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Introduction

Thank you very much for purchasing the LCMSsolution software for Shimadzu liquid chromatography / mass spectrometry
workstations (hereafter called “LCMSsolution”).

LCMSsolution allows you to control the liquid chromatograph (hereafter called “LC”) and the Mass Spectrometer (hereafter
called “MS”) from your personal computer, acquire chromatograms and other different kinds of data, and reanalyze the
acquired data under different parameters on your personal computer.

This manual is the tutrial in the most simplified analysis procedure using LCMSsolution which helps you to catch more knowl-
edge in other volumes or further actual operations.

The “Operation manual” and “Administration manual” are attached as separate volumes.

The Operation manual has been put together in order to familiarize you with the basic knowledge required to operate
LCMSsolution. Be sure to read it thouroughly before using this software. After reading the manual, keep it in a safe place so
that it can be accessed whenever necessary.

The Administration manual covers the information useful for system administration such as the support features for GLP/GMP
or FDA 21CFR Partl1, a set of regulations for electronic records and electronic signature. For more information on the func-
tions of LCMSsolution, refer to this on-line manual.

This manual assumes that the reader is knowledgeable of basic operations of Windows®2000. For the operation of Win-
dows®2000, refer to the instruction manual that comes with that product.

This manual sometimes explains commonly for LabSolutions series. And some explanations may use the drawings come from

sister products like LCsolution, if it does not cause misunderstanding in the range of explanations.



Using the instruction manual

- Kinds of instruction manuals

The LCMSsolution package contains the following information that describes the operational procedures and functions.

Name Media Description
Operation  guide for | Printed Document Provides tutrial on mostly basic analysis procedure using LCMSsolution.
LCMSsolution
Operation manual for | Printed Document Explains the operational procedures for data acquisition and analysis using
LCMSsolution LCMSsolution.
Administration manual for | Printed Document Explains the operational procedures and basic idea of system administra-
LCMSsolution tion and data management using LCMSsolution.
On-line help LCMSsolution program Provides detailed information on parameters and setting ranges. This is

accessible from the Help menu in LCMSsolution. (For using the on-line
help, refer to section “14.1.1 Using Help” in the Operation manual.)

Operation  guide  for | CD-ROM disk for installa- | Provides the operation guide volume of the instruction manual as a PDF
LCMSsolution tion file so that it can be viewed on your personal computer. The general table
(PDF version) of contents is available, including other instruction manuals (PDF ver-
sions). It allows you to use each instruction manual via the hyperlink.

Operation manual for | CD-ROM disk for installa- | Provides the operation volume of the instruction manual as a PDF file so
LCMSsolution tion that it can be viewed on your personal computer. It is accessible from the
(PDF version) Help menu in LCMSsolution. (For using this PDF, refer to section “/4.1.2
Using the Online Manual” in the Operation manual.)

Administration manual for | CD-ROM disk for installa- | Provides the administration volume of the instruction manual as a PDF file
LCMSsolution tion so that it can be referred to on-line whenever operations related to system
(PDF version) administration are needed. The general table of contents is available,
including all the instruction manuals (PDF versions). It allows you to use
each instruction manual via the hyperlink.

- Legends for instruction manual

This manual uses the following legends:

Legend Meaning
—. Shows additional informations around the topic.

s Points the reference informations.

'\pi Gives you tips.

< > Shows a window or view name; e.g., <Data Acquisition> window or <Method> view.

[ ] Shows a parameter, tab, column, cell, bar name, menu command , that can be selected from the menu bar.

[ 1-[ ] command Shows a sequence of selecting the menu in the first [ ] and then selecting the command in the second [ ].
For example, [File]-[Print] command means that you should click on the File menu and then select the
Print command from the displayed list of commands.
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1.1 Basics of LCMSsolution

Making Preparations for Analysis

1 . 1 Basics of LCMSsolution

B <LcMsSsolution Launcher> - [Operation] menu icon

YQ TO]
l— -
Postrun  Browser  Offline Editor

No. Icon Name Description
1 Starts the application for configuring and controlling the system and
1 % Analysis making a single-run or batch analysis.
(Starts <LCMS Analysis> in the Online mode)
] Starts the application for editing any method file or batch file not in
2 % Offline Editor | use during the analysis.
(Starts <LCMS Analysis> in the Offline mode)
Y.} Starts the application for loading the acquired analysis data to create
3 e Postrun L .
a calibration curve or perform data processing.
Postrun
Starts the application for browsing multiple analysis data together or
4 T.} Browser . PP g P y d
analyzing data together.
Browser
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1.1 Basics of LCMSsolution

| Files used in LCMSsolution

Extension Name Description

Jdem Method File Analysis condition, Data processing conditions, QA/
QC settings, calibration curve information, and sys-
tem configuration

Jder Report Format File Report formats

cb Batch File Batch tables and batch settings

Jdcd Data File Chromatograms, mass spectrums, peak tables, iden-
tification/quantitation results, report format, tuning
results, methods, and batch table

I’Z [Admin Manual]: “4.1 Important File Concepts for Operation”

| Data structure in LCMSsolution

The data in the LCMSsolution is retained in data files, consisting various types of records and parameters such as the system

configuration, fine-tuning result, system conditions, and analysis conditions that have been used to acquire and analyze data.

This structure enables you to browse each data file for monitoring conditions and analysis parameters, thereby ensuring the

traceability of data. This means that if a single data file is available, an analysis can be made again.

.........

_Method |

| DataFile |

L"_Report Format |

The method contained in the data file is a copy of the method file that was used to acquire and analyze data. Therefore,

when any method parameter in the data file opened via <Data Analysis> is modified, the method contained in the data file is
modified rather than the method file.

I’Z [Admin Manual]: “4.1 Important File Concepts for Operation”
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1.2 Starting the LCMSsolution

1 2 Starting the LCMSsolution

This document assumes the following system configuration as an example to describe the procedure for an analysis:
High-pressure Gradient LCMS plus PDA (= Photo Diode Array) Detectors System

Pump LC-10ADvp = 2 units
Auto sampler SIL-10ADvp

Column oven CTO-10A(C)vp

PDA detector SPD-M10Avp

Mass spectrometer LCMS-2010A

1 Check that the LC and MS units are On.

Power S/W for system controller

Power S/W for PDA detector Power S/W
| for MS unit

SPD M10Avp

LCMS 2010A

(ooodho

Power S/W—
for pump

Power S/W for degasser Power S/W for column oven Power S/W for auto sampler

2 Check that nitrogen gas is sent to the MS unit.

3 Turn On the personal computer and

peripheral devices to start Windows.

—
L

=
)

4 Enter your user ID to log on. (Q)—Power S/\W

—
S i e @%%‘V‘Q\‘z N\

5 Double-click the [LCMSsolution] icon displayed on the Windows desktop.
<LCMSsolution Launcher> will be started.

LabSolutions/LCMSsolution Guide 3



1.2 Starting the LCMSsolution

6 Select [Operation] menu.

1
Click the [Analysis] icon .

The <Login> screen will appear.

Postrun  Browser  Offline Editor

Select “Admin” and click the [OK] button.

The LCMS analysis program will be started with
the <LCMS Analysis> main window displayed.

Labsoliions

'S [Admin Manual]: “2.4 Registering (Changing/Delet-
ing) Users”, “2.5.2 Changing Passwords”

Password I

9 Click the [Data Acquisition] icon

i dmin) - [Data Ac
i Fie Edi View Method [nsiument Acqusiion Data Took Window Help JRETE|
Dl eR ¥y |([FED 2 [ 00|
FOGLAGrD |meahesynim [~EEne |
LC:Ready PDA Ready MS:Ready Pl zld
Reay
ICE Furring Time: 2.6 760,00 in Detector & ChI23Aren) OV iA
Rey
e 000 yoxiensty: 0 ygn
1 ooy e e[ Rest
ro— = g5 i
e T e 5 =
e 9= & =
R I MG T T T R !
IPDA Running Time: 2 66 / 60.00 min Ch1(M&X} OmAL
ey, . o iensty: 0
0o 22
N M NG M T T I R
1S Funig Tiv: 265 /1000 i Sear 0 Seomen® O e 0
| 00000) o iensty:_0
T z
022
R I S T T T T T AR
(e PasmaVoy [ Tomd— _adureed
M5 | Sinple Setings | LC Tis Prog. | Auto Purge |
Aoqision Type: [EEMEIE <] Seomenttl  AcqustonTime 1 -
———— > 1292 v
=) Segnent1 0000-10000 | “cision Mode: [Scan © Posiive T
) Event! Scanl+) EventTmme:  [1  sec. MigioScon 1544 iV
Detector Voltage: [15 K Threshold 4
Start m/z: (50 Endm/z
Soim Sgen
C 474GBFee | INUM Z

1 OCheck that “Ready” is displayed.

If “Not Connected” is displayed, properly com-
e |
T " A Press (Status) =
plete <System Configuration>. N e T =
P R LR =
i e o,
5™ [Operation Manual]: “14.5 Configuring System” .m o
00 25 50 7 100 125 130 7S mn
e g A
e E
nnnﬂ 25 50 75 100 125 150 175 =2
[ [lstrament Pararmeters View T Nomal _Advanced o
M5 | sinple Setings| LCTime Prog, | Auo Puge |
pequsin e, [ScnsS =] Segnent]  AcaistinTine [0 - [0 |mn
[= SegnentTaOm- 0000 | Acvistionbode: [scan 7] @ Positve " Negative.
[E) Eventt Scanl+) EveniTine  [1_ sec MgoScn [ anu [Feference eneigy Chi |
Detector Votage: [15 Ko Theswod o
sawz [0 Ews [0
Seanspesd [0 anw
Feady [C474GBFes | NUM|
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1.2 Starting the LCMSsolution

| Description of <Data Acquisition> window

» Toolbar

Among the functions available on the Menu bar, the fre-

quently used ones and the functions to directly control the

analyzer are assigned to this bar.

» Assistant Bar

The icons to operate the application in accordance with

the general analysis flow are assigned to this bar.

* Instrument Parameters

A pane is displayed showing the parameters for the sys-
tem set up on <System Configuration>.
Set those parameters for data acquisition.

Toolbar

4 File Edt View Method Instument Acquision Data Tools Window Help
DR |gR|dn FEQS 2 |[g 00
A L ST R R R B el A =

Acaquisiion

vt 900y
1.0-Oetector A CRTZ54(T 007
o

o [=] E3
=1&] x|
| =l

€ Furning Time: 3,06/ 60,00 m Delzclar A ChT(254rm) On/

oo g S0 75
DA Runring Tine: 3,06 / 60.00 min ChiMAX. OnAL
mALx1 000)

125

a |

o 75 s 7 160
1S Rlunning Time: 306 /10.00 min Scant: 0 Segmenti: 0 Inten. 0
© | e,

B rstment Paameters View

T Womal~_Advanced

M5 | il Stigs | L T .| ko Pue |

Acquisiion Type: [ScarvSIM 7] Segmentl

= Segrent! 0000~ 10000

pcosintine: o o o (R T

peqisinitods [ =] podve. ~ Hegaive i T2 v
Jwe Moot B om0

DecctorVotoge: (5 W Theshot |8
b

Endmiz  [500
ScanSpeed: 500 amusec g

C 474GBFee | NUM Z

Assistant Bar

Instrument Parameters
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2.1 Creating a new method file

Qualitative Processing (Single-run

Set the parameters for the LC and MS units on the <Data Acquisition> window and then make an analysis. This document

assumes an example of analysis under the following analytical conditions to specifically describe the procedure for the anal-

ysis.

Shim-pack VP-ODS 150mm x 2.0mm i.d. S5um

|
Column | £ ivalent to Shimadzu P/N 228-34937-94)

Binary Gradient mode
Pump A = Water, Pump B = Acetonitrile

Sample Papaverine 0.5, 1, 5, 25, 50 ng/uL (Shimadzu P/N 225-06613-05)

Mobile phase

2. 1 Creating a new method file

Click the [New] button [ .

A new method file will be opened.

CMS Real Time Analysis (Instrument1-Admin) - [Dat

Al File Edit View Method Instument Acquistion Data |
ZE gl d FER e ?
FOlAGTT | ool
———=2 |LC:Ready PDAReady MS:

6 LabSolutions/LCMSsolution Guide



2.2 Setting the LC parameters

22 Setting the LC parameters

2.2.1 Detecting the auto sampler rack

1 Click [Advanced] button.

E Instrument Parameters View

2 Select the [Autosampler] tab. MS | Inteface | Data Acquistion | LC Time Prog. | Pme

" DownLoad

Autosampler BAuto Purge

FDA ] Cd umnl]venl Controlle}

Model: SIL-104Dvp
vV Autosampler
§ampl;Rac::
3 Click [Detect Rack] button. BiningVokime: o w N—
Needle Stroke: [41— mm
Rinsing Speed: ,35— uL/sec
Sampling Speed: [15— ul/sec
MTP Tray: ou =]
r [
Purge Time: 50 min
Rinse Mode: W
Rinse Dip Time: o sec
2.2.2 Setting the LC parameters
(= [Operation Manual]: “4.2.1 Setting the LC Parameters”
1 Click [Normal] button [2)

. A
| Instrument P ameters View  Wormal ' _Advanced |z IDownLoad

F

2 Select the [Simple Settings] tab.

6.00 min

Apply to all acquisition time |

LC Stop Time:

End Time: 6.00 min

3 Enter “6” min in [LC Stop Time].

40 C

Sinary aradient
Total Flow: 0.200 mL/min
PumpB Conc.:  [45.0 %

Pump B Curve:

O If you click [Apply to all acquisition time] button
after entering [LC Stop Time], [End Time] of all the
detectors become the same.

Pump C Flow:

4 Enter values for the pump parameters.

Mode Binary gradient o (3
T.Flow 0.2mL/min
B.Conc 45%

5 Enter “6” min in [End Time] of PDA.

6 Enter “40” °C for the oven temperature.

AN Be sure to enter a value in [Stop/End Time] (measurement end time) in steps 3 and 5.

LabSolutions/LCMSsolution Guide



2.2 Setting the LC parameters

| Entering the gradient mode conditions

This document describes the procedure for setting up the
pumps by assuming that liquid is sent in the gradient
mode at a constant mixture ratio of the mobile phase.

To change the gradient mode conditions, perform the fol- finentaemer 2

(2]

Nommal _Advanced }fi" DownLoad

MS | Simple Setting uto Purge |
IOWil’lg steps: Filename: RT:9.064 min Chtt:
m_n(xw Max Intefsity: 0 9% mLimin C
100 100 LI
-~ _
=
50 =t Fso Fso & |
. ./
1 Select the [LC Time Prog.] tab. o O
Time Module Action Value -
10.00  Pumps Pump B Conc. 90[—
1500 |Pumps Pump B Conc. 0
1510 |Pumps Pump B Conc. 10

2 Enter values in [Time], [Module], [Action],
and [Value] for the time program as
shown on the right side.

3 Click [Draw curve] button.

The entered time program will be displayed as a
graph.

| Setting the pressure limit of a pump

If the column or the like is in an improper state, an error
may occur because of exceeding pump’s upper pressure

limit. In this case, change the upper pressure limit by per-
forming the following steps:

1 Click [Advanced] button.

0 Instrument Parameters View

|z IDownLoad
MS | Interface | Data Acqisition | LC Time Prd e Glumn Oven | Controller | Autosampler | Auto Purge |
2 Select [Pump] tab. s 4
Mode Binary gradient e
Configured Pumps
Pump &: LC-104Dvp
Total Flow: [0200 " mi/min || pumpB:  LC1040ve
3 Enter “15” MPa in [P.Max]. PurpBCorc:  [50_ % Purp C:
Pump B Curve: ,D—

essure Limits
Pump C Flow: mL/min e ,—1 50 MPa

Minmum:  [00 MPa
9 The default value for [P.Max] is 10 MPa.

| I

©
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2.3 Setting the MS parameters

23 Setting the MS parameters

To set the MS (mass spectrometer) parameters, perform the following steps:

[ [Operation Manual]: “4.2.2 Setting the MS Parameters”

1 Select the [MS] tab. (1) (4)

wAn .. o . 1 |Instrument Par| meters View [ Nomal " Advanced
2 Enter “6” min in [Acquisition Time]. Sim.,.e g | L Tine P | ot Puse|
Acquisition T v | Segment#l Acquisition Time: IU_
~ Segment] 0.000- 6,000 cquisition Mode: |Scan -4 & Posive ( Negative
Event! Scan(+) EventTime:  [1  sec. MeoScan [1 amu
SeIeCt an event- Detector Voltage: |1.2 kv Threshold: 0
Start m/z: 200 End m/z: 400

ScanSpeed:  [250  amu/sec
4 S e t th e pa ra m e te rs fo r th e Se I eC te d Interface Voltage CDL Voltage Q-array Voltage

& Tuning File(Scan]
@ Tuning File @ Tuning File € Tuning File(Fix)

event. climen| v ICmn v |[Cibeiza: [ram v
_Tabless | _<Fragren | i
Detector voltage 1.2kV Clebsfoon |22 |
Measurement start m/z 200
Measurement end m/z 400

5 Click [DownLoad] button.

The instrument parameters will be transferred to
the unit.

The dialog box will be opened allowing you to
save the settings (method).

6 Enter “Method1.lcm” for the file name and

Save Method As EHE
click [Save]' Savein: I’ﬁ Project1 LI = &5 Ea-
The method file will be saved and the set parame- Tutorial_Method.lcm

ters will be transferred to the unit.

File name: Method1.lem

Save as type: [LCMS Method File [*.lem) =l Cancel | ‘
(6]

LabSolutions/LCMSsolution Guide 9



2.3 Setting the MS parameters

| Segment and Event

0 10 20 30 [min]
| | | |

Event 1 : +, Scan, m/z 50-200
Event 2 : -, SIM, m/z 100, 400
Event 3 : -, Scan, m/z 500 - 1400

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

L Segment#l Il Segment#2___ |

The LCMS-2010A provides the capability to allow you to change the analysis conditions in each specified time range during
an analysis. The analysis conditions (a set of analysis conditions) in the specified time range are called a “Segment”. Multi-
ple MS conditions may be specified for each segment and each of those conditions is called an “Event”.

Additions of segments and events allow you to specify more complicated MS analysis conditions. This document assumes

that an analysis is made under a single MS condition.

If multiple events are specified within the same segment, an analysis will be made under the condition specified for the event
time and then the next event will occur. When the final event specified in the segment is finished, the first event will be
resumed again. Thus, the cycle (Event#1 — Event#2 — Event#3 — Event#1... for Segment#1 in the above example) will be

repeated for the time specified for the segment.

After the time specified for the segment has elapsed, similar operations will be performed for the next specified segment.

AN If the “Polarity” (“Positive” or “Negative”) is changed, 400 msec is required for this change. This means that the time of
the event after the polarity has been changed becomes shorter practically by 400 msec. Therefore, increase or

decrease the event time as necessary.

0 To add/delete any segment/event, right-click the
appropriate segment/event in the event tree and
select the desired option from the pop-up menu dis-
played.

=1 Segment1 0.000 - 6.000

E]Event1 5§ Segment Insert

Event Insert

Segment Delete

Event Add

10 LabSolutions/LCMSsolution Guide



2.4 Starting the operation of the instrument

24 Starting the operation of the instrument

Before starting an analysis, click the “Instrument Control bar” button at the top of the screen to start the operation of the ana-
lyzer. It will take about 20 minutes until the operation becomes stable enough.

2.4.1 Starting the control of the MS unit

1 Click the following five buttons: [Open/ Nebulizing Gas  Heat Block MS Detector

Close Nebulizing Gas], [CDL On/Off], ‘ |

[Heat Block On/Off], [IG On/Off] (= lon — rw E
“ CDL ELK

Gauge On\Off), and [MS Detector On/ | |

Oﬂ]- CDL Heater lon Gauge

The MS unit will start operating.

()" When an analysis is made using the APCI for the

interface, the [APCI On/Off] button EB| is added. .—
= [Lc/Ready PDA Ready MS:Ready Pl EF]
ILC Rurring Time: 3,06 7 60,00 min Detector A ChI (254l Omy. Lc:  Ready
, PoA: Feady
| i S R
- g = s =
0 v T 3057 600 CHIORO 000 _oaa. |

AL 000
AU 000

[Vahue[ Urits |

32 Umn
aaaaa Linin
o0

00 25 50 75 1060
M Rurning Time: 3,06 /10.00 min Scantt 0 Segment: 0 nten. 0

4 p100000) Mo tensty D: 120
Fen.

(13 B 0 75 0 135 1o

[ men Paanter View T Woma _Advarced

MS | Sinl Stige| LC Tne Prog.| Ao Puge]

Acquisiion Type: [Scan/SiM =] Segnentifl  AcqustonTime: [0 .

(= Semen om0 7000 Acauioniode [Scon — ¥] @ Posive

E)Eventi Scant) | EyentTine: [0 sec. MigtoScan

Detector Vaage: [15 W Theshold
Stz - Endmz

C 47468 Fiee NOM

For the LCMS-2010A, turn clockwise the
knob for the drying gas controller to set
the pressure. 7Y onN

For the LCMS-2010A-ESI: 0.1 MPa
For the LCMS-2010A-APCI: 0.02 MPa

Turn the knob clockwise.
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2.4 Starting the operation of the instrument

2.4.2 Starting the operation of the LC unit

Click [Instrument On/Off] button.
The LC unit will start operating under the condi-

tions specified in the method file.

HPLC Instrument

=14 1 PD

[LC Fureing Time: 463 /60,00 i Detector & Ch25énm) OV

(et 9oy
1.0-etector A CHT-Z54(T 007

oo Eg £ 75 100
[FDA Rurring Tie: 4 83 /60,00 min Chi[MAX. OnAL

mAL1 00)

125

ol

oo 25 S0 75 100
M Rureing Tine: 4.83 /10,00 min Scanf: 0 Seqmenth: 0 nten: 0
4 (100.000)

125

o

T

0 75 B 75 160

125

o [rstument Paranetes View T Wamal _Advanced

M5 | il Stigs | L T Pr. | ko P

= Segrent] 0.000- 10000
Eventl Scar(s)

Acquisiion Type: [Scan/sIM 7] Segmenttl  AcquistionTime: [0 - [0 min ﬂ

Acaisiion Mode: [Scan

S| et Negaiv S energy ChT 1292 nv
Reference e 1oy Gt 154 n
|
[CamoBFee | NM|

12
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2.4 Starting the operation of the instrument

2.4.3 Selecting a graph to be displayed in the <Chromatogram> view

The <Chromatogram> view allows you to specify the types and ranges of axes for the graph to be displayed.

= [Operation Manual]: “11.2 Customizing Windows”

Right-click anywhere on the graph and
select the [Display Settings] menu.

2 Select the [MS] tab.

Enter values for m/z and other parameters for the
mass chromatogram to be displayed.

3 Tick the check boxes on the 1st and 2nd

rows.

4 Enter 340.15 on the 2nd row of the m/z

column.

In this example, the mass chromatogram will be
displayed according to TIC and m/z = 340.15.

5 Click [OK] button.

[Apply] button.

ent_fcqision Data I
OZE SR ¥ |FELD 2 |4 0
FOMLAGED |mmba sy m <R 08

2 [1.c:Ready PDA:Ready MS:Ready

[LC Rurring Tine: .97 7 60.00 in Detector A i Z5dra: O

0o 25 E) 3 80 135
IPDA Ruring Time: 8.37 /60,00 mn Chi(MAX]: OmAl)
1 gl 000)

00,

() 25 B i3 W0 1ds | 180 | 175
MS Runring Time: .97 / 10,00 min Scan, 0 Segment#h 0 Ifen: 0

1 g20000)

% LE Chiomatogiam
v PDA Chiomat

M5 Chmatogen
st Paansirs View

Base Shit
Nomalze

WS | sinl Setins | LCTiow

Acquistion Type:  [Scan/SIM ¥ mm [ 10 min
=/ Segnent 0.000-10.000 o & Posiive  C Negalive
Eventl Scan(+]
Start m/z: [50 End miz [500°
i
Setup how to display the araph area C: 474GE Free INUM

Generall LC ] Statusl FDA

Uv 5 Jectlum] MS Speclruml

[V Base Shift
[ SumTIC
Segment: min
Intensity Range
Chromatogram: 0 - [100000 Normalize
( 0K I . Cancel Apply Help

- 9 To leave the <Display Settings> window open, click

®
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2.5 Acquiring data through a single-run analysis

25 Acquiring data through a single-run analysis

To make a single-run analysis under the conditions specified in “2.2 Setting the LC parameters” and “2.3 Setting the MS

parameters”, perform the following steps:

Click the [Single Start] icon |<{>/.
The <Single Run> window will be displayed.

= [Operation Manual]: “4.3 Starting a Single-run Anal-
ysis”

2 Enter “Sample1.lcd” for the data file name
to be created.

3 Enter vial

amount “1”.

number “3” and injection
In this example, previously fill 5 ng/uL of papav-

erine into vial No. 3 of the auto sampler, and inject
1 uL from that vial.

4 Click [OK] buttom.

The single-run analysis will be started.

After the [Acquisition Time] specified in the
method file has elapsed, the analysis is finished
automatically.

:nt1-Admin) - [Data Acquisition - Untitled]
Heb =lBlx|
DR &SR A FELD 2 |2 OO 2

%} LCh b Real Time Analysis.

14 [\ Ready PDA-Roady MS-Roady B o

[LC Furring Time: 12.34 760 00 min Detector A CRIIZ54rml 0V

vzt 000 o itensty: o
16 o kRS0 T TR e € v e
Amess (Sutus =
Sven Torp (St % = 8 =

T ST O S o

oo 25 S0 75
[FDA Rurring Tie: 12.34 /60,00 in Chi{MEX), Omél)
ALt 000)

1 3 Tie
o

135

00 25 50 75 100
M Ruring Tine: 12.34 7 10.00 min Scanft: 0 Segment: 0 nten: 0
4 100000

T

00 £ 5o 75 100 135

[ rimert Paraneters View T Womal _Advarcsd
MS | snpe Setigs| LC T Pog | Ao Pure | i T
o[ | [wavelengn vt 254
e [ S] st st | e ]
e = Sarpie e chi 1252]V
= Segeni 0000 AcaistonMode: [Sean @ Posiive € Negaiive ol eneray
Event] Scanl+] Event Time: [ sec MigoScan amu Reference ener gy Chi 1544/ v
DetectrValtge: [15 W Theshod [0
Stz o vz [0
SonSpeed:  [B00 amulses g
C 47468 Fiea WM /

Acquisition Inform{stion
Sample Name: | |

Sample ID: |
Options... |
Method File: Method1.lcm A
Data File: [SampleHCd— =
|! Auto Increment: | ||
Background File: I EI
Data Description: ___|
Sampler

)
Trap#: L

Vialth: 3
Injection Yolume: |1 ul

' Cancel | Help
© 4

CR e |wlmale grlo m o ||~ BRI0NE
2l [1 ¢ :Running PDA Running MS{Running | EE])
T Fiamig Tie 0257 S0 et AT 7 =
i
0 akirsty: 0 ven
oS s D T, v P
e = e s
b — =0 Detail
I
T ten Vol uma]
00— 00 4.2 L/min
00 10 20 30 40 50 min 43| L/mi
IPDA4 Runring Time: 0.28 / 6.00 min Ch1[MAX} TmAU i;‘ﬂ g
ity [
oSy T = Al e
s
sl 110 s
504 =0 0.000 | mL/mi
e w g -
o 7% 7 E o L
4 i T 02 60 Scat 15 Sognent i 864 o
000, Masinensty 2550 ot
B T 2 = -
=
L
il 250 B 1544 i/
= 10003
= 1.0/ul
oo o
&3 03 B3 E3 L3 T
c srugores o
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2.6 Performing qualitative processing on <MS Data Analysis>

26 Performing qualitative processing on <MS Data
Analysis>

2.6.1 Starting the <MS Data Analysis>

After the single-run analysis has been finished, perform data analysis as follows:

1 Click the [Data Analysis] icon

<MS Data Analysis> will be started.
. . . FOMLAGESD |made®o < |<HR0ne
The last acquired data will be loaded and then dis- it [\ c-Read) PoARead) MSRead) &
ITC Ruring Tin: 0,007 6.00 min Detector A Ch1Z54nm} G :A ::
played 1 o T I [
: Sy = 8 =
b 22 % =
8 s i 000 500w b 00 o
. « . . il 000y Mo tensty: 7, == e, ‘V.IAMZ‘L:"'I“
[ [Operation Manual]: “5.1 Operation in the <MS Data e
. . S 22 COL Tem. moritor »0C
29 00 10 20 30 40 50 min
Analysis> Window st G S S S resgue Teweive 30
o T B o i AL
1O ooy Tine 387 e TS | |16 Vacuum 200 Pa
} o~ o
0.0- 022
o rstuament Paameers View T Nomd _Advanced Epemicad] | [ProPrsee s
MS | Simple Setings | LC Time Prog. | Auto Pusge | ainum Temperature 50 C
e B e | S
(o Segeniaon s Acwustonbode [Scn  ~] G Posive O Negalive Sarple eneigy Chi 1292w/
[E] Eventt Scants) EventTme:  [1 see. MigroScan amy Reference eneray Chl 1544/
Detector Vokage: |12 K Theeshold: @
Start miz: 200 End m/z: [400
e
=
pa\ When the data file is first opened, only TIC is dis-
'BILCMS Postiun Analysis (Admin) - [MS Data Analysis - Sample1.lcd]
played in the <Chr0mat0gram> VleW. S Fle TabloEdt View Method Qudtative Quenttaive Laygmjwwx Window Help : LIRS
FHd 8l ¥ FER ? o =BG AL Rad MIESEE e |l ME
x| x| [] TICEMIC Sen  Segrenl Peah [ [on [ [Seoment [ ]
frscete A=I F (10,000,000) Max Intensity : 6,782,648 Hetredten
[ DaatProect s i oo Yoaiedty)
1 = e | g £ ) o B o)
v (| | - SR
. “ B
25 g {sang ane]
oo 0 20 B v ) B0 4
ot (o Spectunvien 5[ Compound Ttk View
. ot [z
= Irien c100,000) Base Pealc 217144,475.
K e
¢
A e
¢ B
. Al okl il e o e |8
I = oo Zbo " asho aho abo B0 aeho SEe mi
E
"
1l
-
L]
=]
o B g 2 -
=) ik ) ook ookE S S T =) [ \parars AeslLal | =

O Dragging the cursor on each graph will allow you to
enlarge that area.
Right-clicking anywhere on each graph will allow
you to select the [Initialize Zoom] or [Undo Zoom] (o] TEEHC SH— Segnen Pesk v Joen | ] T5omen <]

Splitter (Frame) [+] and [-] buttons

[Method Filename]
Method!.lem

option. | e—srm s |
00 10 20 30 40 50 60 )
(x100,00¢ Mex Intensity : 935,129 [y p—
10.0-
MS Chromatogram (ol Tpe
50

[Sample Name]

vy
-() Clicking the [+] or [-] button will allow you to o] i 2 & &
. . . . "o Spectium View
increase or decrease the level of the intensity axis. Eve T S T 47295 1757 0 580 5o 25 27 o
Inten.(x100,000)

- | |
ﬂ Compound Table View 63 View (# Edit
IS 30 O o s =

T papaveine Target

Base Peak 3401929442
N

y Dragging the cursor on the splitter (frame) will allow
you to change the aspect ratio of each view.

1 Yy [
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2.6 Performing qualitative processing on <MS Data Analysis>

2.6.2 Displaying a mass spectrum

1 Double-click anywhere on the chromato-

gram.

The cut-out cursor will be moved to that time.

The mass spectrum for the cut-out cursor position
in the <Chromatogram> View will be displayed in
the <Spectrum> View.

B Averaging the mass spectrum

(o] TICEMC Sean Segmenthl Pesk | v [Scan  _{ ] [Seament < [ v | [Method Flenamel
Methodt.lcm
10,000,000 [ ntensty : 6,782,648
135 - Bt [Boquied by)
014 . : . ; T | Admin
00 10 20 30 40 50 60
[Acquired)
(1,000,000) xlatensky.l6 762 540
75T Time 4750 Scand TS| a| O/VA3T2205FM
[Sample Type]
507 j nknown
257 % [Sample Name]
00 10 200 3 40 50 60 4 |
Fsueclvum View ] Compound Table View
Eveth 1 Scan(+] Fiet. Time: 4.750 Scanft: 286

63 View [# Edit

nten.(x1,000,000) Base Peak: 340/4,521 652

e iz Rbs. nten. Rel. nten.
340
409
309
207
109
04 217 233 261 0 _ 206 309 324 5 139,

00-¢ T T f T T T T T
& 2000 2250 2500 2750 3000 3250 3500 3750 miz

Averaging the mass spectrum will allow you to obtain a clearer spectrum.

i

Click the [Average Spectrum] button gz
on the Toolbar.

Drag the cursor on the chromatogram to
define the area you want to average.

The averaged spectrum in the defined time range
(between 4.517 and 4.983 min in this example)
will be displayed.

"$ILCMS Postrun Analysis (Admin) - [MS Data Analysis - Sample1.lcd]
BE Fie TableEdit View Method Qualtative Quanitative Layout Tooks Window Help

Type

[AT>]\Param's {Res] «| | L,LI

0 &R ¥ FER ? EETAEEE E9 s - e

x| Zx [ TICEMIC Scan Segmenthl > Peak 4 | » [Scan 4 | » [Segment ¢
Project -
1 (x10,000,000) Max Intensity : 6,762,6¢
[ \DatatProjectt | 03(}% Ietsn—— 0758
00 10 20 B 40 50
(1,000,000) Max Intensity : 6,782 64
754mic Tine S614 Scanf 3% _Ifen. 321675
s
Fragment
Table 2
S 0o 10 20 i) 40 s i

ten.(<1,000,000) Base Peak: 340/4,521 652

e 3 Ebs fen Rel_Inten.
340
409
304
209
104
23 ag fog 324 65331 393

(o] TCEMIE Scan Segmentdl Peak < [ » [Scan 4 | » [Segment 4 | » | [Method Fiename]
MethodT.lcm
(:10,000,000) Max Intensty : 6,782,648 i
13 ooy : [Acquied b
i : : : el v
0 24 2 v
’ (:1,000,000) Mex Intensty : 6,782,648 Bomted]
754TIC Time 43889 Scan¥ 300 W S,Z‘ZZ‘IZUB - GRHEIE
[J tsemele Tvpel
50 S = Unknown
- g [Sample Name]
00 10 20 30 40 50 ¥ =l i |
BT o[ Compound 6=V [Eaven 9 Ea
Eventh 1 Scanl+) el Time: 4517 > 4.983 Scantf 2725 300 1D# Name Type |~

003004 261 ‘EI - . ; . .
2000 2250 2800 o750 ao0f 3250 3500 3750 miz

1 Yy [
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2.6 Performing qualitative processing on <MS Data Analysis>

| Performing subtractive processing of a mass spectrum

If the background mass spectrum is subtracted from the averaged spectrum, an even clearer spectrum can be obtained.

With the averaged spectrum displayed,

1

click the [Average & Subtract Spectrum]

'BILCMS Postrun Analsis (Admin) - [MS Data Analysis - Sample1.lcd]
|9 File Table Edit

button g on the Toolbar.

Method Qualitative Quantitative Layout Tools Window Help
B
=

EH SR ¥ FER ?

X — ~x
[==2 1 igomnom, e ez
2 Drag the cursor on the chromatogram to
. B TICEMIC Scan  Segent®l Peak | » [Scan 4 | » [Segment < | » | [MethodFiename]
define the area you want to subtract. st orvmatyseze
i ol e
The spectrum obtained by subtracting the back- o i * e o
. . 75TC Tine| 4227 Scaf# 255 ten.  4123.3%8] a| Lz ORE
ground will be displayed. - T | feretToe
. . . - =l
The information displayed above the spectrum 25 \ g Bl
graph indicates that the averaged spectrum for i ° ad * & ° o =
[l Conpound TsbeView  [&aview 2 Eat

retention time between 3.400 and 4.227 min has

been subtracted from that for retention time
between 4.517 and 4.983 min.

2000 2250 2500 2750 3

D% Name Type [~

Dy

or

| Registering the averaged/subtracted spectrum in the “Spectrum Process Table”

If you register the averaged/subtracted spectrum in the spectrum processing table, you will be able to reproduce that spec-

trum easily on a later day.

Right-click anywhere on the spectrum

graph and select [Register to Spectrum T R R e e I
134520000 e R lacauiedty]
04 T T T fnin
Process Table]. o ® e
75(_ 1‘guu [000) R 9/2003 12:25:05 PM.
The averaged/subtracted mass spectrum will be 503 Ven Speciun e
. 1 Spectium Eormat Parameters... mple Name]
registered. * Uiy Soach.
00 10 20 30 Mass Table. =
B Spectunviow Spectium Process Table... b Tover mea]
VLV . . . . . Eventh: 1 Scan(+) Ret Time: 4517 > 4983 - 3400 > 4.227 Scanfi: 272 T e =
-()- Alternatively, it can also be registered by clicking the et o0y e
button on the Toolbar e
. ' 20 Display Settings...
Copy
10] Propettes.
2" 220238 261 273084 anoane 324 4 365381 391 ‘g =
2000 2250 2500 2750 | 3000 3250 3500 3750 ma \Param's Res] <] | Ll_l
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2.6 Performing qualitative processing on <MS Data Analysis>

2.6.3 Displaying a mass chromatogram

1 DOUb|e-C|ICk a mass Spectrum peak (o] TCEMIC Sean Segmentl Pesk (] Jscan ][> Jsearent ]3] [efedrierane]
) . . o e e fheqedb
A mass chromatogram will be additionally dis- B T S R T
) T o enshy : 6762040 6/15/200312.2505 PH

340.10 (1.00)

played in the <Chromatogram> View. F i T
|

The settings for the mass chromatogram are regis- 253 / k

[Sample Name]
o T T T T |\V
] 1 00 10 20 30 40 50 60 g
tered in the <Fragment Table> window. o =
| o] Spectium View 0| Compound Table View [E3View (2 Edit
Eventt: 1 5can(+) Ret. Time: 4517 > 4983 - 3.400> 4.227 Scanft: 272 - 300- 205 > 255 ID# -
Inten (x1,000,000) Base Peak: 340/2,579,921
miz 34010 Abs.Inten. 2579921 Rel. Inten. 100.00]
340
20
1.0+
3
202 397
0. 2 43 66280208 308 324 5 53 381 | >
2250 2500 2750 3000 3250 3500 3150 miz [{[>]\Param's {Res] «| | > |‘|

| Opening the <Fragment Table> window
1 Click the [Fragment Table] icon %

gt Tooks Window Help
¥ FEQ ? D ERE LA R LR R DR e bl AlE

The <Fragment Table> window will be displayed. E i TR TS O i i e e
= | b [ Eo R R e T
[ and i - T = [Sample Type]
- / B (5t
25 A g [Sample Name]
oo I B T a 0 G| =l
i R e

Evert® T Scanl] el Time: 45175 498334005 4227 Scank 2125 3002055 255

Base Peak: 402578521
T S0 Abs Wen 2873521 el fien.  10000)
)

D% | Name Type [~

en 1 000,000)

EY

€ S
" 2 p w2t .
250 o0 b0 b0 5250 3sho 750 mi

<10, Max ifensty: 0

a0
ochidoobos  obio GobiE b o

| Deleting the erroneously registered chromatogram

Remove a tick mark from the check box

Fragment Table

Segment#1 I |

Eventdt :1

in the [Disp.] column on <Fragment

Cancel

Table> window.

Click [OK] button.

The window will be closed and the chromatogram
will be hidden.

< TIC

f‘MICI

" None

[~ Base Shift

= Apply |
= Help I

r

o
5
wd

JEvent|

m/z__ | Factor | o

|—D-|w|co|\l|m|m|a-|wlm —

=]
=

|_.|

(—I—I—I—I—I—I—I—I—I—I—I—I

1

340.10 1.00
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2.7 Performing peak integration (peak detection)

27 Performing peak integration (peak detection)

In this example, change the integration conditions in a single-run analysis and then perform peak integration again as

lows:

1 Click the [Qualitative Peak Integration]

icon .

The <Qualitative Peak Integration> window will
be displayed.

Select the [Integration] tab.

Select “Detail” for the integration method.

WN

If you select Auto (Area) or Auto (Height), peaks
in the number close to the entered maximum num-
ber of peaks will be detected.

Enter “10” sec in Width.

If you specify the minimum width of peaks to be
detected, the noise peak will be eliminated.

Peaks will be detected to the extent that the half-
width value is one forth the Width value.

Enter “1000” /min for the Slope value.

This is the parameter that determines the start and
end points of the peak.

When the absolute value of the gradient of the
chromatogram becomes this value, the start and
end points of the peak are determined there.

Click [OK] button.

The postrun will be carried out using the qualita-
tive integration parameters you have set.

Click the [Qualitative Table] icon .

The <Qualitative Table> window will be dis-
played.

7

Select the [TIC] tab.
The integration result will be displayed.

8

‘(O The [Spectrum Process] tab allows you to check the
registered averaged spectrum.

e G sk | UF R D e wh Al ADE

Peak [ J5en (] [Seomen ]3]

(o] TICEWC Sean— Segrentit
Fuojctin Method lem

(x10,000,000)
[oaaProe ol =
[ Twal| [ 20 7 AT R 2
[E——— o
Bsaroeiicd  7/5/20) . 000000) witensty 6702560 beed ) c ooy

[ Lo TS Hon ol
w / B sl

oo o ) E [ G B0 |

Maxntensty 6762548
oo lhcaiedty]
Adrn

o] Spechumvien
Event# 1 Scan(s] el Tre: 4517 > 43833400 4227 Scant 212> 300- 2055 255

o[ Coneeund Tebe Vew  [aavew 4 Ed

0% Nome Twe ]+

nten 61 900,900) Base pealc 3402578521

010 Abs Wen 2575521 el ten 10000)
340

EY

m
z

436z 2w e 3 {
250 2o ko sbo  a2%0  dsho  sho

Macitensty: 0

epot - 10) Max itensity: 0 G0

75

50

25

ool L 1

Select Chromatogram| Integration

Integration Smoothing
Method: Standard 7
Smoothing Iteration: 2
Smoothing Width: 3 sec
1000 /min
Diift: |0 /min P’W\
At
T.DBL: 1000 min Program

Min Area/Height: |0 counts

Calculated by: & Area  C Height

( 0K D Cancel Help

©

1 Qualitative Table | (O] x]
Print Edit View Peak Integration Library Search
Peak| Ret. Time | Peak Stat | Peak End | m/z | Area | AreaZ ~
1 4.759 4433 5.467 TIC 104584013 10
Yy -
<[>T\ Spectrum Process()\1-1:TIC ; ' Al »

fol-
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2.7 Performing peak integration (peak detection)

| Simple procedure for setting the integration parameters

Temporarily enter a little smaller values for Width and Slope and then double them, and see how peaks are detected*. In the

example given in this document, first enter Width 10 and Slope 1000 and then Width 20 and Slope 2000.

* If the Width value is excessively increased, no minute noises will be detected as peaks.
If the Slope value is excessively increased, no moderate changes in the baseline will be detected as peaks.

Repeat the above steps and when the unnecessary peaks become undetectable, adopt the integration parameter at that point.

| Checking data with <Data Explorer>

The LCMSsolution manages the data files, method files, batch files, and other related files in “Project Folders”.

<Data Explorer> allows you to manage the project of the LCMSsolution more effectively.

0 Project folders may be freely created, copied, or handled with <Data Explorer> of the LCMSsolution and the standard
Explorer of Windows.

[ [Operation Manual]: “13.2 Managing Files Effectively”
[Admin Manual]: “6.1.1 Customizing Data Explorer Display Data”

1 Click the [Data Explorer] button 2.

. . . . .. 'BULCMS Postrun Analysis (Admin) - [MS Data Analysis - Sample1.lcd
This will toggle between displaying and hiding k4 e

D E 1 QE File TableEdit View Method Qualitative Quantitative Layout Tools Window Help
<Data Explorer>. .
p == é@. FER % 2 =R G A
2 Change the display for each file type.
p Double-.Chcklng Fhe file or dragging and dropping it e =
to the window will allow you to load the file.
Praject in: e | B
[C:\LabSalutions\Data\Project1 4|
Filename | Modified Date | size | -
Samplel lod | 7/3/200310:43AM  980KB
inht_nli A B Sample2.lcd 6/13/2003 444 PM  974KB
3 Right-click anywhere on the file icon. S‘dm]cd st B1EK
. ) std02 led 7/742003 2:05 PM 620KE
A popup menu will appear. B 5td03.icd 77/2003205PM  B14KB Q
@ Tutorial_Std01.led  7/3/2003 11:24 AM B30 KB

Tutorial_Std02.led ~ 7/3/2003 11:24 AM 62
Tutorial_Std03.led  7/3/2003 11:24 AM 62
Tutorial_Unk01.led  7/3/2003 11:24 AM 62

R ] B Tutorial UnkD2led  7/3/200311:244M 61
- p Data Preview EfiTutorial_UrkD3led  7/9/200311:244M 63
The highlighted data file can be previewed. Ef) Tutorial UnkDdled  7/9/200311:244M 62
. . BN Tutorial_Unk05led  7/9/200311:248M 62
Part of the sample information can also be checked. B Unkot led 27003206 PM oodl  Refiesh
B unkozled 6/16/20031211PM 7041 File Search...
Ly
‘()" Show File Info. I.MES WA iS5 700 A LIAcquired by: N v DataPreview
. . . . 16,782 Date Acquired
When “Detail” for [File View] is selected, the sample " Sample Tope -
1t 1 1 1 H Levell:
gamle anéi OtIEar f2“1;1d1t1;)11al information will also be Preview SamoleName N File Conversion R
isplayed as the file information. | Sample ID :
play : |L Description : File View >
0.0 25 50
Arrange lcons »
@ Data @ Method @ Report Format
Show File Info.

I Data Explorer Properties...
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2.8 Printing out the analysis result

2. 8 Printing out the analysis result

To print out the result of qualitative processing, perform the following steps.
2.8.1 Printing out a “Graph Image”

Print out the chromatogram and MS spectrum displayed on the screen as follows:

Click the [Print] button &/

cffal) v FED(?| [o|cE s b|kan #BADE e w BB
x [o] TICEMC Scon  Segnen®l Pek [ Jsem ] Semment [ ]

[Print Image] will be carried out. == FE
3\ ct ~ s [Acquired by]
[DeaPorct =l I - /'@;—_’—gﬁij s
e Max Intensty : 6,762,645 ocsmtedl
) Sample1 Jod 7/3/20{ (x1,000,000) 2 Intensty : 6,
g Sanp asqrc Tine 2955 SeandTAB] Wien - GTASEE| | O 0 120905 FM
% 3 e
25 \ =1 [sonvle Name]
/8 A\
oo B % B o B O | l
[oSpectumvien o] Compound TobeView  [&3view # Edi
7
.
o]
4
K > 24; 286280 208 303 324 A
— =
Y k=l
i 10 Maxintensty 0
E|
ot
L
7|
]
o B % _
DTS oo Ookesagb0 odkTs T e | [T \params el | o
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2.8 Printing out the analysis result

| Example of printing out a graph image

==== Shimadzu LCMSsolution Data Report ====

<Chromatogram>
TIC
8,565,942
“
-
&
T T T T I T T T T | T T T T | T T T T | T T T T I T T T T I T T T T | T T T T | T T T T | T T T T I T T T T I T T T T
0.5 1.0 1.5 2.0 2.5 3.0 35 4.0 4.5 5.0 5.5
min
7,392,192 2
&
-
AN
T
TIC*1.00
L--340.15*1.00
T T T T | T T T T | LI T | T T T T l LI T | T T T T l LI T | T T T l LI T T | T T T I T T T T I T T T T
0.5 1.0 1.5 2.0 2.5 3.0 35 4.0 4.5 5.0 5.5
min
<Spectrum>
Retention Time:4. 767(Scan#: 287)
Max Peal: 106 Base Pealk:340.10(4457918)
Spectrum: Averaged 4.750-4 . 783(286-288)
Background:Calc Polarity:Pos Segmentl - Event1
3 340
4000000
3000000
20000003
1000000
202 223228 243 261 230 206 308 324 | 352 364 381 395

410
miz

A A 0 0 A AR A WA WL
190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400
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2.8 Printing out the analysis result

2.8.2 Selecting a layout for printing

<Data Report> allows you to print out a report image in the report format edited in the layout edit pane.
In this example, load the preinstalled report format file “Samplel.lcr” to print out a graph image.

'™ [Operation Manual]: “10.2 Reprinting Data Processing Results”

. . o
Click the [Data Report] icon .
The data report will be displayed.

QSR ¥a FEC ? O EB T S A5 ks m MEE R B e wh A AR
i j_:‘l o] TCEWC Sean— Segrenti! Peak [ Jsesn ] > [Seomen < 0]

1 fgpnonn L 9Tied

Methodllem

[Acaited b]
Adnn

o lewied
| SN 122505PM

§
. I\ (g
:

a0 m % B @ Bl G|

o[ SeectumVien B[ Corpond Te Ve [advew 9 6t
Evert® 1 5car(s) el Trme: 45175 49893400 4227 Scantt 2125 300- 2055 255 108 Name Twe [+
Irten 1 900,000 Base Pealc 402,579
T W00 AR Wen  2E7SSD el hien. T

T T
g (10) Max Intensity n;l prealol
50 - s
B 2
=) ok s msg camnn | o Y o [T R
2 Select the [Report Format] tab with <Data
Explorer>. 3
D2l &R ¥ FER |2 | & 152 = [ | | [
ANNEO & @EE A:L Ml&%ﬁﬂwﬁﬂﬂm
3 Drag and drop the file icon to the layout "'i"jf""“‘y@"’“’f‘“‘mm g
edit pane located on the right side. '

T Chomstogam
R s ——

Segrantéls] 000000)

6752508

The “Samplel.lcr” report format will be dis-
played.

4 Click the [Print] icon .
The report in the layout edit pane will be printed
out.

“Tic a0

LabSolutions/LCMSsolution Guide 23



2.8 Printing out the analysis result

| Example of using the report format file for printing

Acquired by
Date Acquired
Samgple Type
Level#

Samgple Name
Sarple ID

ISTD Amount
Samgple Amount
Dilution Factor
Vial#

Injection Volume
Data File
Method File
Original Method
Report Format
Tuning File
Processed by
Modified Date

Ségi BAEDO0)

Samgple Information

» Admin
. 6/19/2003 12:25:05 PM
: Unknown

: Samgplel lcd
: Method].lcm
: CALabSolutions\Data\Project 1 \Method . lcm

CiLabSolutions\Data\Project '\ESI-1_5.1ct
: Admin
D 7/9/2003 10:43:18 AM

M3 Chromatogram
C\LabSolutions\Data\Project 1\Samplel.lcd

16,782,648

4.04

3.0

17475

\
TIC*1.00

—340.15%1.00

0.0 0.5

1.0 1.5 2.0 2.5 3.0 35 4.0

MS Peak Table TIC

LI Sy B B B B B I L B B By N B R B B N By L s B L B B B B

4.5

5.0 5.5 6.0

min

Peakl#

Peak Start

Area% Heicht Height%

M ark Name ID# ent

Ret. Time
4759

Pealk End Area
4433 5.467]104584013

100.00] 5761363 100.00

AH
18.15

Papavenne 1]11-1

Total

104584013 100.00] 5761363 100.00
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3.1 Creating a “Compound Table”

Quantitative Processing (Batch Anal-
ysis)

3 . 1 Creating a “Compound Table”

In the quantitative processing, the concentration of the compound contained in an “Unknown Sample” is calculated by creat-
ing a “Calibration Curve” with a “Standard Sample” of a known concentration, which contains the same compound as that
being quantitatively analyzed.

In this example, inject 1 UL of a standard sample containing 0.5, 1, and 5 ng/uL of papaverine to create a calibration curve.
Simulate the quantitative processing to analyze 0.75 ng/UL of papaverine as an unknown sample.

= [Operation Manual]: “5.5.2 Editing a “Compound Table™”, “5.5.4 Using <Compound Table Wizard>”

3.1.1 Setting the quantitative parameters in <MS Data Analysis>

Set the quantitative parameters in the following steps using the papaverine data (Samplel.lcd) that has been loaded to <MS
Data Analysis> in the previous chapter.

SILCMS Posirun Analysis (Admin) - [MS Data Analysis - Samplel.lc

Click the [Quantitative Parameters]

[EFie TableEdt View Method Quaitative Quanttative Layout Tools Window Help 18] x|

. / SW 8R[F¥[FEE 2| |o|zaE i |kam E S EE e 2 AR LB
|C0n ‘ x| x| [ TICEMIE Soon  Segrenel (R N N I I N
. al Project in m
malld P | e e
Fin

[[Fienane T Modie] 00 19 20 B C 50
Hisanpercd  7a/20] (1 p0000)
75910

4015 (.00

548
B

cauied]
ety 6197203122505 Pi

,
s \ ol e
\ L]
e JI\ § "o
00 10 20 B 0 50 60 4 |
[ o Spectum View o] Conpound TableView — [E3viem # Et

Everth: 1 Scarts] Rel Tie” 4517 > 499334005 4227 Scarh: 272 3002055 255 o Nome Towe [ =

en (1,000,000 Base Peak 340257921
WE WA A e 237G e, T

EY
w2

43238 20 2 ]
TE0 osho | aho abd | ahp | dho | wtho me

Max tensty: 0

il 0 Mantenchy o0

50

25]

a @ Ya s BT D s T e | [T\ params el | o

UM

ool L b

Select the [Integration] tab.

2 Quatative Poamlers Mot m Data Fie) B
Enter u1 00” /mln fOI’ Slope Idenlificalion] Quar] :itativel Table Searchl
Integration Smoothing

In principle, enter a value equivalent to 1/2000 the Method:  [Standard ~
targeted peak height, © Autolprea) C AutolHeigh) & Detai Smoothing lteration: |2

. # of Peaks: Smoothing Width: ,3—sec
If no peak is detected, reduce the Slope value by widh 3 . ezhioa s
half. Slope: 100 /min)) Processing Time

Drift: 0 min ' Std. Ret. Time += |2 min

T.DBL: 1000 min " |dentified Width: times
Min Area/Height: |0 counts

Calculated by: & Area  © Height

0K I Cancel Help |
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3.1 Creating a “Compound Table”

4 Select the [Quantitative] tab.

5 Select “External Standard” for [Quantita-
. ?uanlilalive tethod: s ppm

the MethOd] Erera Standad d) Format of Concentration
Calculated by: « Area " Height & Decimals ¢ Significant
Calibration Curve 5

6 Enter “3” for [# of Calib. Levels]. porcai v ([
Curve Fit Type: Linea v || Group Type:
Zero: INalF rced j IConc, Summation j

. ‘Weighting Method: W —Ll
7 Click [OK] button.

3.1.2 Creating a “Compound Table”

To complete the quantitative settings for each compound, set “Compound Table” to [Edit Mode].

1 Click [Edit] button [# Edit | in the <Compound Table> View.

2 Enter values in the “Compound Table”.

Name Type m/z Ret. Time Conc. 1 Conc. 2 Conc. 3
Papaverine Target 340.15 4.800 0.5 1 5
N 2 1
-(O)-If you click a peak in the <Chromatogram> View
with the [Ret. Time] cell highlighted, the retention T
time for that chromatogram peak will be entered L e "EE e L B e I
automatically. oo | e
:mnmrn " ” ” ° Sndvanf n2zsosei
-()- If you click a peak in the <Spectrum> view with the = g |-
[m/z] cell highlighted, the m/z value for that spec- — jf
S e T
trum peak will be entered automatically. R A AT T e
Click [View] button g4 view | L
. . . . e T Jgr‘m -
The edited settings will be established. i 5| I57
e x10) Max btensity: 0 o "( L
- 50-
“ B 25
EYFREE - WE—— ) Ty
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3.1 Creating a “Compound Table”

| Checking and saving the quantitative parameters/compound table

—

Click the [Peak Integration] icon .

Check for the identification mark (V) on
the chromatogram peak.

The identification mark is given to the identified
peak.

The peak has the (1) and ({) marks at the starting
and end points, respectively.

If the peak integration fails, adjust the Slope value
among the integration parameters.

Check that the peak has been identified

properly, and then click the [Apply to
=

Method] icon .

The Save dialog box will be opened.

Check that “Method1.lcm” is selected for
the file name, and then click [Save] but-
ton.

The method file will be overwritten.

G| A0 ke oa @ R B e | A AE

B TICENE S Segrentdl [ N e N W )
o

sgpomam

Mo tensiy : 6762548
e onenn  oisdbs]
——_——— Adnn

(1 000000)
7541t

14015 (1.00)
50
25

/[

i

TN ) e
[Acquired]
e nensty 6762545
T ST e TR a] A0 TRER

1

|

[emple Nane]

o B E]

|

7|

o
BRI

Irfen 6,900,000

Base Peok: 04 457318

W 2190 b e

wwwwwww

e 20 2
2000250 2ho aho  aho 3260 asbo 7o mk

5
X ntensty 6762648

i)

|

IS

NOM

(o] Compound Tl Vien — [63view # Edt

Everth 1 Sear(s] el Tive: 47505 4783 4403 > 5467 Soank 206 5 238 267 0 103 D8 | Name Type |~
I Taget

5 Y T

Filename:  [Method1.lem

Save as type: |LCMS Method File (*.lcm)
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3.2 Creating a SIM Table

3 2 Creating a SIM Table

The SIM (Selected Ion Monitoring) mode is the analysis mode that selects ion bofore data acquisition, and acquires the

selected ions only. Therefore, the sensitivity is higher than the SCAN mode that acquires broader range of m/z values.

In this example, use the mass number specified in “3.1 Creating a “Compound Table™”

to change the parameters at data

acquisition, so that the quantitative analysis can be made in the SIM mode at higher detection sensitivity.

1 Return to the <LCMS Analysis> - <Data
Acquisition> screen.

Click the [MS] tab of the <Instrument
Parameters> View.

Select “SIM” for the analysis mode.

The setting for the measured m/z value will be
changed from entering a range to entering an indi-
vidual m/z value.

For Ch1, enter “340.15” for the m/z value
for papaverine in the compound table.

Click the [Save] button [§ to save the
method file.

%0 L A 6 6" T el 30 af B )RRl

&2

=14 [\ c:Ready PDA Ready MS:Ready

LT Furring Time: 0.006.00 min Detector A Gl (Z54rm O

mv(,000)
1.0 etector A CT- 254 (1 00

00

o ) ) B3 W
- [PDA Running Time: 0.00 / 6.00 min Ch(MAX): OmaL
" mAU(x1 000)
mfm%w e
D o
o ) ) B3 W
5 Rumning Tie: 000 /600 i Scant 59 Seqrent 1 nen 2068
Y 1R
o) [ ) B3 03
ertPasneieaVon [ Word Adveed
w5 [ Setings | L Tine Prog. | Auto Puge | 0
icnzie. [scovom =] seomet  pcaismtoe o - f || 2t
S SomeT O Acwustiontode [son 7] : 5 mple eneigy Ch 1282/
) Eventt Scanis) EventTime [T sec. o Fieference energy Chi 1544 v
DetectarVolage: (2 W/ | C—
samz o
B e
=
Fesdy C 4GB Fies o
(2
(4)
=1} Yiew) [~ Norm| & IDownLoad
MS | Simple Setiings | LC Time Prog. | Auto H
Acquisition Type:  |Scan/SIM v | Seament#l 0 - |6 min
= Segment 0.000 - 6.000 Acquisition| @ Positve C Negative
E) Eventt SIM(+) Event Timd Sec. MieoScan [0 amu
Detector Vltage: [1:2 KV Threshold:
| _Chlm/z [ZNCh2m/z | Ch3m/z | Ch4m/z | ChSmiz | Ch
340,15, 0.00 0.00 0.00 0.00
|
Interface Voltage CDL Voltage Q-array Voltage
@ Tuning File(Scan)
@ Tuning File @ Tuning File C Tuning File(Fix)
C kv || v |coocz2z[ic v
RF: v
Table >> << Fragment
I™ Use MS Progiam

%LCMS Real Time Analysis (Instrument1-Admin) - [

.Jﬂ,LLEiIe Edit View Method Instrument Acquisition Dal

AY FERw
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3.3 Creating a “Batch Table”

3 3 Creating a “Batch Table”

To make an batch analysis (continuous analysis), use the created method file to set up the batch table.

1 Click the [Batch Processing] icon

The <Batch Table> window will be displayed.
Create the batch table assigning the 1st to 3rd rows
to standard samples and the fourth row to an
unknown sample.

Choose the [Edit]-[Table Easy Settings]
menu.

The <Table Easy Settings> window will be dis-
played.

Select “New” for [Batch Table].

Specify “Standard” samples.

Vial# A R i
Data Filename : “Std01”

Specify a “Unknown” sample.

Vial# R Y i
Data Filename 1 “Unk01”

Click [OK] button.

The 4-row batch table will be created.
Tick the check box in the [Report Output]

column and enter a file name

~N O (&) W

in the
[Report Format File] column.

Set only the fourth row for the unknown sample.
In this example, specify the preinstalled report for-
mat file “Reportl.lcr”.

7R LCS Rool Tine Anal

i Fie Edt View Method Ins A ta Tools Window Help =181x|
DEE SR 3 FE ? |lz]o®

FOMLAGESD |made®omt<m | |<RRNe

=4 [\ c:Ready PDA Ready MS:Ready Fa . xi

=P T D03 750 i DeeclorA CHES -G

mvext 000)
1.0 oetector A G257 007
0o

() ) 20
[FOA Runring Time: 0.00 /6 00 min ChilM&X] Omél

)
mALIG 000)

10CTNAXCT 00y Tire

0o

7]

() k) 20 B
IS Rurning Tine: 0,00./6.00 min Scant, 59 Segment: 1 Inten: 2068
100000

} TICeT o0
0o
()

S tment Paaeters Ve

Mo ntensty : 285
ier

Time 3882 *[n BT S
n2

75 75 35 5 B w
T o Advanced
WS | e S | L Tve P | At |
hcoitin g [Foweni <] St AcmiionTio [ w3
(o Seamni 000600 AcisionMode: [Sen =] @ Posiive Negative

Bl ever

il Scanls) [ sec. MigioScen an

DetectorVokage: [12

Stat iz ED Endmiz: a0

C 47468 Fiee NOM Z

dﬂfile Edit View Instument Batch Tools Window Help

0E Cliksx a2 =] v =2
el ot a|@d B0 Ak ek | |- BB )8

Copy Table to Clipboard aject]

e | Sample Name | Sample ID | Sample Type | Analysis Type |
0:Unknown IT QT MIT MOT IL

Select All Ctrl+

Add Bow

Browse Data...

Edit Method...

 Append

Method File:  [Method.lom

mm‘m raptt: |1 3:
Injection Yolume: |1

IV Unknown ‘ Vialtt: |4 3: -4 E: ’raytt: 1 3: Repetitions: |1 3:
1 ‘Dala File: |Unk01 ’

Carcel
e ©

epetitions: |1 3:

V' Standard

Data File: |Std01

Injection Yolum{:

\ Vialul Inj. Voll Sample Namel Sample ID | Sample Typel Levelit |
1 1 1 1:Standard:(1) 1

2 2 1 1:Standard 2

3 3 1 1:Standard 3

|4 4 1 O:Unknown 0

[Analysis Typel Method File | Data File I Report | Report Format File |

[IT QT MIT M Method1.lcm Std01.led I_

[IT QT MIT M Method1.lcm Std02.lcd r

[ITOT MIT M Method1.lcm Std03.led i

[ITATMITM Method1.lcm Unkotied (| ™ Repoitl.lcr )

o
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3.3 Creating a “Batch Table”

h If the full path is not specified for any file name, the
data will be created in the specified project folder.

The default values are given to the following items of the
batch table. No modification is required of those values

so far as the operations in this document are concerned.

+ Sample Type

Clicking this column will display the <Sample Type>
window shown on the right side.

Select a sample type from this window.

Select “Standard” for a sample to create/update a calibra-
tion curve or “Unknown” for a sample under quantitative
analysis.

For the first standard sample to create a calibration curve,

enable “Initialize Calibration Curve”.

* Analysis Type

Specify whether analytical processing is performed or
not.

Clicking this column will display the <Analysis Type>
window shown on the right side.

Tick the desired items.

For example, MIT (= Integration) shows that peak inte-
gration will be carried out and MQT (= Quantitative)

indicates that quantitative calculation will be performed.

* Level#
Enter the level of a standard sample.

* Report Output
Ticking the check box will allow you to automatically

print out the analysis result report.

* Report Format File

Clicking this column will display the <Select Report For-
mat File> window shown on the right side. The analysis
result report will be printed out in the report format speci-
fied here.

[ [Operation Manual]: “9.3 Batch Processing Parame-
ters”

Sample Type

@ Unknown
o
& Control

@ Unspiked

Calibration

IE Initialize Calibration Curve
12| Add Caiibration Level

@ Spiked
§ Standard (ISTD Recovery)
@ Unknown (34/QC)

o]

@ Replace Calibration Level

[ Backup Method

Cancel | Help

Analysis Type

Integration for Quantitative (IT)

Quantitative Calculation (AT)

S Integration for Quantitative (MIT)

S Quantitative Calculation (MAT)

v
il

IO T MS Integration for Qualitative
(ol

At

I

EI [~ MS Make Spectrum Process Table
(ol (g

EI [~ MS Library Search (LS)

il |~ MS Pickup Unidentified Peaks
(ol (g

&I [~ MS Library Search of Compound Table (LT)

0K I Cancel Help

Select Report Format File

7] %]

Laok in: | 3 Project!

R R = s 5

Report.ler
Samplel.lcr
Summary.lcr

File name:

Files of type: |LC Report Format File (*lcr)

Ll Cancel I
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3.3 Creating a “Batch Table”

Click the [Save] button [& on the Tool-

bar.

9 Enter “Batch1.lcb” for the file name.

| Entering data in the table cells

) - [Batch Table - Batch1.lch]

tow_Help LIRS

= @ RIS EESD 2 & >

TWEAGTY |maaesy ®<m |~&&ENE

2| [FoBer CLabsohions\DalaPgest

[Via] Ini Vol[ Sample Name] Sample ID | Sample Type| Lovelti [Analysis Type] Method Fie | D

T T T Standard) T ITQTMITM | Melhodtlem | ¢
T 2 TaTMITH |

3 ITOTMITH | Methodilom

0Urksown 0 lTarMTH | M

2|2 ]
R 1
1

C. 47468 Fiee WM

Type Example Description
Window popup type | Method Filel When you click the button displayed to the right of the cell
(for complicated settings) l%_ﬂ- you have selected, the appropriate window pops up for you
IM.; to enter data in that cell.
Test.lcm
Test.lcm
Drop-down list type |_Summary T pe | When you click the button displayed to the right of the cell

(for selection from a list)

—_I Click Here

Summary Start&End
Summaru End&Start

you have selected, the available options are displayed in a
drop-down list.
Select the desired option from that list by clicking it.

Spin input type
(for input of a specific value)

I Levelit | 1 | Click here for
1~ increments

I—D'; Click here for
0 decrements

When you click the upper or lower rectangle mark button
displayed to the right of the cell you have selected, the
stepped value assigned to that cell is increased or
decreased.

To enter any value other than the stepped values, directly
enter it in the cell.

Check box type
(for On/Off input)

I Report Output |

|

:T‘(

Click the check box displayed on the cell to give or remove
the tick mark.

Double-click type
(for opening the file)

|__DataFile |
- — Double-click
Test2.|cd a blank space
Test3.lcd
Testd.lcd

The data file or method file on the selected row of the batch
table can be opened from the menu.
Alternatively, the same operation can be performed by dou-
ble-clicking a blank space in the cell.
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3.4 Making a batch analysis

3 4 Making a batch analysis

Using the batch table created in “3.3 Creating a “Batch Table” make a batch analysis as follows.

1 Place the sample onto the autosampler.

Vial 1 Solution of 500 ppb papaverine (standard sample)
Vial 2 Solution of 1 ppm papaverine (standard sample)
Vial 3 Solution of 5 ppm papaverine (standard sample)
Vial 4 Unknown sample (to be determined)
* |n this example, a solution of 0.75 ppm papaverine is used as an unknown sample.

Click the [Batch Start] icon | »

During the batch analysis, <Batch Table> and the
<Data Acquisition> window are simultaneously

displayed in divided screens.

0 To stop the batch analysis, click the [Stop]
icon

() If the batch analysis is paused, you may change the
subsequent batch tables while continuing the analysis
of the ongoing measurements.

O A snapshot can be performed to check the currently
acquired data. BIE
To make a snapshot, click the [Snapshot] icon @
on the [Acquisition] Assistant Bar during the analy-
sis.

After the unknown sample has been ana-
lyzed, a report is output.

7} LCMS Feal Time Anaysis (Instrumont’ Admin) - [Batch Table - BatchT.lcb]

& Fle Edi View Instument Batch Took Widow Help

Dl SR ¥ FECS 2 | >

F O AT | na iy B w8

1x| [l CAL S oo \Dala Picetl

Vial] i, Vol [ Sample Name] Sample 1D | Sample Type | Lovell [Analysis Type] Method Fie | D
T T TStandard () o

2|2 1 1:Stenderd
] 1.Stenderd

R E]
s 1 0Uriknown

Ready

T [TQTMITHM | Method for
2 [ITQTMITM | Methodllen
3 [ITQTMITM | Methodllcn
0 _[TQTMTM | Mehodllen L

C 47438 Fiee NUM
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3.4 Making a batch analysis

B aAn example of printing out a report after batch analysis

Sample Information
Acquired by : Admin
Date Acquired : 6/19/2003 12:01:05 FM
Sample Type : Unknown
Level# 0
Sample Name :
Sample ID :
ISTD Amount S[11=1 [21=1 [3=1 [4]=1 [5]=1
Sample Amount 1
Dilution Factor 1
Vial# 10
Injection Volume 1
Data File :Unk011cd
Method File : Method].lem
Oniginal Method : C\LabSolutions\Data\Pr gject] \Method 1. 1cm
Report Format : Report2 ler
Tuning File : C\LabSolutions\Data\FProject NESI-1_5.1ct
Processed by : Admin
Modified Date - 8/8/2003 4:09:20 PM
MS Chromatogram
C\LabSolutions\Data\Project 1VUnk01 1cd
(x100,000)
9.0—;935’129
8.0
7.0
6.0
5.0
4.0
3.0
2.0
1.04
3 —TIC*1.00
I e o e o e o LI B o e o e o e e L
0.0 0.5 1.0 1.5 2.0 2.5 3.0 35 4.0 4.5 5.0 5.5
min
MS Quantitation Graph MS Calibration Curve
935120 T 340_10]])#: .l miz: 340.10 ID#: l. _ miz 340.10
Type: Target Name: papaverine
Name: papaverine Function: f(x)=16,977,562.03 + 2,804,692
Rr1=0.9999711 Rr2=0.9999423
R.et. Time: 4.743 Mean RF: 20,058,615.0 RF SD: 2,867,764 RF “RS3D: 1.
‘ Area: 14816115 Curve Fit Type: Linear
Conc.: 0.707ppm [*10°7] # Conc(ppm) Mean Area
90 1 0.500 11591411.00
‘ ’ 2 1.000 19447075.00
8.0 3 5.000 87729745.00
‘ 7.0
6.0
‘ 5.0
‘ 4.0
3.0
‘ 2.0
1.0
T i 0.0
T 00 1.0 20 3.0 40 50
3 4 5 6 [*1070]
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3.4 Making a batch analysis

| Printing out a summary of multiple results from batch analysis

After the batch analysis, print out a “Summary Report” (a simple report of more than one analysis result) as follows.

1 On <Report>, create a format for the summary report containing report items [MS Summary].
[ [Operation Manual]: “10.3 Creating Report Files”

) There are the following two types of summary report items:
» [Concentration]: The results of concentration, area, and height are displayed in a summary.

» [Compound]: The peak information such as concentration and column performance is displayed for each compound.

Enter [Summary Type] in <Batch Table>.

Specify “Summary Start” for the top of the data to be output to the summary report, “Summary Run” for the data to

be included in the summary report, and “Summary End” for the data on the final line to be included in the summary
report.

Enter [Summary Report Format File].

Enter a file name to the right of the cell in which you have specified “Summary Start”.

pa\ For example, if you complete the following settings, the summary report including the data “Tutorial_UnkO1.lcd”,
“Turotial_Unk02.lcd”, and “Tutorial_Unk04.lcd” will be printed out in the format “Summary1.lcr” when the batch analysis
is finished.

Analysis Type I Method File | Data File
IT AT MIT MOT Tutorial_Method.lcm Tutorial_Unk01.lcd

=

Summary Start

2 ITQT MIT MAT Tutorial_Method.lcm Tutorial_Unk02.lcd § Summary Run
3 ITQAT MIT MAT Tutorial_Method.lcm Tutorial_Unk03.lcd
4 ITOT MIT MOT Tutorial_Method.lcm Tutorial_Unk04.lcd

Click the [Batch Start] icon | »
The batch analysis will be made.

After the batch analysis has been finished, the specified summary report file is printed out.
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3.4 Making a batch analysis

An example of printing out a summary report

MS Summary(Compound)
Tutorial UnkO1.led

(x1,000,000)
TIC
0.9 P77 B
0.0
T T T T I T T T T I T T T T I T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T ] T T T T I T T T T
0.0 0.5 1.0 1.5 20 2.5 3.0 3.5 4.0 4.5 50 5.5
min
Tutorial Unk02.1ed
(x1,000,000)
TIC
1.0711,030,983 R
0.0
T T T T I T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T ] T T T T I T T T T
0.0 0.5 1.0 1.5 20 2.5 3.0 3.5 4.0 4.5 50 5.5
min
Tutorial Unk04.led
(x100,000)
TIC
0.0 88084 B
0.0
T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T l T T T T ] T T T T I T T T T
0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 50 5.5
min
[MS] ID1 Compound Name:papaverine
Title Sample Name| Sample ID _Retention Timd Area Height Concentration
Tutorial UnkO01.1cd 4.743 11077384 835152 0.746
Tutorial Unk02.1cd 4.737 10886185 846829 0.735
Tutorial Unk04.1cd 4.718 10418105 807638 0.706
Average 4.733 10793891 829873 0.729
%RSD 0.276 3.142 2.425 2.840
Maximum 4.743 11077384 846829 0.746
Mimmum 4.718 10418105 807638 0.706
Std. Dev. 0.013 339191 20122 0.021
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4.1 Checking a “Calibration Curve”

Data Analysis

4. 1 Checking a “Calibration Curve”

To check and modify the “Calibration Curve” that has been created using the data on the standard sample analyzed in Chap-
ter 3, use <MS Calibration Curve>.

Select the [Method] tab of <Data
Explorer> displayed in <LCMS Postrun>.

Double-click the method file , o e e
“ » S R
Meth0d1 .ICm . T j sl el
259 ‘/‘ i\ = [SanpleNane]
00 10 20 30 40 sn\w
[ Spectumvien

Event# TScarkv) et Trve: 47505 47834433 <5 5467 Scantt 288> 238267 <5 329

o (1,000,000) Base Peok: 3404457918
2OV AR Ve, T RevEn 00

S 20 2
o007 3k5T Zebo ko Tacho EEDT sho B mk
(Bt vien

- (x1,000000) _ Max Intensity : 4.482,55¢ a(x10)
s =
E 50-
-

E R IR M TG =[S \paramre SReai«l | o

N /

P
. .

ool L

Select [Close & Open] button in the selec-
tion dialog box.

LC Postrun E3

Real Time Analysis D ata Acquisition Window by User [Admin].

\-) This file Method1.lcm has been used on System#t1 LCMS
Close this file or Open read only or Cancel?

R -
Since the method file “Methodl.lcm” is loaded by e

. . . Close & Open | M0pen Read Onl Cancel Hel
<Data Acquisition> in Chapter 3, temporarily close " £ yl | ? |

the file. é

4 <MS Calibration Curve> will be displayed.
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4.1 Checking a “Calibration Curve”

Check to see whether all of three area

values are registered.

h If the area value is 0, no peak integration has been

performed.
Adjust the Slope value and then carry out peak inte-

gration again.

‘O To change the “Slope” value:
Click the [Quantitative Parameters] icon
the [Integration] tab.

- p/— To perform “Peak Integration” again:
Click the [Peak Integration for All Data] icon

6 Click the [Save] button [& “on the Toolbar.

The modified method file will be saved.

DElE SR ¥s I

x
Frojctin:

== AR

B Colbrion eV

T8 AT7 SRR + 2604602
Ip2 - 05959423 T

[ Osaome |

: i

Ip < 3358711

Fienane Viodre
Mehodllen 777720

s /
nn,_,__,_,_,_,_‘
o 3 40 o

: ‘<Ca|ibration Curve>|..

51
[FFS0 287 75
IFF 55D : 1429692

Tz

ne. Aveal
05000 (V11 55141}

L0000 1847.075
50000 V67729755,

‘<Cdmpound Table>

Tt =
= o1 OS0 ) e|Ae wat] ) Serlen |

nnnnnnnn

ChonsogianView

{olY i g

30

<Chromatogram>
[T\ Paramss ]« |

UM

or

Z

@% on the [MSCalibration] Assistant Bar to carry out peak integration.

% on the [MSCalibration] Assistant Bar and then change the “Slope” value on
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4.2 Checking the quantitative calculation result of an unknown sample

42 Checking the quantitative calculation result of an
unknown sample

Using the <MS Data Analysis> window, check the data analysis result of the unknown sample analyzed in Chapter 3 as fol-

lows.
Click the [Data] tab of <Data Explorer>
0
. DER SR ¥ FER 2 |®|Ed &
displayed on <LCMS Postrun>. | e
] B
= -
ST T
=N ==
—
I [ o | A= ok ) st
. . ::%j}!;d?:%s% 5 ‘x;z]u‘gu Max Intensty : 752015 "
s = Ehsenaies 53 /? I
2 =
30 40 50 = sr)g
=1 4:" ST\ parars (7 2L ﬂz
Double-click the data file “Unk01.lcd” that ST S Seae N o e e )
. . 1 []x:‘ ,000,000) - o 1‘:‘!IMﬁelmsnsﬁ ’935;129 [Acquied by]
has been obtained by analyzing the 7 S, e
oo T So ] e O8] a b zoroseu
unknown sample. % <Chromatogram>| /| J G
[Sample Name]
<MS Data Analysis> will be displayed with the 1 " - - - = sn% . n
data file “Unk01.lcd” loaded. Bl L CATE XY
Eventi: 1 SIM(+) Ret. Time 4733->4757-um‘ (108 | Name | Twe [=
Inten(i00000)  BasePeask 3401920442 1 . PEPEVEIINE Taiget
i S i ‘ <Compound Table>
3 If the calibration curve has been changed CRecking the quantitative
- . “ . . .- ’ calculation result here in
in “4.1 Checking a “Calibration Curve™, [Result] tab.
. T2 e saes s wozme o morm me IN this tutorial, the concen-
then drag and drop the data file B wration should be  calou
x100,000) Max Intensity : 935,129 ,000)
“Method1.lem” from <Data Explorer> - e A rated to nearly 0.2 ppm.
L]
. 50- 504
[Method] tab to <MS Data Analysis>. % JLE J
3o 40 50 ”sh = 00 25  Cconc. | \Param's {Res] <] | LILI

The “Calibration Curve Information” will be
imported.

Check that the identification mark (VW) is displayed on the chromatogram peak.

If the mark is not displayed, the peak integration has not been completed successfully.
Adjust the Slope value and then carry out the peak integration again.

0 To change the “Slope” value:
Click the [Quantitative Parameters] icon ﬁ on the [MS Data] Assistant Bar and then change the “Slope” value on the
[Integration] tab.

*0)- To perform “Peak Integration” again:
Click the [Peak Integration] icon M on the [MSData] Assistant Bar to carry out peak integration.

5 Click the [Save] button [& on the Toolbar.

The reanalyzed data files will be saved.
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4.3 Loading a batch file to the “Quant Browser’

43 Loading a batch file to the “Quant Browser”

Using of the “Quant Browser” (= Quantitation Browser) allows you to easily re-analyze multiple data.
4.3.1 Displaying the quantitative result from the batch file
: . 4O
Click the [LCMS Browser] icon F428 on SH :EI I
Browse!|
<LCMSsolution Launcher>. S

<LCMS Browser> will be displayed. Administration | ARalysis

Operation

[ [Operation Manual]: “8.1 Browsing the Quantitative
Calc. Results at a Time”

Postrun\\ Browsey// Offline Editor

|BCIEle Compound Table View Method Erocess Data Lojout Lok Window Hebp =181x]
[oes L EE e || @] e s ] 5
CE] o [ (B[ onpound g5 vien, [ Edt

[ Sample Type | Level Ret Time | Area T3

Click the [MS Quant Browser] icon
on the [LCMS Browser] Assistant Bar.

< 1 o [T paroms [isl] 2

o[ Cromatogram View, o Colbraion Cuve View
J_ singe | ) sanple . | G10)
10) Maxntensty: 0
Tire 0000 Feen ) 4
75
_
50 =
g st
o
00060 00dods  modosnnodors 00dioo oodizs nodisn
Type | m/z | Inten | Actx | Setx | Disp.| P

E] 160
[N

3 Drag and drop the file icon e
“ H ”» E=|? [ | s o s @ |2 0B |12
Tutorial_Batch.Icb” from the [Batch] tab i S T —
[owr o [ e
of <Data Explorer> to <Quant Browser>. = : .
All of the sample data (“Tutorial Std01.lcd” =
through “Tutorial_Std03.lcd” and S
“Tutorial Unk01.lcd” through
“Tutorial Unk05.1cd”’) will be loaded. [T weme il o7
. A S | ) Sampleint.| e
-()- Alternatively, the data may be loaded by selecting (P‘ i j "
multiple data file from <Data Explorer> and then /Lg *
simultaneously dragging and dropping them. o | =
D
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4.3 Loading a batch file to the “Quant Browser”

Click the compound table.

The quantitative result of the compound on speci-
fied row will be displayed.

pa\ To delete the data file, right-click the <Quantitative
Result> View and then choose [Delete] from the
menu displayed.

A The calibration curve for the above compound will
also be displayed.

Check the chromatogram in the <Chro-
matogram> View.

“ .
M Fle Compound Table View Method Process Data Layout Tools Window Help -181x]
S (ER ® |8 s o s @A R

1l [uesweResmVen 1bs 1 [ ] papaverne
vsq | Projectin: i |

(5] Compotnd Tg3view [# Edk

Data Filename] Sample Type | _Level | Ret Time | Al [ 1p% | Name

[ Da Pt H TuoreL S0 koc|_ Standad T e [Tl
2 [Tuoial Sidb2kd  Standad 2 a7z 157
Fienane. Wodte]| 3| Tuloie_St03d  Stendard 3 4736 80745;
Sanpietiod  8/6/20]| [ Tutoil UrkDle|  Urknonn, a7
Do ornf| [E—ruettng2e oo a7 1086 |
Tutorel Unk03le| Unknown, 45 10791,
% es Tl [—{Tuors un0t| urknown a7 t0ste |
o 5[ TuoisL Unkl5kc| Unknown 4708 10433,
[ ol st L. 779720 [Average 475 237
) Tutorial_Stdn21.. 797201 %ASD 0348552 122715
B Twioil Sta03.. 7797204 [ Mesimum 47 w078,
ol Lrkar... 779720 iimum 4559 415
Tutori Unk02. . 7/5/20 514 Dev. 016461 | 26233544

ngwa\ Urkos... 7/9/20
Tutoil Unk04... 7/9/20
) Tutorial_Urnkos... 7/3/201
ok srevan

<Quantitative Result>

Inegraion for
AllData

Doleorms |1 o

& o] Chonsoganview Colbraton Crve View
Peak Table A single | ) Sample Info |
L2 |l N e D Lol
2= - Zay Time ien A
Sunmay Fepo
Max ensiy: 0 56 E‘
% so]
ob [ ) b 0 E) s
[Towe [ wiz [ inten [ Actx | sex [Dn] 25]
Targel £ 0w
sb oo
S Fiksil ERaarapnce:

NUM Z

()

4.3.2 Setting the integration parameters again to retry peak integration

The sample data consists of the quantitative data obtained
using three-points absolute calibrations.

However, it shows that the data processing of the stan-
dard sample in a low concentration range is failed due to

improper integration parameters.

In this example, the data on the highlighted 1st row of the
<Quantitative Result> View indicates a failure when the
file has been loaded.

If you check the area value, you will find that it is zero.
If you also check the <Chromatogram> View, you will

see that the peaks have not been integrated.

Click the

icon .

[Quantitative Parameters]

[ [Operation Manual]: “8.2 Making a Postrun Analysis
of Multiple Data”

EI Calibration Curve Yiew
Area(x10,000,000)
75
5.0
] The calibration point at the low-
25 est concentration cannot be
1 | || found, indicating that the two-
002 point calibration has been car-
0! 25  Conc. —Lried out.

5:1LCMS Browser (Admin) - [Quant Browses - (Tutorial_Method lcm)]

I Fie Compound Table View Method Process Data Layout ook Window Heb =181x]
Sl FES|? @3 e wma s (@R R
i [BQuerttaiveesktVen 10F 1 [ 0] papaveine (B[ Compond [ g3vien % Eat
Rt Data Filename] Somple Type | Level | Ret Tme | Awea |[ g =
[DaaPrect T [Tutore St T R [pepsoie 7o
B Tuioial 5102 ed Stendard 2 4717 157
3 Tutora 51603 d Stendard 3 473 w078
1 Tutora_UnkD1Ic Unknown| azes T
5 Tuioia Unk02le Urknown 4737 10886
Tuioia Urk03c Urknown 453 10791
Tutora Urk0lc Urknown 4718 10418
Tutora_UrkO5 o Unknown 4708 1049
a3 21
%R5D a2 12271
Masirum 4763 w078
Mininum 45 10418
5td.Dev. 0016461 | 26.233,644.2
Tuoral Unkos
Urk1 lcd
Pl | o [E N Porars i1l 21
[ Chvomatogram Vew ] Calbraion Curve View
J_ singe | ) sanple . |
(o000 Maxintensty 752015 5
v Tine ien )| I
o] ]
% 5o
o 1o 2 3 b 5o 3
Type | m/z | Inten. | Actx | Setx | Disp.| 254
Ta 34010 (I I [
o 25 Gont
Ready NOM 7
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4.3 Loading a batch file to the “Quant Browser”

Click the [Integration] tab. 2

Quantijative Parameters

Enter “100” /min for the [Slope] value. {integration [Bentiication | Guantitative | Table Search |

. Integration Smoothing
If the value is too large, enter a smaller value. Method:  [Stendad 7]
C Autoftrea) C AutolHeight) @ Detal  Smoothing lteration: |2
# of Peaks: . .
i Smoothing Width: 3 sec
Click [OK] button. - meeting

Click the [Peak Integration for All Data]

2o Lt o i 0
L]
. . . 2 |||l e [ [ )42 R L
icon /E to retry the peak integration. : . TR e T
59 B ilename_ lei -onc. 5 Y o
. [ \Data\Projectt 1 I G’;\,m‘\ . 7“:’;‘,557 - n[;:;-s; = nc‘;nn
The eaks Wlll be detected 2 Tutorial_Std02 lcd 19,447,075 1,253,846 0.98026 1.00000
P , N , , e et | —
The three-point calibration curve will be dis- el L
played. T L e

The proper quantitative value has been obtained.

Slope: 100

/min

ocessing Time

Dnft: v
T.DBL:

/min

1000 min

Min Area/Height: |0 counts

Calculated by: & Area

 Height

' Std. Ret. Time +

€ |dentified Width:

5 min
2 times

[5:1LCMS Browser (Admin) - [Quant Browser - (Tutorial_Method.lom)]

Cancel

Help

4

Quanitative 73/20)
£

779020

23720)
779020
79720
2820

1 1 7
25,863,856 0442 1415,333.3862

1523413

| [T eorams 1] 21

B Chomatogan View 5] Colbraton Curve View
A Sige | ) ol
75]
M tensty
so
o o b b ) S0 B
Tope [ miz [ inten. | Actx | Setx [Disp] 2]
Tagel 3010, 739315100 100] o
oo 25 | ot

NUM | Z

B Quantitative ResultView — |pg 1 ;LJ papaveri B Quantitative ResultView — |pg 1 ;I_»J papaveri
Data Filename Area Height I Conc. (ppm) I Std. Conc. Data Filename | Area i
Tutorial Std0T.ded | - - 0.00000 Tutorial_Std01.lcd 11,591,411
Tutorial_Std02.led 15,230,436 1,152, 1.00000 1.00000 Tutorial_Std02.led 19,447,075
Tutorial_Std03.lcd 80,746,261 48339 5.00000 5.00000 Tutorial_Std03.lcd 87.723,745
Tutorial_Unk01.lcd 11,077,384 3 0.74644 Tutorial_Unk01.lcd 14,816,115
Tutorial_Unk02.lcd 10,886,185 .4 0.73477 Tutorial_Unk02.lcd 14,840,655
Tutorial_Unk03.lcd 10,791,516 K 0.72839 Tutorial_Unk03.lcd 14,803,802
Tutorial_Unk04.led 10,418,105 8 0.70613 Tutorial_Unk04.led 14,238,404
Tutorial_Unk05.led 10,493,710 X 0.71080 Tutorial_Unk05.led 14,084,370
Average 21,377 657 1,445, 1.37531 Average 23,343,947
%RSD 122715247 103.747 116.458336 %RSD 108.018348 122.343613
Maimum 80,746,261 48339 5.00000 Maimum 87,729,745 931, 5.00219
Minimum 10,418,105 0.70619 Minimum 11.591.411 737 0.51755
Std. Dev. 26,233,644.2351 | 1,493,355.0 1.601667 Std. Dev. 25,863,856.0442| 1,415,333.39 1.523413
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4.3 Loading a batch file to the “Quant Browser”

B Files handled by the Quant Browser

The <Quant Browser> is an application that reanalyzes multiple data using the same method file for data processing.

Files are loaded in accordance with the following rules:

* Method file

Load a method file from the [Method] tab of <Data Explorer>.

If you do not specify a method file, the method file of the first loaded data will be loaded automatically.

If the loaded method file contains calibration curve information, the data file for the standard sample used to create that cal-

ibration curve will be loaded.

+ Data file
Load a data file or data files from the [Data] tab of <Data Explorer>.

. AN Std | Uhi Ctl Spk
The use of the Toolbar buttons allows you to display the data for each sample type.
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4.4 Printing out a summary report from the Quant Browser

44 Printing out a summary report from the Quant

Browser

<Quant Browser> has the “Summary Report” capability to report all of the loaded data as follows.

Click the [Summary Report] icon

The image for each compound in the table will be

printed out.

£:1LCMS Browser (Admin) - [Quant Browser - (Tutorial_Method.Iom)]

M) Fie Compound Table View Method Process

D@

Data Layout Took Window Help

Ve FERE P @ e e s (R

B Compound Tg3view @ Edt

Area
T15814TT
18,447,075
87.723,745
14816115
14840655
14803802
14238 404
14,084,370
2343347
108.015348
87.723.745

51755 050000

125364 00s  1.00000)
438 50s 500000)

4931305

11531411 737
258638560442 14153393862 1523413

AT

[ Nearams [0l o1

o] Chromsiogan Vew
(x100,000
201

50

J_ single | ) sample It |

Max ntensty : 752,015
n T8

N

oBla] |

1 20

B 4 s

ol

ob
Tyoe | wr
Taiget 340,

Int
70733315

on | Aotz |
i

Setx_[ Disp.|
100 @

| Cabration Curve View

NUM

B An example of printing from the quantitation browser

Shimadzu LCMSsolution Quant. Browser Report ===

[IM3S] ID1 Compound Name:papaverine

Title Sample Name| Sample ID RetTime Area Height Conc.
Tutoral Std01.1cd 4.682 11591411 737667 0.518
Tutorial Std02.1cd 4717 19447075 1253846 0.980
Tutorial Std03.1cd 4736 87729745 4931305 5.002
Tutorial Unk01.1cd 4743 14816115 927676 0.707
Tutorial Unk02.1cd 4737 14840655 956688 0.709
Tutorial Unk03.1cd 4.699 14803802 952027 0.707
Tutorial Unk04.1cd 4718 14238404 913809 0.673
Tutorial Unk05.1cd 4708 14084370 897395 0.664
Average 4717 23943947 1446302 1.245
%RSD 0.444 108.018 97.859 122.350
Maximum 4743 87729745 4931305 5.002
Minimum 4 682 11591411 737667 0518
Std. Dev. 0.021 25863856 1415339 1.523
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4.5 Using the Data Browser

45 Using the Data Browser

Using of the data browser allows you to display multiple data files in various types of formats as follows.

Click the [Browser] icon SN from il
Browset|
<LCMSsolution Launcher>. L&

<LCMS Browser> will be started. Administration | Analysis

Operation

[[=> [Operation Manual]: “8.3 Listing Multiple Data”

fethod Process Data Layout Tools Window Help ;Iglzl‘
Gl [ [ @ [[[@an s s fow e s [ a1 5 e |

) or ] [B]Comeom [e3vien # £
Prject A [~ Toom ioname] SomsieTope | Tover | oot Time | s

[ \Data\Project! | [Average

Fiename [ Mm@i Maimum

| Sample.lod 8/8/201 [Minimum
501 led 20 iy
51602 cd 22
2720
3720
13720
13720
3720
3720
713720
13720
KO5... 713720
/20

2 Click the [Data Browser] icon m

il | of [T Nerome al] 51

[ o] Chromatogram Vien ] Calbraton Cueve View
J_ singe | ) sanple . | G40)
G0 Mo ntenst
Tine 0007 Ten %)
—l 754
- 3
% 5o

o 000035 000050 000075 000100006135 00150
Type | miz | Inten | Actx | Setx | Disp. 25]

T
Ready Lo NoMT

Open a data file (multiple data files may

be selected) by dragging and dropping it. DataType [ TargetCel %]
A window will pop up for the user to select the " LC Chromatogram @ Load Data to Current Cell — |
. " PDA Chromatogram " Open as New Cell
data type displayed, whether to replace data or add Help |
. . . @
a cell, and the direction of adding that cell in the H5 Ehremalogiam —Cel Location
' PDA Spectium
latter case. € Rightward
" MS Spectrum
& Downward
" PDA Contour
e

Sample Information
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4.5 Using the Data Browser

N p/ A maximum of 64 cells (8 x 8) may be displayed.

pa\ If you click the focus pin gl located in the upper
right corner of each cell so that the pin is displayed

as “ | in multiple cells, then the display of those
cells will be changed interlocking with each other.

| o Tutoial UnkO1 lodiRead onl
Ret Time: 4,583

) Tutorial_ta01.1.
) Tutorial_sta02..
Tuorial 51031

For example, if both cells for an MS chromatogram
and a PDA spectrum are “pinned”, then double-click-
ing the MS chromatogram will display the PDA
spectrum for that time.

385 34,
B Tutoal k02 kdead orb)

o 75 50
B Tutoial Urk02Iedfead orbl

(100,000 Max
Tutorial_Urk04 fme 0.490  Scar# 30 ifen.

unTic
Tutoial Urk05... /8 54010 1,00
5

ars 721
4

(0
4557100 Wavelengh 237885 mabs 1553

o5 =5 = o
B Tutoial Unk02 edfead o]

o oBle L b || ook L b |

B Tutorel kO3 dfead ork)
Ret. Time: 4583

Ioten (100, Base Peok 3401370311
34010  Asen. IO
340

siop) 459 200 551 Wavelength 268,

S

ll wiew=m-
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5.1 Existing the LCMSsolution

Exiting the LCMSsolution

5 . 1 Existing the LCMSsolution

1 Click ll in the upper right corner of the
screen.

0 Alternatively, you may select the [Exit] menu located
at the bottom of the [File] menu to exit the LCMSso-
lution programs.

2 When using <LCMS Analysis>, click [OK]
button on the confirming dialog box.

3 For <LCMS Analysis>, the <Shutdown>
window is displayed.
Give the tick mark to all the check boxes.

Click [OK] button.

The shutdown procedure will be started.

5 Click [No] button in the confirmation dia-
log box.
For any file that has not been saved, the confirm-
ing dialog box is displayed to prompt you to con-

firm whether the file must be saved when you exit
the LCMSsolution.

Dl SR ¥ |FECD 2 |4 &
FOMLAGTT maaheko R dm |<EHEFNE8

=2 [| c.Ready PDA Ready MS:Ready Pl
[Reatine |
i izt O
aiensty: 0 yga
& E
= R R WA AR AR SRR RS
J-} PO Runring Tine: 2,65 /60,00 min Ch1(MAX): imélJ
: s g0 Vasitensty: 0
1 } N Time en. E“ =|
5| - 8
R AR AR AR SRR AT SR
5 Rurving Tine: 268 /10100 Scant 0 Segent:Dnen: 0
s 00000 ity nr -
022 g
R AR AR SR AT S
N e et | 720
M5 | Sinle Setings | LC Tine Prog.| uto Puse |
poqisiin e [GEURNIS] Seonentn  AcaistinTme [0 - [0 mn f‘
@ (= Sopmniamo o  Acwisionbode [Scn  ~] @ posie O Negstive Sanple eneigy Chi 222tV
) Eventl Scanis) EventTme  [1  sec  MigioScen am Feference energy Ch 1544 v
Detector Voltage: [15 K Threshold: o
@ Start m/z: 50 Endm/z 500
SoanSpesd [0 amufsec
g B
Ready © 47458 Fee o

[0b04] LCMS Real Time Analysis Application will be closed.

" Cancel | Help |

)

IG Off

olumn Oven Off

C Pump Dff, APCI Heater Off, Nebulizing Gas Close
PDA Lamp Off

DL Heater Off

oK

6 All the LCMSsolution programs will be terminated with Windows shut down.
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[Analyze] icon B57, B59, B61, C31

APCI Al1

[Apply to all acquisition time] button B19

[Apply to Method] icon A27, BS3, B56, B62, B81, C32
Archiver Csl1
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ASCII Output (Batch Table) c17
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[Real Time]
[Tuning]icon B7

Assistant Bar As, BS, B113, B114
[Acquisition]
[Batch Processing] icon A29
[Data Analysis] icon Al5, A32, B12
[Single Start] icon B16
[Snapshot] icon A32, B12
[Stop] icon B20
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[Single Start] icon Al4
[Batch]
[Batch Start] icon A32, A34, B94, B96, C38
[Pause/Restart] icon B94, B100
[Setting] icon C17, C18
[Settings] icon C33
[Stop] icon A32, B20, B100
[Wizard] icon B92
[Data Report]
[Preview] icon B103
[Print] icon A23, B103
[LC Data]
[Analyze] icon B57, B59, B61, C31
[Apply to Method] icon B53, B56, B62, B81, C32
[Data Report] icon B53, B56, B103
[LCMS Brower]
[Data Browser] icon B87
[LC Quant Browser] icon B83
[MS Quant Browser] icon B83
[LCMS Browser]
[Data Browser] icon A44
[MS Quant Browser] icon A39
[LC Quant Browser]
[Data Analysis Parameters] icon B85
[Modify Calibration Curve] icon B85
[Summary Report] icon B86
[MSCalibration]
[Peak Integration for All Data] icon A37
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[Quantitative Parameters] icon A37
[MS Data]
[Apply to Method] icon A27, B53, B56, B62, BS81, C32
Data Report] icon A23, B53, B56
Fragment Table] icon A18, B29
Peak Integration] icon A27, A38, B49
Qualitative Peak Integration] icon A19
Qualitative Table] icon B28, B31, B33
Quantitative Parameters] icon A25, A38, B38, B40
[Wizard] icon B42
[MS Data Analysis]
[Qualitative Table] icon A19
[MS Quant Brower]
[Peak Integration for All Data] icon A41
[Quantitative Parameters] icon A40
[MS Quant Browser]
[Modify Calibration Curve] icon B51, B85
[Peak Integration for All Data] icon B86
[Quantitative Parameters] icon B85
[Summary Report] icon A43, B86
[PDA Data]
[Analyze] icon B57, B59, B61, C31
[Apply to Method] icon B53, B56, B62, B81, C32
[Data Report] icon B53, B56, B103
[Spectrum Index] icon B66
[Wizard] icon B42

il ras N res ]

[Postrun]
[Batch Processing] icon B95, C38
[LC Data Analysis] icon B57, B59, B61, C31
[Library Editor] icon B36
[MS Calibration Curve] icon BS51
[Report Format] icon B105, B106
[Real Time]
[Batch Processing] icon B91
[Data Acquisition] icon A4, B22
[System Configuration] icon B15, B17, B22, B149, C21
[System Control] icon B24
[Tuning] icon B8, B9
[Report]
[Preview] icon B105, B109
[Print] icon B104
[Tuning]
[Auto Tuning Condition] icon B9
[Manual Tuning View] icon B9
[Start Auto Tuning] icon B7
[Tuning Result View] icon B8

[Assistant Bar] button BI12
<Audit Trail> €28, C30
Audit Trail

Data File C22
Method File €22
Setting C21, C22, C25, C26

Auto Purge (Batch Table) B97
Auto Tuning B7, B10

[Auto Tuning Condition] icon B9
Average (Bracket Calibration) B98
[Average Spectrum] button A16
Average Spectrum B32

[Average & Subtract Spectrum] button A17

B

Background Data File (Batch Table) B99
Baseline Check (Batch Table) B97
[Baseline Check] button Bi1

Baseline Chromatogram B99

Base Period B21, B22

[Base Shift] menu Be4

Batch Analysis A25, A29, A34, B48

Batch File A2, B6, B126, B127, B129, B130, C23
Prohibit overwriting C10

Batch Processing A34
Action B97, C18
ATA(ANDI) Output C17
Analysis Type A30, B97
ASCII Output C17
Auto Purge B97
Background Data File B99
Baseline Check B97
Custom Parameters B97
External Program Run C18
Level# A30, B51, B63
Parameter B97
Progress Control C18
QA/QC Criteria Cl17, C32
QA/QC Function C33
Report Format File A30, B102
Report Output A30
Run Mode B97, B99
Sample Type A30, B96
Start A32
Stop A32
Summary Report Format File A34, B97
Summary Type A34, B97
System Check B97, C17
Tuning File B97

Audit Trail Log User Program B97, C18
Merge C10 h . .
Print Bl11 [Batch Processing] icon A29, B91, B9S, C38
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<Batch Queue> B100

Batch Schedule B9Y6

[Batch Start] icon A32, A34, B94, B96, C38

<Batch Table> A29, B113, B129

<Add Rows with Selected Data Files...> B95, B124

Create A29
<Fill Down...> B93, B123
Print B111
<Settings>
[Bracket] tab B98

QA/QC] tab C33
Shutdown] tab B98
Startup] tab B98

<Table Easy Settings> A29, B123

— = .

<Batch Table Wizard> B92, B102, B123

Blank Peak Rejection B99

Browsing File B84

Cc

Data Filename] tab B91, B96, C44

<Calibration Curve> B84, B113, B129

Calibration Curve A36, B43
Create B48

<Calibration Curve> View B65

Calibration Point
Add B48, B51, B63
Delete B51, B63

[Cancel Edit] menu B39, B62
CDL Heater All

Cell B117
Multiple Select B121
Title Cell B117
Value Entry A31

Cell Data
Clear B121
Copy BI121
Cut B121
Paste B121
Value Enter B122

Cell (Data Browser) A45
Adjust Layout B90
Display Link B88
Display Settings B89

<Change Analysis Time> B20

[Change Database] button €55

<Check Raw Data> €29

<Check the Program Files> 37

<Choose Destination Location> B139

Chromatogram
Export B81
Extract B69, B70
Operation B82
Registration B71

Chromatogram File
CLASS-LCI10 B133

<Chromatogram> View Al3, A40, B27, B65, B68, B69, B70,

B75
<Display Settings> A13, B11
Magnify B64
<Properties> BI11
Shift B64

Stack/Overlapping mode B71, B75

Stretch/Contraction B64
Undo B64

CLASS-8000
Data File B133
Method File B133

CLASS-Agent C2, C51, C54, C57

CLASS-LC10
Chromatogram File B133
Data File B133
Method File B133

CLASS-VP
Data File B133
Method File B133

Clipboard B55
Column Performance Test C31

Compound Finder B47

“Compound Table” A25, A40, B39, B44, B51, B62, B63, B83

[Conc.] column B41
[ISTD Group] column B41
[Name] B62

[Ret. Time] B62

[Type] B62

[Type] column B41

<Compound Table> View B25, B39, B62, B65

[Edit] button A26

[Param’s] tab B39, B44, B47, B62, B67, B80, B84

[Results] tab B49, B84
[View] button A26

<Compound Table Wizard> B42
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<Confirm File Deletion> B144 Floating View C44
Consumable €35 [Data Explorer] button A20, C44
Reset BI51 <Data Explorer Properties> 48
<Contour> View B65, B68, B69, B70 Data File A2, A42, B6, B56, B104, B126, B127, B129, C23
[Control Panel] B143 All-in-One Structure €25, C51

Attachment to PDF C52

Audit Trail C22

Automatic Filename Creation B91, C44
<Create New Project (Folder)> B128 CLASS-8000 B133

<Create SIM Table> B4 CLASS-LC10 BI33

CLASS-VP B133

LCMSsolution Ver.2.x B133
Custom Parameters (Batch Table) B97 Long-Term Storage Cl, C49

<Convert LCsolution Data file to ASCII file> B132

[Create filename automatically with...] check box B96

Criteria B100

Method in Data File C28
D Prohibit overwriting C10
Rollback C28

DAO B137 [Data File Properties...] menu C26

DAO Installation B145 <Data Report> A23

Data Access Objects B137 Data Report €25, C60

<Data Acquisition> AS, A28, B11, B113, B129 Print B103

[Data Acquisition] icon A4, B22 [Data Report] icon A23, B33, B56, B103
<Data Analysis> B25, B113, B129 Data Rollback €28

[Data Analysis] icon AlS, A32, BI2 <Data Tree> View B51, B52, B63
<Data Analysis Parameters> Detect Rack A7, B13

[Identification] tab B59
[Integration] tab B21, B57, B68
[Library] tab B76

[Multi Chrom] tab B67 [Display All] button B65
[Performance] tab C31 [Display Contour View] button B65
[Purity] tab B74
[Quantitative] tab B61
[UV Spectrum] tab B78

Deviation Rejection of Baseline B99

Differential Chromatogram B99

[Display Multi Chromatogram Table...] menu B67

[Display Purity View] button B65

Width B21 <Display Settings> Al13, B26, B89
[Data Analysis Parameters] button B57, B59, B61, B68, B74, Distiller €50, €57
B76, B78, C31

Double-Click B114, B129

[Data Analysis Parameters] icon B85 [DownLoad] button A9

<Database Maintenance> C55
[Change Database] button C55
[Network] check box C55, C56

[Download] button B16

Drying Gas Controller A1l

<Data Browser> A44, B26, B87, B129

E

[Data Browser] icon A44, B87

<Data Explorer> A20, A23, A39, BS, B113, B127 Easy Login mode C10
Display Mode C44
Display Settings C43
Docking View C44
Extension tab C48 Electronic Signature C1

<Edit Compound Information> B37

Electronic Record C1, C48
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E-Mail function
Disable C10

Event Alo0, B14
Event Log C13
<Exit Setup> B140

Export
Chromatogram B81
Method File B56, BS1, C25
Report Format File B53, B56
Spectrum B8l

Exposure time B155
Extension B6, B127

External Program Run (Batch Table) C18

F

FDA 21 CFR Part 11 c1, cs1
File
Convert B132
Copy BI130
Create C19
Delete B131
Double-Click B114, B129
Drag B129
Drop BI129
Extension B6, B127
History Information B126, B131
Move B130

Open BI125, B129
Double-Click B114, B129
Drag & Drop B129

Rename BI131
Save B126

<File New> C19

<File Properties> 22, C26
[Audit Trail] tab C22
[Sample Info] tab C26
[Used Files] tab C26

<File Search> €45
Comment C45
Creation Date C45
Filename C45
Sample Information C45
Search Result C46
Type C45
Update Date C45

File Type B6

<Fill Down...> B93, B123

Focus Pin button A45, B87
<Fragment Table> A18, B33
Fragment Table B29
[Fragment Table] icon A18, B29

Function Check €38
Data Installation C40
Evaluation Criteria C39

Inspection Report C42

G

GLP/GMP c1

Good Laboratory Practice C1
Good Manufacturing Practice C1
Grouping B39, B43, B62

<Group Property> Cl11

GxP Support Function €2

H

Hardware Validation €34
<Header/Footer> B109
Heat Block Al1

Help BI135

Hit List B35, B36

‘H/W Administrator’ Rights c4

Identification Parameters B59
“Identification Results Table” B49

Import
Method File B56, C25
Report Format File B53, B56

Infusion Analysis B17

[Infusion Control] bar B17
Operation B18

[Initialize Calibration Curve] button B93
Installation Procedure B137

Install CD-ROM B137

<Install Complete> B140

Install Disc B137
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<Instrument> B149

[Instrument Control] bar B113
[Baseline Check] button B11
[Shutdown] button B23
[Startup] button B23
[System Check] button C34

[Instrument Monitor] bar B12, B113
[Instrument Monitor] button B12
[Instrument On/Off] button A12
<Instrument Parameters> C27

Instrument Parameters AS, C24
LC A7, B13,B19
MS A9

Instrument Parameter Settings B11

<Instrument Parameters> View A7
[Auto Purge] tab B13
[Autosampler] tab A7
[Data Acquisition] tab B21, B22

[Sampling] list box B21, B22

Display Mode B13
[DownLoad] button A9
[Download] button B16
[LC Time Prog.] tab B13, A8
[MS] tab A28, B14, B19
[Normal/Advanced] button A7
[Normal]/[Advanced] button B13
[Pump] tab A8
[Simple Settings] tab A7, B13, B19

Integration Parameters A40, B57
<Integration Time Program> B31, BS8
Internal Standard Method B40
Internal Standard Substance B41

Ion Gauge All

L

<LabSolutions LCMSsolution Setup> B137, B142, B145
[Standard Install] button B138

LabSolutions PDF Printer €60

Layout
Save B26

Layout File B90
Save B90

Icb A2, B6, B127

<LC Calibration Curve> B63

led A2, B6, B127

<LC Data Analysis> B5S, C47

[LC Data Analysis] icon B57, B59, B61, C31
<LC Data Comparison> B64, B87, B113, B129
LC Instrument Parameters B13, B19

lem A2, B6, B127

<LC Maintenance Utility> 35

LC Maintenance Utility B151

<LCMS Analysis> A4, A28, B7, B113
<LCMS Analysis Editor> BS

[LCMS Analysis Editor] icon Al, B3
[LCMS Analysis] icon Al, A4, B3, B7, B149
<LCMS Browser> A39, A44, B83, B87, B113
[LCMS Browser] icon Al, A39, A44, B3, B83, B87
<LCMS Postrun> B113

[LCMS Postrun] icon Al, B3

<LCMSsolution Launcher> A3
[LCMS Analysis] icon Al

<LCMSsolution Launcer>
[LCMS Analysis] icon A4

<LCMSsolution Launcher> B3, B7, B91, B95, C8, C9, Cl1,

Cl2, C13, C14, C38
[LCMS Analysis Editor] icon Al, B3
[LCMS Analysis] icon B3
[LCMS Browser] icon Al, A39, A44, B3, B83, B87
[LCMS Postrun] icon Al, B3
[Log Browser] icon B4, C13
[System Policy] icon B4, C9
[User Administration] icon B4, C11, C12, C14

<LCMSsolution Launchre>
[LCMS Analysis] icon B149

LCMSsolution Ver.2.x
Data File B133
Method File B133

<LCMS Tool Launcher> B151, B153
lcq B84

[LC Quant Browser] icon B83

ler A2, B6, B103, B127

LC Stop Time B19

Level# (Batch Table) A30, B51, B63
<Library Editor> B113, B129, B130

[Library Editor] icon B36
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Library File B126, B129, B130, C24
Edit B37

Library Search B34, B77, B87, B90
[Library Search] menu B35

Library Search Result
Print B111

<Library Search Results> B34, B35
Library Type B79

<License Installer> B141, B142
License Key Disk B141

License Uninstallation B142
[Lock] menu C16

<Log Browser> C13
Print B112

[Log Browser] icon B4, C13
<Login> A4, BS, B149, C10, C55, C56
Login

Attempt Limit C7, C9

Lockout Duration C7, C9

Login/Logout Condition Log €30

[Login with Windows Username] check box €7, c9
<Log of Data Acquisition> C27

LSSMntDB.exe €55

LSSMntPC.exe €56

Luminous Energy B156

Iyt B9

<Maintenance of Instrument Information> €56
Manual Identification B50, B52

Manual Peak Identification B85, B86

Manual Peak Integration B31, B50, B52, B85S, B86
Manual Tuning B9

[Manual Tuning View] icon B9

Margin B109

Mass Chromatogram A18

Mass Number Calibration B9

Mass Pattern Matching B46

Mass Spectrum A16

Mass-to-Charge Ratio B9, B27

Maximum Number of Hits B34
Maximum Password Age €7, C9
Max Plot B67

Menu bar BS

Message Log €30

Method
Print B111

‘Method Developer’ Rights c4

Method File A2, A42, B6, B51, B63, BS3, B126, B127, B129, C24
Audit Trail €22
CLASS-8000 B133
CLASS-LCI10 B133
CLASS-VP B133
Create A6
Export B53, B56, B62, B81, C25
Import B53, B56, C25
LCMSsolution Ver.2.x B133
Prohibit overwriting C10
Save A9, B62

[Method File Properties...] menu C22
Method in Data File C28

Method Validation €31

<MIC Table> B29

Minimum Similarity Level B34

Modify Calibration Curve B86

[Modify Calibration Curve] icon B51, B85

MS
Start and Stop B24
System Control B24

<MS Calibration Curve> A36, B51, B129
[MS Calibration Curve] icon B51

<MS Data Analysis> A15, A38, B25
<MS Fragment Table> B89

MS Instrument Parameters Bi14, B19
<MS Library Editor> B36

[MS Quant Browser] icon A39, B83

MS Stop Time B19

<MS Tuning> B129

[Multi-Chrom Table] button B67, B68, B70
[Multi User] check box €7, C9
Multi-User Mode 6

m/z B9, B27
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N

Nebulizing Gas All

Negative Al0

[Network] check box €55, C56
[New] button A6, B36, B79, B105
Noise Spectrum B74

[Normal/Advanced] button A7

(0

Online Help B13, B18, B135
Online Manual B136
‘Operator’ Rights c4

<Options>
[Auto Copy] tab C51
[PDF Export] tab C49

<Output Window> B35, B113, C30
[LogFile] tab C30
[Message Log] tab C30

Overlap (Bracket Calibration) B98

P

<Page Setup> B109
Page Size B109
Part 11 c1, ¢s1

Password Bs, C5, C12, Cl14, C15
Change C14
Duplication C9
Force C9
Maximum Age C7, C9
Mean Decryption Time C7

Minimum Length C7, C9, C12, C14

Pattern Matching B46
[Pause/Restart] icon B94, B100
PC restart B144

<PDA Data Analysis> B65
<PDA Utility> BI153, C35
PDA Utility B153

<Instrument Information> B157
<Wavelength Calibration> B155
<Wavelength Check> B154

PDF File c51

File Information C50

PDF Format C49
Output Setting C57

PDFWriter €50, C57

Peak Detection A19

[Peak Integration by ID] button B86

[Peak Integration for All Data] icon A37, A41, B86

[Peak Integration for All IDs] menu B86

[Peak Integration] icon

A27, A38, B49

Peak Integration Parameters A19

Polarity Al0

Policy ¢7, c9
Level Setting C9

Portable Document Format €49, C57

Positive A10

Postrun Batch Processing B48, B52, B96

Start B96
Post Search B36
Pre-filter B79
<Preview> B109

Preview €43, C46

[Preview] button B105, B109

[Preview] icon B103, B105, B109

Print

Audit Trail Log B111

Batch Table Bl111
Data Report B103
Graph Image A21
Image BI11

Image Extraction from PDF C53
Library Search Result B111

Log BI112
Method BI111

Postrun Batch Processing B102
Program Alteration Check B112
Raw Data Integrity Check B112
Real Time Batch Processing B102

Single Run B101

Spectrum Table B111

System Check B112

System Configuration B111

[Print] button A21, B105

[Print] icon A23, B103, B104

Print Spectrum Index Bil1
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Profile Bi14

Program Alteration Check €37
Print B112

Progress Control (Batch Table) C18

Project B127, C51
Create B128
Delete B128

Project Folder A20

<Properties> B26
[Sample Info.] tab B49

<Properties> (<Chromatogram> View) Bl11

<Properties> (File) €22, C26
[Audit Trail] tab C22
[Sample Info] tab C26
[Used Files] tab C26

<Properties> (<System Configuration>) B21
[Base Period] B21

<Purity> View B65
[Peak Profile] tab B75
[Peak Purity] tab B75

Q

QA/QC Function B100

<QA/QC>
[Criteria] tab C32
[General] tab C32

QA/QC Ceriteria (Batch Table) C17, 32
QA/QC Function (Batch Table) €33
[QA/QC Parameters] menu C31, C32
Qualitative Analysis B33

[Qualitative Layout] button B65

<Qualitative Parameters>
[Library] tab B34
[Spectrum Process] tab B30

<Qualitative Peak Integration> A19
[Qualitative Peak Integration] icon A19

<Qualitative Table> B28
[Peak Table] tab B33
[Spectrum Process] tab B28, B34

[Qualitative Table] icon A19, B28, B31, B33

<Quant Browser> A39, B26, B51, B3, B113, B129

<Quantitation> View B49, B50

Quantitative Calculation Method B43

Quantitative Calculation Result Check B49
[Quantitative Layout] button B65

<Quantitative Parameters> B38, B85
[Identification] tab B45, B46
[Integration] tab B38
[Quantitative] tab B40

Quantitative Parameters B61

[Quantitative Parameters] icon A25, A37, A38, A40, B38, B40

[Quantitative Paramters] icon B85

<Quantitative Result> View A40, B83

R

Raw Data
Integrity Check €29
Print B112
Real Time Batch Processing B48, Bo4
Additional Analysis B100
Pause B94, B100
Restart B94
Resume B100
Start B94

[Real Time Instrument Control] bar A11, B113
[APCI On/Off] button A1l
[CDL On/Off] button A1l
[Heat Block On/Off] button A1l
[IG On/Off] button A1l
[Instrument On/Off] button A12
[MS Detector On/Off] button All
[Open/Close Nebulizing Gas] button A1l
[Zeros Detector] button B11

<Reference Ion Ratio> B45
Reference Ion Ratio B52

Reference Ion Ratio Identification B45

[Register Current Spectrum as Standard] menu B44

Registered Spectrum B77
[Register Spectrum to Library] menu B35
[Register Standard Spectrum] menu B80

[Register to Multi-Chrom Table] button B71

[Register to Spectrum Process Table] button A17

[Register to Spectrum Table] button B72

Registration
Data to Agent C54
Rights Group Cl11
User C5, C12
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Reinstallation B142 <Sample Type> A30

Relative Retention Time Method B41, B59, B60 [Add Calibration Level] button B93

[Initialize Calibration Curve] button B93
<Report> A34, B113, B129, B130

Sample Type (Batch Table) A30, B96
Sample Type (QA/QC) €32

Report
Multiple number of data files B104

Report Format A23, A34, B92 [Sampling] list box B21, B22

Template B103 Sampling Rate B21, B22
Report Format File A2, A23, B6, B103, B104, B105, B126,
BI127, B129, B130, C23
Export B53, B56
Import B53, B56
Prohibit overwriting C10

Save Batch in Data File As...] menu €28

Save] button A31, A28, A37, A38, B93, B96

[
[
[Save Library File As...] menu B79
[Save Method As...] menu €25

[

Report Format File (Batch Table) B102, A30 Save Report Format File As...] menu B103

[Report Format] icon B105, B106 Scan B4

Report Format in Data File B56, C25 Security Level 7

Report Item A34, B110 Security Support Function
Format B106, B107 Current User Display C15
Layout B108 Login Authentication C15
Paste B106 Restrict the Operations Right C16
Resize B107 Window Lock Cl16

[Report Item] bar B113 Segment Al0, B14

Report Output (Batch Table) A30 <Select Baseline> B31, B50

Report Type (QA/QC) €32 <Select Batch Table> €28

<Reset Lamp Time> €35 <Select Components> B146

Right <Select Data Type> A44, B87

‘System Administration’ C4, C11, C12
Use Analytical Instrument C12

Sequence (Bracket Calibration) B98
<Set Compound Information> B45
Rights Group 4, C7, C12

Setting] icon Cl17, C18
‘H/W Administrator’ C4 [ gl ’

‘Method Developer’ C4 <Settings>

Name Cl11 [Bracket] tab B98

‘Operator’ C4 [Data Filename] tab B91, B96, C44

Registration C11 [Create filename automatically with...] check box B96

[QA/QC] tab C33

[Shutdown] tab B98
Row# Column B117 [Startup] tab B98

[Rollback to Original Data] menu €28

Run Mode (Batch Table) B97, B99 Shift

Left-Right B64
S Upper-Lower B64

<Show Standard Spectrum> B46

Sample Information BS55, C43 .
[Show Window] menu B114

Sample Injection

.. <Shutdown> A46, B23
Repetition B93

Shutd B98
Sample Loading Method B17 Hidown

Shutd button B23
Sample Schedule B94 [Shutdown] button

SIM A28, B14, B29, B54
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Similarity B77
Similarity Identification B80

SIM Table A28
Create B54

<Single Run> A14, B101
Single-run Analysis B48, A6, Al4
[Single Start] button B16
[Single Start] icon A14, B16
Single-User Mode €6

Snapshot
Update BS53, B81

[Snapshot] icon A32, B12
Software Validation €37

Spectrum
Background Processing B30
Export B81
Extract B69, B70
Operation B82
Registration B72

Spectrum-based Identification B44
Spectrum File 24

Spectrum Index
Print B111

[Spectrum Index] icon B66

Spectrum Process Table A17, B28, B33, B35

<Spectrum Table> B73

Spectrum Table
Print B111

[Spectrum Table] button B72

<Spectrum> View B27, B35, B65, B68, B69, B70, B77

Extracted/Registered mode B72
[Standard Install] button B138
Standard Sample B48
[Standard Sample] button B9
Standard Spectrum B46
[Start Auto Tuning] icon B7
<Startup> B23
Startup B98
[Startup] button B23
Statistical Calculation B86
Status Information 24

[Stop] button B20

[Stop] icon A32, B20, B100

Stop Time
LC B19
MS B19

Stretch/Contraction
Left-Right B64
Upper-Lower B64

Subtract Spectrum B32

Summary Report Format File (Batch Table) A34, B97
[Summary Report] icon A43, B86

Summary Report Output (Quant Browser) A43
Summary Type (Batch Table) A34, B97

System Administration C3
History C13
Log Browser C13
Network C56
Policy C7

‘System Administration’ Right C4, C11, C12
“System Administration” Tools C8

<System Check> €34
Print B112

System Check B8

System Check System Configuration
Criteria B150

System Check (Batch Table) B97, C17
[System Check] button €34

<System Configuration> A4, B11, B150, C27, C30
<MS Detector> B17
Print B111

<Properties> B21
[Base Period] B21

System Configuration
Audit Trail C21
Refer C27

<System Configuration Audit Trail Settings> C21
System Configuration File €21, C24

[System Configuration] icon B15, B17, B22, B149, C21
[System Control] icon B24

<System Policy> €7, C10
[All users must use password] check box C9
[Login with Windows Username] check box C7, C9
[Multi User] check box C7, C9

[System Policy] icon B4, C9

System Suitability Test C31
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[Tab Control] button B116

Table Column B117
Display Condition Change B118
Select B117
Width Change B117

<Table Easy Settings> A29, B123

Table Row
Add B119
Delete B119
Display Quantity Change B120
Select B119

<Table Style> B26, B39, B40, B62, B80, B97, B118, B120

Template
Create from Template C19
Save as a Template C20

Title bar B5
Title Cell B117

Toolbar A5, B5, B113
[Add Rows with Selected Data File] button B95
[Assistant Bar] button B12
[Average Spectrum] button A16
[Average & Subtract Spectrum] button A17

[Data Analysis Parameters] button B57, B59, B61, B68,
B74, B76, B78, C31

[Data Explorer] button A20, C44

[Display All] button B65

[Display Contour View] button B65
[Display Purity View] button B65
[Instrument Monitor] button B12
[Multi-Chrom Table] button B67, B68, B70
[New] button A6, B36, B79, B105

[Peak Integration by ID] button B86
[Preview] button B105, B109

[Print] button A21, B105

[Qualitative Layout] button B65
[Quantitative Layout] button B65

[Register to Multi-Chrom Table] button B71
[Register to Spectrum Process Table] button A17
[Register to Spectrum Table] button B72
[Save] button A28, A31, A37, A38, B93, B96
[Single Start] button B16

[Spectrum Table] button B72

[Standard Sample] button B9

[Stop] button B20

[Tab Control] button B116

[Update Snapshot] button B53, B81

Total time of lamp illumination B156

<Tuning> B7
[Manual Tuning] B9
[Tuning Result] B8

Tuning B24
Auto Tuning B7, B10
Manual Tuning B9
Standard Sample B9

Tuning File B129, C24

Tuning File (Batch Table) B97
[Tuning] icon BS, B9
[Tuninglicon B7

[Tuning Result View] icon BS

U

Uninstallation Procedure B142
Unknown Sample B48

[Update Snapshot] button Bs3, B81
<Update Wizard> B47

[Use Password] check box C12

User C3
Registeration C5, C12

<User Administration>
[Groups] tab C7, C11
[Password] tab C14
[Users] tab Cl12

User Administration
Description C3
Group C3
Instrument C3
Password C3
Policy C9
User ID B5, C3, C12
User Name C3, C12

[User Administration] icon B4, Cl11, C12, C14
<User Authentication Mode Select> B139
User ID Bs, C3, C12

<User Information> B138

User Name €3, C12

User Program (Batch Table) B97, C18

<User Property> C12, C14
[Use Password] check box C12

<UV Library Editor> B36, B79
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UV Library File B76, B79, B80
<UV Library Search Results> B77

UV Spectrum B80

\'

Vacuum Pump B24

Validation
Hardware C34
Method C31
Software C37

View
Magnified B25, B55, B65
Size Change B115
Standard B25, B5S, B65

w

<Wavelength Settings> B67
Width (Data Analysis Parameters) B21
Window/Band Method B60

Window Display Format B115
(Docking/Floating view) B116

[Wizard] icon B42, B92

Y4

[Zeros Detector] button B11
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