application note

Station with the power of Excel®

eating a single sample report template in
em2XL for use with the Agilent ChemStatione

INTRODUCTION

Chem2XL is designed to enhance automated
reporting with powerful customization capabilities

saving valuable time and laboratory resources.

This application note explains the process of creating
a single sample Chem2XL template. This template can
then be used to automate ChemStation custom
reporting. The reports can be sent to a printer or to
Microsoft Excel file. Chem2XL eliminates manually
entering data for calculations and reporting.

Chem2XL can save time making your lab more

productive and efficient.
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application note |

®
) Ch e m 2XL Template Creation using Chem2XL Setup Wizard

@ Start the Agilent ChemStation (revision A.10.02, B.01.01 or newer)
@ Go to data analysis within the Agilent ChemStation

@ Select the Chem2XL menu “Create Chem2XL Template” (see Figure 1)
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Figure 1: Create Chem2XL template menu

With the Chem2XL Setup Wizard as seen in Figure 2 now in view, select “Single Sample Report”. Selecting
Single Sample Report allows the setup wizard to have the appropriate options for a single sample report.
(For multiple samples see Application Note for Multi Sample Reporting). Follow Figure 2 settings below.

1 Chem2XL Setup Wizard L] Include chromatogram and desired tabular
Fie Report Help data (named / un peaks) included in template.
Report Type Peaks Types
¥ Include Chromatagraph .
" Multi-5ample Report (Summary Report) Picture ¥ Named Peaks (Calibrated)

{* Single Sample Report [F Autosize Column Widths ™ Unnamed Peaks (Uncal)

o
tip
-
Right clicking on any v Height Percent [ Intercept [ Peak Name v
sample or peak item will [
nt [

change the name that
appears in the report

Excel Report Header: [Vly Repor Trie Insert title (optional).
(e Bl e Select individual items that will appear on the
Sample Name v Inj v Sample Amount v Signal Description v fempkﬂ-e header section.
Inj Date-Time v Operator v Multiplier v Template Name [
Data File v Method v Dilution v Template Create Date [
Sample Info v Sequence Path v Internal Std Amount v
izl Location [V Acq Instr Name W Injection Volume W

Information from this section will appear in the

peak data table. Select only the peak details

and peak performance (suitability) items that

are needed.

Height Sum [ Corr. Cosfficient [ liem Number Note: Selecting too many peak table items
\ifidth v Compound Group | results in report not fitting on one page.

Chem2XL is designed to auto-size wide

Area Sum [ Symmetry [ Signal/Moise Ratio [
Height [ Slope [ Detector [

ility . ..
reports to fit on one page. The auto-sizing
kPrime [ USP Tailing [ Selectivity [ Statistical Moment 0 [ q a
feature reduces the report scaling for wide
Plates Half Width [~ \Width Half Height [ Resolution Half Width [~ Statistical Moment 1 [ reports; however this make the fonts smaller.
Flates Tangent [ \width Tangent [ Resolution Tangent [ Statistical Moment 2 [
Flates 5 Sigma [ Width 5 Sigma [ Resolution 5 Sigma [ Statistical Moment 3 [
Plates Statistical [ WidthTailing [ Resoluti istical | istical Moment 4 [
—Table/Columns Esti Thi fi is inf fi | d fi t
N —— Approximate Number of Keep the total characters under is section is information only and estimates
Expected Per Sample: charactersinthe Data |72 100if possible. Moremay exceed how wide the Chem2XL table will be.
Table: Excel page width.
Quit | e | e T | When finished select “Create Template”. The
2 el e Al e Rocend Wizard will now build a framework on a
Figure 2: Customizing the Setup Wizard Microsoft Excel spreadsheet.
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>Ch em2XL

@ After the Wizard creates the customized template, further customization may be done to the layout by

Customizing the Chem2XL Template in MS Excel

changing formatting, adding borders, changing column and row sizes. Moving items around in the
template is also possible. Note: Changing the order of the columns in the peak table is easily done by
following a few simple rules laid out in Step 8.

Microsoft Excel - Book1

@_] Eile Edit View Insert Format  Tools  Data  Window  Help  Adobe FOF Type a guestion for help = o & =X
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Figure 3: Chem2XL Template Layout Designer

Sample information items can be customized by changing the font type, size, color, etc. To change basic
formatting, right click on the selected sample item cells (name and value cells) and select “Format Cells”.
ltems may also be moved around to different positions on the report screen. Note: be sure to select the
name and value cells and move them together.

o
ST ¢ | c |

1
[ Inj ate-Time 1 A | B | & | O | E I

3 | Sargple Mame »] & 1

4 Data File %1 23] ¢ o o .
Cll 2 It is important when moving

B Shmplelnia of = & 3 | Sangple N oo ooonoooeooos|  sample items around to select

7 Kultiplier x Paste Special... .

D i | 1 4 Data . .....coocoooooocooaooooson)  two adjacent cells: the label
it nsert...

9 | IS Amount x - 5 Operatgr N N ) and value cells. For exqmple
W Delete... e = 1] ”
0 | o select B3 “Sample Name

| Content:
o el and C3 the value cell
| | H . . .
13 B et Figure 5: Moving Sample Information cells to the right.
14 ( 1% Eormat Cells... ]

Figure 4: Right click to Format Cells
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Customizing the Chem2XL Template

application note |

>Ch em2XL

The empty rectangle is where the chromatogram will be located (see an example report Chromatogram
in Figure 6). To move the chromatogram box around in the template, click and drag the box to the desired
location. The chromatogram rectangle may also be resized to desired size by clicking and dragging the

rectangle. See Figure 6 below.

Sample Name Reaction Sample 1 Inj 1
Inj Date-Time Nov 08 2005 11:12:46 AM Vial Location  Vial 102
Data File CN\CHEM32V1'\DATA\RUB\A2DHF.D Injection Volume 0.5
Operator Joe Chemist
Method FRONT_A.M Sample Amount 1]
Acq Instr Name LGC-51-30 Dilution 1
Sequence Path Multiplier 1
ISTD Amount 0
FID1 A, (RUBAZDRFD)
B 2 5 ¥ = Chromatogram scaling is
& 7 <L o
. @ ¢ a R done in the
< o 3 q
¢ = o : = 5 . ChemStation:
€ £ t L
o - .
8 - i Graphics

Signal options

Range

Signal Description: FID1 A

Item RT RRT Area Amount Amt Calc | Group |Peak Name
1 1.442 0.300 0.8 18.2 18.2 2|CH
2 1.598 0.333 165.5 3246.7 3246.7 1|Benzene
3 2704 0.563 6.7 1721 1721 Z[CHA
4 *3.079169 0.000 0.0 0.0 0.0 2[CHOL
3 3.633 0.756 7.5 2804.0 4206.1 2|CHO
6 4.804 1.000 11.8 342.1 581.6 1|Phenol
7 6.241 1.299 3.2 72.6 123.4 1|Toluidine
a8 65.476 1.348 3.5 573.2 1146.4 1|Nitrobenzene
9 5.029 1.671 4.6 135.0 270.0 M-PDA
10 $.530 1.775 2.1 381.3 762.6 2|Anil
11 *8.751699| 0.000 0.0 0.0 0.0 CA
12 9.343 1.945 27 55.1 826 DPA
13 10.640 2215 50 1125 166.8 2-ADPA
14 11.538 2402 1.8 43.6 65.4 4-ADPA
18 12.526 2.607 4.1 87.3 131.0 DADPM
* Expected Retention Time
Group 1 Tofal 4234 6 50981
Group 2 Total: 3375.7 5159.0

Figure 6: Chromatogram location on the report
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Customizing the Chem2XL Template in MS Excel
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When moving the order of the columns in the peak table cells around, the column heading and the cell di-
rectly below need to be moved together. Figures 7, 8 and 9 show the basic concept of moving cells cor-
rectly.

E | ¢ N f | s | H [ 1 [
Signal Description: ®
lterm RT Area  [Peak Mame / i I
/
[ Armount | Width | When moving peak table
| I columns you must align

the rows horizontally or
Chem2XL will not be
able to fill the data in

properly.
Al B | ¢ | b ] E | F | & | H T 1 1 4
28
29 Signal Description:
30 ltern RT |[ Area | <:| Peak Mame
31 I |
32
88 Amount | Width
34
Figure 8: STEP TWO move selected cells to new area n o ie
Al B [ c [ b [ E [ F | 6 [ H [ 1 | Columnsmay be inserted
28 _ - by shifting peak table rows
23 Signal Description: _ to the right. Empty columns
a0 lterm RT Area | Amount | Width [Peak Mame o collimg i Sermnles
&l | I are valid.
32

Figure 9: STEP THREE align cells horizontally with columns

After editing the template is complete, save the template. To do this, press the Chem2XL “Save This
Template” button (see Figure 10). By pressing this button, the template will be properly saved in the
template directory. Saving to the Excel file/save will not allow Chem2XL to use the template properly.
After editing is complete, save the template by clicking “Exit Back to Setup” which will save and close the
template (see Figure 10). “Quit” the Chem2XL Setup Wizard.

Save This
Template

Exit Back
To Setup

Figure 10: Saving the Chem2XL Template
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) Ch e m 2XL® Customizing the Chem2XL Template in MS Excel

To print a Chem2XL report it is necessary to add the template to the ChemStation report styles. After
creating a template and saving it (see steps 1-9), select Chem2XL from drop down menu, then click on
“Add Template to Styles” (see Figure 11).

& Instrument 1 (offline 1): Data Analysis

File Sequence Graphics Inkegration Calibration Report 2 View ECM  Abort  Hel

Signals L_M? L@ | Methods I._ED % |:ﬂ| BATCH.M [sequence) C.reate Chemz¥L Repart F4
- - - . Yewlast Chem2xXl Report

Spectra  Batch

Create ChemzxL Template

(=Gl CHCHEMZZLLADATA

- &g 032700 Line |Inj | ¥ial ! Caloulabe Suitabiity
-8 RUB 4| 1 13 I view ChemziL Log
=3 pEmo + Z 15 I About Chemzxl

BATCH 3 15 Tsacrakic Skd. 1 BATCH. M

Figure 11: Add Chem2XL template to ChemStation report styles.

s Add To Report Styles

Select a Chem2XL template for use as a Report Style Name

(Rightclick to change the Report Style Name)

(
gine is-55 Stability-Study-Caffeine-MS xdt il
Peak-Group-Report-55 xdt System-Suit-MS xdt

Project-Alpha-Area-MS xdt System-Suit-55 xdt

Project-Beta-Amount-MS xit Riaht clicki th
Refinery-Gas-55 dt ight ¢ 'C_ ing on the
Relative-Response-Factors-55 xit report will allow for
ﬂié"hﬂﬁﬂ adding and changing the

_Sho ;

5 2mple-Group-Chart-MS it name that Gp?ears n
Sample-Group-M3 xit ChemStation.

Cancel 0K

Figure 12: Add To Report Styles
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®
D Ch el I l 2XL Adding the Chem2XL Template to ChemStation Report Styles
L

@ Select the desired report style to be used for the ChemStation method. Chem2XL allows different reporting
templates for each ChemStation method. Select the new report template style in ChemStation by going to
the “Reports” menu and selecting “Specify Reports”. Scroll down in the Style list to select the new report
template (see Figure 13).

Specify Report: Instrument 1

Dreztination
v Printer

[~ Screen

I~ Eile - -
- - Sorted By: To enable printing of
[Frepat - - Chem2XL reports Click

Signal Options... Destination “Printer”

Style
[HeportStyle: | Caffeine-tnalysis-55 j] Repart Style Dptions...

n o te [ Sample info on each page [ Add Fraction Table and Ticks

= [ Add Summed Peaks Table

Fepart Layout For Uncalibrated Peaks

. ”
Uncalibrated Peaks ™ Separately ™ with Calibrated Peaks * Do Mot Report ]

determines whether a
Chem2XL report prints only
named and unnamed peaks &

on a Chem2XL report.

“Report Layout For [

5

,':
=
kK | Cancel Help |

Figure 13: Chem2XL template specification
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Chem2XL

Generating Chem2XL Reports
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There are two options for generating Chem2XL reports:

1) reports are automatically produced after each run in the sequence
2) interactively in Data Analysis. In data analysis with a data file loaded and a Chem2XL template selected

load a data file

& Instrument 1 [offline 1): Data Analysis

File Seguence Graphics Integration Calibration Report

=4 CHCHEMEZ|1|DATA

Spectra  Batch

Wiew ECM  Abort Help

Yiew Last Chem2¥L Report

Create ChemzxL Template
Add Template ta Stvles

Calculate Suikability

Yiew Chem2¥L Log

About ChemziL
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Figure 14: Interactively create Chem2XL Reports
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