Preface

The LabSolutions IR software is one component of the LabSolutions software package and is used with the

Shimadzu's Fourier Transform Infrared Spectrophotometer series to control the instrument and perform data

analysis.

The operation manual for the LabSolutions IR software comprises four volumes including this manual. This quick

guide briefly introduces the LabSolutions IR software from startup through to initial operation.

For more details on usage, refer to the corresponding operation manual.

« Installation and
Maintenance Manual

« Management Manual

. Basic Operation
Manual

« Quick Guide

This manual explains software installation, troubleshooting, and environment
settings.

This manual explains how to use the management function and validation
software.

This manual explains specifically how to perform basic operations using the
software.

This quick guide briefly introduces software startup through to initial operation.

Quick Guide Notation

#NOTE

Emphasizes additional information that is provided to ensure the proper use of
this product.

PHINT

Indicates information provided to improve product performance.

Iy

Indicates the location of related reference information.

NOTICES

product.

the part of the vendor.

relevant manufacturers.

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

« Information in this manual is subject to change without notice and does not represent a commitment on

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

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

« The contents of the hard disk of the personal computer may be lost as the result of an unforeseen accident.
Always create a backup to protect critical data from such accidents.

« Replacement parts for this product will be available for a period of seven (7) years after the product is
discontinued. Thereafter, such parts may cease to be available.
Note, however, that the availability of parts not manufactured by Shimadzu shall be determined by the

« Original version is approved in English.

© 2012 Shimazdzu Corporation. All rights reserved.

Dec. 2012
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Software

Shimadzu offers the following three software versions in the LabSolutions IR series.
This quick guide uses the file management version of LabSolutions IR to explain operation.

LabSolutions IR

Edition File management edition

Data management method Measured data files are saved and managed in folders on the PC.

The existence of data files can be checked using Windows Explorer.

Data references The software references files in folders or drives on the PC.

Transfer of files

Unavailable

Available (Option)

Available
Available
Unavailable

Transferring LabSolutions IR data between
PCs

LabSolutions database

CLASS-Agent database

User management

Authorized group management

Project management

Standalone / network

Either can be used.

Data backup Performed on a file-by-file basis using Windows Explorer.

Startup method LabSolutions IR icon, LabSolutions icon

LabSolutions DB IR LabSolutions CS IR

Database edition

Measured data files are saved and managed in the LabSolutions database.

21emyog

Client server edition

The existence of data files cannot be checked using Windows Explorer.

[ ]
The software references files in the database.
[ ]

Loading via import
(Data can be either copied to a local destination using the data file export function or downloaded from the database manager.)

Available
(The database resides on a server or local PC)

Available
(The database resides on a local PC)

Unavailable
(The contents of the CLASS-Agent database can be transferred to the LabSolutions database.)

[ |
[ |
[ |

Either can be used.

(LabSolutions IR data can be viewed using the database
manager on a PC set up for viewing purposes. Note that
LabSolutions IR must be installed on the PC used
for viewing.)

Performed for each database.
[ ]
LabSolutions icon

Only the standalone configuration can be used.




Spectrum

This section explains the general spectrum program procedure for samples.

Perform Background
Measurment

Ugsr D

IR Fanzwon

| Chengs Facowerd > |

@ Double-click '

Set the background sample.

N =

Click [BKG Scan].
A background spectrum is displayed.

Measure the Sample

—__ |

P S T— : . Set Scan Parameters

Initialization

B shimaanzu

LabSolutions IR

1 Check that power is supplied to the FTIR.

2 Select [Initialize].

A green rectangle ( - ) is displayed in the status monitor.

"Initialization is succeded." is displayed in the log.

wnJoadg

Search

11 LastBhgispd
\eful] Active Data: none
© fek] Lastekg
107 Default Project - 2-11 - defaul
[ Active Dsta: none
-] defaultl

[

Click [Measurement].

Set the sample.

Click Q .

A spectrum of the sample is displayed.
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28 spectmem |
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12:56:43 FM 3/13/2017 Scan equests
12:56:44 PM 3/13/2012 Changing Bea
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Click the [Data] tab.

IEEEE
Eample Scan

[E‘ Loas Parametan

‘ [ 5ave Parmmater '|Ei) netrument ¥ | @ Help | [¥]Switch to View after scarring.

[F]view background

(-/"

Comment:
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Qi P—r— '
FTIR Measurement reachy

(¥ Monrtor gutoscale

Eiename:  default.ispd

N =

Set scan parameters such as the number of

Festtme:

scans and resolution.

Sample name:

[l continuocs | 1 tmes
Sample I0: '

4000 3500 3000 2500 2000

[e] @ 2uioincrement  Option
I SW: Vdidzte

Enter a Filename
and Sample Information

Enter a filename.

Advanced

Instrument
Measurement Mode

Apodzation
Happ-Genzel -
o, of Sczng

2 =

Enter the sample information.

Resalution
Range (om-1)

Min. | 400

Max. | 4000

N

| [ i T | [ i (I I | | [ i [
1750 1500 1250 1000 750 500
cm-1

Postrun

Perform operations including printing, searching, and
manipulation with respect to spectra.

3> See "Postrun/View" on pages 12 to 13




Quantitation

1.Creating a Calibration Curve

This section explains how to create a calibration curve that is required for quantitation of unknown samples.

Calibration curve creation requires a standard sample spectrum measured using spectrum program in absorbance mode
to be saved in advance.

> LabSolutions
,,am.m m}

U

Double-click

Initialization

~d

Iantitation

< Quantitatien IRTEST-PC-Instrumnentl - System Administrator) - Default Project - [Quant]

step a

Samples" on page 8

If a saved calibration curve
already exists, proceed to

in "2. Determining
Quantities in Unknown

Check that power is supplied to the FTIR.

2

File Edit View Graph 3Dim Toel Window Help

=lx|

‘r

A W N =

A W N=

-5 Default Project - 2-15 <> <1 <17 [[P‘ Lead Calbration Cumel [EZ Save Calibration D.unne T Calbration (&) Instment v] & Help |
S o :',.@g Quantitation data EKE Sean e ‘ -/ A
elect [Initialize]. 7o Properties
L . L X E-@ Stanclerd table =
"Initialization is succeded." is displayed in the log. [ sampletable N Flename:  Quantitation.rat [
Comment:
B Y .
Orve e e
Calb. Curve Fle: Iport... Edit all ] T:lbrn::n ur\Cc =0 p::"ems =
= M&!— Caiibration curve equstion
Mo.| Bx |Craph| Spectrum name | Concentration Value ! : Corr, Area = 3.7352-002 * Corc - 5,73 7e-003, 1
Create a standard Sam ple 7] = [ [oQuANT 200.0000 7465 [ 3182 1504 - : : ! ’
2 i 'T QUANTZ 242.0000 5.032 | 31502 ‘
Ta b I e Z Ll I |QUANTS 2520000 10.5%9 Calibration curve parame ters
4 = QUANTT 354.0000 13224 | Aizni2
S [5 7| | QUANTE 400.0000 14 829 | 9z012 Paramsters o
‘ 125 1 Compornent componsnt |
32 unit gl
Click [Import]. , z fusc or
. L 10.04 - B Quantiston method | Peak area
The [Import Spectrum] window is displayed. ! 5 |name Arzani
7 EqUElDI‘ Peakfresi155
' ' 2 Calibration Multi peint mat
Select the standard sample spectrum and click L IR S
J P ———
[Import]. e : 200
[ . mn
Click [Close] to close the [Import Spectrum] . [ Spectrum | Meniouiated spectnm | Bi8Henitor soectru|
Window' No. (= Ex Grapn spentrum name | Concentration Value Date Timu 13_ B :.]l JANT 1
1 s i QUNKMOWHN 240014 8.957 | 3192012 £:45:38 UU}'\\] T3
. 2 O | (@] [ouant2 20028 8211 [3ASR012_| 24541 QUANTA
Enter the concentration into each row. 7 [ T T 26196 §5% [Meruiz_|sa5a7 || Abs QUANTS
. - = r & | | QUAKNTE 322055 12022 |3AS/2012 | 44552 QUANTE
—— 054 :
Siatr
+:47:04 PM /1872012 Pow, - calibeation curve
04 FM 3/19/2012 Light N
04 FIM 34157205 Comporeni || SITROPHENOL Quantittian methed
4:47:04 PM 3419/
44704 PM 313 e Type: Prak oren
= Hame: Areall
4 [amal ' | ' ~ Equatn:  PeakArca(1555,00B, 1605, 142,BC:ON)
L] L] Component
Set Calibration Curve Parameters ra
) | Execute M5 frst
[ — rCdl:uram:ﬂ parameters Enquaton:
181 Mufi pont method 5000
i i i . —— From: | 0.000000 | e -
Click the [Callbratlon CUrVe] tab Conﬁgure : I— Crder: Ongn: Ignare [¥]Baselne correction
—. I 0000000 | o ) - peak oree (G
. . L Settlngs [FExcate grepra Comejation coeffigent @ r iDir2
Click [Settings]. == T start poston:
The [Edit calibration curve] window is displayed. b0 T Bt
(Concy = Kijuk sis) + KD
Set the calibration curve parameters. k= [D.00000] ce=  [o:000000 |
The input procedure is shown to the right. L stngs | *H- 0.000000 Ki= 0.000000
Click [OK]. (9 ) : ,
- Configure settings

Create a Calibration Curve

Click [Calibration].

A calibration curve is displayed.

Set Scan Parameters

1
2
3
4

Click the [Scan parameters] tab.

Click [Settings].

The [Instrument Parameters] window is displayed.

and resolution.

Click [OK].

Save the Calibration Curve

N=

on page 9
00 0000000000 O0OCGEOCGEOGONOGNOEOGOEOGOEOSONONOEOEOSOOONO

Click [Save Calibration Curve].

Enter a filename and click [Save].

Continues from step "
in "2. Determining Quantities in Unknown Samples"

Set scan parameters such as the number of scans

o Type of aguation | Mame of equation

Peak Ara(1555 N0

. 1605.142, B

Wame of equation:

Areani

PeakArea( 1555, 008, 1505. 142,50 :0N)

Enter a
wavenumber
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1605.142

1700 1676

oo | OUANTA
L QUANTS
L QUANTS
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553.08 1/cm

| QUANT? —
: QL,J‘\_"ITE!—_

1475

1fcm

>
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Quantitation

2. Determining Quantities in Unknown Samples

This section explains quantitation of unknown samples using calibration curves and how to calculate and assess the

measurement results of unknown samples. A calibration curve must be measured and saved in advance.

Startup

3> See "Quantitation 1. Creating a

Calibration Curve" on page 6

Prepare the Unknown Sample
Table

1 Click [Insert Line].

2 Enter the spectrum name (mandatory) and
sample information.

Selecting multiple sample cells and clicking [Edit All]
allows collective input in the [batch sample information

input] window.

Perform Background
Measurement

1 Set the background sample.

2 Click

A background spectrum is displayed.

Perform Quantitative Measurement
of the Unknown Sample

Load a Calibration Curve

1 Click [Load Calibration Curve].

The [Open] dialog box is displayed.

The calibration curve is displayed.

2 Enter the filename and click [Open].

\

in "1. Creating a Calibration Curve" on page 7

Prepare the File
1 Click Q .

file specification dialog box is displayed.

2 Enter the name of the quantitative data file and
click [OK].

= Default Project - 2-15

o]

BB Quantitation data
®1 Properties

Standard table ‘
HEH Semple toble ‘ Flename:  Quantitztan.irgt EI ’
Caliorstan Curve | scan parameters | Equation
Import... Edit Al
These settings are used for Linknown.
‘Graph| Spectrum name | Concentration Value Date Time

| | QUANT1 200.0000 7455 G202 | 44247FN Type Narme Equation | Pass | Fail

| | QUANT2 2420000 5.032 [315/2012 | 242530 | 3 Concentration | Conc - - =

@] | QUANTS 252.0000 10.525 | 3152012 | 44258 PK 2 PagaFall PagzFaill | Conc =250 | Pass (Fail

@] | QUANT? 2540000 13.224 | 3152042 | 4:43:02PK

5 @] | QUANTE 400.0000 14525 | 3152042 | 44307 FK
N ,
\ Veripuiated scect |
Spectrum | Mermipuated szecrum | GG AMonitor spectrum
L | Inssrtline Irgort... Edit Al
= Ex | Graph| Spectrum name | Concentration Value PassFailll Date 1.0+

|l B | QUNKNOWN 240.014 8.057 Fail [ 310201 ]

|l B | QuANTZ 220.028 8211 Fail [ 310201 4

O | & | ouAnTs 266196 9.635 Fage | 318201 Abs |

™ B | QuANTE 222,080 12.022 Paes | 310201

1 Set the unknown sample.

2 Click Q .

A spectrum is displayed.
‘When measurement is complete, concentrations are

displayed in the unknown sample table.

R IR T N

4000 3000 2000
4MNITROFPHENOL 200.00 mg

Proceed from here when continuing from step "

Post-processing

1 Click the [Equation] tab.

2 Click [Edi].

The [Equation setting] window is displayed.

3 Set an equation.

The procedure is shown below.

o (o ) e
Momed cquabor, T

©
g

T ( Enter an equation

J E‘ E‘ 1=: matequal
| S

| &

2 [ [eombn

= o

t]

B

2]

Rcalculation

1 Click [Calculation].
The result is updated to the unknown sample table.

uoneyuEND
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P h Oto I etrl C This section explains how to scan intensity (such as absorbance and transmittance) as well as peak height and area at specified positions
(wave numbers and wavelengths) on a spectrum. A variety of calculations can be performed using the scanned values.

Photometric

LabSolutions IR

Set Scan Parameters

Click the [Scan parameters] tab.

Click [Settings].

@ Double-click '

Initialization

The [Instrument Parameters] window is displayed.

and resolution.

File Edit Miew Graph 3Dim Tool Window Help

1 Check that power is supplied to the FTIR. B [7 —
ﬁ “IE [E‘ Load Paramater E‘Sa\la Par=matar ‘LTaCabJaba
Sample Sean

3 Set scan parameters such as the number of scans

Click [OK].

=5 Defoult Project - 2-14 - Photom
i1 By Phetemetric data

@ e

2 Select [Initialize].

"Initialization is succeeded." is displayed in the log.

=
i i i Filerame:  PhatomericDema, pht m
Scan parameters | Preprocessings | Equation |
1| Insert in:\ -_Im T -_Er.it Al H
N— - These settings ere used for Sample. Prepare the Flle g
No.| C Ex | Graph wame Sample name Sample ID o o
. = z E T [s ] Scan ] 8
Set an Equation T - Y [ 1 ciocle] 2
== = Baramaters Valus B . =
5 O [ @ [avams N J Use AsC . E| Syt Srcrs /B B T )
. . RN s = Wain A file specification dialog box is displayed.
1 Click the [Equation] tab. z OB jaas \ - Commert FTIR Measuremert . E B
8 0 | @ [ovants \ ~LLATER LR riensty . Absorbarce
2 Click [Edif] Spociat.. PabpGeme 2 Enter a name for the photometric data file and click
: M 4000
vRE OK].
The [Equation setting] window is displayed. Mm?o}. :cm-] - L
| nr b
3 Set an equation. \B J
The input procedure is shown below. —_N — : I P th s | T bl
. | Spectrum | NipUa U | BGEManitor spectrum re are e am e a e
f 2 IS e e IS —— || S . [ S T TY VG o p—
oo (5) AN . | p p

Click [Insert Line].

1 I L3

=lx) Enter the spectrum name (mandatory) and sample

Status
2:18:43 PM 3192012 Lagerie Ddaye s »
2:18:43 PM 1,/19/2012 Nest FTIR inape

information.

2:12:43 PM 1/19/2012 Iritialzation is 2.
2:18:14 PM 3,/15/2012 Photometric: Sa
2:13:26 PM 3/13/2D12 Photometic: Fe
2:18:33 PM 3,/19/2012 Photometric: Sa a

Selecting multiple sample cells and clicking [Edit All] allows

collective input in the [batch sample information input]

Type of equatic lame of equation:  PeakDl < [ ' (B o

Equatian: PeskHeight(1553.080, 1591.644, 1638.056,BC:0N)

il A Perform Background
e | R | Measure the Sample Measurement

Pk position:

End poation:

1 Set the sample. Set the background sample.

2 Click & . 2 CIick

When measurement is complete, the photometric results background spectrum is displayed.

Enter a
wavenumber

are displayed in the sample table.




Postrun / View

This section explains the functions for displaying data, peak pick, zooming data on screen,and overlaying data on the vertical axis.

O

B shimaanzu

LabSolution

Double-click

Postrun

Display data for postrun.

. Print / Print Preview

Data can be printed using the specified report

template.

:?.HINT tecececsccctccctcccttccttcotaccnne ou,

« When printing with a report template,
click [Print Preference] on the [Tool] menu.

- When printing with a different report template,
click [Print with Template] on the [File] menu.

. View Print / View Print Preview

Select the information for printing in the [Viewprint
Settings] window.

B Peak Pick

1 Click the [Peak Pick Table] tab.

2 Click E] at the lower left and select [Auto Cursor].

A red line is displayed in the graph window.

3 Drag and drop the red line onto the loading position.
Peak point data is displayed in the peak table.

4 Click to confirm.

¥ When Performing Postrun from Measurement Programs

[ Active Data: C
fil-fals] CAFFEINE

—1701.10
—1662,52
.

08— ; [

4 = '

= H

_ o .

] = ;
06—| :
04— s

] =

_ 3
02—

00— i ; Rt ; : -
B e e e e e e e i S ]

4000 3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1900 1800 1700 1600 1500 1400 1300 1200 700 600 500 400

Caffains Tlrm

= d|

Feak Pick Table | point Pick Table | Pawse Record

Mo.| Peak | Intensity |H(l::l:ih' Base (H) Basa (L) Area Corr. Area | Area coler [ Comment
L
1| aa10 0.245 0242 508.17 4674 1.788 1672 Auta
2| T45.40 0.574 | 052 TE4A2 TI0ET | 544 4571 Auto
3[1240.14 0.360 0280 1267.14 121700 8.554 4.853 Auto
4135072 0238 | 0478 1377.08 133658 | 4670 2276 Auto
25555 PN 10/20:2011 M. 5| 143108 0.268 0.091 1480.73 141758 4792 UEET | Al
& aacean Aans OrE FYTCED] Taan T = o T e T
‘ EI ’ L Auta Cursor A4 J )
Readhy

™ Point Pick

1 Click the [Point Pick Table] tab.

2 Click E] at the lower left and select [Cursor].

A red line is displayed in the graph window.

#NOTE

« The measurement programs that allow postrun are

program.

the windows of each measurement program.

spectrum program, time course program, and mapping

« [Chemometric] and [Edit Library] cannot be selected in

(X0 °> . Chemometrics

3> Referto "Chapter 10 Chemometric Quantitation" in LabSolutions

IR INSTRUCTION MANUAL (Basic Operation Guide)

(XX ->> . Manipulation

3> See "Manipulation” on pages 14 and 15

*++>3Y [ Search/Edit Library

3> See "Search" on pages 16 and 17
See "Library Creation and Editing" on pages 18 and 19

. Zooming Spectrum

1 Drag on the graph window to create a
quadrilateral.

2 Click the desired position to magnify.
The display is magnified.

QHINT L TSR LTS TPy

« The spectrum can be zoomed in or out automatically by
clicking [Autoscale] on the right-click menu.

« Return the spectrum to its original size by clicking
[Full view] on the right-click menu.

3 Drag and drop the red line onto the loading position.

The coordinate values of the point are displayed in the point

pick table.

4 Click to confirm.

[ Joining

1 Click [Join All] on the [Window] menu.

All currently displayed data is shown in an overlaid state.

M8IA / UniSod




Manipulation

This section explains how to perform manipulation for peak pick and difference spectra.
x> For details on other manipulation, refer to "Chapter 8 Manipulation" in LabSolutions IR INSTRUCTION MANUAL (Basic Operation Guide).

Preparation

1 Display the spectrum required for manipulation in
the display window for the relevant measurement
program or postrun window.

QHINT ceeesettetetceecaececcccaannnnannnnnnnnnnn on,

The measurement programs that allow manipulation

are spectrum program, time course program, and

mapping program.

2 Display the relevant manipulation window.

Click here
to detect peaks

Manipulation

Peak Pick [+

Data Calculation

Arithmetic

F Mormalize

7 Baseline Correction
Smoothing
Derivative

Cut

Connect

Data Points
Horizontal Axis

]

3

Time-Temperature Co

Manipulation

B Peak Pick

1 Set the peak pick parameters on [Parameter].

2 Click [Calc].

The result of peak pick is displayed.

' 5 Postrun (System Administrator) - Default Project - [Manipulation]

® .!PeakPick '

Click here to calculate
a difference spectrum

q
Film Thickness
Data Calculation o0 o

&

Action

2l
~ Default Project - 08
Active Daka: C =
Abs

Peak Pick

Peak Fidk
T

Parameter

Threshald:  0.1000

Hoise level:  0.0100

Comman baselne

o peek
; ; ; ; ; ; ; ; ; ; ; ; ; Delete peak
o e I A I I S i
2400 2000 1800 1600 1400 1200 1000 400
Caffeine ifem [ owee |
: [PeakPick —]
= ____;___F’_E_?F_E’_;'E!s______
Abz ] '

=

=

=
-
~

M Dpifference Spectrum

view.

A W=

menu.

The selected spectra appear overlaid.

Select the target spectrum from the tree view.
Click [Send to Source] on the right-click menu.

Select the reference spectrum from the tree

Click [Send to Reference] on the right-click

5 Select [Subtract 2 data] under [Method].

6 Click [Calc].

The result of calculation is displayed.

7 Click [OK].

The result of calculation of the spectra is saved.

File Edit Yiew Graph 3Dim Teol Window Help

0......)

iz MEX1 minus PURE3 Action
=7 ; i H WK —

: H H H = Data Calouletion
Abs T : : T
10 : i Hethed

7 H H ) Ad 2 data

] @ Subtract 2 dta
05— ) Mdtioly 2 data

. ' ' ) Divide 2 data
0E— : : Factor

— Waus:

] 0.3
04— ; ; I —

I Sider distonce:
02 L 0.01

] : : Specify Dats

] : L Aefer to the erline
00— B ; Help(Push F1).

1 1 e AL R

4000 3500 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 400 AutoCalc: Base 0
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N 7] AutoCalc

3500
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L T S S IR SRR RO
2800 2400 2000
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1800 1600 1400 1200 1000 800 600 400
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Search

This section explains how to search for the spectrum.

Preparation Post-Search Processing

2 Display the search window. . J . . .
oin Subtraction

1 Display the spectrum to be searched
in the display window for the relevant

measurement program or postrun window. Click [Join] to display the search target spectrum Click [Difference Factor] to calculate the difference
overlaid with the spectrum selected in the hit list. spectrum of the search target spectrum and the
.:§:HINT ° spectrum selected in the hit list.
. . [ ]
The measurement programs that allow searching ° _w | | e o | (e I N R
are spectrum program, time course program, and : 13- T rT—g
5 S Ak Ak D.FR
°  mapping program. K ° (s 073 I
IE000000000000000000000000000EEEAALOO000000000T0S” [ ] n.m—i nm—; T e T e
\Y/, e e _MJH\N
v Lis ] n.m—: - : Lt ._,_,\J'..\_,_,
am W e om0 200 M0 W N Wl A0 w0 bm ] 4 3600 W00 MD0 MO0 B0 S W00 W0 120 0 Bl0 60
Palypropyiens(PP) DursSampliR-1U em-1 Cantaminant maaswsd wih an ATR accessory ljem

Ble Edit Miew Graph 23Dim Tool Window Help
4]

I Active Daks: © .
-] Contaminane | A0 ]

Hm 36 ) 2800
Palypropriene(PP) DuaSamplR-1U cm-1

020

1 Adjust the factor.

2 Click [Done].

The difference spectrum is saved to the spectrum.

[ ATR-Orgenic2
[ ATR-Polymer2
[ s Agrichemicals
[Fs ATR Rzsgert2 |,
(7 [Fis Pharmaceuticals |
[F|[Fis Polymer2

¥ [Fis Resgent?

] g 5 i i [Sokcia | [Desdeaidl]
012

Parameters

[T _Fooddddines2
[ T-narganic2

[ T-Crganic2

[TFT Dnhamart

yem® || [ad ) [odee ]
Sedectall | | Deselect al
D PP —1} Infermation |
Parameters

Maximum hits:

rininum quality:
10 [

Lise mavenumber ranges

9.HINT D P PP PP PP PP PP PP PP PPNy

Return to the original search results display by

- R e
Contaminani@me asured with an ATR accessory

clicking [Join] or [Difference Factor] again.

| Rarges...

o0 00 3000 2800
Polypropylens(PF) DuraSampliR-TU

Parameter file

Isolactic |

Polypropyiene PPk Setidamplli=1 |
- Ris Falymer: 2l # Folypropkns. - .

IR Pokymer: PR Text Smarch |
- IRs Folmer: PEPR Pobystiylen Copolymer - [ Combination Search |

3 ATR Polyronr D_Poiy_4 Nieihyl_1_Pentene | RotyidMeinyl1 Peniens)
Tjem y T-Polmer? &3 :

Z5 - ATR-norganic2 D_AIOHI Absminum Hydrosidedali0H13

Status
4:12:25 PM 10202011 Lo

yoseas

Saving

4000 3500 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600
4 [ttt [ Contaminant@measured with an ATR accessory

1 Click [Fix search result].

Reacy D_Poly_1_Butene Polyi1-Butene), Isolactic U
A_Linud Parafind Lauid Wako Pure Chemical ndusires_| S rptf2{damand) The search results are saved.
T_Louid Farafin-4 Lguid 1 V¥ako Fure Che— s, Lid W@Between Saks(HBr)

785 | 1N \TR-Organic2 D Paraffin Louid Faraffin DursSamei

Nt o last result

Select a Library

1 Click the [General] tab and click [Add]. Close

The [Select Libraries] window is displayed.

Select an Algorithm

>

1 Click [Close].

Return to the search window.

2 Select a file and click [Open]. Execute the Search

The library is added to the list.

1 Click the [Spectrum] tab.

2 Click [View].

Search exits.

2 Select [DiffDerive] or [CorrDerive] from the 1 Click [Spectrum Search].
[Algorithm] list. The search results are displayed. XXX




Library Creation and Editing

Startup

> See "Postrun/ View" on page 12

Edit the Library

#NOTE

L Commercial libraries cannot be edited.

B Adding a Spectrum

This section explains how to insert spectra to a library. This allows searching of spectra inserted in the library.

Preparation

1 Display the spectrum to be inserted

to a library.

i@ Postrun (System Administrator) - Default Project - [Edit Library]

2 Display the [Edit Library] window.

Tr%#r

v
Prrtt Preview

MRS

Edit Librany Ecit Prirtfarm

Create a Library

1 Select [New].
The [Create User Library] window is displayed.

2 Enter information for the library and click [OK].

A new edit library window is displayed.

1 Select a spectrum from the tree view.

2 Click [Insert into Library] on the right-click menu.
A message is displayed.

3 Click [Yes].

The selected spectrum is added to the spectrum list.

L Deleting a Spectrum

Active Data: C
CAFFEINE

Barhital [5.5-disthylbarbituric acid]

4000 3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1900 1800 1700 1600 1500 1400 1300 1200 1100 1000 900 800 700 600 500 400

em-1

| .

| Ma Hame | Comment
—me omment
1] 1BUTA-DH 1-Butanel CH3CHICH2CHZOH
2| 1PRO-OH 1-Propanal CHICH2CH20H
L . 3| ZBUTA-DH Z-Butancl CH3CHIZCH(OH)CA3
1 Select the spectrum for deletion in the spectrum list. Z[ zPro-on 2 Fropanol CHEH(O,E,CH}a
5| ACETANN Acetaminofenol HD-Ph-NHCOCH3
2 ) ) ) I 6| ACETONE Acetone CH3C(=0)CH3
Click [Delete] on the right-click menu. 7[ 2203 Aminum oxide AZ03]
8| B_ACET Buthyl Acetate CHICOOC4H
A message is displayed. | EACO3
.................... e
Click [Yes]. 12| BU_AMN n-Butylamine CH3[CHZ)3NH2
13 | BUALDEHRY n-Butyraldenyde CH3(CHZ)2COH
. . 14| C14H802 9,10-Anfraginone
The selected spectrum is deleted from the spectrum list. T R Hexadecane [C16A34]
18 | C18H370H Stearyl Alcohol [CH3(CH2)16CHZ0N; n-Octadecana]
. 17 | CazHa204 Dinctyl Adipate [C&H1700C({CH2)4CO0CEH1T]
Editing a Spectrum 78] Convoz Aot s TCHIG00
18 | C3HB02 Wethyl acetste [CH3COOCHI)]
Q) T : 20[ cacle Hexachioro-1,3-butadene
1 . . . T 21| C4R100 Disthylether [CZHS0CZHE]
Double-click on the spectrum for editing in the spectrum list. 22| Cans0z Mizthyl acryate [CH2=CHCOOCHA]
Status 23| CBH100-1 trans-2-Hexanol
A message is displayed. 4:12:25 PM 10/20/2011 Le 24| C6H100 Cyclchexanone [CBH100]
25| CBH1Z0 Hexanal [n-C5H11CHO]
26 | CsH140 Hexanol [CEH 130H]
CliCk [YeS]. 27 | CeH1502 Diethoxyethane
28 | ceHe Benzene [CAHE]
The [Edit Spectrum Information] window is displayed. i S:::gz ;1:';2&?:: [UDEHSCUUH]

3 Click [OK] after editing is complete.

The spectrum is updated in the spectrum list.

FTHAENT
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Report Template Creation

Prepare Data

Display the data for printing in the relevant
measurement program window or postrun

window.

Select an Item

1
2
3

Drag and drop the selected item
into the report window.

Move the cursor to adjust the size
and then click.

Adjust the overall layout.

dragging them.

- Items can be enlarged or reduced by dragging a

point on the frame that contains them in the report

layout window.

Check Properties

Click on an item in the report layout window to
display information on the item in the properties

window.

QHINT B

« Items in the report layout window can be moved by

2 Display the edit print format window.

E

This section explains how to arrange LabSolutions IR data and information in order to create a template for printing.

Edit Printfarm

Registration

2 Register the report template.

The registration procedure is shown to the right.

Printing can be made easier by registering created
report templates in advance.

1 Click [Print Preferences] on the [Tool] menu.

The [Print Preference] window is displayed.

]

Statua

g

=1-= Default Project -

4:12:25 PM 10/20/2011 Lo
16:16:15 1042011 Manipu

-
Cata Scurce | Active Ta[ |

Index [1

[ Object Postion |
X 150
Y 350
Viidth 1500
Feight 1200
| ViewOptors |
Spectra Layo [ Auto
| Grphdptons  |&
Grid HAute
Legend Auto

Active pan w | Aute
Cefault pen v | Auto
Line = 2000k | Aute
Fil peaks Auto
Pazk pick lat | Aute
Peak pick lat | Auto
P=zk borders | Aute
Point pick lat | Auto
¥-Range Auto
“r-Fanae Aute -

=
»gl:g System

-{Ed ReportTemplate

- Accessory

[y Viewprint

(il view
- Film Thickness

-l Purity

[E
[E
[E
[E
[E
[E
[E
E-Q, SearchLibrary
[E
[E
[E
[
[E
[

@, spectrum/Feak Sear
-0, Text/Pezk Search R
-(z7] Chemometrics

- quant

-8 Photometric

(=3 Property

v

2l

IEE 1 HE S — AR —

T . — S —

S T46.40} -

o SN S S | PR S SE—— :
4500 4000 3500 3000 m 1760 1500 1250 1000 B0 500
Caffeine Tjcm
Peak Corr. ( Corr. Area Comment

42817 0.124 0.093 43 Drag and drop 0.983

42410 0.245 0.242 £09.1 1672

611.39 0.194 0.190 635.47 560.32 2034 1.622

T2T11 0.120 0174 730.97 700.76 0.602 0476

T46.40

73412

73057 5.404

759.90

790768

75412 1.433

973.96

997.13

341.20 2.853

1026 .06

1056.92

9a713 3772

1190.00 0.107 0.054 1201.57 1147.57 2.685 0.439
124014 0360 0.280 125714 1217.00 3.554 4653
128643 0.187 0.145 1309.58 1267.14 3.645 el va|
135972 0.238 0178 1377.08 1336.58 4670 2276
[ 1404.08 0.154 0.045 1417.53 1377.08 4.653 0.569
1431.08 0.268 0.091 144073 1417.53 4793 0.887

;::3|:—=\mm|~4m|uuuu—t

1454 14

14RT 73

1440 73

ViewPrint

Assignment of defaut Report template [

Op=n the Setting didog bex when run ViewPrint or @r:\ri:w.
Select the file for allocation

Template path: C:\Program Files\LabSolutions\IR ReportTemplates|

Wirdow:

View i

Ref

Jret terarlzte Ao

search
Chemometrics |
Unspedfied

Jita_puirtm o

] 3 <-Attach

C:
! ieclral_SeaCh_R( ; .
santitationResult.irt® Click ’

Prg

f Select the item

( 1 ) for allocation
‘ Click @

4 i >|

“rogram

J

Tahle_|irtm
JataéPeakTable_p.irtm
Jata_lirtm
Sata_p.irtm
SZSCan.irtm
=im_Thickness irtm
“MMain Lirtm
“MResult.irtm
“MResult_EMG.irtm
=MS5UD Lirtm

{yakuhou ING.irtm
Syakuhou10K.irtm
QyakuhouZirtm
¢yakuhouZ.irtm
viap_Data_l.irtm
viap_Data_p.irtm
2Q_Lirtm
hotometricResult.r tm
ShotometricTable.irtm

Print

1 Select [Print Preview].

The print preview window is displayed.

2 Select [Print] in the print preview window.

The [Print] window is displayed.

3 Set each item and click [OK].

“hemometricsCalbration.irtm
P i

it irtm )=l

Select [Print] in the edit print format window when

5 printing without checking the output using print

preview.

uoneas) alejdwa] Joday




E asy M acros This section explains how to arrange a sequence of operations in order beginning with LabSolutions IR startup and register the sequence

as a macro program.

Startup

ol @).nput "H I‘
[dJ' > LabSolutions I

[ utions e 0

Panzwor

Chengs Focawerd>> |

Select Macro ltems @ pmsrenen

& -[= Scan Parameters [M:
q q a {2 Scan Parameters [De
Drag and drop command items into the edit macro (=] Scan Parameters (Fl
. ) X --[= BKIS Scan
sequence window in the order of execution. -E=| Sample Scan
- File
= Open

= Cl +
YWNOTE o s
(5] Save As

Always start the sequence with [Program Start] and end etead .

. ) et
the sequence with [Program End]. £l Bgr::um c:::z

= Normalize of. Max. In 2
-5 Normalizefit Selecte

BKG Scan

QHINT ~E2) Zero Barfline Correc
e = 3 Point Jaseline Corr 6: Meassage
& q -E2 smoo'ffing
: [: . - ” 3 -5 Do five
. is displayed at the insertion position after a second . = cut
< itemis added. . = cofhect 7: Sample Scan
.

Sample 1D Sample 1-1

Sample Palystyrene

-2 Purity
-3 Kubelks Munk

~E2) kramers Kronig
-2 Atmosphere Correcth
Quantitation

=) Chemametrics Quant
Search

{i= Spectrum Search
-k Control StEtameant

Macro Sequence Check

Click [Check].

The [Information] window is displayed. — L
2 Mﬁ"ﬂ:ziu start or end
. LabSaktions IR.
Click [OK].

10: Print

Select [Save as]. from the launcher.

The [Save As] dialog box is displayed. 1 . .
Click the launcher icon.

Enter a filename and click [Save]. The [Macro Execute] window is displayed.

2 Click [run].

a Saving Execution
1 The following procedure explains execution

Registration

Easy macros can be registered to the following location.

. Launcher

1 Click launcher's
The [Configuration] window is displayed.

2 Click the [Macro] tab and click [Add].
The [Edit Macro] window is displayed.

3 Enter a title, comment, and filename and click [OK].

The macro is added to the list.

4 Click [OK].

The macro is allocated to a launcher button.

. Postrun Main Toolbar

1 Start the postrun program.
3> See "Postrun/ View" on page 12

2 Click n under [Easy Macro] and select [Add Macros].
The [Macro List] window is displayed.

3 Click [Add].

The [Macro] window is displayed.

4 Enter a macro name and filename and click [OK].

The macro is added to the macro list.

5 Click [OK].

The macro is allocated to a registered macro button on the main toolbar.

v o ()

0002 : Initialize

0003 : Scan Parameters (Main)

soloe|\ Aseq

0004 : Message
0005 : BKG Scon
0006 : Message
0007 : Sample Scan

[ Display Parameter Window

Frogram Mame | spectrm -
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