC | — Method 1 lem Std03lcd =
B 4 4 i T T TOURknown [ ITQT Method  lcm Unk01led = = |0

Create a summary report format with the [MS Summary

(Compound)] report item.
=

Reference | 8-4 Create a Report Format File" in Operators Guide.

s Instrument Batch Tools Window Help

YE | Lot D=LaE T (s sngtsEx000 (@

Do

BConc 450 450 %

g)u. The following three types S —— 5

Pump B Pressur

Oven Temperat 406 40|C
Vial No (Autosa | No Injectio
of Summary Reports are Tempeir | T
available: e L I
Interface ESI
. CDL Temperatur | 245 250 |C
* [Concentration]: e —
IG Vacuum 382004 Pa

Displays concentration, _
area and height for each =
peak.

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

* [Data]: ‘
Displays a chromatogram

and peak table for each (T8 Save Report Format File A5
data set.

J Name Date modif... Type Size

4

1 [File name] : Summary1 } Flename:  Symmanyt s

Save 33 Tpe: | Lo3 Hepor Fommat Fie {~Jsr) ] Cancel
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4.5 Print Batch Processing Reports

Set up the summary report.

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

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

Folder: C:\LabSolutions"\Data"\Project 1 -
Summag1 st

1 Summary Start
Summary Run q
None \ |
Summary End 1 |

!

{ Enter a file name in the Summary

Report Format File column.

N

:9,,[,,. If [Summary Type] and [Summary Report Format File] are not
displayed in the Batch Table, use the right-click menu to select
[Table Style] and enable display of these items.

Start realtime batch processing.

i File Edit View Instrument Bstch Tools Window Help [=]=][x]
D3P <R BR([O=dE " is o
AR dekE? OB domE? (L@ N

¥ Jerdeyn

hd < x| xl
ain Folder: C:\LabSoldtions \Data \Project I =
— _Analysis |_Vialtt | Tray Name | Sample Name | Sample ID | Sample Type | Analysis Type Method File Data File oh  Redy
T T Tar Wethod lcm 501 Ied
Realtime Batch| | |5 7 1 1:Standard ar Method 1 iem Sid02ked ||| M Resdy
3 1 1:Standard Tar Method 1 icm Sd03led =
| 1 4 i Dlknown [ ITQT Method 1 o Tk lod & = |0
od
»
tem Value | Setting | Units
Vode Binary Gra | Binary Gra
Total Flow 0200|0200 | mLmin
ings B.Conc 450 450]%
=%
e Pump A Pressur 31 WPa
ard Pump B Pressur 23 WPa
o Gven Temperat 06 0]C
Vial No.(Auto-sa | No Injectio
(] Temperaturs L 85 BC
ime Ba Max injection vo [ ul
Nebulzing Gas 5 15 | Limin
ntertace ESi
] COL Temperatur 249 20 ¢
Heat Block Tem 200 20 [C
Batch Queue Detector Vikag 0.19 [kV
1G Vacuum 38004 Pa
Edt Table/
Restart

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

MS Summary(Compound)

(x100,000) Tutorial_Unk01.lcd

986,781

8.00

6.00

4.004

g
o
¥

.

1/4.74

L-TiIc@1

0.5

1.5 2.0

3.5

Tutorial_Unk02.lcd

4.0

v,y
T

4.5

min

(x1,000,000)
1.0041,018,226

0.80

0.60

0.40

0.20

1/4.737

o
=}
S

L-TIc@1

0.5

1.0

1.5

2.0

2.5

3.0

3.5

O Tl
o

(x100,000 Tutorial_Unk04.lcd

=

4.0

v,y
T

4.5

min

973,863

8.00

6.00

4.00

2.00

1/4.718

4

o
o
S

L-TiIc@1

0.5

1.0

1.5

2.0

25

3.0

3.5

o
o

ID#1 Compound Name: papaverine

4.0

vy
7

4.5

5.0

5.5

min

Title Sample Name| Sample ID Ret. Time

Area

Height

Conc.

Tutorial_Unk01.Icd 4.743

11077384

835152

0.746

Tutorial_Unk02.Icd 4.737

10886185

846829

0.735

Tutorial_Unk04.Icd 4.718

10418105

807638

0.706

Average 4.733

10793891

829873

0.729

%RSD 0.274

3.142

2.425

2.840

Maximum 4.743

11077384

846829

0.746

Minimum 4.718

10418105

807638

0.706

Standard Deviation 0.013

339191

20122

0.021

44 Getting Started Guide for LCMS-2020



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.

Double click

[Tl

@]
>
jV)
°

=3
)

=

(S}

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

< (i

15 Cabrtion Curve/Spectuum View

¥ =16378956. 0% - 1148520
°2=1.00000 £ =1.000000

Sample data (Tutorial_Std01.lcd to Tutorial_Std03.lcd
and Tutorial_UnkO1.lcd to Tutorial _Unk05.lcd) registered
in the batch file are opened.

You can select multiple data files with the [Data
Explorer] sub-window to drag-and-drop them
simultaneously.
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Confirm quantitative results.

The quantitative results and calibration curve
of the compound on the row selected at @ are
displayed.

N

'Q;[,,. Select [Delete] from the right-click menu of
the [Quantitative Results View] to delete a
data file.

Click the compound to
be confirmed with the

J— [Compound] tab. J

D3P @5k |([O=E ?

=l
Folder:

=l=_

L™ Method View - Compound T able

i | QUMHB“LJ
ID# Name Typ® z

Filename Mo o 03100 1 papaverine | Target [340.10
[ Samplet 79 torial_Unk01 le inkrown] 743
(3 Tutorial Std01 1721 o 021 inknown 77
(i Tutorial Std02 1721 ere_nkO3 krows) ] 791
torial_Unk04Ic inknown 418,
[ Tutorial Std03 - 1/24 o 05 d rkiown 708 10.453.710)
Tutorial Unkol 779,
k B Tutorial Unk02  7/9,
Irtegration for b
ey = Tutorial_Unkoz 779,
|1 Tutorial_Unkoa  7/9;
(i Tutorial_ UnkDs 779,

Nl i

<
(3 [ e

B Chromatogram View

J_ Chromatogram @ Sample Info.

I 1 Cabration Curve/Spectrum View

A caibcurve | 4 spectrum

Y =16,378,956.0% - 1,148,520

Max Intensity : 752,015 1°2=1.000000 r =1.000000

« [, » 35090 Time 15989 inten. 17,926 .
- 750000 [
M ke Y 75000000-]
500000 L
|
50000000-]
250000
25000000-]
; o] ! % T T T T T
& 72 00 10 Zo 30 ) 50 60 00 1o 20 30 40  Comc.

o [ E ]

Confirm the calibration curve.
: ,.’i',“ The calibration curve of the selected
compound in the [Method View] is

displayed.

Confirm the chromatogram.

N

_Q?n.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.Icd) in the [Quantitative Results View]

is found to be "----", or if confirming the [Chromatogram
View] reveals that peak integration was not performed,
edit the peak integration parameters to obtain a suitable
calibration curve.

Edit the quantitative parameters.
=

Reference

"11.3 Postrun Analysis of Multiple Data" in Operators
Guide.

B Quantitative Results View M_Method View - Peak Integration Parameters

[¥IMass [ Compound Mame ]
Integration
@) Auto(area) @) Auto(Height) @ Advanced

Hilillin

s
Width: 5 sec Program|

gise/DxiFE Cakulation .
Drift: = min

T. DBL: 1000 min

Min, AreafHeight: 0 counts

Caleulated by: @ Area

B Chromatogram Yisw a Eahte

J_ chromatogram |} sample Info A caiib o [Slope] 1100

v=
12 =1.000000 = 1.000000

NUM

© Height

@]
>
jV)
°

=3
)

=

(S}
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Re-integrate

B <@ 44v%4 B =
o O Quantiaive ResultsView D& 1| «| | pepaveine | O Method View - Feak Integration Parameters [
e Sample Type | || integration | [ Cuantitative | Compound | Group | Performance | Spectrum | Cuscon | ree oo
Troral 011 StandardCale. Fon -
Flename Mo torial_Std02led tandard CaicFoirl | [¥]Mass 7] Compound Name @
[ 5amplel m e rmneadieefor Integration 7
(1] Tutorial_Std01 1721 orial = inknow| Auto(arez) Auto(Height) @ Advanced
. Tutorial Std02 172 utonal_nict3.c nKnow MaxPeak:
o o rkron
o Tutorial Sed03 1721 7 orel_Unk05 o nknow] Width: sec
Tutorial Unkil 79
slope: 100 imin
Tutorial Unki2 79
[ Tutoriaunkoz 779 Drits 0 i
[1] Tutorial_Unko4 779, T.DBL: i
[ Tutorial Unkos 779 Min. Area/Height: B counts
Calulsted by: @ Height i
Report < SR 3
B Chiomalogian View B Calbration Curve/Spechium View
J_ chromatogram Sample Info. A calb Curve | A Spectrum
2 et D ¥ =16:378,956.0¢ - 1140520
,aa— 00 - Maz tensty  TE201S 2 =1.000000 r - 1.000000
Hax Intensity : 0 750000 me e - res
5000004 D
2 50000000
250000
. g
§ = 7 0.0 10 20 30 40 S0 60 0.0 10 20 30 0 conc
‘Qauam Browser|
NUM |
[ MS Data Processing Parameters )
Tntegration titat
Mass 7] Compound Hame
.
O © futolrea) O AutolHeight)  © Advanced
MaxPesk: 5
with 10 soc
! 1000 /i
Drift: D Smin
7oL i I
Min, Area/Heizht 0 counts
Caloulated by: @ firea Height
Sosthing
etz
| Counts |
l
i
91 o) e ] [ree
— e e
Original Results
A Guantitative Results View  pg 1 «[+] papaverne ( o,
Data Rlename Sample Type Level# Area Conc. {ppm) Std. Conc. :9/‘
Tutorial_Std01lcd ‘Standard(Calc.Point 1 - — 0.500 wnWhen the standard sample data
Tutorial_Std02lcd Standard(Calc.Point 2 1523048 1.000 1.000 iei i i
Tutorial_Std03lcd Standard(Calc. Point] 3 80,7462 5.000 5.000 IS Integrated’ the Callbratlon
Tutorial_Unk01lcd Unknown| 0 11.077.31 0.746 — i
Tutorial_Unk02lcd Unknown| 0 10.336.14"\ 0.735 e curve Is recreated and a” data
Tutorial_Unk03lcd Unknown| [] 10.791.58 0729 e | i 1 t nt|t th
Tutorial_Unk04.lcd Unknown| 0 10418118 0.706 — S SUbJeC ed 0 qua a e
g Tutorial_Unk05)cd Unknown 0 104937 0711 — calculation
L § .
Ay
‘ e Integration can be initiated
Edited Results manually in the [Chromatogram
B Quantitative Results View DE 1 o papaverine VleW] SeleCt [Manual
Data Alename_| _Sample Type | Leveld | Awa ||| Conc (ppm) |_Std Conc. Integration Bar] from the right-
Tutorial_Std01.led Standard(Calc. Point| 1 11.591.4 0.518 0.500 .
Tutorial_Std02lcd ‘Standard(Cale.Point 2 1944700 0.980 1.000 click menu.
Tutorial_Std03lcd Standard(Calc. Point] 3 87.729.78 5.002 5.000
Tutorial_Unk01lcd Unknown 0 1481618 0.707 — " H H
Tuterial_Unk0Zlcd Unknown 0 14,840,680 0.709 — Reference 746 Manual Quantltatlve
Tutorial_Unk03Jcd Unknown| 0 14.803.88 0.707 — . "
Tuorel_Unk041cd Unloownl 0] 142384 167 = Peak Integration” in Operators
8 Tutorial_Unk05lcd Unknown| 0 14,0843 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.

View M P ut Tools Help [l=llx]
&0 |ER|(D== > iwch@i i i@ e
= Folder: O Quanltative ResultsView D& 1 | || papaverne 15 Method View - Peak Integration Paameters (20 View] [ Edt
(- \Datalprojects - Da tenam Leveltf Hﬂ—l‘l-:xz | e Cnr-:rh:v;‘)x Sd,%:ﬁ Integraton | 1dentfcation | Quanative | Compound [ Gra [
Filename Mot 2|7 7;2 d02lcd [ 47| 19847055]  0380] 1000 || Mass/Compound Name List é
Benos  m o s ‘
s ) ma e L1
[y Tutoria Ste0z 1721 :: ﬂﬁlc %7:%% gzg; Max [
[ uoress 1723 oral_UnkD5 708 | 14082 30 065t wth i
759
b 709, Slope: [l
2 Tuoril 7 oo [
) Tutorial Unkod — 7/9) I.DEL: [
Calculated by: @v
8 Chior ey =
. | [ cromsosn [ smpe |
e — o R i e
Max Intensity 0 750000 i o
P S 50000000
:
i [FEFE] | B v
M Invalidate a Calibration Point
If a standard sample cannot be analyzed properly, the 0 QuartivsResuls Viow 104 1 [ _papaverine
. . . . . Data Flename | Conc. (ppm) | Std. Conc.
calibration point can be invalidated. 1| Tl i1 0578 ]
Remove the [Cal. Point] checkmark from the s e 200
. . . . . . . Tutorial_Unk02lcd 0.709
[Quantitative Results View] to invalidate the calibration Toonel UnkD3d o707
Tutorial_Unk 04 Jcd 0673
point. The results are immediately recalculated. & |[Tisorel Uil 05

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

B Modify the Level Number

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

Select the cell of the
[Level#] to be changed,
and enter a new number.

When changes are applied and a different cell

is selected, quantitative results are immediately ' %
B Guantitative Results View D& 1 o apaverin
recalculated. Data Filename Sample Type T Dm.a;' Ret. Time |  Aea Conc. (ppm| -9._
or d01Jcd ‘Standard(Calc.Pr 682 1.591.41 (0]
Utorial_Std02Zlcd Standard{Calc P | ¢; T17|_ 19.447.07 =
utorial_Std03lcd tandard(Calc. P 7) 736 7.729.745 (6]
or le: Inknown| 743 816.11
N o o Inknown| 737|  14.84D.655 7
£, The [Level#] can be edited regardless of the [Sampl o i e T T —
e The [Level#] can be edited regardless of the [Sample T | Taoal it Fioown ol Tz g
Type].

M Change the Sample Type

The [Sample Type] assigned to a sample during analysis 0

can be changed in the [Quantitative Results View]. Select the [Sample Type] of
the sample to be changed,

and select the appropriate
type from the drop-down list.

When changes are applied, quantitative results are
immediately recalculated.

B Quanttative Results View  |pg 1 '. | e
NP Data Filename San sle Type | Level# | Ret. Time Area
>0)- . 7 Tutorial_5ta01 Icd ‘Star | Jard{Calc Fort 1 4662 11591411
9,“". Changes to the [Sample Type] are reflected in the 2| Tuforal Std020ed st z 717 | 19447075
fil h d Tutorial_5td03lcd i 3 473 817745
i when ved. Tutorial_ UrkD1lcd  Pursnawn < 0 4743 14,816,115
es e sa e Tutorial_Unk02lcd dard [1] 4737 14,840,655
Tutorial_Unk03Jcd || Standard(Mo Calc Paint) 0 4699 14.803.802
Tutorial_Unk04lcd | |Control [ 1718 14,238 404
H Tutorial_Unk05lcd || Unspiked 0 4708 14084370
Spiked L mimar
Standard{ISTD Recovery)
Urknown (QA/C)
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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 Viewl].

al_Method.lcm]

(3 Browser (System Administrator) - [Quant Browse

File Edit View Method Process Data Layout Iook Window Help

3H <06 ([BR(O=E 2
=l =l

iolvs (@A 3 va d | B imE

Folder: O Quanfitative ResultsYiew D& 1+ |+ papavenne B Method View - Peak Integration Parameters [£3Wiew] [# Edt
Quant Browser Data Filename Sample Type Level# Ret. Time Aea Conc. { || integration | |r~ |c°mp<w|d ||;m A
orisl_5td01lcd fandard(Calc Poit T 2682 | 11531411 R
Filename Mo orisl_Std0Zlod tandard(Calc Foint 2 2717 1944705 [ Mass 7] Compound Name
orisl_Std03lcd Standard(Cale Foint g 27| 878,795 Integration [
[ Samplet b Wtorial_Unk01Jcd inknawn) 743 816,115 o .
o Tutorial_Std0L 1721 utorizl_Unk 02Jcd Inknown 737 14,840,655 Auto(Area) (0 Aub
-3 Tutorial Std02 1721 utorial_Urk03Jcd nknown 639 |  14.803.802 MaxPeak: [
rutoraLsta0s 1721 torial_Urk04Jcd nknowr] 7ig 23404
utorial B Utorial_Unk05od irknown| 708 084370 Width: [
Tutorial Unkil 779,
@Tutonal_umﬂl 719, Slope: [
B Tutorial_Unk02 70, Drift: [iv
<3 Tutorial_ Unko4 779, O m — :
Tutorial UnkoS 7,
-3 Tutorial Un = & Cranchaenow B Chan Oreeesen e
_ Chromatogram b calib Curve || b Spectrum §
Max Intensity : 4,944,740
DI ==) =0 5758 . Inten.(x1,000,000) Bass Peak 340/4,938 666
5000000 feo- z m/z ‘Abs.Inten. Rel Inten.
4000000+
<« » E 4
Max Intensity : 0 BOUOCne } 3
2000000 B
1000000} 9 c
& 3
0 i e
T T T T = T Q 0.0- T T T T
0 50 100 00 10 20 30 40 50 80 3395 3400 3405 mz
Ll E] ] i {8 Quant Browser
NUM

parameters of that method.

Method File

automatically used.

Files are loaded according to the following rules.

Load from the [Method] tab of the [Data Explorer]
sub-window. If no method file is specified, the method
file used for processing the first loaded data file is

File Management with the Quant Browser

The [Quant Browser] window is an application for editing
a single method file, and reforming postrun analysis
on multiple loaded data sets using the data processing

When the loaded Method file has calibration information,
the data file of the standard sample used to create its
calibration curve is also loaded.

Data Files
Load from the [Data] tab of the [Data Explorer] sub-
window. (Multiple data sets can be loaded.) Select the
toolbar buttons to determine which sample type is to be
displayed.

Lcms||[# 4 & v& .
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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.

DeP | +k B D=k 2

=ix 1%l
Folder: O Quarkitative Fesulls View 1Dz 1 | +| | papaveine © Method View - Peak Integ albon Parameters | L0 Visn | (# Edt
- Data Filename: Sample Type Level# | Ret Tme | Awea Conc. { | ntegration [1dentiicaton | Quantitative | Compound [ Grol* [+
iorial_Std01lcd Standard(Calc. Poir 82 159141 =
Filename. Mo onal_Std02lcd Standard (Calc:Poirt 717 524707 [#IMass (V] Compound Hame o
§ utorel Std031cd Standard Cae. Point) Integration
] Samplel R or 0o inknown| .
LA Tutorial S0l 1/21] o 02l inknown| Auto(Area)  © Aub
L Tutorial Std02  1/21) o 03Je inknown| MaxPeak:
onal e inknown]
Tutorial Std03 1721 ool UrkcOE 1 rknowr] width:
Tuterial Unk)l  7/9
) vtorial Unk2 779 Sloper L
ool und3 779 Drift: [
] Tutorial_ Unkod 779, < = S = r

L Tuterial UnkdS 7/

8 Chromatogiam Yiew B Caibration Curve/Spectium View
A chromatogram | () sample Info. _ Calio Curve || A Spectrum |
Wax ntensty : 4,944,740
34010 Time 72340 Inien. e N

Base Peak 340/4,938,665

50000003 Rel_ inten,

< [ v 4000000

]

Max Intensity [] 200000+

2000000}

0

1000000

H
le
DB «

T
=% an oo 10 20 30 40 so B

Iy =) " Eauan Bowser

DeP <k ([Er @=sE 2
AN /v OO eFPBEES @

& WG| e 2|6 € BB | HE
GUSmERDS B®MAADRG| A | LS L E &5 D58 L B B[

x|
Main g
Report
Filename L
|2 Report.isr 7
Bisammanyliss 7
==== Shimadzu LabSsolutions Browser Report
- B WS SummaniComeound)
- ID%1 Compound Name: pspaverine
e Sample Meme | Sample® | FeL T = T men | oo

T

or

T

[Aversge
%750

Meximum
Minimum
Standard Devistion

<[ »

=4 3|  QuartBo_ B/ Repor

Information is printed about each compound.

[ Quant Browser Printout Example ]

==== Shimadzu LabSsolutions Browser Report ====

MS Summary(Compound)
ID#1 Compound Name: papaverine

Title Sample Name| Sample ID Ret. Time Area Height Conc.
Tutorial_Std01.lcd 4.682 11591411 737666 0.518
Tutorial_Std02.lcd 4.717 19447075 1253846 0.980
Tutorial_Std03.Icd 4.736 87729745 4931305 5.002
Tutorial_Unk01.lcd 4.743 14816115 927675 0.707
Tutorial_Unk02.Icd 4.737 14840655 956688 0.709
Tutorial_Unk03.Icd 4.699 14803802 952027 0.707
Tutorial_Unk04.Icd 4.718 14238404 913808 0.673
Tutorial_Unk05.Icd 4.708 14084370 897395 0.664
Average 4.717 23943947 1446301 1.245
%RSD 0.445 108.018 97.859 122.350
Maximum 4.743 87729745 4931305 5.002
Minimum 4.682 11591411 737666 0.518
Standard Deviation 0.021 25863856 1415340 1.523

G Je1deyp
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Chapter §, Qualitative Data Analysis

6.1 Display Data Files in the [Data Browser] Window

The Data Browser can be used to display
chromatograms, spectra, and multiple data file

information from different detectors such as MS or PDA
in various formats.

=

Refeance  12.4 Compare Data" in Operators Guide.

File View Window Help

& ?

Data Analysis Tools

Eﬂ -—* Double click 9

]

19
AdmirEtrEticn

2

izlglz]l

ow Help
wofus][# 4 4 6 4 || /SED

B Quatitative Resuls View  pz g B MethodView - Compound Table £dView [ Edi

| DataFicrame | Sample Type [ lovel# | Ret.Tme [ Awa |  Gonc.||[1tequation | idenification | Quantitative | Compound el

" 1Dz Name Type ISTD Groug
o
)
pral
1721
1721
)
/9
n 9
[ Tutorial_Unkos 779
|1 Tuterial_Unkos 7,9,

0 1 < [l
uuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuu
e Chromatogram | ) sample Info. A calib curve _ Spectrum
1 Max Intensity
e | Infen | w0y
] |
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6.1 Display Data Files in the [Data Browser] Window

Select a data file.

indow Help [x]
R Eamew |t R #E BN WE |2 % 4
2
Drag and drop Tutorial_Unk01.lcd to
a cell in the [Data Browser] window. -
:Qi?m Each display area in the [Data
Browser] is called a "cell".
&) Quant Bro.._ (&) Deta Browser

¥

Select Data Type
Target Cell Cell Location
(@ Load Data to Current Cell () Open as New Cell © Rightward
[ Add Data to Ms Chromatogram Cell © Dowrward
e o Place checkmarks next to
[71PDA Chromatogram PDA Peak Table
s croratgran {7 s Qualtawe Tabe [MS Chromatogram] and [MS Spectrum].
\ [C]PDA Spectrum [7] Sample Information :‘ ! ’,_
I e e Cells for the number of selected
([Jroa Contour e checkboxes are displayed in the
X E}'E [Data Browser] window.
' J
The MS chromatogram and MS spectrum are displayed.
Double click a point on the MS chromatogram to display
the MS spectrum at that point.
(s Gl L RO s i R [ R R B |2
e =
) Pesk (4] Scan []] Segment <] ]
A ; j’ﬁﬂm T TS T R TR . o
o @ 2
> 08 [}
o ST, M.uv: v 7, & -,(—).-
o 2
MS Chromatogram o
4
MS Spectrum P
) Guart Bro... (5] Data Browser | :
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6.2 Change the Display Layout Settings

Add a column

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

o

EEamew|ns (R 5
Folder: O Tutorial Unk01 led M Chromatogram §
Buo) Peck[ ]+ Scan [ 4]+ ] Segment
Filename Mo 1% 000,000 Max Intensity - 935,129
1) Samplel 719, 1. O9CE) Time 0823 Sca® 5T Fen 75| .
40100+
|1 Tutorial Stdo1 ~ 1/21) 0sd “
|1 Tutorial Std02  1/21)
1] Tutorial Stdo3  1/21] 08
[ Tutorial Unkol  7/9 o]
[ Tutorial_Unko2  7/9
1) Tutorial_Unko3  7/9; 06
) Tutorial_Unkod 779 osd @
1] Tutorial Unk05 79,
0.4
0.3
0.2
o014

ol

inistrator] - [Data Browser - Untitled]

iZ) File Edit View Method Process Layout Tools Window Help [E=]0x]
D3P | «k|(Bk (O v 0§ s GRS RS BB | 5 A
Sk
Eolder: | Tutorial_UnkO1 lcd WS Chromatogram @ '@ MS Chromatogram Cell = 2
Quant Browser B Peak [0 ] Scan [([ ]| Seament [<]> |
Filename Mot o
00,000 Max Intensity : 935,129
1) Samplel 779 1 Dlﬁlwcu“w)u Time 8047 Scar® 295 Irfen, 231 066 a
[ Tutorial stdor 1721 e
|1 Tutorial_Std02 /21
|1 Tutorial Stdo3  1/21] 084
[ Tutorial_Unkil 779, 079
[1] Tutorial_Unk02 ~ 7/9
1) Tutorial_Unko2  7/9; 06
[1] Tutorial_Unkod  7/9, 053 (]
1] Tutorial Unk0S 79,
0.4+ .
A new column is added, and two
0.3
02 empty cells appear one above the
o1 2 other.
0.0 g
00 10 2 ) 40 50 min
8 Tutorial_Urk01 led MS Spectrum ’- O =*MS Chromatogram Cedl =+ g
Ret. Time: 1-1(E+) [0.000]
Inten.(:c1,000) Base Peak 340/ 7,770
miz 34010 Abs. Inter 7770 Rel Inten. 100.00]
0
70
6.0+
L T D s0d
. us -
Image Fiint oo e
40
304
20+
1.0+
w1 |
o0 0 3305 3400 3408 miz
L[] ] ] ] [ Guart Bro. 5] Deta Browser
HUM
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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.

0 Tutoria_Unko1 o TS Chvomatooran @ | © WS Chromstogram Cal

2]
) ook ] en (@i Soorert (i) e
n
Mo, Mex Intensty - 935,129 | T ee—

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

N

9»1. The copy of the
/ MS chromatogram
| m— of the source cell

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

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

o TS '\cum o Spectrum § B M5 Q. .
o 1o 1 = now appears in the
e X [ n
- | T — destination cell.
5
o Change Data Type » e N
Display Settings... o
o o
- Graph Propertes..
Save Method File As...
%5 3400 3405 iz
0 Quant Bro._ () Deta Bowser

Change the data type.

ElE

e &:iE

7

WA R | |R FES NS

x| ——————rlx

L:m Folder: B Tdlrial_Unk01 ko S G 2 Dot WS Cronoan §_
= Browser B Peak (]3] Sean [4]3] Segment 1| ) Peak [4]3] Scan [A]3] Seament [i]1 ]

- H_ : . v 935129 {!_'ﬂ@ 000) Mex Intensity : 935,129
| ] Click on the cell whose data type isto be | ™ e .

changed to move the focus to this cell.

9“ A blue margin at the left edge 1N N

indicates which cell has the focus.

le Edit View Method Process Layout Tools

20 &0(ER(O=E4E 2

9 Jeydeyd

EARE| LR ENUHEB 2 =y

L |
Folder: O Tutarial_Unkot led WS Chromatogram O Tutorial_Unko1 led FOAChromatogram §
— “p 04 Chi 254 Anm Time Trfen .
[ Fiename Mo]l [l o

Intenisity : 635124 il
Trten.

The display changes to the PDA ]

E
chromatogram.
[ Tutorial_Unk3 779 063
1Y Tutorial_UnkD4 ~ 7/9/
(1) Tutorial_Unkos 779, 05
044
0.3
024
014
005
o 10 20 a0 40 50 mn
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6.3 Compare Different Types of Chromatograms

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.

1% File Edit View Method Process Layout Tools Window Help g@
DaE <R (B (0= » o wEke s e E & e s R[5 22 000 K E <
et | — Tt T 0 = R —— = y
] :’ — = Click a cell containing an MS -
S:Z:‘:_smm :j; Chromatogram' H@%w
[ Tutorial Std02 1721 RS,
B 1) Qﬁ,,.A blue margin at the left edge
S indicates which cell has the focus. o
1) Tutorial Unk4  7/9/
1) Tutorial UnkS  7/9/
a0
03 504
% 6.0
[TE % it %
on 10 20 30 4 £ min 0o 10 5o 30 40 B min
{ MS Chromatogram Settings il
Select in the MS Chromatogram Settings | Fragment S22 | LC Settings u
first row. 1" D'i;p- }nanal m; '\::; FDACHWD‘!“' “:ﬂ
2 ) 1utorial_Unk01Jcd PDACH1 _\\
Specify the PDA or LC detector and
channel.
: b Select the detector and channel
| with the = | button at the right
end of the cell.
r

4 L1 @
|

|

o e J o)

\ 4

In the right-click menu of the [MS
Chromatogram] cell, click [View Each

MS and PDA chromatograms

are displayed.

WS Chrometogran @

B Pesk [4]2] Scan [<]3] Seqment [<]2]

Max Intensty : 935,128

13 oop, 00
[

0Ce)
DA Chl”254nmdnm

Triz  3.087

Undo Zoom
Redo Zoom
Initialize Zoom

View All Segments

View Multiple Segments(X)

104 J
20

Segment] — [Stack].

A

'Qﬁm The displayed chromatograms are
aligned vertically.

Tutorisl_Unk1 Jcd

au
DA Chl 258nm &

00

VeAEh

Make Spectrum Process Table

Base Shift
MS Data View Parameters.

Repeat Subtract
Mutti Chromatogram Table

Manual Integration Bar
Show Spectrum Bar

L
o
0]
20]
0]
0]
i 10 20 3l

Copy Cell

B Tuorial_Unk01 lod
Ret. Time: 1-1(E+) [0.000]

Inten(x1 000

-

mE 100 Abs |me:‘
Et

Paste Cell
Connect Cells

Disconnect Cells
Adjust Layout
Close Data File

Channe Data Tune

o 10 A

WS Chromatogram Cell =
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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.

Drag and drop Tutorial_Std02.lcd and
Tutorial_Std03.lcd from the [Data Explorer] )

Eolder:

— sub-window to the empty cell at the lower right. T
Filename Moi
1] Samplel 719 -~ ™

QI( Multiple files can be selected by holding the |-— 4

|1 Tutorial Sta02z  1/21] 1 ) R X
B Tutoril 503 1724 : Ctrl or Shift key during selection.
= D e
[ 22 [ Tutorial_Unko2 779 J
1) Tutorial_Unk03  7/9; il
1] Tutorial_Unkod 779 o] 5 30
- 1] Tutorial Unk0s — 7/9, : -
R j 40
L 0o 5
<1,000) .
[ Time Scank Trten. - S0
[ L;TI 0o] .
‘ 504
L T T L T -
. 0 10 20 30 40 so mn
D B Tutorial_Unkd1 led F ** M5 Chramatogram Gell =
Ret. Time: 1-1(E+) [0.000]
Inten (x1 ,000) Base Peakc 340/ 7,770
miz 34100 Abs.Inten 0 Rel Infen 0.00]
:
=] 704

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

) A

‘ I Cell Location
(@ Load Data ta Current Cell ) Open as New Cell () Rightward
Add Data ko M5 Chromatagram Cell @) Dovnwward
‘ | Data Type L
Chromatogram Peak Table
| [Tl 0na ~heammakaaraes []PoA Peak Table
M5 Chromatogram [F]m5 Qualitative Table
il i
PDA Spe strum Sample Information

M5 Spec| rum

PDA Col our

q o) Joes) Cm

l Select [MS Chromatogram] ]

4dEEEEEEE

The names of 'mgmm' T
the open files ) ook [l seon () seorent (]

. n
s Intensty - 4,844,740
are dlSp'ayed VLo Tre S5 Send T es 129

o ) Tutoria_Stan2 et

9 Jeydeyd

40.100+) Tulorial_Sto0zicd
ITIC(+) Tulorial_Std03 lod)
40.10(+) Tutorial_Std03 lod

s
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Chromatogram Settings] sub-window.

Change the MS Chromatogram

To change the m/z of the MS chromatogram to be displayed in the [MS Chromatogram] cell, use the [MS

MS Chromatogram Settings

==

-
M3 Chromatagram Settinlj M5 Settings \_\! Settings|

[T use chromatoaram Table in each data file
Murber of Blocks: 3

Set Identical Settings For All Segments
@ TIC Mone

Event# 1

Segrentdl 4 -

I Disp.l Evenll Factor I
1 i 1 1.00

Chromatograms per Block: 50

Digp. | Event| mfz Factor | « | |
1 1 4010 100 ]
-
3 Wl
4 Tl
[ Wl
[3 [
7 Wl
8 (il
g &l
10 ] -
Auto Factor on Registering mfz
[T Base shift
[ O ] [ Cancel ] [ Help

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

-

Enter the m/z to be displayed, and select the

[Disp.] checkbox.

:Q.;'n. For SIM analysis, select m/z from the
pull-down list opened by clicking the [m/z]
column.
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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

391;‘". The entire [Data Browser] window enters the [Cell Fix] mode with [Select
Cell Number] sub-window displayed at the top right of each cell.

R o S 9 Hold the Shift key and
= S | e ER e T | J click the [Cell Number]
B EOre oo e AT U / button.
R e s J e Gl ;
“ ; : = Select cell 4, and click
. 41 - (=]== [OK].
E —
: N s if ' The cell numbers
= 4 - s of two cells are
(41,0001
5 9 i 7 I N e both changed to 4.
Hold the Shift key while clicking j % - g
the upper right and lower right TR —— i )|
Ce"s. o : Bo) Peak [1]3] Scan []2] sellesr N
Sy > Woeon et isuzg
1A blue margin appears in e
. both cells.
7 30- D
] RN Dea Bovse

9 Jeydeyd
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2 Display an MS chromatogram and PDA contour.

(1) ©
Click Click i

(MS Chromatogram) (PDA Contour)

(o o ]
P =]
ID3H <0 B (D=k 2 I.Elwlai&ilm&h’f Y % 3
———l lxl | — = )
[ Main Folder: B Tutorial_Unk0t led WS Chonoya (1] § | B Tuoral Stao2led WS Chramatogam (] §
(uant Browser] [6..) Peak [E]5] Scan [a]n] Segment [[3] [ Pesk [3]3] Scan [A]3] Segment [S]3]
Data Browser
Filename Mox
) Samplel 791

B Tutorioste01 1721
(1) Tutorial Stdo2  1/21]
(1) Tutorial Stdo3  1/21]
) Tutorial_Unkol — 7/9/
&) Tutorial_Unko2 ~ 7/9/
o] Tutorial Unkd3  7/9/

1] Tutorial Unkod — 7/9) 1 000,000) 1,000,000
(i) Tutorial_Unk0S ~ 7/9) 0100, Time 0835 Scan® &7 Inen. 7750] . #0100+ Time 1841 Scan# 117 Inten. 1701 .

4| e g QHoId the Shift key while

- clicking the lower two
cells.

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

oo
B Tutorial_Unki Jed

ract : Tine .00 Wavelengih 200 442 Wavelength 243

netogy Extract  Time 0.000 Wavelengih 200 145 Wavelengh 215 o)

i :
MS -
Max Intensity : 4,944,740

' FETE | Boee @ st

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.lcd) 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.

o D d d View Method Process Layout Tools Window Help [BEE]
rag an rop <0 (B (D= 2 eSS | | RS, g e &
Tutorial_Unk02.lcd to one of | | CRrT e ] § [ S o ] €,
. i ) Pesk [A]5] Sean [€[5] Segment [<[3] 5. Pesk [4]3] Scan ]3] Segment [<]3]
the cells at the left side. —
O ﬁhmplrj /9
0 o 121
e Both of the cells at the Dtueia st 2]
1) Tutorial_Stdo3  1/21]
left change at the same @]
time. _ Ry (e ———— (s ——
When dropping to the -
[MS Chromatogram] cell i i
a confirmation message g g
gppears before the data B TS FoEaion [] §,| 5 oo S Soiceioe o]
is added or changed. J— Wevekrgh) 200 2] Wevelrotn 543
Select [No] and the data '
is changed.
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6.5 Print from the [Data Browser] Window

6.5 Print from the [Data Browser] Window

1 Print an image of the display.

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

o- System Administrator) - [Data Browser - Untitled] | S
0 File] it View Method Process Layout ool Uindon el
| Datato Cell - 3
o Save All Data Files '
L Close Data File B Tutorial_Unk01 Jcol 1 3 B Tutorial _Std02 jcd 4 :5
Qu. Close All Data Files Peal Scan Segment Peal Scan Segment
04| Select Project(Folder)...
B File Search i T T F 127 I i 7420 3 Tl 3404
Data erties. e i i
- |
& Print Sety |‘ | | |
—
[ Print Data Report for Selected C. — ! | | |
1
|| printImage for All Cells o lla prine  ceer ) I i I
= | | \
| 1 DiBrwsPreviousyt = IR B [
[, Preview... S T W B /
Exit AtsF4 | 2l
JE# Edit Format... Im
r Tutorial_Unk0S 7/9/1= Time  1.447 Scan® 69 Inten 5,063 1026 Scanf 242 Inten, 17,34
= 100
-
‘ =
[
—
00 10 : 3 5 0 1
o Tutorial_Unko! lod 1] 8 |D Titoria Stdizied
(et 0oy XAt 10 0.1 Wavelength 268 a 5 ghiCxtop Erect  Tin
— 1 . 213
‘_| 4- 24
£ e
[ 28
‘ " ,
‘ 3
‘ "l
I :
--------------------------- L e e M
J A m 1 40 min m 1 4.
‘ | t] Quant B 3 Data Browser
Print graph image of the focused cell CAP NUM

Q. 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 Image 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
E 1.203
0.80 E
1 1.004
0.60 0.804
E 0.604
0.404 3
E 0.407
0.207 3
] 0.205
9'883: x 0.007
0991,018,226 340.10@1 41,337,311 340.70@1
E 1.203
0.80] 3
] 1.003
0.60 0.807
E 0,60
0.404 3
E 0407
0.204 3
1 0.204
e e e e — 0.004————————————————————————————
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

200 200
220 -10 220
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

1 Close any open windows.

omlﬁmeAna is (LCMS-Instrument1-System Adminisf
e| | dit View Method Instrument Acquisition Data Tools Window Help
| ] New Method File Ctrl+N 5 D@ D

© 7|1 OpenMethodFile.. Ctrl+0 ’ i
E’@QloseMe’fhodFile i @ s ? P83 niﬁm'ﬁ*@%ﬁ’s"
EI Save Method File Ctrl+S
43 Save Method File As... ady MSReady

Efy Save Method File As Template...

fi# Load Method Parameters...

¥ Open Reference Data File...
E:a Close Reference Data File

f# File Search... Time 17818 |
Audit Trail Log...
Select Acquisition Printer...

.00 rnir Ch1[264nm): Ouall

_ 13 50 75 10.0 125 150
&2, Print Setup... 0 min Scantt: 0 Segmentt: 1 Inten.: 0
Print Method File 4

[24 Method File Properties... Time 13370 |

1 Methodl

I .
?|‘ Exit AleeFd |l so 7s 10.0 125 150

¥

Realtime Analysis =5

[030€] Save current method file? S
’9;. This sub-window appears if

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

O—1H
| (o) e ] [ooma ][ e ]

Stop the pump and heater from the [ShutDown] sub-window.

rovl{)uwn — > u

E (2)
S emeor o)

FDA.
PDA Lamp OFf

Ms
Y ¥ 16off

Nebulizer Gas OFf

DL Heater Off

Heat Block Off

Dry Gas Off

/ J8ydey)
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==, Analysis Tools

x @

Browser

[l

SIL-20A

LCMS-2020 "2, During routine

operation, the
LCMS-2020 is not
turned off.
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