206-95130A

PharmaReport Program
Instruction Manual

Read this manual carefully before using this product. Please
keep this manual for future reference.

D SRRUFFR



Instruction Manual
IRsolution
PharmaReport Program

206-95130A

Read this manual carefully before using this product.
Please keep this manual for future reference.

D ERRUFPR

Analytical & Measuring Instruments Division



Copyright © Shimadzu Corporation 2003

All rights are reserved, including those to reproduce this publication or parts there of in any form

without permission in writing from Shimadzu Corporation.

1. Information in this publication is subject to change without notice and does not represent a
commitment on the part of vender.

2.  Any errors or omissions which many have occurred in this publication despite the utmost
care taken in its production will be corrected as soon as possible, but not necessarily
immediately upon detection.

3. Note the Shimadzu does not have any obligation concerning the effects resulting from the

application of the contents of this manual.

Please acknowledge being not able to answer for the influence of the result of operation by the

content of this book.




For safety use

IRsolution PharmaReport Program is an optional program for IRsolution to create a report for

identification test for Pharmacopoeia works. Please remember the following items when using this

product.

1. Please DO NOT use this product for purposes other than what is was designed for.
2. For safety reasons, follow the procedure described in the instruction manual

3. Obey warnings or caution descriptions.

4. DO NOT modify the product by yourself.

This instruction manual defines the levels of warning as follows;
Death or serious injury may result is this warning is not followed.
Injury may result if this caution is not followed.

This notice with increase the understanding and usefulness of the software.



Guide for using the Instruction Manual

The manual of the PharmaReport program for the IRsolution software is one this book composition.
This instruction manual explains functions of the PharmaReport program function offered as an option
function of the IRsolution software in this book. For general operations of the IRsolution, refer to the

Instruction Manual for the IRsolution software.
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Chapter 1 Outline of PharmaReport Program

1-1 Outline
The PharmaReport Program for IRsolution is supplied as an option program which operates
on the IRsolution software. The following functions are included in this program.

1. Report Creating
Creates an analysis report to compare a sample spectrum with a standard spectrum
based on identification test in the pharmacopoeias. Peak wavenumbers and peak
ratios are calculated and the program judges Pass (OK)/Fail (NG) based on the
errors calculated Peak wavenumbers and Peak ratios.

2. Spectrum Comparison
Creates a report suitable to compare standard and sample spectra based on
identification test in the pharmacopoeias.

3. Peak Detection
Detect peaks being described in identification test in the pharmacopoeias, and

creates a report.

1-2 Environment to operate the PharmaReport Program

1. Version of IRsolution
The PharmaReport Program operates by IRsolution Version 1.10 or later. Please
contact to you Shimadzu representatives to upgrade your IRsolution version, when
you use older version of IRsolution.

2. Macro platform
The PharmaReport Program operates by using the Macro Platform of the IRsolution
software. If the Macro Platform is not installed, the PharmaReport does not run.

Please perchance and install the Macro Platform when it is not possession.




Chapter 2 Setup

2-1 Confirmation of parts

Check up necessary parts are included in your package before installation.

Name of articles P/N No.
Installation disk for PharmaReport 206-72488-91 1 set
Instruction Manual (this book) 206-95130 1

2-2 Setup
This paragraph describes the procedure to install the PharmaReport Program to the

IRsolution software.

Please confirm the IRsolution software and Macro Platform has been correctly installed in

the computer before the installation.

o o M 0w bh PR

Insert the installation disk in the floppy disk drive.

Select “Run” on the start button menu of Windows.

Input to the file name as “A:setup”, and then clicks < OK > button.

The installation program starts.

Click < OK > button, and the installation is finished.

“ParmReport.lcm” is copied to “... ¥Program files¥Shimadzu¥IRsolution¥macros”
folder. “Kyokuhou3.ptm”, “Kyokuhou2.ptm”, “KyokuhoulNG.ptm”, and
“KyokuhoulOK.ptm” are copied onto “... ¥Program files ¥Shimadzu *¥IRsolution
¥PrintTemplates” folder.



2-3

Print template

When IRsolution is not installed in “C:¥Program files¥Shimadzu¥IRsolution”, it is necessary

to correct the print template file. Please correct four files of ““Kyokuhou3.ptm”,

“Kyokuhou2.ptm”, “KyokuhoulNG.ptm”, and “KyokuhoulOK.ptm” as follows.

1.
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2-4

Run the “Report” function, and click < No > button on the print screen once. As a
result, “...¥Program files¥Shimadzu¥IRsolution¥data¥kyokuho¥report.txt” and
“report2.txt” are created.

Select the [Print] tab on IRsolution.

Select [File]-[Open] and open “Kyokuhou3.ptm”.

Select the evaluation result text frame.

Specify the “Report.txt” or “Report2.txt” to the result text frame on the “RTF
Filename” column in object property window.

Select [File]-[Save].

Other “Kyokuhou2.ptm”, “KyokuhoulNG.ptm”, and “KyokuhoulOK.ptm” are

similarly corrected.

Notes

Please note the following points when you use this program.

2-4-1

Selection of spectrum

In this program, data with an “active pointer” in the selected spectrum file is used to

calculation.

In IRsolution, when various Data manipulation such as Baseline correction, Kubelka-Munk

conversion, etc. are done to the measured data, the Data manipulation result is saved as a

“Child” data of the original data in the has the tree-structured file. Data with an “Active

pointer” is displayed first when a file consisted of two or more data is opened. In this program,

data with an “active pointer” in the selected spectrum file is used to calculation. An active

pointer is usually set to the data treated at the end. When an active pointer is not set to target

data, the file is opened with IRsolution, and mouse’s right button is clicked on the tree view.

Then select an active pointer of the displayed context menu, and close the file.
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Figure 2-1 Tree view and Active pointer

2-4-2  Scan parameters on Report
When the Raw (scanned) data is used by this program, Scan parameters are printed on the
report. However, when an active pointer is set to manipulated data, the Scan parameters are
not printed, and leave blank. The reason is that Manipulated data does not include scan

parameters because it is not raw data.



Chapter 3 How to use of the program.
- Report creating function -

The Report function creates an analysis report to compare a sample spectrum with a

standard spectrum based on identification test in the pharmacopoeias. Peak wavenumbers and
peak ratios are calculated and the program judges Pass (OK)/Fail (NG) based on the errors

calculated Peak wavenumbers and Peak ratios.

3-1 Data which should be prepared
Standard spectrum (Transmittance)
Sample spectrum (Transmittance)

Peak table (It is made in this program.)

€ In this program, data with an “active pointer” in the selected spectrum file is used to
calculation.

€ When the Raw (scanned) data is used by this program, Scan parameters are printed
on the report. However, when an active pointer is set to manipulated data, the Scan

parameters are not printed, and leave blank.

3-2 Starting of program

1. Start IRsolution.

2. Click the [Macro] tab to display the macro platform screen.

3. Select [Macro]-[Open Macro Container] to open “...¥Program Files ¥Shimadzu
¥IRsolution¥Macros¥PharmaReport.Icm”. The program is displayed in the macro
toolbar.

4. Select “PharmaReport” under the “PharmaReport.Icm”, and then select [Macro]-[Run] to

execute the program.

The program does not start even if the
is clicked.

4 button in the macro toolbar

5. The dialog box in Figure 3-1 opens.

1 abel ot rul Macro Ladiginages |

Pligngse Samfesct & Progesm

Frbout I Paak Dedeacizon Hepon Laries]

Figure 3-1. Selection of program
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Button Content

Printout Runs the Spectrum Comparison function.

Peak Detection | Runs the Peak detection function.

Report Runs the Report creating function.

6. Then, click < Report > to open the dialog box in Figure 3-2, and the Report creating

function for Pharmacopoeias starts.
Feport Creation EI

— Spectum

Load Standard...

L e et [ T Ealculatlun |
Load Sample. .. I
— Peak table Exit |

Load Peak Table... |

Edit Peak Table... |

Figure 3-2. “Report creating function” screen

Button Content

Load Standard

Loads a standard spectrum.

Load Sample

Loads a sample spectrum.

Load Peak Table

Loads a Peak table file which has already been made.

Edit Peak Table

Creates/Edits a Peak table file.

Calculation

Calculates and creates a Report.

Exit

Closes the program.

Outline of the operation

The outline of the operation of this program is as follows.

1. Load a standard spectrum with < Load Standard > button.

2. Load a sample spectrum with < Load Sample > button.

3. Load a Peak table file which has already been made with < Load Peak Table > button,

or create a Peak table file with < Edit Peak Table > button.

4. Click the < Calculation > button to create a Report.

-11 -




3-4 <Load Standard> Spectrum button
It is a button to prepare a standard spectrum file necessary for the calculation.
1. Click the < Load Standard > button to open the “Load Standard Spectrum” dialog box.
2. Select the standard spectrum

3. Clicking the <Open > button returns to the dialog box in Figure 3-2.
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Figure 3-3. "Load Standard Spectrum” dialog box

3-5 <Load Sample> Spectrum button
It is a button to prepare a sample file necessary for the calculation.

1. Click the < Load Sample > button to open the “Load Sample Spectrum” dialog box.
2. Select the sample spectrum.

3. Clicking the <Open > button returns to the dialog box in Figure 3-2.
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Figure 3-4. "Load Sample Spectrum” dialog box
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3-6 Peak table file
Up to 10 peaks can be specified to detect. Up to 4 peaks can be specified to calculate the

Transmittance Ratio to evaluate the intensity. The set of the peak wavenumber is saved as a
data file.

The peak table file can be created by clicking < Load Peak Table > button in Figure 3-2, or
edited by clicking < Edit Peak Table > button.

3-6-1 <Load Peak Table> button

The peak table file which has already been made can be loaded by clicking <Load Peak
Table> button in Figure 3-2.

1. The dialog box in Figure 3-5 opens.

loadPeakfle ETES
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Fia 1 et - Dipn,
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Films ol bpee | Gt File: Pl i) = Cancel )

Figure 3-5. Load Peak File dialog box

The extension of the peak table file is “.wdtr”.

3. Select a Peak table file and then, click the <Open> button to return to the dialog box
in Figure 3-2.

4. Clicking the < Edit Peak Table > button explains next is used to create the Peak table

newly.

3-6-2 <Edit Peak Table> button

The peak table file can be created or edited by clicking < Edit Peak Table > button in Figure
3-2.
1. The dialog box in Figure 3-6 opens.

-13-
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Figure 3-6. “Edit Peak Information” dialog box

Input peak wavenumbers into “Wave No.” column, and the range of the Tolerance of
the peak wavenumber into the “Tolerance” column. It is possible to input up to ten
peaks. The check mark is put to “Use” columns of the wavenumber used to calculate.
Even if the wavenumber is input, the one without check mark is not used to
calculate.

First of all, number of peaks to be used for Peak ratio evaluation to “Evaluation
Peak No.”. Then input the numbers of the peak wavenumber to be used for
evaluation. It is possible to specify up to four peaks. The range of the Tolerance
compared with the peak is input to the “Tolerance” column.

When the input ends, < OK > button is clicked. The dialog box in Figure 3-7 is
displayed, and the created peak table file is saved. The extension of the peak table
file is “.wdtr”.

Clicking the <Save> button returns to the dialog box in Figure 3-2.
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Figure 3-7. “Save Peak File” dialog box

3-7 <Calculation> button
The calculation is executed, and judged. The result is displayed on the screen and printed.
1. The <Calculation> button will be activated when all of Loading Peak Table, Loading
Sample file and Loading Standard file are done.
2. When < Calculation > button is clicked, the calculation is executed according to the
following procedures.
(1) The peak of standard spectrum is detected referring to the peak table.
(2) The peak of the sample spectrum is detected referring to the detected peak list
of standard spectrum.
(3) Errors (differences of peak wavenumber of standard from one pf sample) are
calculated.
(4) Peak ratios in Transmittance are calculated for the standard spectrum.
(5) Peak ratios in Transmittance are calculated for the sample spectrum.
(6) Ratio of peak ratios in (5) to peak ratios in (4) for evaluation.
(7) Prints out the result of (3) and (6). At this time, Judgment becomes “NG” when
one of errors of peak wavenumber or one of errors of peak ratio is not satisfied
Tolerance.
(8) When all of all listed errors are satisfied Tolerances, Judgment is “OK”.

3. The spectrum and the Judgment (“OK” “NG”) are displayed.
LabCaontrol Macro Langus x|

Judgement — OF

Figure 3-8. Evaluation
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4. The dialog box in Figure 3-9 opens when < OK > button is clicked.

x|

Do yow print & repart ?

Mo |

Figure 3-9. Print dialog box

5. Click <Yes> button to printout a Report such as Figure 3-10. The program ends if

<No> button is clicked.

Reported on 2003/08/07 06:21:36

Reported by: Shimazu O K !

I | B

C:¥Program Files¥Shimadzu¥IRsolution¥data¥kyokuhou¥Sample.smf
Scanned on :2003/08/07 15:25:20 Accumulation :20 Times
Resolution :4 [1/cm] Apodization :Happ-Genzel

oo b b b b
—

C:¥Program)FiIes¥Shimadzu¥I Rsolution¥data¥kyokuhou¥STD.smf

Scanned on :2003/08/07 14:50:30 Accumulation :20 Times
Resolution 4 [1/em] Apodization :Happ-Genzel
Peak wavenumber

Sample Standard goods Tolerance Error

(cm-1) (%T) (cm-1) (%T) (cm-1) (cm-1)
A_P1 540.1 5.0 542.0 55 5.00 0.36
__P2 906.6 29.4 906.6 29.2 5.00 0.00
B_P3 1028.1 12.8 1028.1 12.7 5.00 0.00
C_P4 1601.0 4.3 1601.0 4.2 5.00 0.00
_P5 3060.2 2.0 3060.2 2.0 5.00 0.00
_P6 28499 8.8 2849.9 8.8 5.00 0.00
Peak Ratio

Sample Standard goods Tolerance Error
A/B 1.4584 1.4031 1+/-0.3 1.0394
AIC 0.9514 0.9150 1+/-0.3 1.0397
B/C 0.6524 0.6522 1+/-0.3 1.0003

Figure 3-10. Printed report example
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The report consists of the Scan parameter, Judgment (OK or NG), spectra of standard and
sample, and calculated table.

Markers to show the selected peaks for detection and evaluation are displayed.

The upper part of the calculated table shows the detected peak wavenumbers and their
transmittance for both sample and standard spectra. The right row shows error which is
calculated by “[Peak wavenumber of sample] — [Peak wavenumber of standard]”.

The lower part shows Peak ratios of evaluation peaks for both sample and standard spectra.
The right row shows a error which is calculated by “[Peak ratio of sample] / [Peak ratio of

standard]”.

-17 -



Chapter 4 How to use of the program.
- Spectrum comparison function -

The Spectrum comparison function creates a report suitable to compare standard and sample

spectra based on identification test in the pharmacopoeias.

4-1 Data which should be prepared
® Standard spectrum (Transmittance)

® Sample spectrum (Transmittance)

€ In this program, data with an “active pointer” in the selected spectrum file is used to
calculation.

€ When the Raw (scanned) data is used by this program, Scan parameters are printed
on the report. However, when an active pointer is set to manipulated data, the Scan

parameters are not printed, and leave blank.

4-2 Starting of program

1. Start IRsolution.

2. Click the [Macro] tab to display the macro platform screen.

3. Select [Macro]-[Open Macro Container] to open “...¥Program Files ¥Shimadzu
¥IRsolution¥Macros¥PharmaReport.lcm”. The program is displayed in the macro
toolbar.

4. Select “PharmaReport” under the “PharmaReport.lcm”, and then select [Macro]-[Run] to

execute the program.

The program does not start even if the 4 button in the macro toolbar
is clicked.
5. The dialog box in Figure 4-1 opens.
x

Pligngse Samfesct & Progesm

Frbout I Paak Dedeacizon Hepon Laries]

Figure 4-1. Selection of program
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4-3

4-4

Button Content

Printout Runs the Spectrum Comparison function.

Peak Detection | Runs the Peak detection function.

Report

Runs the Report creating function.

6. Then, click < Printout > button.

Outline of the operation
The outline of the operation of this program is as follows.
1. Load a standard spectrum.
2. Load a sample spectrum.

3. The report is printed.

Operation method
1. Click < Printout > button in Figure 4-1.
2. The dialog box in Figure 4-2 opens.

Load Standard Specirmm -“ﬂ
Laak jrc [ 2 botubon = =[crE-
Bl ||l
APz vl
Bl
[hagkinp
My Db sireierid s
L
.
Hy Coangrled
%
= File P51 o = Dzt
WY Fiecne [P 0 [ o |
Filaz of lypar B =] Caroel L

Figure 4-2. “Load Standard Spectrum” dialog box

3. Select a standard spectrum, and then click <Open > button.
4. The dialog box in Figure 4-3 opens.
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Figure 4-3. “Load Sample Spectrum” dialog box

5. Select a sample spectrum, and then click <Open > button.
6. The dialog box in Figure 4-4 opens.

Selection 4 EI

Do wou print a report ?

Mo |

Figure 4-4. Print dialog box

7. Click <Yes> button to printout a Report such as Figure 4-5. The program ends if <No>
button is clicked.
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Reported on:
Reported by:

2003/08/07 06:21:36
Shimazu

%)

il

-
.

f!w

T
4500

T
4000 3500 3000 2500 2000 1750 1500 1250 1000 750 500

0
Polystyrene Film 1/em

File name
Sample name
Scanned on

:C:¥Program Files¥Shimadzu¥IRsolution¥data¥kyokuhou¥Sample.smf

:PS1 Resolution 4 [1/em]
:2003/08/07 15:25:20 Accumulation :20 Times
Apodization :Happ-Genzel

AR

>
%

B YT I
')

-
—

f!p

T T
4500 400
Polystyrene Film

File name
Sample name
Scanned on

3550 3000 2500 2000 1750 1sbo 1250 Lobo 1o 50‘10/““
:C:¥Program Files¥Shimadzu¥IRsolution¥data¥kyokuhou¥STD.smf

:PS2 Resolution 4 [1/cm]

:2003/08/07 14:50:30 Accumulation  :20 Times

Apodization :Happ-Genzel

Figure 4-5. Printed report example
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Chapter 5 How to use of the program.
- Peak detection function -

The Peak detection function detect peaks being described in identification test in the

pharmacopoeias, and creates a report.

5-1 Data which should be prepared
® Sample spectrum (Transmittance)

® Peak table (It is made in this program.)

€ In this program, data with an “active pointer” in the selected spectrum file is used to
calculation.

€ When the Raw (scanned) data is used by this program, Scan parameters are printed
on the report. However, when an active pointer is set to manipulated data, the Scan

parameters are not printed, and leave blank.

5-2 Starting of program

1. Start IRsolution.

2. Click the [Macro] tab to display the macro platform screen.

3. Select [Macro]-[Open Macro Container] to open “...¥Program Files ¥Shimadzu
¥IRsolution¥Macros¥PharmaReport.lcm”. The program is displayed in the macro toolbar.

4. Select “PharmaReport” under the “PharmaReport.lcm”, and then select [Macro]-[Run] to
execute the program.

The program does not start even if the 4 button in the macro toolbar
is clicked.

5. The dialog box in Figure 5-1 opens.

1 abel ot rul Macro Ladiginages |

Pligngse Samfesct & Progesm

Frbout I Paak Dedeacizon Hepon Laries]

Figure 5-1. Selection of program
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Button Content

Printout Runs the Spectrum Comparison function.

Peak Detection | Runs the Peak detection function.

Report Runs the Report creating function.

6. Then, click < Peak Detection > to open the dialog box in Figure 5-2, and the Peak

detection function for Pharmacopoeia starts.
Feport Creation EI

— Spectum

[Detection

— Peak table

Exit
Load Peak Table.. | _ & |

Edit Peak Table.. |

Figure 5-2. “Peak detection function” screen

Button Content

Load Sample Loads a sample spectrum.

Load Peak Table Loads a Peak table file which has already been made.

Edit Peak Table Creates/Edits a Peak table file.

Detection Detects peak and creates a Report.

Exit Closes the program.

5-3 Outline of the operation
The outline of the operation of this program is as follows.
1. Load a sample spectrum with < Load Sample > button.
2. Load a Peak table file which has already been made with < Load Peak Table > button,
or create a Peak table file with < Edit Peak Table > button.

3. Click the < Detection > button to create a Report.

5-4 <Load Sample> Spectrum button
It is a button to prepare a sample file necessary for the calculation.

1. Click the < Load Sample > button to open the “Load Sample Spectrum” dialog box.
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2. Select the sample spectrum.
3. Clicking the <Open > button returns to the dialog box in Figure 5-2.

Lond sample Spectram 1=
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Figure 5-3. "Load Sample Spectrum” dialog box

5-5 Peak table file
Up to 10 peaks can be specified to detect. Up to 4 positions can be specified to remark. The

set of the peak wavenumber is saved as a data file.
The peak table file can be created by clicking < Load Peak Table > button in Figure 5-2, or

edited by clicking < Edit Peak Table > button

5-5-1 <Load Peak Table> button
The peak table file which has already been made can be read by clicking <Load Peak Table>

button in Figure 5-2.
1. The dialog box in Figure 5-4 opens.
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Figure 5-4. “Load Peak Table” dialog box
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2. The extension of the peak table file is “.wdtp”.

3. Select a Peak table file and then, click the <Open> button to return to the dialog box
in Figure 5-2.

4. Clicking the < Edit Peak Table > button explains next is used to create the Peak table

newly.

5-5-2  <Edit Peak Table> button
The peak table file can be created or edited by clicking < Edit Peak Table > button in Figure
5-2.
1. The dialog box in Figure 5-5 opens.

=

B Moo ‘Wawalo

171 7171 A A A A A

w [
2 =

ke ay W Mo 2 -

Mi[1750 M2 (200 M3 [0 M4 [0

Figure 5-5. “Edit Peak W. No.” dialog box

2. Input peak wavenumbers into “Wave No.” column. It is possible to input up to ten
peaks. The check mark is put to “Use” columns of the wavenumber used to calculate.
Even if the wavenumber is input, the one without check mark is not used to calculate.

3. First of all, number of positions to be used for Remark. Then input the wavenumbers
for Remarks. It is possible to specify up to four positions.

4. When the input ends, < OK > button is clicked. The dialog box in Figure 5-6 is
displayed, and the created peak table file is saved. The extension of the peak table file
is “.wdtp”.

5. Clicking the <Save> button returns to the dialog box in Figure 5-2.
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Figure 5-6. “Save Peak File” dialog box

5-6 <Detection> button
The peak detection is executed. The result is printed.
1. The <Detection> button will be activated when all of Loading Peak Table and
Loading Sample file are done.

2.  The dialog box in Figure 5-7 opens.

Selection EI

Do yow print a repart ?

Mo |

Figure 5-7 print dialog box

3. Click <Yes> button to printout a Report such as Figure 5-8. The program ends if

<No> button is clicked.

The procedure from which the calculation is executed is as follows.
(1) The peak of the sample spectrum is detected referring to the peak table.
(2) When the peak is not detected, the error message is actually displayed.
(3) The peak position is plotted on the screen.
(4) When <detection> is selected, a spectrum, scan parameters, and peak information
are printed such as Figure 5-8.
(5) Close the program clicking “Cancel” button once, and select [File]-[SaveAs] command

to save the spectrum with peak marks.
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Apodization: Happ-Genzel P4:1601.0 2 2
P5:3060.2 2.0
P6:2849.9 8.8

Figure 5-8. Printed report example
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Chapter 6 How to use of the program.
- Alteration check program -

The Alteration check function is included in this program. The Alteration check function is a

program which checks whether this program is illegally altered.

6-1 Operation method
1. Select Alteration check from [Start]-[Program].
2. When “Shimadzu user authentication tool” is installed, Login dialog box of Figure 6-1 is

displayed. Input User ID and password. When the tool is not installed, the dialog in

Figure 6-2 is displayed.
poon

ISHIMADZU
Solutions for Science

=irce |ETS

Login I | ! o]
Passwoid | Cance |

Figure 6-1. “Log in” screen

3. “Alteration check program” screen in Figure 6-2 is displayed.

B Chieck Fhee peengeam ] |

Evogram Lisk I Ogha |

= i |
IRty Wi 7,700 i Dheck -i|
Ll ser Sueriticstion Tool e .04
PriarmiReport orogaram ver 111 ﬂ
)

I System Admirishator | Select from Program List snd Chck [Chack] badion

Figure 6-2 “Alteration check program” screen

4. Select “PharmaReport program”, and click < check > button.

5. When the screen in Figure 6-3 is displayed, click the < execution > button.
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S, Check the Program Files |

This program will check the integrity of the

ParmBeport progra. Cancel |
[Hatepad... |

Figure 6-3. “Alteration check” screen

6. The Alteration check result is displayed in the dialog.
[, Check the Program Files x|

This program will check the integrity of the

PharmRepaort program. Cancel |

Motepad...

Checkis finished. <= Integrity Check Passed ==
Fepaortis in chpragram filesishimadzulirsolutionJPprogehk ta.
FPress Motepad' to view the report.

Figure 6-4. Check result

7. When < Note pad > button is clicked, the check result is displayed. It is possible to print
from this screen. The check result cannot be corrected.

[T -
i
Fr Check the Program Files 0o =]

OpeTacer = Systes Adwind SCIscer
Prosrem Heme : FharsReport progres
Veraiom § 1.0

Check Pase & 200)-09-02 LO:J10:0L

Fi De=rimmes File, Size Dace,Time= Check. P
Prospehin, ewe Faam Fuam Pars
check. 25 Faam Faam Prea
checks, exe ] Faam Pars
FharsRepact, Lom Faam Faam Pasa
[Toral i Fars

FE (372700 e J

Figure 6-5. Check result
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IRsolution

IRsolution

Windows I:l

"a:setup” <OK>

<OK>

... ¥Program files¥Shimadzu¥IRsolution¥macros”

Kyokuhou3.ptm Kyokuhou2.ptm

KyokuhoulNG.ptm KyokuhoulOK.ptm
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2-3
IRsolution ”"c:¥ Program files¥Shimadzu¥IRsolution”
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“report2.txt”

2. IRsolution [ ]

3. [ -1 1 "Kyokuhou3.ptm”

4,

5. (Object Properties) "RTF Filename” 1

“report.txt” “report2.txt”

6. [ - ]
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3-3

Printout

Peak Detection

Report

<Report>

3-2

— Spectum

Feport Creation

Load Standard...

................................. et

Load Sample. .. I

— Peak table
Load Peak Table... |

Edit Peak Table... |

[Ealzulation

]

Exit

3-2

Load Standard

Load Sample

Load Peak Table

Edit Peak Table

Calculation

Exit

1. <Load Standard>
2. <lLoad Sample>
3. <Load Peak Table>

<Edit Peak Table>

4. <Calculation>
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3-4 Load Standard

1. <Load Standard> Load Standard Spectrum
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3-3 Load Standard Spectrum

3-5 Load Sample

1. <Load Sample> Load Sample Spectrum
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3-4 Load Sample Spectrum
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3-2 <Load Peak Table>
<Edit Peak Table>

3-6-1 Load Peak Table
3-2 <Load Peak Table>
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st [mes s [[Cma ]
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3-5 Load Peak Table

“.wdtr”

<Edit Peak Table>

3-6-2 Edit Peak Table
3-2 <Edit Peak Table>

1. 3-6
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3-7 Save Peak File
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3-7 Calculation

1. (Load Standard) (Load Sample)
(Load Peak Table) (Edit Peak Table)
<Calculation>

2. <Calculation>

Tolerance
Tolerance "NG”
"OK”
"NG” "NG”
3. "OK” "NG”
' X
3-8
4, <OK> 3-9
Selection k EI
Do wou print a report ?
Mo |
3-9
5. <Yes> 3-10 <No>
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2003/08/07 06:21:36

i

C:¥Program Files¥Shimadzu¥IRsolution¥data¥kyokuhou¥Sample.smf

1 2003/08/07 15:25:20
14 [1/em]

120
: Happ-Genzel

C:¥Program Files¥Shimadzu¥IRsolution¥data¥kyokuhou¥STD.smf

: 2003/08/07 14:50:30 120
14 [1/em] : Happ-Genzel
(cm-1) (%T) (cm-1) (%T) (cm-1) (cm-1)
A_P1 540.1 5.0 542.0 5.5 5.00 0.36
_P2 906.6 29.4 906.6 29.2 5.00 0.00
B_P3 1028.1 12.8 1028.1 12.7 5.00 0.00
C_P4 1601.0 4.3 1601.0 4.2 5.00 0.00
__P5 3060.2 2.0 3060.2 2.0 5.00 0.00
P6 2849.9 8.8 2849.9 8.8 5.00 0.00
A/IB 1.4584 1.4031 1+/-0.3 1.0394
AIC 0.9514 0.9150 1+/-0.3 1.0397
B/C 0.6524 0.6522 1+/-0.3 1.0003
3-10
OK NG
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Selection .. il
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5-1

Printout

Peak Detection

Report

6. <Peak Detection>

5-2

Repaort Creation

— Spectum

— Peak table

Load Peak Table.. |

Edit Peak Table.. |

[Detection

=
Exxit |

5-2

Load Sample

Load Peak Table

Edit Peak Table

Detection

Exit

5-3

1.
2. <Load Peak Table>
<Edit Peak Table>

3. <Detection>
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5-4 Load Sample

1. <Load Sample> Load Sample Spectrum
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5-3 Load Sample Spectrum

5-5

10 4

5-2 <Load Peak Table>
<Edit Peak Table>

5-5-1 Load Peak Table
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5-6 Save Peak File
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