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In This Guide...

This guide contains information to learn to use your Agilent
MassHunter Workstation Software Reporting Add-in.

Exercise 1  Creating Reports

In this exercise, you produce reports using the Qualitative
Analysis program and the Quantitative Analysis program. In the
Qualitative Analysis program, you select what sections to
include in the reports. In the Quantitative Analysis program,
you learn about the many different templates that are available.

Exercise 2 Customizing a template

In this exercise, you learn how to customize both a Qualitative
Analysis template and a Quantitative Analysis template. You
make a copy of the template, open it in Excel, change the footer
of the template, test the template, save the template and use the
template in the Qualitative Analysis and the Quantitative
Analysis programs.

Exercise 3  Customizing a table

In this exercise, you customize a table. You learn how to rename
a column, delete a column, change the width of a column, and
move a column. You also learn how to add a column to a table
and how to add a mapped column to a table. In addition, you
learn how to add a filter to a table using Excel features and
using the Advanced Properties dialog box. Lastly, you learn how
to move or delete a column in a table that has been filtered.

Exercise 4 Additional ways to customize a table

In this exercise, you learn how to do the following tasks:

e Add a table

¢ Format a table (transpose and hide headers)

* Add a formula column

¢ Add an ISTD column to a Quantitative Analysis template
¢ Add a column that is already mapped
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Exercise 5 Graphics

In this exercise, you use the Add Graphics commands to add
graphics to a template. You also learn how to display multiple
graphics in the same row.

Exercise 6 Advanced topics

In this exercise, you do a variety of advanced tasks including;:
* Adding a page break and a sheet break

¢ Setting up and using Test mode

¢ Adding repeating sections

* Changing values in the Options worksheet

¢ Adding a formula using the IF function

¢ Using the VLOOKUP function.
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In this exercise, you explore how reports are generated in different programs.

The first exercise shows you the steps to create a report in the Qualitative
Analysis program.

¢ In Task 1, you open the Qualitative Analysis program with multiple data
files.

¢ In Task 2, you print an analysis report.
e In Task 3, you print a compound report.

¢ In Task 4, you print a graphics report.

The second section shows you the steps to create a report in the Quantitative
Analysis program.

¢ In Task 5, you open the Quantitative Analysis program and load a batch.

¢ In Task 6 and Task 7, you generate Quantitative Analysis reports.
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1 Creating Reports

Each exercise is presented in a table with three columns:

¢ Steps — Use these general instructions to proceed on your own to explore
the program.

¢ Detailed Instructions — Use these if you need help or prefer to use a
step-by-step learning process.

¢ Comments — Read these to learn tips and additional information about each
step in the exercise.
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Creating Reports 1

Creating reports in the Qualitative Analysis program

Increasing Speed of Qualitative Analysis Report Generation

One of the easiest ways to increase the speed of report generation is by
limiting the number of graphics in the template. You can change which
graphics are included in a report using either the Analysis Report section in
the Method Editor or the Compound Report section in the Method Editor.
You can also try any of the following options to improve reporting speed:

Filter for only the samples or compounds that you need to report. See
“Task 7. Add a filter to a table” on page 74.

Turn off any unneeded formatting options. See “Task 5. Change values on
the Options worksheet” on page 135.

Delete unused XML maps. See “Task 1. Add a table to a template” on
page 86.

Limit VLOOKUP ranges to the minimum. See “Task 7. Use the VLOOKUP
function” on page 142.

Print on a standalone system, if possible.

If you are printing to a networked printer, set the Microsoft Image Writer
as the default printer.
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Creating Reports

Task 1. Open the Qualitative Analysis program

In this task you open multiple data files using the current method.

Task 1. Open the Qualitative Analysis program with multiple data files

Steps

Detailed Instructions

Comments

1

Open the Qualitative Analysis
program and open the data files,
sulfas-PosAutoMSMS,
sulfas-PosMS.d and
sulfas-PosTargetedMISMS.d in
the folder

\MassHunter\Data, or in the
folder where you copied them.

Make sure that Use current
method is clicked.

Make sure that the check box for
Run ‘File Open’ actions from
selected method is clear.

a Double-click the Agilent MassHunter
Qualitative Analysis icon, .
The system displays the Open Data
Files dialog box.

Go to the folder \MassHunter\Data
or the folder where the example files

+ The sulfas-PosMS.d file contains
MS (TOF or Q-TOF) data, and the
sulfas-PosAutoMSMS.d and
sulfas-PosTargetedMSMS.d files
contain both MS and MIS/MS
(Q-TOF) data.

are located. * You can get help for any window,
dialog box, or tab by pressing the F1
key when that window is active.
Open Data File E|EI

Lookin: |5 ExampleDataFies

5 [suifes_high_resalution

1)

My Recert
Documets

Deskiop

My Documents

oy

My Computer

& E=

‘” suffas_PosAutoMSMS.d” " sulfas_PosMS d

Filenames

Q

E j Open
El

My Network  Fles of type | Data Files .d)

Flaces

Options
()
()

Sample Information
Sample Name :
User Name :

¢ Use current method Sample Position :
Description :

&

I Run ‘File Open’ actions from
selected method

Cancel
Help

Figure 1 The Open Data File dialo

g box is automatically opened.
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Creating Reports

Task 1. Open the Qualitative Analysis program with multiple data files (continued)

Steps

Detailed Instructions

Comments

== R=RE 1R 2|

¢ Press and hold the Shift key while you
click sulfas_PosAutoMSMS,
sulfas_PosMS.d and
sulfas-PosTargetedMISMS.d.

Click Open. .
All three data files are displayed in

Data Navigator, and 3 chromatograms

are displayed in the Chromatogram
Results window.

= Agilent MassHunter Qualitative Analysis - Default.m

i File Edit View Find Identfy Chromatograms Spectra Method Actions Tools Help

B9~ o P[] [B]E AR b o A e i B 6 e B R

If you press the Ctrl key instead,
you can pick files which are not
directly next to each other in the
list.

What you see in the main window
at this point depends on the
method, layout, display and plot
settings used before you opened
these files.

: “A Data Navigator X [|f /\ Chromatogram Resulis x
Sort by Data File vlke ot QEECIEADC 2 = |[E]E L K % H B i =T
= [7] sulfas_PosAutoMSMS 4 5 5 =
T s x106 +ESI TIC MS(all) sulfes_PesAuteMSMS.d
[, + TIC MS(all) 1541
- |
O 054
O od
= Ifas_PesMS.d
Ess;r"ghmmmwm %108 [+ESI TIC Scan Frag=125.0V sulfas_PoshS.d
Il - TIC Scan 61
O .
O
3 :
=[] sulfas_PosTargetedMSHS.d 01 02 03 04 05 06 07 08 09 1 11 12 13 14 15 16 17 18 19 2
5[] User Chromatograms Counts vs. Acquisition Time (min) v
[ +TIC MS(all) =
O i[5 Method Editor: Integrate (MS) x
E Dy e 0| (B) -] Method rems~ | (2 G
O Integrator | Peak Fiters | Resuts
B M iE Dek = Integrator selection
| General MS Integrator v
[~ Chromatogram |
[ Integrate (115) Optiens |
Integrate (MSIMS) Detector
Intograie (UV) Point sampling: | 1J‘ Stert threshold: | 02|
ntegrete (ADC) [] Smeothing Stopthreshold: | 00|
Smooth Filtering [Spoint | Peaklocation: [Top v
Exclude Mass(es)
Baseline allocation
Calculate Signah-o-Noise — )
Define Chromatograms >
S i Keitheredge< | 00| % |Tangent skim lse drop 3¢
Spectrum
General
Find Compounds
Find Compounds by Formula A
T »
e i i

Figure 2

Qualitative Analysis main window
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1 Creating Reports

Task 1. Open the Qualitative Analysis program with multiple data files (continued)

Steps Detailed Instructions Comments
2 Return the main window to its a If necessary, click Tools > Configure + The display and plot settings will
default workflow, General. The for Workflow > General. remain the same even after you
default method and layout are b Click the down arrow next to the switch to the General workflow.
loaded. Maximum Number of List Panes icon These settings differ depending on
Make sure you can see all three in the Chromatogram Results Toolbar, your specific situation.
chromatograms. and select 3. * You can change the layout by

clicking the View > Window
Layouts > Load Layout command.

¥R Agilent MassHunter Qualitative Analysis - Default.m

i File Edit View Find Identify Chromatograms Spectra Method Actions Tools Help
izEdedg a-FEE -0 LRIREAS M N bk B0 80 .
. Maximum Number of
Chromatogram Resulis x
et Q@0 d: [Pl o [ A e = List Panes icon
= Ifzs_PosAutoMSMS d "
&[] User Chromatograms %108 |+ESI TIC MS(all) sulfas_PosAuteMSMS d
1/ ERIEEED e
O 1.4
E 124
0O iy
&[] sulfas_PosMS d 0z
&[] User Chromatograms
el Tic scar | iy
04
= o The default method
O
= o and layout are loaded.
(=[] sulfas_PosTargetedMSMS d x10& |+ESI TIC Scan Frag=125.0V sulfas_PosMS.d
S [¢] User Chrometograms 654
1/ ERICHEED &
O 554
a 4 To load the default
0 45] .
] o display and plot
354 - -
: [E Method Explorer: Defauitm x ey settings, click Tools >
254 - -
Bl L Plot Display Options.
Integrate (MS) )
Integrate (MSMS) %106 |-ESI TIC MS{all) Frag=125.0V sulfas_PosTargetedMSMS.d
Integrate (UV) 184 1
Integrate (GC) 164
Integrate (ADC) 14
Smooth 1?'
Exclude Mass(es) il
Calculate Signak-to-Noise 064
Define Chromatograms 041
Adjust Delay Time A Dé’
'+ Spectrum 01 02 03 04 05 06 07 08 09 1 11 12 13 14 15 16 17 18 19 3
~ Counts vs. Acguisition Time (min)

Figure 3 Qualitative Analysis main window with the General Workflow selected

12 Agilent MassHunter Workstation Software Reporting Familiarization Guide



Task 2. Print an analysis report

Creating Reports 1

Whenever you want to print an analysis report after performing any of the
tasks in this exercise or the next one, use these instructions.

An analysis report can contain the results from extracting and integrating
chromatograms, extracting spectra, finding compounds, searching the
database for peak spectra or generating formulas from peak spectra.

Task 2. Print an analysis report

Steps

Detailed Instructions

Comments

1 Save the intermediate report files.

2 Change the analysis report
selections:

Mark the check boxes for the
chromatograms, spectra or
tables you want to print.
Clear the check boxes for the
chromatograms, spectra or
tables you do not want to print.

Click Tools > Intermediate Report
Files.

Mark the Keep intermediate report
directories check box.

Click OK.

In Method Explorer, click General >
Analysis Report.
Mark the check boxes for any

additional sections you want to print.

Clear any chromatogram and spectra
choices you do not want to print.

* Normally, intermediate report

directories are not kept. However,
when you are customizing a report,
you use these files to verify any
changes that you make to the
templates.

After you have finished customizing
your report templates, remember to
clear the Keep intermediate report
directories check box.

Asectioninareportis only included
if:
You mark the check box in this
section.
The results are available in the
Qualitative Analysis program. For
example, if you have not
integrated the chromatogram,
then the peak table cannot be
included.
If you are keeping the intermediate
report directories to customize a
template, you mark all of these
check boxes. You also need to
generate all of these results. Then,
all results are available when you
are customizing a template.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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1 Creating Reports

Task 2. Print an analysis report (continued)

Steps Detailed Instructions Comments
i (54 Method Explorer. Defauitm x | [E7 Method Editor: Analysis Report x Before printing the analysis
+ Chromatogram A [[L@]9 -0 - (-] method ems- | 03 i34 report, you generate the results
+) Spectrum User chromatograms that you want to include. For
o — Show user chromatograms I .f . I d
. e et i example, if you want to include
o | @ e eerls compound chromatograms, you
Compound Report -
o Fesaing Optone —— need to run one of_ the Find
File Open Actions SIS Compounds algorithms.

‘With pezk tables
[] With library spectrum
[[] With difference spectrum

Extraction Data Format

+ Find Compounds If you want to increase the speed of

% Find Compounds by Formula A printing a report, remove any
Compounds - .

+| Identify Compounds e unnecessary graphics. Including

s [ With pezk tables graphics in a report slows down

B Show compound specira report generation.

With pezk tables
+ Export

Figure 4 Analysis Report section in the Method Editor

3 Select the template to use when a In Method Explorer, click General > » The report templates that are
printing this report. Common Reporting Options. shipped with the software are
b Verify that the correct Report template separated into two folders. One
folder is selected. folder contains reports that are
¢ Verify that the correct Analysis report formatted to print on Letter size
template is being used. paper. The other folder contains
d Click the Options tab. reports that will print on A4 size
e Verify the settings on this tab. paper.

+ Three different analysis report
templates are available in each
folder.

14 Agilent MassHunter Workstation Software Reporting Familiarization Guide



Task 2. Print an analysis report (continued)

Creating Reports 1

Steps

Detailed Instructions

Comments

: 5 Method Explorer: Defaultm

x || 57 Method Editor: Common Repuring Opfions

+ Chromatogram

P9 - | () -] Method ems- | (B g

+ Spectrum

Templates | Options

-/ General

General

Analysis Report
Compound Report

Page £ (@) Portrait (O Landscape
Hide empty columns in tables

Commean Reporting Options

| Shaow sample information

File Open Actions
Extraction Data Format

= Find Compounds

Peak table limits {include all peaks unless lmits are specfied)
Chromatogram pesks 10|  largest peaks per table

Mass spectrum peaks 10| largest peaks per table

Find by Auto MSIMS
Find by Targeted MSIMS

Find by Molecular Feature

+ Find Compounds by Formula

Custom plot limits {autoscaled unless limits are specified)

+ Tdentify Compounds

+ Compound Automation Steps

+ Worklist Automation

[] User Chromatograms min
[] Compeund chromatograms min
[] MS spectra miz
[ MSIMS spectra miz
[] Deconvoluted specira Da
[[] W spectra nm

+ Export

Mark this check box if you do
not want to include empty
columns in any table in the
report.

You can specify the plot limits to
use in the report for each type of
graphic.

Figure 5 Common Reporting Options > Options tab in the Method Editor window

4 Print the report.

* You can interactively print the report in

multiple ways:

From the main menu, click File >

Print > Analysis Report.

From the main toolbar, click the

Printer icon.

Click the Print Analysis Reporticon,

{p;;] - in the Method Editor
toolbar.

Right-click the Analysis Report
section in the Method Editor, and
click Print Analysis Report.

From the data file shortcut menu in
the Data Navigator, click Print
Analysis Report.

Click Generate Analysis Report in
the Actions menu.

The Runicon () = in the Method
Editor toolbar sometimes allows you to
choose an action from a set of
possible actions. For example, if you
switch to the General > Common
Reporting Options section, four
different actions are possible when
you click the Run icon. If you click the
arrow, a list of possible actions is
shown, and you can choose which
action to do. Choosing a different
action from the list changes the
default action. If you simply click the
Run button, the default action is
performed.
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1 Creating Reports

Task 3. Print a compound report

In this task, you generate a compound report. Please refer to the
Familiarization Guide for Qualitative Analysis or the online Help for the
Qualitative Analysis program for information on finding compounds.

Task 3. Print a compound report

Step

Detailed Instructions

Comments

1 Save the intermediate report files.

2 Change the compound report
selections:

Run one of the Find Compounds
algorithms
Mark the check boxes for the
chromatograms, spectra or
tables you want to print.
Clear the check boxes for the
chromatograms, spectra or
tables you do not want to print.

16

b
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Click Tools > Intermediate Report
Files.

Mark the Keep intermediate report
directories check box.

Click OK.

Click File > Open Data File to load a
data file.

Click one of the commands in the Find
menu to find compounds.

In Method Explorer, click General >
Compound Report.

Mark the check boxes for any
additional sections you want to print.
Clear any chromatogram and spectra
choices you do not want to print.

* Normally, intermediate report
directories are not kept. However,
when you are customizing a report,
you use these files to verify any
changes that you make to the
templates.

+ After you have finished customizing
your report templates, remember to
clear the Keep intermediate report
directories check box.

* Only sections that are marked in the
Compound Report tab are included
in the report.

+ Asectioninareportisonlyincluded
if:

You mark the check box in this
section.

The results are available in the
Qualitative Analysis program. For
example, if you have not found
compounds, then the compound
table cannot be included.

* If you are keeping the intermediate
report directories to customize a
template, you mark all of these
check boxes. You also need to
generate all of these results. Then,
all results are available when you
are customizing a template.



Task 3. Print a compound report

Creating Reports 1

Step Detailed Instructions Comments
i Metod xplonc Dot L Moteod ttor Comprmd opes x|  Toincrease the speed of creating a
i+ Chromatogram A ;&9 -0 -] (-] Method tems- | (5 G4
report, remove any unnecessary
[ Spectrum Compounds

- General

Analysis Report

Compound Report 4]

Cemmen Reporting Options
File Open Actions
Extraction Data Format

* Find Compounds

# Find Compounds by Formula A
+ Identify Compounds

# Compound Automation Steps A

+ Worklist Automation

Show compound table
Sort by: Retention time v
Sort order: Increasing 3

[] Exclude details for unidentfied compounds
Chromatograms

[] Show user chromatogram(s)

Show compound chrematogram(s)
Compound spectum (MS)
Show MS spectrum
[] Show predicted isotope match table

Show M5 peak table

[] Show MS spectrum (zoomed in on special peaks) A

Zoom padding: - + miz
# Export
Compound spectum (MS/MS)
Show MS/MS spectrum Show MSIMS pezk table
Library search results
[[] Show library spectrum [[] Show difference spectrum
Figure 6 Compound Report tab in the Method Editor

3 Select the template to use when
printing this report.

a In Method Explorer, click General >
Common Reporting Options.

b Verify that the correct Report template
folder is selected.

¢ Verify that the correct Compound
report template is being used.

d Click the Options tab.

e Verify the settings on this tab.

graphics. Including graphics in a
report slows down the creation of
reports.

+ The report templates that are
shipped with the software are
separated into two folders. One
folder contains reports that are
formatted to print on Letter size
paper. The other folder contains
reports that will print on A4 size
paper.

* Several different compound report
templates are available in each
folder.

Agilent MassHunter Workstation Software Reporting Familiarization Guide 17



1 Creating Reports

Task 3. Print a compound report

Step

Detailed Instructions

Comments

4 Print the report.
Preview the report.

a Click the arrow in the {E' * icon and
select Print Compound Report to print
the report.

b In the Print Compound Report dialog
box, click All results.

¢ Mark Print report.

d Mark Print preview.

e (optional) Select the Printer name to
use. If you want to print the report to a
printer, you select the printer to use in
this dialog box.

f Click OK.

* You also can print a compound

report by doing any of the following:
Right-click the Compound Report
section in the Method Editor, and
click Print Compound Report.
Click File > Print > Compound
Report.
Click Generate Analysis Report
in the Actions menu.

* You can also create a PDF file by
marking the Save report as PDF file
check box. This option only works if
you installed the Microsoft Excel
PDF Add-in after installing Excel.

( Ds = i
— [ print Preview
= B () | Lb NextPage
1 H=m® Ly
b= = s e
Print  Page | |Zoom 5
Setup Show Margins

Print Zoom Previey

CompoundReport2 - Microsoft Excel

Close Print .

Preview

This button closes the
Print Preview window

Qualitative Compound Report

Sampie name Lngmems

Fastion e
User Mame

e _

Comment

e
o8 ot (o) | o8y

Figure 7 The Print Preview window showing the Compound Report

5 Close the Print Preview window. a Click Close Print Preview in the

18

toolbar.
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report to the printer.

+ If you want to print the report, click
the Print button. The report prints
on the printer selected in the Print
Compound Report dialog box.



Creating Reports 1

Task 4. Generate a graphics report

In this task, you generate a graphics report. This report is generated when you
click Print in the shortcut menu in one of the graphics windows.

Task 3. Print a graphics report

Step Detailed Instructions Comments
1 Save the intermediate report files. a Click Tools > Intermediate Report * Normally, intermediate report
Files. directories are not kept. However,
b Mark the Keep intermediate report when you are customizing a report,
directories check box. you use these files to verify any
¢ Click OK. changes that you make to the
templates.

+ After you have finished customizing
your report templates, remember to
clear the Keep intermediate report
directories check box.

2 Select the folder to use when a In Method Explorer, click General > » The report templates that are
printing this report. Common Reporting Options. shipped with the software are
You can select the folder to use. b Verify that the correct Report template separated into two folders. One
A graphic report always uses folder is selected. folder contains reports that are
either the template graphic.xltx formatted to print on Letter size
or graphicfullpage.xlItx. paper. The other folder contains
reports that will print on A4 size
paper.
3 Print a graphics report. a Right-click the Chromatogram Results + You can only print a graphic if a
window and click Print. graphic is currently showing in the
b In the Print dialog box, click All Qualitative Analysis program.
chromatograms. * You can print a graphics report from
¢ Clear the One chromatogram per page any of the graphics windows
check box. including:
d Select the Printer name. Chromatogram Results window
e Mark the Print Preview check box. Spectrum Preview window
f Click the Options tab. MS Spectrum Results window
g Review the settings. Deconvolution Results window
h Click OK. UV Spectrum Results window

* |f the One chromatogram per page
check box is marked, then the
graphicfullpage.xltx template is
used.
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1 Creating Reports

Task 3. Print a graphics report

Step Detailed Instructions Comments
x Print X
Port. | Options Prnt |/ Options |
Report contents Contents Crientation
(&) All chromatogram(s) Include header (&) Portrait
O Only highlighted chromatogram(s) Include footer O Landscape

) Only visible chromatogramis)

Report options

[] One chromatogram per page A,

Report destination

Printer name Adobe PDF v

Frint Preview

Figure 8 The Print and Options tab in the Print dialog box

‘.f,;{!\ i - EZT s Graphicl - Microsoft Excel - = x
= .
Print Preview @
Pl (R 1 5]
= L& P ge
Print  Page Zoom e Close Print
Setup Show Margins | “preview | o

Print Zoom Preview

This button closes the
Print Preview window
without sending the
report to the printer.

Qualitative Plot Window Report

%10 & | *ESITIC MS(all) sulfas_PosAutoMSMS.d
1641

14
12

1
08
06
04
02

01 02 03 04 05 06 07 08 09 1 11 12 13 14 15 16 17 18 19 2
Counts vs. Acguisition Time (min)

%10 & |*+ESI TIC Sean Frag=125.0V sulfas_PosMS.d

8 / . f

Preview: Page 1 of 1

e —

Figure 9 The Print Preview window showing the Plot Window Report

4 Close the Print Preview window. a Click Close Print Preview in the  If you want to print the report, click

toolbar. Print. The report is printed on the
printer selected in the Print
Compound Report dialog box.
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Creating Reports 1

Creating reports in the Quantitative Analysis program

Increasing Speed of Quantitative Analysis Report Generation

One of the easiest ways to increase the speed of report generation is by
selecting a template that does not include a lot of graphics. Many templates are
included with the Quantitative Analysis program. Some of these templates
include graphics, and some do not. Reports that do not include graphics print
more quickly. If possible, select a template that does not include graphics.
Many of the templates that do not include graphics are in the ESTD/Results
folder, the ISTD/Results folder and the LIMs folder.

You can also try any of the following options to improve reporting speed:

Filter for only the samples or compounds that you need to report. See
“Task 7. Add a filter to a table” on page 74.

Turn off any unneeded formatting options. See “Task 5. Change values on
the Options worksheet” on page 135.

Delete unused XML maps. See “Task 1. Add a table to a template” on
page 86.

Limit VLOOKUP ranges to the minimum. See “Task 7. Use the VLOOKUP
function” on page 142.

Print on a standalone system, if possible.

If you are printing to a networked printer, set the Microsoft Image Writer
as the default printer.
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1 Creating Reports

Task b. Open a batch in the Quantitative Analysis program

In this task you open a batch file that you created previously.

Task 5. Open the Quantitative Analysis program

Steps Detailed Instructions Comments
1 Open the Quantitative Analysis a Double-click the Agilent MassHunter + You can also start the program by
program and then open a batch file. Quantitative Analysis (QQQ) icon clicking Programs > Agilent >
Select either the default batch or . MassHunter Workstation >
the batch you created if youdid b Click File > Open Batch. Quantitative Analysis (2QQ) from
the exercises in the Quantitative ¢ Navigate to the folder \ Your Directory the Start menu.
Analysis Familiarization Guide. \DrugsOfAbuse\. + Several different Quantitative
d Select a batch. You can select either Analysis icons are shown on the
DrugsOfAbuseDemo.batch.xml of desktop. You select the one that
iii_Test_01. matches your data type. For these
e Click Open. examples, select the QQQ icon.

* You can get help for any window,
dialog box, or tab by pressing the F1
key when that window is active.

Open Batch @El
Lok in: | () DrugsOfAbuse ¥ 02 e E-
N [ChCMAMBK _D1.d 23Q!| BatchFie Data... Size
L‘ﬁ (ChcmamCal L1.d = AuditTraiTest batch.xml 2 883KB
My Recent  [CDCMAMCal_L2.d [E AverageRetentionTime batch, xml 5 778 KB
Documents | [()cMAMCal_L3.d [ Blankoffset.batch.xml 0 853K
= (DhCMAmMCal_L4.d  cocaine concentration zero.batch. ... 7 2%KB
Lﬁ ICacMamMcal Ls.d = compliance-4.batch.xml 2 955KB
Desktop IChcmamQc_La.d [ compliance-HewData, batch. xml 2 986KB
(CICMAMQC_L4.d pataversionTest.batch.xml 4 B84KB
Sicasan 014 = Drcootabusepens.catchom | R
’_] IC)cMAMSam_02.d [ brugsOfabuseDemo_AddSample.b. .. 6 942KB
By Coae IChCMAmMSam_03.d [EbrugsofAbuseDemo_ApplyISTDM. .. 12 890KB
I CMAMSam_added.d [ brugsOfabuseDemo_x10002.batc. .. 12 855KB
2 I QuantReports Tbrugsofabuse_Bracketing_Old.ba. .. 16 883KB
:J'-g P e VA e 1l TETT bt 2 emen ¥
< 3|« M |
Wy Computer
Fie niame: DrugsQf AbuseDeme batchaxml |
.‘ﬁ] Files of type: Batch Fiss (" batch bin:” batch ) ~
- 1
by Netnrk

Figure 10  Open a batch file
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Creating Reports 1
Task 5. Open the Quantitative Analysis program (continued)
Steps Detailed Instructions Comments
2 Analyze the batch, and inspect the a Click [;E Analyze Batch in the * Note that two calibration standards
results for each compound. toolbar to start batch analysis. contain outlier data. Outlier data is
Examine the Quantitation b Passthe mouse cursor over the data thatis notin the range that you
Message(s), which identify quantitation message for Sample 1. set as acceptable.
samples with no quantitated ¢ Pass the mouse cursor over the flags
signals. for the first 2 calibration standards.
Save the batch to the file d Click File > Save Batch As.
iii_Report_01, where “iii" are e Typeiii_Report_01.
your initials. f Click Save.
gilent MassHunter Quantitative Analysis - DrugsOfAbuse - pfh_Report_01
: File Edit View Analyze Method Update Report Tools Help
i3 & ld 43 GE AnahyzeBatch | @ : Layout: B EY CH EH (A Restore Default Layout
Batch Table x
i sample: @] @] | sample Type: <All> ~ | Compound: [@] Amp ~|[&] 15TD:| Amp-d5 . :
Sample Amp Met. Amp Results Qualifier_ | Amp-d5 (IST_..| |
™ | % | Name Data File Type |Level Acq. Date-Time | Exp. Conc. | RT | Resp. | Mi|Cale. Cone. | Final Con. |Aocurat.y Ratio|MI| RT |Resp.|F|
1] Blank-1 CMAMBIk_01.d | Blank /12/2006 1:48 P!
¥ | Calib-L1 | CMAMCal_L1d | Ca L1 /1242006 1:51 P! 2.5000] 2.141 658 .3187 3187 243 2123 97
¥ | Calib-L2 | CMAMCal_L2d | Ca L2 /12/2006 1:54 P 5.0000] 2.140 1059 7433 7493 115. 2.128| 1238
Calib-L3 | CMAMCal L3d | Ca L: /1242006 1:57 P! 12.5000] 2.134| 2673 136808| 13.6208 1094 267 2121 77
3 Calib-L4_ RN Ca L4 [5/12/2006 2.00 P 25.0000| 2.022| 4852 267561  26.7561]  107.0] 251 550] 1304
Calib-L! CMAMCal_L5d | Cal L /12/2006 2:03 P! 125.0000] 2.101 W@t 1244344 1244844 93, 270 2.0% 53
Qc-L2 CMAMQC_ 124 | QC L2 /1242006 2:06 P! 5.0000| 2.142 1006 .2293) 52293 104, 7.7 213 356 |
Qc-L4 CMAMQC L4d | QC L4 /1242006 2:03 P! 25.0000] 2.135| 4716 27.803% 27.8039 111.2] 256 212 196
1] Sample-1 | CMAMSam_01.d | Sample 1242006 2:12 P
Sample-2 | CMAMSam_02.d | Sample /1242006 2:15 P! 2.143) 1004 4.8977) 4.8977 309 2.130| 1445
Sample-3 | CMAMSam_03.d | Sample /1242006 2:18 P! 2.105) 2550 14.2183 14.2183 253 2083| 1284
< >
Compound Information % [[Calibration Curve x
ﬂz‘“iﬁxfﬂﬂ Iﬁrﬁ]ﬁ_ﬂlﬁ.l. C:\ose“t Zi @] @l Type:/ui. ~| origin:F. +| weight:{N.. ~| 15D
+MRM (126.2 > 91.4) CMAMCal_L4.d ?«Tp' 5 Levels, 5 Levels Used. 5 Points. 5 Points Used, 2 QCs
2 x102] 2.022 min 8 x107 |y=7.0935"x
3 2 R"2=0.99942480
[SEET 2 16
8
s T 14
6 ;E 124
51 LA E
44 0.8
34 064
24 04 ¥
1 024 /
0 o]
1213141516 17 1819 2 212223 24 25 26 27 28 29 "0 0204 06 08 1 12 14 16 18 2 22 24 26
Acquisition Time (min) Relative Concentration
Calib-L4 Amp 11 Samples (11 total) -
Figure 11  Quantitative Analysis program after analyzing batch
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1 Creating Reports

Task 6. Generate quantitation reports using the standard dialog box

In this task, you generate ISTD report using the one of the provided ISTD
templates. You use the standard Report dialog box.

Task 6. Generate quantitation reports using the standard dialog box

Steps

Detailed Instructions

Comments

1 If necessary, open the batch file
iii_Report_01.batch.xml.
If the batch is already open, skip
to step 2.

2 Select report options.
The first template is
Quantreport_ISTD_ResultsSum
mary_B_04_00.xltx
The Reports folder should be \
Your Directory\
DrugsofAbuse\ QuantReports.
The default filename is
iii_Test_01, where “iii" are your
initials.

a To start the Quantitative Analysis

program, click the Quantitative
Analysis (2QQ) icon on your Desktop.
Click Open Batch [ on the toolbar to
display the Open Batch dialog box.
Navigate to \ Your Directory\
DrugsOfAbuse and select
iii_Test_01.batch.xml.

Click Open.

Click Report > Generate.
The system displays the standard
Report dialog box.

Click[— ] .

¢ Navigate to the Letter\ISTD\Results

folder.

Select
Quantreport_ISTD_ResultsSummary_
B_04_00.xltx and click Open.

The program adds the template to the
Template file field in the Reports pane.
Specify the default destination
directory for saving Excel reports in the
Report folder text box; for example,

\ Your Directory\DrugsOfAbuse\
QuantReports\jii_Test_01.

Mark the Start Queue Viewer check
box.

Click the Batch report button.

* You can also start the program by

clicking Programs > Agilent >
MassHunter Workstation >
Quantitative Analysis (2QQ) from
the Start menu.

If the default layout is not shown,
click Restore Default Layout on the
toolbar before opening the batch.

Restore Default Layout

You can only add one report at a
time using the standard Report
dialog box.

The report is automatically printed
to the default printer.

24
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Task 6. Generate quantitation reports using the standard dialog box

Creating Reports

1

Steps Detailed Instructions Comments

Report

Template file:

3

|t Templates'Quant en-US A4 STDResults Quant Report_ISTD_ResultsSummary_B_04_00dbe | D

Report folder:

|C “\MassHunter'\Data" DrugsCf AbuseQuant Reports'pfh_Report_01

(]

(%) Batch report
() Single sample report for selected samples

Start Queue Viewer [ Advanced... ] [ oK ] [ Cancel ]

3 Generate the report. a Click OK in the Report dialog box to * One job is added to the queue. The
View the status of the report generate the report. reports are printed in the order
generation in the Task Queue b Click Report > Queue Viewer to requested. You can see the status of
Viewer. monitor the report generation process. the reports in the Queue Viewer

The system displays the Task Queue
Viewer program.

¢ Watch the progress of the report in the
Status column.

program.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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1 Creating Reports

Task 6. Generate quantitation reports using the standard dialog box

Steps Detailed Instructions Comments

- Agilent MassHunter Quantitative Analysis - Task Queue Viewer

Fle Service Tasks Help
HON_NIE|
Name Creation Time. Status Completion

55iDrugsCf Abuse_pih_Report_01.20100208.100204p... 2/8/2010 10.0204AM  Process

B

| >
Connected

< Agilent MassHunter Quantitative Analysis - Task Queue Viewer

Fie Sevice Taks | | Hep
HON Wieaf]

() DrugsOtAbuse_pth_Report_01.20100209.100204... 2/9/2010 10:02:04 AM Done 2/9/201010:03:11

B

| >

Connected

When the Status column changes to
“Done”, the report is finished.

d Close the Task Queue Viewer
program.
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Creating Reports 1

Task 7. Generate quantitation reports using the advanced Report

dialog boxes

In this task, you generate ISTD and compound reports using the
corresponding templates. You use the advanced Report dialog boxes. You use
the advanced Report dialog boxes if you want to do any of the following;:

Specify a different printer than the default printer.

Re-use existing graphics files.

Specify a different numeric format for graphics than the default format.

Create a separate report for each sample.

Include only some of the samples in the report.

Include only some of the compounds in the report.

Task 7. Generate quantitation reports using the advanced Report dialog boxes

Steps

Detailed Instructions

Comments

1 If necessary, open the batch file
iii_Report_01.batch.xml.
If the batch is already open, skip
to step 2.

2 Start to generate a report using the
advanced Report dialog boxes.

The destination directory should
be \ Your Directory\
DrugsofAbuse\ QuantReports.
The default filename is
iii_Test_01, where "jii" are your
initials.

a To start the Quantitative Analysis

program, click the Quantitative

Analysis (QQQ) icon on your Desktop.

Click Open Batch [ on the toolbar to
display the Open Batch dialog box.
Navigate to \ Your Directory\
DrugsOfAbuse and select
iii_Test_01.batch.xml.

Click Open.

Click Report > Generate.

The system displays the standard
Report dialog box.

Click Advanced.

¢ Click Generate report results file.

* You can also start the program by

clicking Programs > Agilent >
MassHunter Workstation >
Quantitative Analysis (2QQ) from
the Start menu.

If the default layout is not shown,
click Restore Default Layout on the
toolbar before opening the batch.

Restore Default Layout

If you want to generate a new report
using existing report results and
graphics files, you click Use
existing report results file/report
graphics file.

You can also specify the Instrument
Type determining numeric formats
in graphics files. This value is used
to determine how many decimal
places to show in the graphics.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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1 Creating Reports

Task 7. Generate quantitation reports using the advanced Report dialog boxes

Steps Detailed Instructions Comments
Report gl
Report results file

3 Select the instrument type to use
when generating the report.
The DrugsOfAbuse batch was
generated on a Triple Quadrupole
instrument. You select QQQ for

report results file is generated.

(®) Generate report resuls file

Choose a batch file from which the report resutts file is genersted

Chooss to generste report results fils or uss existing file. Choose batch fil from which the

Bgich folder: |

Batchfile: |

O Use existing report results file/report graphics files

Report folder:

|C:\MassHurter\Data\ DrugsOf Abuse'\Quant Reports'pfh_Report_01-2

Browse

Cancel

a Mark Generate graphics files.

b Select @QQ for the Instrument type
determining numeric formats in
graphics files.

¢ Click Next.

* If you mark the Load graphics
settings file check box, you can
load the graphics settings file that
you saved in the Quantitative
Analysis program.

You can also load a Fixed Graphics
File. This file includes limits to use
for the X and Y axis for the report.
You can set different limits for
different compounds.

Report graphics files
Tum on/off genersting araphics fils, and speciy graphics options. Tum off when you know
you wil choose report templates that do not use graphics files. Tuming off wil reduce report
generation tims and disk usage:

this batch. .

Generale araphics files

Instrument type detemining numeric formats in graphics files
S e T
felele) v

[] Load graphics settings file

[] Load fixed graphics file

Cancel

[ Gueue Viewer.. | [ <Back ][ Mea>
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Task 7. Generate quantitation reports using the advanced Report dialog boxes

Steps Detailed Instructions Comments
4 Add two templates. a Click Add under Reports. The system  + Note that the B_03_01 designation
The first template is displays the Open dialog box. corresponds to the Quantitative
Quantreport_ISTD_ResultsSum b Navigate to the Letter\ISTD\Results Analysis software release, which
mary_B_04_00.xltx folder. will change over time. Therefore,
The second template is ¢ Select the report file names may change
QuantReport_ISTD_ Quantreport_ISTD_ResultsSummary_ correspondingly.
ResultsByCompound_FAST B _ B_03_01.xltx and click Open. * If you want to print to A4 paper,
04_00.xltx. The program adds the template to the navigate to the A4 folder.
Make sure the report name is Template field in the Reports pane. « Templates are separated into the
TemplateName xIsx, where d Inthe Report File Name column in the following folders:
TemplateName is the exact Reports table, verify that the template ESTD
name of the template. is ISTD
QuantReport_ISTD_Results_B_03_01 LIMs
xlsx. Method
e Select a printer for this report. misc
f Click Add under Reports. The system Outliers - this folder contains
displays the Open dialog box. several folders for the different
g Select types of outliers.
Quantreport_ISTD_ResultsByCompou UnknownsAnalysis

nd_FAST_B_04 _00.xitx. Click Open.

h Verify that the template is
QuantReport_ISTD_Results_B_03 01
xlsx.

i Select a printer for this report.

j Click Next.

The Report File Name is filled in

Choose template fles, reportfle names, printers, and pubish fomjets automatically.
Template Report Fie Name Prier Publsh Format
C:\MassHunterlRep_mary_B_04_00 xit E]Duantﬂeponj _B 04 00xlsx]| Adobe PDF v <piore> v
C:\MassHunter\Rep FAST_B_D4_0Dxltx E]Duantﬂeponj TR [Adcbe POF ) p. v

You select a printer for each
template.
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1 Creating Reports

Task 7. Generate quantitation reports using the advanced Report dialog boxes

Steps

Detailed Instructions

Comments

5 Specify which samples and
compounds to include in the
report.

Select the Batch report option.
Select All samples.
Select All compounds.

a Click Batch report.
b Mark All samples.
¢ Mark All compounds.

3

* You can create a separate report for
each sample by clicking Single
sample report.

You can choose to print only some
of the samples or some of the
compounds. If you mark either of
the check bhoxes, the appropriate
dialog box is displayed to let you

Report
Samples/Compounds
Chaoose report mode, samples and compounds
Report mode:
(&) Batch report () Single sample report
Samples:
Compounds:
1 Alcarpoueds

[ Bk | [__Einish

] [ Cancel ]

6 Generate the reports.
View the status of the report
generation in the Task Queue
Viewer.

a Click Finish in the Report dialog box to
generate the report.
b Click Report > Queue Viewer to

monitor the report generation process.

The system displays the Task Queue
Viewer program.

¢ Watch the progress of the report in the
Status column.

Fle Service Tasks Help

@ =)

choose the samples or
compounds to include.

* Only one job is added to the queue
which will print both reports. The
reports are printed in the order
requested. You can see the status
of the reports in the Queue Viewer
program.

Name Creation Time Status
(¥) DrugsOf Abuse_pfh_Report_01.20100209.100204d... 2/3/201010:0204 AM  Done
¥ DrugsOfAbuse_pfh_Rieport_01.20100209.111821p... 2/5/201011:18:21AM  Frocess...

Completion
2/9/2010 10:03:11 AM

>

Connected

d Close the Task Queue Viewer program.
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Agilent MassHunter Workstation Software Reporting Familiarization Guide



Agilent MassHunter Workstation Software Reporting
Familiarization Guide

o0 @ @ o o - Exercise 2

Customizing a template

Task 1. Open a Qualitative Analysis template 32

Task 2. Customize the footer of the Qualitative Analysis template 34
Task 3. Use the new template in the Qualitative Analysis program 39
Task 4. Open a Quantitative Analysis template 42

Task 5. Customize the footer of the Quantitative Analysis template 44
Task 6. Use the new template in the Quantitative Analysis program 48

In this exercise, you open a template and change the header and footer. You
also verify the changes that you made. You modify both a Qualitative Analysis
template and a Quantitative Analysis template.

In Task 1, you open a Qualitative Analysis template in Excel.

In Task 2, you customize the footer of the Qualitative Analysis template.
In Task 3, you use this new template in the Qualitative Analysis program.
In Task 4, you open a Quantitative Analysis template in Excel.

In Task 5, you customize the footer of the Quantitative Analysis template.

In Task 6, you use this new template in the Quantitative Analysis program.

Each exercise is presented in a table with three columns:

Steps — Use these general instructions to proceed on your own to explore
the program.

Detailed Instructions — Use these if you need help or prefer to use a
step-by-step learning process.

Comments — Read these to learn tips and additional information about each
step in the exercise.
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Customizing a template

Task 1. Open a Qualitative Analysis template

In this task, you prepare and open a Qualitative Analysis template.

Task 1. Open a Qualitative Analysis template

Step Detailed Instructions Comments
1 Make a copy of the a Open the Windows Explorer program.  * You do the same steps to open a
AnalysisReport.xltx fileandrename b Navigate to the Report Templates\ Quantitative Analysis template.
the file Qual folder in the folder where you * You can (and should) change the
iii_CustomAnalysisReport.xltx installed the data. name of the template that you
¢ Navigate to the Letter or A4 folder modify. However, you cannot
d Right-click the AnalysisReport.xltx file change the name of the graphics
and click Copy. templates in the Qualitative
e Click Edit > Paste to add a copy of the Analysis program. Instead, you
report template to the current folder. need to make a backup of the
f Right-click the new file, Copy of template and open the original
AnalysisReport.xltx and click template. When you have finished
Rename. editing the template, you also save
g Type iii_CustomAnalysisReport.xltx. a copy of the changed template.

2

32

Remove the Read-only attribute
from the new template.

Figure 12
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File Edit View Favorites Tools Help

Qe - @ - (F| P seaar [ rokes |-

address | C:\MassHunter Reeport Templates|\Qualien-US Letter

v B

) | AcquisitionMethocReport. xit
|™ agilent_Logo. tif

File and Folder Tasks ¥,
1) AnalysisReport. xitc
Other Places ¥ 5

<] AnalysisReportWithMFGResults. xitx

Details ¥

&30 CompoundReport.xdtc
= compoundreport xsd

30| BioConfirmOliganudeotideCampoundReport dte ] QualitativeMethodReport. xibe
&l BioConfirmProteinCompoundReport. xlbx

%21 BioCanfirmProteinDigestCompoundReport. xibe
51| FioConfirmSyntheticPeptideCompoundReport. xitx

&5l FormulaConfirmationReport. xite
1] Graphic. dttc

= Graphic.xsd

1] GraphicFulPage 4t

i Header_ine.aif

= Qualitativemethodreport.xsd

| RanData.dt
E5l] systemSuitabllityReport. xite
5

pfn_CustombnalysisReport.xitx

Footer_line. gif

1] compoundRepor tWithIdentificationHits. xitx

Right-click the new file and click
Properties.

Clear the Read-only check box in the
Attributes section.

Click OK.

Report Templates\Qual\Letter folder

« If atemplate is read-only, you
cannot save any changes to the
template.



Task 1. Open a Qualitative Analysis template

Customizing a template

Step

Detailed Instructions

Comments

3 Open the template.

pfh_CustomAnalysisReport.xltx Properties Elg‘

General | [ RoboSource | Summary

F‘“] [Pt _CustomrsiysisReport e |

Type of file:  Microsoft Offics Excel Templats
Opens with: ([ Microsoft Office Excel

Location: C:\MassHurtter\Report Templates'Qual‘en-US\Lett
Size. 55.2 KB (56.584 bytes)
Size on disk: 56.0 KB (57.344 bytes)

Created: Today, February 08, 2010, 9:41:03 AM

Modified: Tuesday, May 19, 2009, 5:08:28 AM

Accessed:  Today, Febuary 08, 2010, 9:41:32 AW
Atrbutes: | []Read-only | (] Hidden

ok ][ canca ][ Aepy

Figure 13

+ Right-click the new file and click Open.

Properties dialog box

Clear the Read-only check box.
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2  Customizing a template

Task 2. Customize the footer of the Qualitative Analysis template

In this task, you change the footer of the Qualitative Analysis template that
you opened in the task, “Task 1. Open a Qualitative Analysis template” on
page 32.

Task 2. Customize the footer of the Qualitative Analysis template

Step Detailed Instructions Comments

1 Switch to the Page Layout view: a Click Page Layout in the Workbook * Inthe Page Layout view, the Header

Switch to the Design worksheet Views group in the View tab in the and Footer are visible.

if necessary. Ribbon. You can also click the Page » The Header is printed at the top of
Layout icon (|[CJ} ) at the bottom of the each page and the footer is printed
Excel program to switch to the Page at the bottom of each page.
Layout view. + The header and the footer each

have three different parts: left,
center and right. You can click on
any of these sections to edit that

part.
O\ 7~ 2 |y TOTCA TReaa- Oy TS 0Tt EXCeT =
2) B . .
- H* Inset  Pagelayout  Formulas  Data  Review | View | Developer  Adddns  Acrobat @ - «| Click this button to switch to the
B | 1l Page Break Preview | (W] Ruler ¥| Formula Bar Lé —} “J 2 New Window EI ] % = Page Layout view.
] custom views V| Gridlines V| Headings = Arange An 3 I:_.H =22
Normall Page = Zoom 100% Zoomto ve Switch Macros
Layout || Full Screen e Selection || & Freeze Panes - (7 | 114 warkipace windows~ | -
‘Workbook Views Show/Hide Zoom Window Macros
[ Es57 - £ |
B T T e T T T
el B 5 c b E F
Difference Spactrum
Itemip ~ | Difference Sp¢ ™ rum
Pl:ak Llst b i
Hees ; I e i
= \ \ ‘ P i
This template has three different
Spectrum Strucfure
<Tite < structure sheets. Make sure that the
design worksheet is visible.
CMD:EndRepeat  ItemID
OMDRepest  ConpoundT ———
CMDRepeat  Ite £
compoundrd¥]rremn = | PlotFile -
Integration PeaR List i
CompoundIp [=]TtemiD 'tht =[RT ~[End = [Hefmr |
[ [ [ [ [ | . M
compoundm [Frten [Slspectrum (] You can also click this button to
i Agilent Technologos Page 10f 5 Printed at]o: switch to the Page Layout view.
W 4 b M| Design - Options %3 [IET m
Ready | 3 | Page:1of5

Figure 14  Switching to the Page Layout view in Excel
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Task 2. Customize the footer of the Qualitative Analysis template

Customizing a template 2

Step Detailed Instructions Comments
2 Change the footer. a Scroll to the bottom of the design page + Excel has different keywords in the
Add the worksheet name to the in Excel. header or footer that refer to
left section of the footer. b Click the left section of the footer. A different pieces of information:
text section appears containing the &[Page] = the page number
text &[Picture]. &[Pages] = the total number of
¢ Click at the end of this text to add pages
something to this section. &[Date] = the date the report
d Type a space. was created
e Click Sheet Name in the Header & &[Time] = the time the report
Footer Elements group in the Design was created
tab. The text &[Tab] is added. &[Tab] &[File] = the name of the Excel
is the name of the tab or worksheet. template file
&[Picture] = the picture that you
selected
I ¥ a i — — —
L. AR = e The Header & Footer Tools are
B B | g @ | E OifrentFstage (9] Sl it Document shown in the Design tab when you
P | @l comentvate @evame By Format it | peager cooiey | o 0% & BvenFoses [F] Alon i Page argins click on one of the sections in the
Header & Foster Heatr & Footer lements Havigation optens |
| 1 - =] header or footer. You can click
0 = - = = - - these buttons to quickly add these
—— items to the header or footer.
ItemID ~ | Difference Sp¢ * rum
Peak List A
e s B S i i —
e e - structare
e By default, the sheet name is
e Design. In the task “Task 1. Add a
g EEnE o W W page break and a sheet break” on
Integrati .
Congoun: ot oqur [ et ] page 118, you will learn how to
compoundto [zt [z]spectrum [z change the sheet name.
[B[Picture] &[Tab] Page 1 of 5 Printed at: 10:18 AM on: 2/8/2010

M 4 » M| Design . Options ¥

Footer

Ready | 53

‘ T e — () -

Figure 15

The Header and Footer Design Tab in Excel
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2 Customizing a template

Task 2. Customize the footer of the Qualitative Analysis template

Step

3 Finish editing the footer.

4 Test the changes to the template.

36

Detailed Instructions

;-]

- Ta =
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Click in any of the cells in the
spreadsheet to stop editing the footer.
Click Normal in the Workbook Views
group in the View tab in the Ribbon.

Click the Add-Ins tab.

Click Process Report.

Click the Browse button.

Navigate to the \MassHunter\
reports\temp folder.

Double-click one of the folders that
contains analysis results.

Select Report.xml.

Click Open.

Click OK.

After the report is processed, click
Page Layout in the Workbook Views
group in the View tab in the Ribbon.
Scroll to the bottom of the page to see
the change. The name of the tab is
added after the Agilent logo.

Comments

* The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

* You can only see the header and the
footer in the Page Layout view.



Customizing a template 2
Task 2. Customize the footer of the Qualitative Analysis template
Step Detailed Instructions Comments
E'E_:.g\‘l H2- = pfh_CustomAnalysisReport xltx - Microsoft Excel - @3 Xx
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - 7@ x
S age Break Preview o © (=55 = NewWindow 1| 13| 3 o
i | I e[ I S R B iie = e el e
el et 0 Fun Screen o] Zoom A o || H <~ 01|23 | warkspace windows= || e
‘Waorkbook Views Zoom Window Macros
[ Al v fo |
[ilz] \‘;?E‘CD‘EF‘GH(‘\J‘KLJI‘VIN:)P:I‘IRS‘TJVW"X\E‘ZAP‘\AEJ
[ [22 Des014 [ 1 [e7367
2 "394.0162 1 [5a118
[ 24 315,092 56775
25 541.056 33337
26 "63.038 1 [113568
= 27 "S64.0401 1 [27327
78
37 Speotrum Sourae Fragmentor ¥oltage Collision Energy Ionization Mode
8 e :
%10 5 |*ESI Scan (0.502-0.582 min, 6 scans) Frag=125.0V sulfas_PosMS.d Subtract H
I 175 2859209
= o (MAfH)+
3 125
B 1
e 221.0588
= o L The name of the tab is Report.
B 33 0 50 100 150 2¢0 250 300 lEEEI é[l[l '::EEI hﬁqﬂﬂ —EIE—DChEDD E[EEI ]TEIEI 750 800 850 900 950 Thls Word Is also added to the
oo Tl mae i footer on each page.
i i Agilont Technologies Report Page 1 of 23 Printed at: 10:23 AM on: 2/8/2010
R [Z] T
Ready | *3 | Page:1of 23 ‘ 100% (=) [
Figure 16  Verifying changes in the footer after using the Process Report command
5 Save the changes to the template. a Click Clear Results in the Add-Instab  + You can click Save As > Other
You have to clear the results in the Ribbon. Formats if you want to change the
first. b Click the Microsoft Office Button and name of the template.
You can either save the template then click Save. « The Save as type is Excel Template
to the same name or to a new ¢ (optional) To save to a different (*.xltx) for most reports. If the
name. template name, click Save As and click report you are modifying has the
Other Formats. extension .XLT, then the Save as
d In the Save As dialog box, type a new type selection is Excel 97-2003
File name, Template (*.xIt).
e Verify the folder selected in Save inis  + If you change the Save as type, the
correct. folder is automatically changed to
f Click Save. the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Qual\en-US\
Letter folder.
Agilent MassHunter Workstation Software Reporting Familiarization Guide 37



2  Customizing a template

Task 2. Customize the footer of the Qualitative Analysis template

Step Detailed Instructions Comments
@ H92-0-QE7 )¢ pfh_CustomAnalysisReport.xitx - Microsoft Excel - = x
M View  Developer | Adddns | Acrobat @ - o
\j New Scacpyofticdoament ’rmatting S advanced Properties |3 Validate Design )
[y Excel Workbook
~ | Save the workbook in the default file
|,/ Qpen format.
(5.2 Excel Macro-Enabled Workbook !

save ]| save the workbook in the XML-based and
i macro-enabled file farmat,

E E G H |
— [ &y Excel Binary Workbook
H Save As | B
- meen| 5ave the workbook in a binary file format 3 2 =
aptimized for fast loading and saving. tion ~ | Instrument Nani + | User Hamd ~ | Acq Metho{ ~ | IRM Calibration Stati +

@ pint  » | [y Excel $7-2005 Workbook

11| Save a copy of the warkbook that is fully
\5% Prepare > b

compatible with Excel 97-2003.
L‘E Send L ; PDF or XPS

Adobe PDF

Publish & copy of the workbook as a FDF ar
PS file.

L Publish »

~] Other Formats
M Open the Save As dialog box to select from =
« o alfpmimemewes = - [Height \;l‘ArEa \;l‘ArEa% L'J‘SbgnalToMolsE -
Close
[:] Excel Options | | XX Exit Excel @q
23 | [ [ [
24
25 Noise Regions *
26 [Ttemmd [~ [Start [~ [End -1
27 I [ ]|
29 cMD:EndRepeat ItemlD
]|
32 |CvD:Repeat D
WO D@'@; ~Options _~ ¥J - = = T- il
Ready | 73

Figure 17  The Save As menu in the Microsoft Office button menu

38 Agilent MassHunter Workstation Software Reporting Familiarization Guide



Customizing a template 2

Task 3. Use the new template in the Qualitative Analysis program

To use the new template in the Qualitative Analysis program you change the
template that is used for an analysis report.

An analysis report can contain the results from extracting and integrating
chromatograms, extracting spectra, finding compounds, searching the
database for peak spectra or generating formulas from peak spectra.

Task 3. Use the new template in the Qualitative Analysis program

Steps

Detailed Instructions

Comments

1

Open the Qualitative Analysis .
program and open the data files,
sulfas-PosAutoMSMS,
sulfas-PosMS.d and
sulfas-PosTargetedMSMS.d in

the folder \MassHunter\Data, or

in the folder where you copied

them.

Change the template thatisused a
for the analysis report.

Follow the instructions in “Task 1.
Open the Qualitative Analysis
program” on page 10.

In Method Explorer, click General >
Common Reporting Options.

Select the template
iii_CustomAnalysisReport.xltx as the
Analysis report template, where iii are
your initials.

Clear any chromatogram and spectra
choices you do not want to print.

The new report template is
automatically found and included in
the list of possible analysis report
templates when the Qualitative
Analysis program is started.

If the Qualitative Analysis program
is already running, the new
template is not included in the list.
The program will search for new
templates if you do the following:

Click the button next to
the Report template folder.

Click OK. Do not change the folder
that is selected.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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2 Customizing a template

Task 3. Use the new template in the Qualitative Analysis program

Steps Detailed Instructions Comments
 [Z4 Method Explorer: Defaultm % ||} [2 Method Editor: Commen Reporting Options x
RE—— A |[E£3] 9~ 0| B r| Method ems | (3 B
# Spectrum A Templates | options
Report template folder
= General
Analysis Report C:\MassHunter\Report Templates\Qualen-US\Letter E
Compound Report Report templates ¥
Cor Reporting O A .
xpmon Repertinn Dofone || perep—— You select the new report template
R pin Guorvosssieport |
Ipfn_CustomAnalysisReport xibx v |& -
Extraction Data Format for the Analysis report here.
Tompound Teport IEmpIate.
+ Find Compounds CompoundReport xdtx v
[+ Find Compounds by Formula A Qualitative method report template
+ Identif " Qualitative Method Report xitx. v
M e Acquisition method report template :
AcquisitionMethodReport xit v

+ Worklist Automation

+ Export

Figure 18

3 Select the template to use when
printing this report.

Analysis Report section in the Method Editor

a In Method Explorer, click General >
Common Reporting Options.

b Verify that the correct Report template
folder is selected.

¢ Verify that the correct Analysis report
template is being used.

d Click the Options tab.

e Verify the settings on this tab.

* The report templates that are
shipped with the software are
separated into two folders. One
folder contains reports that are
formatted to print on Letter size
paper. The other folder contains
reports that will print on A4 size
paper.

+ Three different analysis report
templates are available in each
folder.

40
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Customizing a template 2

Task 3. Use the new template in the Qualitative Analysis program

Steps Detailed Instructions Comments
4 Print the report. * You can interactively print the reportin  The Runicon {E} = in the Method
multiple ways: Editor toolbar sometimes allows you to

From the main menu, click File > choose an action from a set of
Print > Analysis Report. possible actions. For example, if you
From the main toolbar, click the switch to the General > Common
Printer icon. Reporting Options section, four
Click the Print Analysis Reporticon, different actions are possible when
{iﬂ:]] « in the Method Editor you click the Run icon. If you click the
toolbar. arrow, a list of possible actions is
Right-click the Analysis Report shown, and you can choose which
section in the Method Editor, and action to do. Choosing a different
click Print Analysis Report. action from the list changes the
From the data file shortcut menuin  default action. If you simply click the
the Data Navigator, click Print Run button, the default action is
Analysis Report. performed.

Click Generate Analysis Report in
the Actions menu.

Agilent MassHunter Workstation Software Reporting Familiarization Guide LY



2

Customizing a template

Task 4. Open a Quantitative Analysis template

In this task, you prepare and open a Quantitative Analysis template.

Task 4. Open a Quantitative Analysis template

Step

Detailed Instructions

Comments

1

2

42

Make a copy of the
QuantReport_ISTD_Summary_B_0
4_00.xltx file and rename the file
iii_Custom_ISTD_Summary.xltx

Remove the Read-only attribute
from the new template.

a Open the Windows Explorer program

b Open the Report Templates\ Quant\
en-US folder in the folder where you
installed the data.

¢ Navigate to the Letter or A4 folder.

Navigate to the ISTD/Parts folder.

e Right-click the QuantReport ISTD_
Summary_B_04_00.xItx file and click
Copy.

f Click Edit > Paste to add a copy of the
report template to the current folder.

g Right-click the new file, Copy of
QuantReport_ISTD_Summary_B_04 0
0.xltx, and click Rename.

h Typeiii_Custom_ISTD Summary.xitx.

(=9

Fie Edit View Favorites

Qe - () Folders | [TE]-

Tools  Help

¥ /._"sEan:h

* You do the same steps to open a
Qualitative Analysis template.

* In the Report Templates\Quant\
en-US\Letter or A4 folder, the
templates are separated into
additional folders, including ESTD
and ISTD.

Address }@ C:\MassHunter\Report Templates{Quant\en-US Letter ISTD'Parts

File and Folder Tasks

Size | Type

41LE XSDFie

@ pfh_Custom_ISTD_Summary.xit]

33 f Microsoft Offic.
Microsoft Offic.

Other Places

rt_ISTD_Complete_B_04_00.xibx

Details

ort_I5TD_Samples_B_04_00.xtx

@ rt_ISTD_Summary_B_04_00.xitx

fe! rt_ISTD_Calioration_FAST_B_04_00.x/tx
ort_ISTD_Complete_FAST_B_04_00.xibx
e rt_ISTD_Samples_FAST_B_04_00.xitx

rt_ISTD_Summary_FAST_B_04_00.xdbx

35KB
81KB
82KB
H4KB
52KB
BKB
36 KB

Micrasoft Offic...
Microsoft Offic...
Microsoft Offic...
Microsoft Offic...
Microsoft Offic.

Micrasoft Offic...
Microsoft Offic...

Figure 19

Parts folder

a Right-click the new file and click
Properties.

b Clear the Read-only check box in the
Attributes section.

¢ Click OK.
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MassHunter\Report Templates\Quant\en-US\Letter\ISTD\

« If a template is read-only, you
cannot save any changes to the
template.



Task 4. Open a Quantitative Analysis template

Customizing a template

Step Detailed Instructions Comments
pfh_Custom_ISTD_Summary.xltx Properties E|E\
General | Secutty | Summary
E;' = [ph_Custom_ISTD_Summary s |
Type cffle:  Microsaft Office Excel Template
Opens with: ([ Microsoft Office Excel
Location: C:\MassHunter\Report Templates\Quant'Letter\IS
Size 334 KB (34,206 bytes)
Size on disk:  36.0 KB (36 864 bytes)
Created Today, October 15, 2008, 11:16:00 AM
Modfied:  Saturday, September 06, 2008, 5:27:24 PM
Accessed Today, October 15,2008, 11.16:00 AM
Clear the Read-only check

Aributes: | [JRead-only | [JHidden

Figure 20  Properties dialog box

3 Open the template. + Right-click the new file and click Open.

box. This check box may
already be clear.
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2 Customizing a template

Task b. Customize the footer of the Quantitative Analysis template

In this task, you change the footer of the Quantitative Analysis template that
you opened in the task, “Task 4. Open a Quantitative Analysis template” on

page 42.

Task 5. Change the footer of the Quantitative Analysis template

Step

Detailed Instructions

Comments

1 Switch to the Page Layout view.

a Click Page Layout in the Workbook
Views group in the View tab in the
Ribbon. You can also click the Page
Layout icon (/[CI]| ) at the bottom of the
Excel program to switch to the Page

* Inthe Page Layout view, the Header
and Footer are visible.

* The Header is printed at the top of
each page and the footer is printed
at the bottom of each page.

Layout view. + The header and the footer each
have three different parts: left,
center and right. You can click on
any of these sections to edit that
part.

b X5 = afh Custom JSTD Summargadie - Micegegff Fxcol X
Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - x Click this butto“ to SWitch to the
L Page Break Preview o (5] £ | cENewwindow =11 | B3 E .
= C S A0 T e ) Page Layout view.
55 Funsereen shondils) Zoom 00 e || B Freece pones~ 7 | 42 | workamace windgwe® ||
Workbook Views Zoom Window Macros
- E
T a1 O A I T i = |
A B C D E. E G
CMD:EndRepeat CompoundID
This template has two different
sheets. Make sure that the Design
Summary worksheet is visible.
I — | ] ]
- : You can also click this button to
pfh_g om_ISTD_Summary.xitx P; 1of2 Printed at: . .
L \ e switch to the Page Layout view.
4« » »| Optons | Design-Summary 70
Ready | & | Page:1of2

Figure 21

Switching to the Page Layout view in Excel

a4
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Task 5. Change the footer of the Quantitative Analysis template

Customizing a template 2

Step Detailed Instructions Comments
2 Change the footer. a Scroll to the bottom of the design page + Excel has different keywords in the
Add the worksheet name to the in Excel. header or footer that refer to
left section of the footer. b Click the left section of the footer. A different pieces of information:
text section appears containing the &[Page] = the page number
text &[File]. &[Pages] = the total number of

¢ Click at the end of this text to add
something to this section.

d Type a space.

e Click Sheet Name in the Header &
Footer Elements group in the Design
tab. The text &[Tab] is added. &[Tab]
is the name of the tab or worksheet.

/AN = ofh Custorn ISTD Summarydts - Microsoft Excel [f vt Frot et e

pages

&[Date] = the date the report
was created

&[Time] = the time the report
was created

&[File] = the name of the Excel
template file

&[Picture] = the picture that you
selected when

a -
"~/ Home _insert__Pagelayout Wormulas _ Data__Review _ View Developer  Addns  Acrobat Design @ - =

ﬁ j [#] Page Number  © Current Time [ Sheet Name j'
=| |=

[ Mumber of Pages [ File Path [ Picture

Different First Page ¥| Scale with Document

Header Footer Goto Goto Different Odd & Even Pages [¥] Align with Page Margins

ture || Header Foote

@ currentDate i File Name

Header & Foote| Header & Footer Elements Navigation Options

| A36 - L |

s U I R I U I U U U R R

il

i L[Fl\e] &[Tab] | Page 1 0f 2
4« » »| Optons | Design-Summary . 7J ]
Ready | & | Page:1of2

BT e

Figure 22 The Header and Footer Design Tab in Excel

3 Finish editing the footer. a Click in any of the cells in the
spreadsheet to stop editing the footer.
b Click Normal in the Workbook Views

group in the View tab in the Ribbon.
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The Header & Footer Elements are
shown in the Design tab when you
click on one of the sections in the
header or footer. You can click
these buttons to quickly add these
items to the header or footer.

By default, the worksheet name in
the template is Design-Summary.
The worksheet name in the report
is Summary. In a different
exercise, you will learn how to
change the worksheet name.
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2  Customizing a template

Task 5. Change the footer of the Quantitative Analysis template

Step Detailed Instructions Comments
4 Test the changes to the template.  a Click Process Report. » The Process Report command is
b Click the Browse button. part of the MassHunter toolbar in
¢ Navigate to the DrugsOfAbuse\ the Add-Ins tab in the Ribbon.
QuantReports\DrugsOfAbuseDemo * You can only see the header and the
folder. footer in the Page Layout view.
d Select report.results.xml.
e Click Open.
f Click OK.
g After the report is processed, click

Page Layout in the Workbook Views
group in the View tab in the Ribbon.

h Scroll to the bottom of the page to see
the change. The name of the tab is
added after the Agilent logo.

"[5-,\ H@9-c L pfh_Custom_ISTD_Summary.xltx - Microsoft Excel - = x
]
=7 Home  Insent Page Layout  Farmulas Data Review  View Developer | AddIns | Acrobat @ - = x

%) Process Report |4 Clear Results 5 Add Data ¥ Add Graphics %= Add Formatting 3% Advanced Properties ] Validate Design €} i@

Custom Toolbars
[ AL - fe | BatchInfo
D -

AlBle[DlEJF[GIH| I [J[K[L|[M[N]O]P|Q[R]S]T|U]V|W][X]|Y]Z]|AAAB|AC[AD[AE
CMAMCal_L5.d Meth Meth-d5 Calibration 125.0000 21035 13.3
CMAMQC_L2.d Meth Meth-d5 QC 5.0000 1375 0.5
CMAMQC_L4.d Meth Meth-d5 Qc 25,0000 7085 2.9
CMAMSam_01.d Meth Meth-d5 Sample 20 0.4
CMAMSam_02.d Meth Meth-d5 Sample 1662 0.6
CMAMSam_03.d Meth Meth-d5 Sample 4248 L4

The name of the tab
is Summary. This
word is also added
to the footer on
each page.

ustuijTDjummarv.xltt Summarvl Page 2 of 2
mmary | 7] T ]

3 |
|| 2O k0086 (S Vi
Figure 23  Verifying changes in the footer after using the Process Report command
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Task 5. Change the footer of the Quantitative Analysis template

Customizing a template

Step

5 Save the changes to the template.
You have to clear the results
first.

You can either save the template

to the same name or to a new
name.

Detailed Instructions

Click Clear Results in the Add-Instab -«

in the Ribbon.

Click the Microsoft Office Button and
then click Save. .
(optional) To save to a different

template name, click Save As and click
Other Formats.

In the Save As dialog box, type a new

File name,

Verify the folder selected in Saveinis
correct.

Click Save.

pfh_Custom_ISTD_Summary.xltx - Microsoft Excel s

1

developer Add-Ins Acrobat

(2.} Excel Workbook

[

Save $1| Save the workbook in the ¥ML-based and
= macro-enabled file format,

@ RE&ET

3
=

3
=

i#| Prepare »

o=
uj Adobe PDF

Format.
7 Publish »
—

XPS file,

BN e Comac wanager »
QD
—] Other Formats
o

Close

Save a copy of the document

{2 & Excel Binary Workbook

posn| Save the workbook in a binary file format
optimized for fast loading and saving.

il | Save the file as an Excel Workbook.

= Excel Macro-Enabled Workbook

[y Excel 97-2003 Workbook
il | Save a copy of the workbook that is fully
compatible with Excel 97-2003.

[y OpenDocument Spreadsheet
Save the workbook in the Open Document

PDF or XPS
s Publish a copy of the workbook as a PDF or

Open the Save As dialog box to select from
all possible file types.

Bnced Properties | Validate Desion €9 i@

Comments

You can click Save As > Other
Formats if you want to change the
name of the template.

The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xIt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.

+ | RetentionTin| +

‘| DataFile |+ |Compound [+ |ISTD

2 Excel Options | | X Exit Excel

R

4 4 » M| Options | Design-Summary -~ 1

Level [+ |Sample Type [+ ] Acg Method = | o picoosic

~ sample Ty

Ready | 23

[T e

Figure 24  The Save As menu in the Microsoft Office button menu
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2 Customizing a template

Task 6. Use the new template in the Quantitative Analysis program

To use the new template in the Quantitative Analysis program you need to
select the new template in the Report dialog box.

Task 6. Use the new template in the Quantitative Analysis program

Steps

Detailed Instructions

Comments

1 Open the Quantitative Analysis
program and open a batch file.

Select either the default batch or

the batch you created if you did
the exercises in the Quantitative
Analysis Familiarization Guide.
Analyze the batch, and inspect
the results for each compound.

2 Open the Report dialog box.
Verify the default destination
directory for reports is \ Your
Directory\DrugsofAbuse\
QuantReports.

The default filename is
iii_Test_01, where "jii" are your
initials.

Follow the instructions in “Task 5.
Open a batch in the Quantitative
Analysis program” on page 22.

Click Report > Generate.
The system displays the standard
Report dialog box.

Click[ ] .

¢ Specify the default destination

directory for saving Excel reports in the
Report folder text box; for example,

\ Your Directory\DrugsOfAbuse\
QuantReports\iii_Test_01.

Mark the Start Queue Viewer check
box.

Click the Batch report button.

Specify the default destination
directory for saving Excel reports in the
Report Folder text box; for example,

\ Your Directory\DrugsOfAbuse\
QuantReports\jii_Test_01.

+ Ifthe Quantitative Analysis program
is already running, you do not need
to restart the program.

* You can also specify the Instrument
Type determining numeric formats
in graphics files. This value is used
to determine how many decimal
places to show in the graphics.

48
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Customizing a template 2

Task 6. Use the new template in the Quantitative Analysis program

Steps Detailed Instructions Comments

3 Select the report template touse. a Click Add under Reports. + Click the Advanced button if you
Add the template, The system displays the Open dialog want to use the advanced Report
iii_Custom_ISTD_Summary.xltx. box. dialog boxes. You use the Advanced
Make sure the report name is b Navigate to the Letter\ISTD folder. Report dialog boxes if you want to
iii_Custom_ISTD_Summaryxls. ¢ Select do any of the following:

By default, it is set to the name ili_Custom_ISTD_Summary.xltx and Specify a different printer than
of the template. click Open. the default printer
The program adds the template to the Re-use existing graphics files
Template field in the Reports pane. Specify a different numeric
d Inthe Report File Name column in the format for graphics than the
Reports table, verify that the template default format.
is iii_Custom_ISTD_Summary.xltx. Create a separate report for each
e Mark the Start Queue Viewer check sample.
box. Include only some of the samples
in the report.
Include only some of the
compounds in the report.
Report X!
Tempiate ik The new template is shown here.
assHunter\Report Templates\Quanten-US \Letter\| STD"Parts'pfh_Custom_|STD_Summary xdbx E
Report folder:
S et e e = The default printer is used when
B you use the standard Report
Start Queue Viewer [Adyanced | ok ] [ conedl | dlalog boxes.

4 Generate the report. a Click OK in the Report dialog box to + If you add multiple templates to the
View the status of the report generate the report. Reports section, only one job is
generation in the Task Queue b Click Report > Queue Viewer to added to the queue which will print
Viewer. monitor the report generation process. all of the reports. The reports are

The system displays the Task Queue printed in the order requested. You
Viewer program. can see the status of the reports in
¢ Watch the progress of the report in the the Task Queue Viewer program.
Status column.
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2 Customizing a template
Task 6. Use the new template in the Quantitative Analysis program
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In this exercise, you customize a table in a Quantitative Analysis template.

Agilent MassHunter Workstation Software Reporting
Familiarization Guide

Exercise 3
Customizing a table

Task 1. Rename a column header in a table 53

Task 2. Delete a column from a table 56

Task 3. Change the width of a column in a table 59
Task 4. Move a column in a table 62

Task 5. Add a column to a table 66

Task 6. Add a mapped column to a table 70

Task 7. Add a filter to a table 74

Task 8. Move or delete a column in a filtered table 79

After each change, you verify the changes and save the template to a new
name. An example method is available for each of these tasks

In Task 1, you rename a column header in a table.

In Task 2, you delete a column from a table.

In Task 3, you change the width of a column in a table.

In Task 4, you move a column in a table.

In Task 5, you add a column to a table.

In Task 6, you add a mapped column to a table.

In Task 7, you add a filter to two different tables using the Report Designer
Add-in and using features in Excel.

In Task 8, you delete a column and move a column in each of those filtered

tables.

Agilent Technologies
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3 Customizing a table

Each exercise is presented in a table with three columns:

¢ Steps — Use these general instructions to proceed on your own to explore
the program.

¢ Detailed Instructions — Use these if you need help or prefer to use a
step-by-step learning process.

¢ Comments — Read these to learn tips and additional information about each
step in the exercise.
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Task 1. Rename a column header in a table

Customizing a table 3

In this task, you rename a column header in a table in a Quantitative Analysis

template.

Task 1. Change the column header in a Quantitative Analysis table

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template \MassHunter\Report
Templates\Quant\en-US\Letter\
ISTD\
iii_Custom_ISTD_Summary.xltx
template, where “iii” are your
initials.

2 Change the name of the Data File
column to Acquisition File.

* Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_Custom_ISTD_Summary.xltx, where
“jii" are your initials.

a Find the table labeled Sequence Table.

b Click on the cell containing the words
Data File. This column is the second
column in the table.

If you did not do the previous task,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

G s pfh_Custom_ISTD_Summary.xitx - Microsoft Excel Table Tools -2 x
£)
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - =7 x The conte“ts 0' the current
=X " s Text | | i conditional Formatting = | J=lnsert - | X - .
B, ke 3 AA T Eil s petete - || 31+ 27 4 cell are shown here in the
Paste | = & - B - s Sort & Find &
Ly || PR L 3| ] 5} Cell Styles ~ [El Format = | 2 Fiter~ select~ Formula bar.
Clipboard ™ Font {l nent i) Number = Styles Cells Editing
[ B8 - fe| DataFile
A B c D E F G H I
1 Batch Info & i b b
2 Batch Data Path ‘
3 Analysis Time i Y Analyst Name | . - .
4 ReportTme “Reporter tame Y Click on this cell in the
5 Last Calib Update “Batch State b
: Sequence Table.
7 sequence Table
8 |5zmpleD vSampIEMame ~  Position |~ Voluf + Level [+ |Sample Type [~ | Acq Method + | 5=,
E]
10 One of the column headers
1 . . e
12 Quantication Resulfs in a table in the Quantitation
R CompoundID . .
]c ) Slrormuka [w]Name  [w]RetentonTinfm Results section also is
Target Compound 2 . .
= = FD [<]compenci[z]Datarie []compound [-18TD [<]SampleTy called Data File. Columns in
different tables can have the
20 CMD:EndRepeat CompoundID same name.
21
22 )
144+ 1] Optons | Design-Summary %3 m T : W
Ready | [0 I a00s. () s oy
Figure 25  Selecting the Data File cell in Excel
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3 Customizing a table

Task 1. Change the column header in a Quantitative Analysis table

Step Detailed Instructions Comments
¢ Type Acquisition File.You + Two columns in the same table
can also click in the Formula Bar to cannot have the same name. Excel
only overwrite part of the name. automatically changes the name of
the column that appears second in
the table if two column names are
the same.
ey = pfh_Custom_ISTD_Summary.xitx - Microsoft Excel TableTools| — = X
- Home Insert Page Layout Farmulas Data Review  View Developer  Add-Ins Acrobat Design (@ - = X
‘{f’ Tahoma M %‘j D j&
e | =/ £ |l R The changes are shown
- [ Sl 3] HiFormat = || 2~ Fifter - Select~ .
Cipboard & Font i Siyes o Eeiting here in the Formula bar.
‘ BS - (St J&‘ Acquisition File
A B C D E F G H |
1 Batch Info i i b by
2 Batch Data Path 3
3 Analysis Time P Y Analyst Name b
4 Report Time 5 “Reportar Name &
5 Last Calib update ™ “Batch State " i
6
7 Seq Table
Bt - [Acqustion File_|sampleame [+]Position [v]  Volux]  Level []sample Type [v] Acy Metho{x |ssrpizvosi The column header has been
9 o g .
10 changed to Acquisition File.
11
12 | Quantitation Resull's
13 |CMD:Repeat CompoundID
14 |SampleID w | CompoundID w |CompoundType | v | Formula + Name  |RetentionTim +
15 Target Compound i
16 |SampleID = | CompoundID » | ISTDCompoundID [+ ] PeakiD ~ | CompoundT| » |DataFile |~ Compound [+ ISTD ~ | sample Ty,
17
18
19
20 CMD:Endrepeat CompoundID
21
22
4 4 » | Options | Design-Summary .~ ¥J m |
Enter | P [EEETT e s
Figure 26  Changing the header of the column to Acquisition File
3 Test the changes to the template.  a Click Process Report. * The Process Report command is
b Click the Browse button. part of the MassHunter toolbar in

¢ Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.

Select report.results.xml.

Click Open.

Click OK.

Find the Sequence Table. The first
column is now called Acquisition File.

o = 0o o

54

the Add-Ins tab in the Ribbon.

If you do not click in another field
after changing the name to
Acquisition File, the Process Report
command does not start.
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Customizing a table 3

Task 1. Change the column header in a Quantitative Analysis table

Step Detailed Instructions Comments

E_j“ = R = pfh_Custom ISTD_Summary.xitx - Microsoft Excel - = x

- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - =7 x
= Pracess Report [§ Clear Results ¥z Add Data %5 Add Graphics %= Add Formatting & Advanced Properties 3] Validate Design B @
Custom Toolbars
[ Al - fe | Batch info
AIBICIDIE[F[G[H[ 1 [J[K[L[M[N[O[P[Q]R[Formuatarh Tw] XY ZAAAEIACADAEAFAGAHA\AJAKALAMANAO%

1 [Batch Info ]

2 Batch m CTIMEEEHOT T (D a1d (D U gE0T ADUEE (QUaTRE ST s (DT U0 S0 AD OS2 DR TO. Dt o

3 | Analysis fime 1/18/2010 11:13 AM Analyst Name = .

4 Report Time 1/18/2010 11:18 AM Reporter Name The column header is now

5 | Last Calij Update 1/18/2010 11:13 AM Batch State Processed o e .

6 Acquisition File.

7 Sequel Table

8 visitigh File Sample Hame Position Volume Level SampleType Acq Method File

9 Jcmavsk_01.d CMAM_01 P1-C1 5.00 Blank APClautotune.m

10 Jcmamcal L1.d CMAM_06 P1-C6 500 L1 Calioration APClautotune.m

11 |cmamcal_L2.d CMAM_10 P1-CI0 500 L2 Calioration APClautotune.m

12 |cmamcal_L3.d CMAM_11 PL-CIL 500 L3 Calioration APClautotune.m

13 |cmamcal_t4.d CMAM_14 P1-C14 500 L4 Calioration APClautotune.m

14 JcMaMCal_L5.d CMAM_17 P1-C17 5.00 L5 Calibration APClautotune.m

15 |cmamac L2.d CMAM_09 P1-CS 500 L2 QC APClautotune.m

16 |cmamac_t4.d CMAM_15 P1-C15 500 14 QC APClautotune.m

17 [cmamsam_o1.d cMAM_22 P1-C22 5.00 Sample APClautotune.m

18 JcMamsam_o2.d CMAM_08 P1C3 5.00 Sample APClautotune.m

10 |cMamsam 03.d CMAM_12 pLCI2 5.00 Samole APClautotune.m

H | v Summary <Tp [ | T

Ready | o] (BT e 0 +)

Figure 27  Verifying changes in the column header after using the Process Report command

4 Save the changes to the template. a Click Clear Results in the Add-Instab  + The Save as type is Excel Template
You have to clear the results in the Ribbon. (*.xltx) for most reports. If the
first. b Click the Microsoft Office Button and report you are modifying has the
You save the template to the then click Save As and click Other extension .XLT, then the Save as

new name, jii_1_Custom_ Formats.

ISTD_Summary.xltx. ¢ Inthe Save As dialog box, type
iii_1_Custom_
ISTD_Summary .x1tx.

d Verify the folder selected in Save in is

correct.
e Click Save.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

type selection is Excel 97-2003
Template (*.xlt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\ Quant\en-US\
Letter\ISTD\Parts folder.
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3 Customizing a table

Task 2. Delete a column from a table

In this task, you delete a column from a table in a Quantitative Analysis

template.

Task 2. Delete a column from a Quantitative Analysis table

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template \MassHunter\Report
Templates\Quant\Letter\ISTD\

iii_1_Custom_ISTD_Summary.xltx.

* Follow the instructions in “Task 4. .
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_1_Custom_ISTD_Summary.xltx,
where “jii" are your initials.

If you did not do the previous task,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

2 Delete the column Position inthe a Find the table labeled Sequence Table.
Sequence Table. b Click on the cell containing the words
Position. This column is the fourth
column in the table.
‘_xﬁn\_\ =] = pfh_1_Custom_ISTD_Summary.xltx - Microsoft Excel Table Tools = = -
fs/ Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - 7 X
%) Process Report 4 Clear Results ¥ Add Data ¥ Add Graphics #5 Add Formatting 3% Advanced Properties [ Validate Design @ @
Custom Toofpars . . .
[ 08 - { 7= psition Click on this cell in the
A B C D E, E G H |
. J J ’ . Sequence Table.
2 Batch DataPath ]
3 Analysis Time 8 “Analyst Name &
4 Report Time s Reporter Name i
5 Last Calib Update " Batch State b
5 v
7 Sequence Table
8 |SamplelD ~ | Acquisition File ~ | Sample Name v Volul ~ Level [~ Sample Type [~ Acq Method + | srmplrost =
9
10
11
12 |Quantitation Resull's
13 CMD:Repeat CompoundID
14 |5 = Cor D ~|Formula |+ Hame + | RetentionTim{ =
15 Target Compound 5
16 5 ¥ |PeakiD ¥ CompoundT| * |DataFile |~ Compound |+ ISTD | Sample Ty »
17
18
19
20 CMD:Endrepeat CompoundID
\214 » b | Options | Design-Summary %1 Im
Ready | B || O [j005u(-) v +)
Figure 28  Selecting the Position cell in Excel
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Task 2. Delete a column from a Quantitative Analysis table

Customizing a table 3

Comments

You cannot press the Delete key on
the keyboard to delete a columnina
table. If you press the Delete key,
the column header is changed and
the column is not deleted.

Step Detailed Instructions
¢ Right-click this cell and click Delete > -
Table Columns.
'I/E'g!\‘ (=] pfh_1_Custom ISTD_Summary.xltx - Microsoft Excel Table Tools
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ -

%) Process Report | § Clear Results %z Add Data ¥ Add Graphics #/3 Add Formatting 3% Advanced Properties | Validate Design @ @

Custom Toalbars

You can also click Delete >
Table Columns in the Cells

group in the Home tab in the

Ribbon.

D8 - x| position
A B C D E E G H

1 |Batch Info ] B ) 3
2 |atch Data Path by
3 |Analysis Time i " Analyst Name *
4 Report Time b " Reporter Name -
5 |Last Calib Update *Batch State Tahoma -8 - AT AT 8 % o+ F
g Sequence Table ml EH-S-A-WAS
8 [sampleD +| Acquisition File] | Sample Name vIPosilion 1 okl — | toscal | SamplePosit @] TrayName
9 & | cut )
10 53| Copy
n @ Paste

12 |Quantitation Results
13 |CMD:Repeat [«

CMD:EndRepeat CompoundID

25
W 4 v | Options (=]

=

Design-Summary

Ready

Figure 29

3 Test the changes to the template.

®

Paste Special..

Refresh

pe [+ ] Acq Methd( +
Insert » [

mple Ty~
G Table Columns
»
of

Delete
Select
Clear Contents

Sort
Filter
Table
AML

Edit Comment

Delete Comment
Shaw/Hide Comments
Format Cells...

Pick From Drop-down List...

Hyperlink...

[— -

e = 0o o

Deleting the Pesition column

Click Process Report.

Click the Browse button.

Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuse folder.
Select report.results.xml.

Click Open.

Click OK.

Find the Sequence Table. The Sample
Name column and the Volume column
are adjacent.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

In the shortcut menu, click
the command Delete > Table
Columns.

The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.
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3 Customizing a table

Task 2. Delete a column from a Quantitative Analysis table

Step Detailed Instructions Comments
(O 9 - s pfh_1_Custom_ISTD_Summary.xitx - Microsoft Excel - ax
) =
= Home Insert Pagelayout  Formulas Data Review  View Developer | Add-Ins Acrobat @ - = x
% Process Repart |4 Clear Results 5 Add Data ¥ Add Graphics % Add Formatting ‘38 Advanced Properties | Validate Design € @
Custom Toolbars
| Al - £ | Bateh Info
AIB|CIDIE|F|G|H|I|J|K|LIMIN/O|P|Q|R|S|T|U|V|W|X|Y|Z|AAAB|AC|ADAE|AF|AGAH|AI|AJAK|AL AMAN|AC
1 [atchnfo_]
2 Batch Data Path C:\MassHunter\Data\DrugsOfAbupss 5 sk
3 Analysis Time 1/18/2010 11:13 AM Analyst Name = . .
4 Report Time 1/18/2010 11:18 AM Reporter Name The Position column is no
5 Last Calib Update 1/18/2010 11:13 AM Batch State Processed - - -
: longer included in this table
7_Sequence Table f
8 Acquisition File Sample Name Volume [Level SampleType Acq Method File in the report.
9 cmamak_01.d CMAM_01 5.00 Elank APClautotune.m
10 CMAMCal_L1.d CMAM_06 5.00 L1 Calibration APClautotune.m
11 CMAMCal_L2.d CMAM_10 5.00 L2 Calibration APClautotune.m
12 |CMAMCal_L3.d CMAM_11 5.00 L3 Calibration APClautotune.m
13 CMAMCal_L4.d CMAM_14 5.00 Ls Calibration APClautotune.m
14 CMAMCal_L5.d CMAM_17 5.00 Ls Calibration APClautotune.m
15 |cmMAMQC_L2.d CMAM_08 so0 |2 aqc APClautotune.m
16 |cMAMQC_L4.d CMAM_15 so0 |1+ qc APClautotune.m
17 |cMAMSam_01.d CMAM_22 5.00 Sample APClautotune.m
18 |CMAMSam_02.d CMAM_08 5.00 Sample APClautotune.m
19 CMAMSam 03.d CMAM 12 5.00 Sample APClautotune. m
W 4 b | Summary ¥ 1
Ready | [ Bl [ T
Figure 30  Verifying that the Position column is removed

Click Clear Results in the Add-Ins tab

in the Ribbon.

Click the Microsoft Office Button and

then click Save As and click Other

Formats.

In the Save As dialog box, type

iii_2_Custom_ISTD_Summary.xltx.

d Verify the folder selected in Save in is
correct.

e Click Save.

4 Save the changes to the template. a
You have to clear the results
first. b
You save the template to the
new name, iii_2_Custom_
ISTD_Summary.xltx. c

58

The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xIt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.
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Customizing a table 3

Task 3. Change the width of a column in a table

In this task, you change the width of a column in a table in a Quantitative
Analysis template. You use the Advanced Properties dialog box to set the
width of a column in a table.

Task 3. Change the width of a column in a Quantitative Analysis table

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis .
template \MassHunter\Report
Templates\Quant\Letter\ISTD\
iii_2_Custom_ISTD_Summary.xltx.

Follow the instructions in “Task 4. .
Open a Quantitative Analysis

template” on page 42 to open the
template,
iii_2_Custom_ISTD_Summary.xltx,

where “jii" are your initials.

If you did not do the previous task,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

2 Change the width of the Level a Find the table labeled Sequence Table.
column to 10. b Click on the cell containing the word
Level. This column is the fifth column
in the table.
I ’ N\ B pfh_2_Custom ISTD_Summary.xltx - Microsoft Excel Table Toals - x

a2
a
=/ Wome mnset  Pagelayout  Formulas  Data  Review

Custom Toolbars

%) Process Report [§ Clear Results 5 Add Data ¥ Add Graphics %% Add Formatting

Advanced Properties & Validate Desion @ @

Changing the width of an
entire column in Excel does
not change the width of the

13 CMD:Repeat

19
20 |CMD:EndRepeat

Ready | 3

Figure 31

W4 » ¥ Options | Design-Summary

12 Quantitation Resulf's
CompoundID

CompoundID
]

~ Formula |~ |Name ~ | RetentionTim

7| ~|DataFile [+ Compound |~ |ISTD ~ Sample Ty| ~

0! m

Selecting the Level column in Excel

| E8 - ﬁ.—‘ Level I . t bl
A 5 c ) £ S S M column in a table.
1 Batch Info ] £ b b
2 Batch Data Path N
3 Analysis Time ¥ Analyst Name i
4 Report Time > “Reporter Name b
5 Last calib update “Batch State &
| v Click on the Level column in
uence Ta
g SamplelD ~ | Acquisition File| v | Sample Name |~ Volnlvl Level vngampIEva Acq Method F{ = | szmpierosiid = [ Trayhame [+ via the sequence Table_
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3 Customizing a table

Task 3. Change the width of a column

in a Quantitative Analysis table

Step

Cc

Detailed Instructions

Click Advanced Properties in the .

Add-Ins tab in the Ribbon.
Type 10 in the Text width box.

Click Close. .

Move the cursor over the Level column
header to see the comment that has
been added to this column.

Comments

The Advanced Properties dialog box
allows you to change the table in
many different ways.

Any changes that you make in this
dialog box take effect immediately.
You can make many changes before
closing this dialog box.

You can specify a column width for
each column in a table. Several
columns already have the width
entered.

Advanced Properties E\
Template | Design Worksheet | Cell  Table } v
Tabie properties Table column properties
I ssociate with the folowing table or graphics G 153 ezt Fi
SamplelD Hidden =
I Hide header row Acquisition File 2.5
Sample Name 20
I™ Table contents transposed to columns Volume
Hide empty cells r Sample Type
Acq Methad File 0
I Wrap columns across page 2 colmns SamplePosition Hidden =l
I™ Combine table rows starting at column L @ Text Textwidth [ 1qf A
|
Copy rows x times across page 2 € Graphic Graphic size relative to page idth Height
e r £ Formula Presetgraphics rowheight [~
" Hidden
Graphics layout
Column sort order Unsorted  v| s
I™ Continue graphics across the page
Filter val -
I™ stack graphics vertically e vaus ‘ J | R

XML mapped list

Close:

Figure 32  Changing the width of th

e Level column

Type the new column width for the
selected column here.

18
IR

Qptions | Design-Summary . ©J

Cell E8 commented by Patricia A. Henry

[EEFT e

(s

= s pfh_2_Custom ISTD_Summary.xitx - Microsoft Excel Table Taols = x
o e ugetgell  Bomnda | Dala | Bovew ik Diveope s T T - 5 X "
= H Tnsert Page layout Fo I Dat; [ Vi Develop! AHd-I Acrobat D-g (7] AWldthcomme"thasbeen
] Process Report |4 Clear Results ¥ Add Data % Add Graphics %55 Add Formatting ‘32 Advanced Propertied (] Validate Design € @
added to the Level column.
— The Report Designer Add-in
[ ) - | Level reads these comments when
T R £ & a ! ! the reportis being processed
2 Batch Data Path 0 = -
: e Speeens < and adjusts the width of the
4 Report Time & “Reporter Name " & H
5 Last Calib Update “Batch State  * b column aUtomatlca"y-
6
7 Sequence Table
8 |SemplelD = | Acquisition File x| Sample Name |+ Voluf » b F{ ] samplerositid J Trayniame [ vial R ;
A red triangle is added to a
cell if the cell has a comment
added to it. The red triangle
¥ | Formula + Name | RetentionTim « . . . . .
Target Compound o is not visible in this cell
dID [+ ]PeakiD « | CompoundT| = | DataFile [~ Compound [+ |ISTD ~ | Sample Ty ~ Ex.

because of the drop down
box.

Figure 33

A Width comment has been added to the Level column

60
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Task 3. Change the width of a column in a Quantitative Analysis table

Customizing a table 3

Step

3 Test the changes to the template.

Detailed Instructions

a
b
c

Click Process Report.

Click the Browse button.

Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.

Select report.results.xml.

Click Open.

Click OK. Find the Sequence Table. The
Level column is narrower.

Comments

» The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

4_;1\1 d9- "

a
" Wome Inset  Pagelayout  Formulas  Data

Review

Custom Toolbars

pfh_2_Custom_ISTD_Summary.xitx - Microsoft Excel

View Developer | Addns Acrobat

%) Process Report [§ Clear Resuits g Add Data % Add Graphics §i Add Formatting S Advanced Properties || Validate Design €3 @

M4 e summary 70

Ready | 13

[EEEFTTNes v o

[ AL - x| Batch info
AIB]C|D|/E[F|G H|[I J|K L MNOPQR S|T UV W X|Y]|Z AAABACADAE AF|AG AH| Al AJAK ALIAM AN AC

1 [BatchInfo ] 1

2 Batch Data Path C:\MassHunter|Data\DrugsOfabuse! QuantResults\DrugsOfAb uspRemembatchnb:

3 Analysis Time 1/18/2010 11:13 AM Analyst Name L R R .
4 Report Time 1/18/2010 11:18 AM Reporter Name The width of this column in
5 Last Calib update 1/18/2010 11:13 AM Batch State Prodessed - - -

5 the table is slightly wider.
7 Sequence Table V

8 Acquisition File Sample Name Volume Level Sample Type  Acq Method File

9 CMAMBIk_01.d CMAM_01 5.00 Blank APClautotune.m

10 |CMAMCal_L1.d CMAM_06 5.00 L1 Calibration APClautotune.m

11 CMAMCal_L2.d CMAM_10 5.00 Lz Calibration APClautotune.m

12 CMAMCal_L3.d CMAM_11 5.00 L3 Calibration APClautotune.m

13 |CMAMCal_L4.d CMAM_14 5.00 L4 Calibration APClautotune.m

14 |CMAMCal_LS.d CMAM_17 5.00 L5 Calibration APClautotune.m

15 |CMAMQC_L2.d CMAM_03 5.00 L2 oc APClautotune.m

16 |CMAMQC_L4.d cMaM_15 5.00 L4 qQc APClautotune.m

17 CMAMSam_01.d CMAM_22 5.00 Sample APClautotune.m

18 |cMAMSam_02.d cMAM_08 5.00 Sample APClautotune.m

19 |CMAMSam 03.d CMAM 12 5,00 Samn\e ACluiDh.lrvEm

23l

Figure 34  Verifying changes in the width of the column after using the Process Report command

4 Save the changes to the template
iii_3_Custom_ISTD_Summary.xltx.
You have to clear the results
first.

b

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_3_Custom_ISTD_Summary.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

+ The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlIt).

+ If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.
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3 Customizing a table

Task 4. Move a column in a table

In this task, you move a column in a table in a Quantitative Analysis template.
If the table is filtered using the Excel filtering commands, refer to the task,
Task 8. Move or delete a column in a filtered table.

Task 4. Move a column in a Quantitative Analysis table

Step Detailed Instructions

Comments

1 Open the Quantitative Analysis .
template \MassHunter\Report
Templates\Quant\Letter\ISTD\
iii_3_Custom_ISTD_Summary.xltx.

Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_3_Custom_ISTD_Summary.xltx,
where “jii" are your initials.

2 Move the Volume column to the
end of the table.
Move the cursor to the edge of
the cell until it changes to the
Move cursor.

a Find the table labeled Sequence Table.

b Click on the cell containing the word
Volume. This column is the fourth
column in the table.

¢ Move the cursor to the edge of the cell
until the1(_:ursor changes to a four sided

arrow, "'S' .

* If you did not do the previous task,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

+ The shape of the cursor changes
depending upon where the cursor is
pointing.

=] >

Insert

pfh_3_Custom ISTD_Summary.xitx - Microsoft Excel Table Toals

&)

Home Page Layout  Formulas Data Review  View Developer | AddIns Acrobat Design @

2 Process Report | § Clear Results ¥ Add Data ¥ Add Graphics $i Add Formatting 3 Advanced Properties | Validate Desion @ @

Click on this cell in the

Sequence Table
samplerD | Acquisition File] v | Sample Name [+ Volul~| Level [+|Sample Tyf~ Acq Method Fi v
9
]

12 |Quantitation Resulf's
13 |CMD:Repeat CompoundID
14 |SamplelD ~ | CompoundID

~ | CompoundType [« |Formula [~ |Name ~ |RetentionTim|

Custom Toolbars
| D8 ~ 5 ‘ Volume
A B & D E F G H J
1 |Batch Info i B ) b 3|
2 |Batch Data Path ' % =
3 | Analysis Time b “Analyst Name i
4 |Report Time » * Reporter Name i
5 |Last calib update ™ " Batch State &
5
7
8

Sequence Table.

When you move the column,
the Volume cell and the cell
directly under it are moved
together automatically. You
do not need to manually

12 SamplelD ] CompoundiD” [} ISTDCompoundd [ f;?:et Cm’ipafnz o~ |pataFile [ Compound [+ 1sTD ~ | sample Ty~ Ex select both cells.
17
18 4
4 4 » M| Options | Design-Summary . ¥J 0| m i %
Ready | 3 [EE T e ====10] o
Figure 35  Selecting the Volume column in the Sequence Table
62

Agilent MassHunter Workstation Software Reporting Familiarization Guide



Task 4. Move a column in a Quantitative Analysis table

Customizing a table

3

Comments

* If you try to move the column
outside of the table, the cursor
changes to outline the cell where
the column would be placed. If you
release the mouse button when the
cursor is not within the same table,
two things happen. First, the label
of the cell is placed in the new
location. Second, the label of the
column in the table is changed. You
cannot undo this action. You have
to rename the cell in the table and
also delete the cell that was added.

The Volume column has bee

moved to the end of the
table.

This table has some hidden

columns. You do not need to

move this column after the
hidden columns.

Step Detailed Instructions
d Click and drag the cursor to the end of
the table. You only move a column
within the same table. As you drag the
cursor, you can see where the column
would be placed. The location
between the columns changes to a
hatched line. Only release the mouse
button when the hatched line appears
between two cells.
e Release the cursor at the end of the
table.
"ﬁ:'n\-‘ =9~ = pfh_3_Custom_ISTD_Summary.xitx - Microsoft Excel Table Tools - = x
Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - o x
= - T " sl = = =  General - [ Conditional Formatting >~ S=lnsert - | 3~
& 3 = & el 12| & | $ ~ % | [EFormatasTable~ 3 Delete - || (]~ W uia
Faste g |18 Do) ][ Sr A =[] (5 Cell Styles - Bl Fomat - | 2+ Aers taeers
Clipboard & Font ] Alignment G| Number & Styles Cells Editing
| HB8 ML’ S ‘ Volume
A B c D E E H
1 |Batch Info & & b b
2 Batch Data Path ]
3 Analysis Time N Y Analyst Name i
4 Report Time > “Reporter Name b
5 Last Calib Update “Batch State b
6
7 Sequence Table
8 [samplzlD ~ | Acquisition File[~| sample Name [~ InjectorVo(~]  Level [~]sample Ty(~ Aca nWod r{-lIlg;-;g::.;: > Traytia
9
~ Formula ~ |Name | = |RetentionTim| +
Target Compound F
¥ [PeakiD ~ | CompouncT| v | Data File [~ Compound |[+|1STD ~ Sample Ty~
H 4 » ¥ Options | Design-Summary ]
Reaay | 2 (2 0 1] aoo%e () 0]
Figure 36  Moving the Volume column to the end of the table
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3 Customizing a table

Task 4. Move a column in a Quantitative Analysis table

Step Detailed Instructions Comments

3 Test the changes to the template.  a Click Process Report. » The Process Report command is
b Click the Browse button. part of the MassHunter toolbar in
¢ Navigate to the DrugsOfAbuse\ the Add-Ins tab in the Ribbon.

QuantReports\DrugsOfAbuseDemo
folder.

Select report.results.xml.

Click Open.

Click OK.

Find the Sequence Table. The last
column is now Volume.

«Q = 0o o

‘./E'E_'!\y = I R = pfh_3_Custom_ISTD_Summary.xltx - Microsoft Excel -
Home  Insert Page layout  Formulas Data Review  View Developer | Add-Ins | Acrobat @ - = x
9] Process Report 4 Clear Results ¥ Add Data ¥ Add Graphics 45 Add Formatting % Advanced Properties [ Validate Design ) @
Custom Toolbars
| AL - ( £ | Batch Info
AlBICIDIEIFIGIH]I[J[KILIMIN[O[P[Q[R[S[T[U[V[W]|X][Y]|Z]|AAABAC|AD|AE|AF|AG|AH| Al | AJAK|AL AMAN|AC| i
1 [Batchnfo ]
2 Batch Data Path C:\MassHunter\Data\DrugsOfAbuse\QuantResuls\DrugsofabuseDemo.batch.bin
3 Analysis Time 1/18/2010 11:13 AM Analyst Name = .
4 Report Time 1/18/2010 11:18 AM Reporter Name The Volume column IS now
5 Last Calib Update 1/18/2010 11:13 AM Batch State Processed .
6 at the end of the table.
7 Sequence Table
8  Acquisition File Sample Name Level  SampleType Aca Method File Volume
9 cmamBk_0Ld CMAM_01 Blank APClautotune.m 5.00
10 eMAMCal L1.d CMAM_06 L1 Calibration APClautotune.m 5.00
11 cMAMCal L2.d CMAM_10 L2 Calibration APClautotune.m 5.00
12 CMAMCal L3.d CMAM_11 L3 Calibration APClautoture.m 5.00
13 CMamcCal L4.d CMAM_14 L4 Calibration APClautotune.m 5.00
14 CMAMCal Ls.d cMAM_17 L5 Calibration APClautotune.m 5.00
15 CMAMQC_L2.d CMAM_09 L2 QC APClautatune.m 5.00
16 CMAMQC_L4.d CMAM_15 L Q APClautotune.m 5.00
17 cMAMSam_01.d CMAM_22 Sample APClautotune.m 5.00
18 CMAMSam_02.d CMAM_03 Sample APClautoture.m 5.00
19_CMAMSam 03.d CMAM 12
W 4y ¥ Summary ¥
Ready | ]

Figure 37  Verifying changes in the column header after using the Process Report command
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Task 4. Move a column in a Quantitative Analysis table

Customizing a table

3

Step

4 Save the changes to the template

iii_4_Custom_ISTD_Summary.xltx.

You have to clear the results
first.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

Detailed Instructions

b

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_4_Custom_ISTD_Summary.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

Comments

» The Save as type is Excel Template

(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xIt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.
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3 Customizing a table

Task b. Add a co

lumn to a table

In this task, you add a column header in a table in a Quantitative Analysis

template.

Task 5. Add a column to a Quantitative Analysis table

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template \MassHunter\Report
Templates\Quant\Letter\ISTD\
iii_4_Custom_ISTD_Summary.xltx.

a Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_4_Custom_ISTD_Summary.xltx.,
where “jii" are your initials.

+ If you did not do the previous task,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

2 Add a column to the Sequence a Find the table labeled Sequence Table. - The Data File column was renamed
Table to the left of the Acquisition b Click on the cell containing the words to Acquisition File in “Task 1.
File column in the Sequence Table. Acquisition File. This column is the Rename a column header in a

Change the name of this column second column in the table. table” on page 53.
to Location.
Change the formatting of this
header to match the other
headers in this table.
(o) d 2 pfh_4_Custom 1STD_Summary.xitx - Micrasoft Excel Table Tools x
- Home Insert Page Layout Farmulas Data Review View Developer Add-Ins Acrobat Design @ - x
|| — . o = |[Text ~| | [B Conditional Formatting T
B Ee) = 2 I = |'$ - % s || B8FomatasTable - 5 e &~ %7 l?a
G 5 || (e | - 2 | 5 Cell Styles ~ %Y Format - || <2+ éﬂ:,gf ;;Tff.
Clipboard ™ Font = Alignment | Number & Styles Cells Editing
[ B8 - x| Acquisition File
A B C D E E &) H J
1 Batch Info # & 3 ! |
2 Batch Data Path ' h] =
3 Analysis Ti 5 “ Analyst N o b . . .
Bleros e 3 “Reporcer name * : Click on this cell in the
5 Last calib update * “Batch State &
6 Sequence Table.
7 sequence Table
B |SamplelD vSampIENamE - Level [+]Sample Ty v | Acq Metho{ ~ Volul = | <, -
9
ndType |~ Formula ~ |[Name ~ |RetentionTim
Target Compound i
PeakID v | CompoundT| ¥ | Data File |~ Compound ~ [ ISTD ~ Sample Ty = Ex
M 4 r | Options | Design-Summary . ©J [ m e [ |
Ready | ‘ £ O |00t (-)— ().
Figure 38  Selecting the Acquisition File cell in Excel
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Customizing a table 3

Task 5. Add a column to a Quantitative Analysis table

Step Detailed Instructions Comments

¢ Right-click this cell and click Insert >+ You click the column to the right of

Table columns to the left. the location where you want to add
a column.
(d_;\\ =] ] pfh_4_Custom ISTD_Summary.xltx - Microsaft Excel Table Tools _ = x
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - = x
3 & anoma . P Text - B Condtional Formatting ~ = - % ﬁ
. E3 |'$ - % »| HFormatasTable~ 5 te - || [@]-
Past: | . - - s Sort & Find &
e o B2 uf[E oA Bl (5 Cell Styles - HiFomat~ | 2 Fiter~ select
Clipboard & Font ] Alignment. 5| Number & Styles Cells Editing
[ 88 - i | Acquisition File
A B C D E F G H J
1 Batch Info # b ) b
2 Batch Data Path b
3 Analysis Time & " Analyst Name b
4 Report Time E & h =
5 Last calib update " Tahoma - |8 <A A7 $ - % 9 J’}
3 = <o o
Bl 7 =5 -&- A SN E
i nce Table =] — ) B0 . R
g s [t el L=l S qmple Ty x| Ada Hetho(x Volui ] 5= v Click this command. The
9 cut
10 N new column is added to the
1 [ Paste
12 Quantitation Resulls e left of the current column.
13 CMD:Repeat Compoun aste Jpedal... .
145 ] vc i Refresh me |~ |refentionTin|~ |
Insert * B Tab\ecu! mns to the Left e WD ) Sampie Ty
Delete » o - -
Select »

M 4 » b | Options | Design-Sumr Clear Contents

Ready | 23

sort
Filter
Table
XML

Figure 39  Add a column to the left of the Acquisition File column.

d Follow the instructions in “Task 1. + To add a word to a table, you first
Rename a column headerina type = and then type the words
table” on page 53 to rename the inside of quotation marks. You are
column to Location. actually entering a simple formula.

e Type ="Laboratory 1”inthecell + Headers in atable are black and
directly below the cell Location. bold.

f Select the cell Location. Right-click * You can also change the font by
the cell and click the B icon and using the icons in the Font group in
click the & T icon in the shortcut the Home tab in the Ribbon.
menu.
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3

Customizing a table

Task 5. Add a column to a Quantitative Analysis table

Step Detailed Instructions Comments
6-1\ = - T SO IS TD S UTTTaT Xy = T T OO EXCeT Table Tools =
g ton: *sert Pagelayout  Formulas Review  View Developer  Add-Ins Acrobat Design @ - 7 x Yﬂu can aISO use the icons in
ﬁj & T Teel== = | Genersl - B ConationalFormating - | = _— %7 & the Font group.
=3 |'$ - % | HfEFormat asTable ~ E - | &~
Pt | e = ) Cell Styles ~ il S 2l
Clipboard & Font 0 Alignment 5| Number & Styles Cells Editing
| 88 - x| Location
2 B = E c B =
1 Batch Info b -
2 Batch Data Path % To change the header to look
3 Analysis Time Iy - .
3 ReportTme like the other headers in the
5 Last Calib Update . -
L table, you click the Bold icon
i ience Table
Floampit 8 Tl D [T o g e Lo and also change the font color
9 Lzboratory 1 Ut
10 B cony to black.
n < [ Paste
12 Quantitation Results
13 CMD:Repeat [ Faste Suecial:
Refresh e ~ |RetentionTim v
7 ; — 7
i ' poundT| = | DataFile [+ |Compound [+ |ISTD ~| Sample Ty ~ Ex - Laboratory 17 1s added to
Delete » 2 .
B : this cell.

W < »i| Options | Design-Summ.

Figure 40

3 Test the changes to the template.

68

Clear Contents

Sort

I
EE R e —

Change the format of the Location column header.

» The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

a Click Process Report.

Click the Browse button.

¢ Navigate to the DrugsOfAbuse\
QuantReports\Drugs0fAbuseDemo
folder.

Select report.results.xmi.

Click Open.

Click OK.

Find the Sequence Table. The first
column is now Location.

-2

e = o o

Agilent MassHunter Workstation Software Reporting Familiarization Guide



Task 5. Add a column to a Quantitative Analysis table

Customizing a table 3

Step Detailed Instructions Comments
(O a9 - s pfh_4_Custom _ISTD_Summaryxitx - Microsoft Excel - ax
a) 3
= Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - o x

3 Process Report [§ Clear Results 5 Add Data ¥, Add Graphics %5 Add Formatting Advanced Properties | Validate Design i@ Test Quant ~
B = = 1 ] v

Custom Toolbars

AL - | Batchinfo

AlB[CID[EIFIGIH[I[JIK[LIM[N[O[P[Q[R[S[TIU[V[W]X[Y]Z[AAAB/AC|AD[AE[AF AGIAH] Al [AJ[AK[AL |AM AR

1

2 C:\MassHunter\Data\DrugsOfAbuse\QuantResults\DrugsOfAbuseDemo.batch.bin

3 | Analysis Time 1/18/2010 11:13 AM Analyst Name

4 |Repoft Time 1/18/2010 11:18 AM Reporter Name

5 |Last ¢alib Update 1/18/2010 11:13 AM Batch State Processed

6

7 |Sequence Table

g [Tocation | Acaquisition File Sample Name Level Sample Type  Acq Method File
9 |Leboratory 1 | cMaMBk_0Ld CMAM_01 Blank APClautotune.m
10|Laboratory 1 | cMaMCal L1.d CMAM_06 L1 Calibration APClautotune.m
11|Laboratory 1 | eMamMcal L2.d CMAM_10 12 Calibration APClautotune.m
12|Laboratory 1 | cMamMCal L3.d CMAM_11 L3 Calibration APClautotune.m
13| Laboratory 1 CMaMCal_L4.d CMAM_14 L4 Calibraton APClautotune.m
14|Laboratory 1 | cMaMCal Ls.d cMAM_17 L5 Calibraton APClautotune.m
15|Laboratory 1 | cMaMQC_L2.d CMAM_09 12 qc APClautotune.m
16|Laboratory 1 | cMaMQC_L4.d CMAM_15 L4 qc APClautotune.m
17|Laboratory 1 | cMAMSam_01.d CMAM_22 Sample APClautotune.m
18|Laboratory 1 | CMAMSam_02.d CMAM_08 Sample APClautotune.m
19|Laboratory 1 | CMAMSam_03.d CMAM_12 sample APClautotune.m
20

21 Quantitation Results

1 The first column is now
Location.
Volum
5 When you Clear Results, the
4 formula ="Laboratory 1" is
+ not visible. However, it is
g still used whenever you
o process the report.

Figure 41  Verifying a new column is added to the table

4 Save the changes to the template  a
iii_5_Custom_ISTD_Summary.xltx.
You have to clear the results b
first.

in the Ribbon.

then click Save As and click Other
Formats.

¢ Inthe Save As dialog box, type
iii_5_Custom_ISTD_Summary.xltx.

d Verify the folder selected in Save in is

correct.
e Click Save.

Click Clear Results in the Add-Ins tab

Click the Microsoft Office Button and

» The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlIt).

+ If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.
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Customizing a table

Task 6. Add a mapped column to a table

In this task, you add a mapped column to a table in a Quantitative Analysis
template. A “mapped column” is a column that refers to information that is
included in the results from the Quantitative Analysis program.

Task 6. Add a mapped column to a Quantitative Analysis table

Step Detailed Instructions Comments
1 Open the Quantitative Analysis f Follow the instructions in “Task 4. + If you did not do the previous task,
template \MassHunter\Report Open a Quantitative Analysis example templates are available on
Templates\Quant\Letter\ISTD\ template” on page 42 to open the the Agilent Technologies
iii_5_Custom_ISTD_Summary.xltx. template, MassHunter Reporting User
iii_5_Custom_ISTD_Summary.xltx., Information DVD in the
where “jii" are your initials. Familiarization Templates folder.
2 Display the XML source. a Find the cell containing the words + If the Developer tab isn’t showing:
Hint: right-click a cell that is Batch Data Path. a Click the Microsoft Office Button
already mapped to display the b Right-click the cell next to this cell. and then click Excel Options.
shortcut menu. ¢ Click XML > XML Source. b In the Excel Options dialog box,
mark the Show Developer tab in
the Ribbon check box.
¢ Click OK.
i o)\ 9~ DE¥)- pfh_5_Custom _ISTD_Summary.xitx - Microsoft Excel s
_EJ) Home Insert Page Layout Formulas Data Review *V\EW Developer Add-Ins Atrobat @ - I' the Developer tab in the
e (e St ER B Ribbon is visible, you can
e A = ‘jhié'f:  runiclag | 7" 19} i also click the Source icon
83 - T.:: ; . if VAS. ;ﬂg%.oagﬂ in the XML group.
A " == ] E F G H J T
B Ve :

5 |Report Time b By
? Last Calib Update * =
& |Sequence Table
1Jn SamplelD ~|Loc|
11 Delete...

Copy
Paste
« Paste Special...

Insert..

12 Clear Contents

13 | Quantitation Resulfs

> D EML
CMD:Repeat: Co

i Ik 4 Eait comment

%) Delete Comment

Level [+ |Sample Ty~ Acq Method Fi{ = Volui +

Import...
Export...
Refresh XML Data

| Right-click this cell and
click XML > XML Source.
You can right-click any
mapped cell to click this
command.

= Show/Hide Comments Ej XML Souree. Compound |~ |1STD = Exp Cd » Respor ~
% Format Cells... T | XML Map Properties...

g; e - Fick From Drop-down List... 2| 0t Expansion Packs...

23 & Hyperink... |

PR Options | Design-Summary % m | ol

Resdy | [EE T Ner 0" ]
Figure 42 Displaying the XML Source task pane in Excel
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Task 6. Add a mapped column to a Quantitative Analysis table

Customizing a table 3

Step

Detailed Instructions

Comments

3 Add the column Barcode to the
end of the Sequence Table.
Hint: click on two items in the
Sequence Table to identify the
correct section of the XML
Source.

a Find the table labeled Sequence Table.
b Click the Acquisition File column.
¢ Click the Level column.

+ Asyou click the mapped columns in
the table, the list of elements in the
XML Source window also changes.

+ Ifthe element in the list is shown in
Bold letters, that item is already
mapped or used in the worksheet.

+ Elements in the same map cannot
be used more than once.

= =

Insert

&)

Home Page Layout  Formulas Data

pfh_5_Custom_ISTD_Summary.xltx - Microsoft Excel
Review

2 Process Report [§ Clear Results ¥ Add Data %5 Add Graphics #5 Add Formatting 3 Advanced Properties ] Validate Design @ i@

Custom Toolbars

Tabls Tool -

Ve Developer | Adddns | Acropat Design

When you click on the Level
column, the element
ns1:LevelName in the XML

Source window is

12 |Quantitation Results
13 |CMD:Repeat Col

5

1
M 4+ M| Options | Design-Summary

~ Formula
Target Compound

highlighted.

[ E8 - fe | Level

A B c F G & xm1L Source - x

1 |Batch Info [ 1 )| ]

5 |Batch Data Path ) | XML maps in this workbodk:

3 Analysis Time b “Analysthame ] QuentitationDataset_Mip -

4 |Report Time M ‘ReporterName [ 1 ] nstinftonsPerPositon A

5 |Last Calib Update * “BatchState [ ] 2] nsldnfectorVolume

6 ] nstnsfumentMName

7 sequence Table =] nsuIngkymentType

§ [sampielD | Location ~+ | Acquisition File | ~ | sample Ma\vilL ol [~ |sample Tyf ~ | Acq Metho = nsl‘lm\\unnn

5 i ] vs-scvettome |

10 ] nstilocked

=] nsLiMatrixSpikeGroup
=] nsL:OutierCCTime
<

“ns1:” is part of the syntax
of the element in the XML

v

>

~ Name ~ | RetentionTim ~

4 the data headings to appear.
sound| ¥ | Data File [~ Compound

point to XML, and then dick Import.

Options ~ | | ML Maps...

ol

To map repeating elements, drag the elements
om the tree onto the worksheet where you want

To impart XML data, right dick an XML mapped cell,

source window. Every item
in the XML Source window
starts with “ns1:".

(] 0| m ] Wi :
Ready BN e o
Figure 43  Selecting the Level column in Excel

Agilent MassHunter Workstation Software Reporting Familiarization Guide

d Scroll until the column after the end of
the Sequence Table is visible.

In the XML Source window, scroll up
to display the element ns1:Barcode.

f Click and drag the element
ns1:Barcode to the cell that is next to
the Volume column.

Click the cell Barcode.

Right-click the cell and click the B
icon in the shortcut menu.

* Ablue triangle appears in the lower
right corner of the last columnina
table. After adding the column
Barcode to the table, the blue
triangle appears at the bottom of
the Barcode column.

+ If you drag the element to a location
thatis not at the end of the table, an
error is displayed. Right-click this
column and click Delete > Table
Columns to remove the column.
Then, click and drag the element
again to the end of the table.

n



3 Customizing a table

Task 6. Add a mapped column to a Quantitative Analysis table

Step Detailed Instructions Comments
—_— G 5 1 &
(o) d 9 - pfh_5_Custom_ISTD_Summary.xitx - Microsoft Excel Tante Tools € =
a =
= Home  mnsent Page layout  Formulas Data Review  View Developer Add-Ins Acrobat Design @ - = x

% Process Report | § Clear Results 5 Add Data ¥ Add Graphics %3 Add Formatting 3% Advanced Properties j Validate Design € @

Custom Toolbars

17
18

19
W 4 » ¥ | Options | Design-Summary

7]

When you click on a column
in a table, the Table Tools
Design tab is added to the

To impart XML data, right dick an XML mapped cell,

point to XML, and then dick Import.

¥ [options = | | xMLMaps...
0 -

[ m |

Ready

[EEEFTNe!

)

o

s = 7] Barcade Ribbon. You can change the
g £ & H d i L XL Source v =|| Table Style using this group.
2 _| XML maps in this workbook:
: S x The Barcode column is
4 B s -5arcode a
5 ] nsliCalibrationReferenceSamg added after the Volume
6 =] ns1:Comment
0 =] nsL:Completed
CETTI [CLTTT T e - e o e LT = fbppeliviond column. You can then move
9 i 5] ns1:DAMethodFileName
0 : 2 v oAb atiane the column to the proper
1 =] ns1:DataFileName -
12 4 nslDataPathName v Iocatlon-
13 < 2
14 RetentionTim To map repeating elements, drag the elements

from the tree onto the worksheet where you want

15 4 the data headings to appear,
16 DataFile |+ Compound |[+|ISTD ~ | Sample Ty + Exp Cd + Re~ TSTDRE v R

In most cases, you can only add a mapped column to a table if the mapped column is from the same section in the
XML source as the other columns in the table. First, you identify the section in the XML source by clicking on two
different columns in the table. Then, you choose one of the items that is in that same section. Items are in the same
section if they are all nodes from the same element. For example, all of the elements listed between BatchID and

Vial are in the same section. Finally, you drag the element to the end of the table.

Figure 44  Adding the Barcode column to the end of the Sequence Table

4 Test the changes to the template.  a Click Process Report.

b Click the Browse button.

¢ Navigate to the DrugsOfAbuse\
QuantReports\Drugs0fAbuseDemo
folder.
Select report.results.xmi.
Click Open.
Click OK.
Find the Sequence Table.
Scroll to the end of the Sequence
Table. The Barcode column is now the
last column in the Sequence Table.

T o o

72

* The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.
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Task 6. Add a mapped column to a Quantitative Analysis table

Customizing a table

3

Step Detailed Instructions Comments
:_J\ - Z pfh_5_Custom_ISTD_Summary.xltx - Microsoft Excel P
a) =
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - 7 X
) Process Report | § Clear Results g Add Data %5 Add Graphics #5 Add Farmatting 3% Advanced Properties ] Validate Design & i@
The last column in the
Custom Toolbars .
| L = 7 Batchinfo Sequence Table is now the
CIDE|IFIGIH|I|J|K/LIM|[N|O|P[Q|R|S|T|U|V|W| X|Y|Z|AAJABACAD|AE|AF|AGAH|Al|AJ|AK ALAMAN OAPAO Barcode column
1 info ] -
2 )ata Path C:\MassHunter\Data\DrugsOfAbuse\QuantResults\DrugsOfAbuseDemo.batch.bin
3 s Time 1/18/2010 11:13 AM Analyst Name =
4 |Time 1/18/2010 11:18 AM Reporter Name
5 lib Update 1/18/2010 11:13 AM Batch State Processed
6
7 hce Table
81 Acquisition File Sample Name Level Sample Type  Acq Method File Volume Warcode
9 v cwavsk_oLd CMAM_01 Blank APClautotune.m 5.00 BarCodel
0yl cMAMCal_Lid CMAM_06 L Calibration APClautotune.m 5.00 BarCode123
Myl cwaMcal_Ll2d CMAM_10 L2 Calibration APClautotune.m 5.00 BarCode127
12yl cwaMcal L3.d CMAM_11 L3 Calibration APClautotune.m 5.00 BarCode127
131 CMAMCal_L4.d CMAM_14 L4 Calibration APClautotune.m 5.00 BarCode122
4yl cwamMcalLsd CMAM_17 L5 Calibration APClautotune.m 5.00 BarCode 123
15yl CMAMQC_L2d CMAM_03 L2 qQc APClautotune.m 5.00 BarCode123
16yl CMAMQC_L4d CMAM_15 L4 qQc APClautotune.m 5.00 BarCode127
17yl CMAMSam 0Ld CMAM_22 Sample APClautotune.m 5.00 BarCode127
18yl  CMAMSam 02.d CMAM_08 Sample APClautotune.m 5.00 BarCode122
191yl CMAMSam 03.4 CMAM 12 APClautotune.m 5,00 RarCoy
M 4 r M| Summary %1 e
Ready | 73 BT e g
Figure 45 Verifying the Barcode column is added to the end of the Sequence Table

5 Save the changes to the template
iii_6_Custom_ISTD_Summary.xltx.
You have to clear the results
first.

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_6_Custom_ISTD_Summary.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

+ The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.

You can insert a mapped column into the middle of a table. First, you add an

empty column to the table. Then, you drag th

e mapped column to that location.

Then, you have to manually change the column header.

It is simpler to drag the new element to the end of the table.
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3 Customizing a table

Task 7. Add a filter to a table

You can add a filter to a column in a table in two different ways. If you use the
Advanced Properties dialog box to add a filter, you can add a simple filter, and
you can still easily move and delete a column. However, if you use Excel
features to add a filter to a table, the filter can be more complex, but then you
have to remove the filter before you can move or delete a column.

Task 7. Add a filter to a table in a Quantitative Analysis template

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template \MassHunter\Report
Templates\Quant\Letter\ISTD\

iii_6_Custom_ISTD_Summary.xltx.

Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_6_Custom_ISTD_Summary.xltx,
where “jii" are your initials.

If you did not do the previous task,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

2 Add afilter to the Quantitation a Find the second table in the section + The Advanced Properties icon is
Results table using the Advanced Quantitation Results. part of the MassHunter toolbar in
Properties dialog box. b Click the column labeled Exp Conc the Add-Ins tab in the Ribbon.

Only include data files that have This column is the tenth (10th) column
an expected concentration. in the table.
¢ Click Advanced Properties.
d Select NonBlanks in the Filter value
box when the Exp Conc column is
selected.
e Click Set Filter.
f Click Close.
Select NonBlanks as the Filter
Template | Design Worksheet | cell  Table - .
r— T Value and then click Set Filter.
[~ Assodate with the following table or graphics Column Width Properties  Fiter
15TDCompoundID Hidden j
I hide header row Iéeak[D = :\ggen 0 ' |
[™ Table contents transposed to li columns :mwwiwf & - e s . - . .
S = oo B v || The filter is shown in the Filter
I~ Viran columns across page E HONBLANG> column in the Table column
™ Combine table rows starting at colmn | 1 Sy Textwidth [ - -
En [z  Graphic Graphic size relative to page width Helght properties list.
Use super-header u " Formula Preset graphics row height ’—
Graphics layout i
Column sort order Unsorted ) 5 e

[ Continue graphics across the page

[ Stack graphics vertically

Fiter valve [ nongiarks +| |

Set Fiter

XML mapped ist

Figure 46

Close

Add a filter to the Sequence Table using the Advanced Properties dialog box

74
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Customizing a table 3

Task 7. Add a filter to a table in a Quantitative Analysis template

Step Detailed Instructions Comments
3 Add afilter to a table using Excel.  a Find the table labeled Sequence Table. <+ A filter allows you to only include a
Add a text filter to the column b Click on the arrow in the cell labeled row in the table if it passes the
Acquisition File in the Sequence Acquisition File. This column is the filter.
Table. third column in the table.
Only include an Acquisition File ¢ Click Text Filters > Contains. The
if the file name contains “Blk” or Custom Auto Filter dialog box is
“Cal”. opened.
."’-;;\'-‘ (= - pfh_6_Custom_ISTD_Summaryxitx - Microsoft Excel Table Toals =
;J/ Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design ‘Q) F;
%) Pracess Report |4 Clear Results 5 Add Data ¥ Add Graphics 4 Add Formatting 3% Advanced Properties |Jj Validate Design ) i@
Click on the arrow in the
AT Acquisition File column and
[ cs = ] Acquisition File click Text Filters > Contains.
A B C; D E F G H J
6
7 |Sequence Table
8 |samplelD ~ | Location ~ [Acquisition file | ~ |sampleNai~|  Level [~ | sample Ty(~ ] Acq Method Fi{~ | Vo= | s amplePosit] =] Trayhame =
9 Al| SortAtez
H Zl sortztoA
12 tion Res Sort by Color >
13 eat ¥
14 |s: , [Formula [~|Name ~ | RetentionTim + |
Taraat Comoound
12 3 Text Eilters > Equals... Data File -v‘(ompolmd ~|15TD +|Sample Ty = Exp Cd
17 7] (elect al) Does Not Equal...
12 Blanks) Begins With.
20 |CMD:EndRepeat Ends With...
2 Contains...
22
23 Does Hot Contain...
e Options Eisiom bl [ m
Ready | 73 | == 100% (=) 0] +)
Figure 47  Add afilter to the Sequence Table using Excel features
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Type Cal in the first text field.
Click Or.

Select contains in the second box.
Type B1lk in the second text field.
Click OK.
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3 Customizing a table

Task 7. Add a filter to a table in a Quantitative Analysis template

Step

Detailed Instructions Comments

Custom AutoFilter

Show rows where:
Acquisition File

In this example, only file names that include the
letters “Cal” or “Blk"” are included.

| contains | [cal v
Cand @or
| contains ~| [e v

Use ? to represent any single character
Use = to represent any series of characters

Figure 48

Setting the text filter for the Acquisition File column in the Sequence Table

(@9~

" Home Inset  Pagelayout  Formulss  Data  Review  View  Developer | Adddns | Aaobat Design @ - =

%) Process Report [§ Clear Results ¥z Add Data ¥ Add Graphics 4= Add Formatting 3% Advanced Properties | Validate Design @ @

= pfh_6_Custom_ISTD_Summary.xdtx - Microsoft Excel Table Tools -8

The icon in the Acquisition

Cubom Tootars File column is changed to
¥

12 |Quantitation Resulfs

| c8 - Jx | Acquisition File - .
T B = = = = = = - show that an Excel filter is
5 .
i hd applied.
8 |sampleD | Location v [Acquisition file .,V!Sample Naiv| Level [x]Sample Ty| | Acq Method F{ ~ | Volu{y | sampleposit ¥ J Trayname
10
1

The icon in the Exp Conc

13 CMD:Repeat _ CompoundID | i | .

14 |SamplelD =] Compoundid  []CompoundType [+ Formula  []Name [+]RetentonTin v] column 1S not changed

15 Target Compound | E . . .
16 | SamplelD ~] compoundit  []15TH 1D []Peakip ~|compoundT[= | Data File [+ Compound [+ |15TD +|Sample Ty when a hlter is added using
17

18 the Advanced Properties
19

20 (CMDiEncRepeat CompoundID d|a|og box.

21

22

23

24

25 : E :

M 4 b ¥ Options | Design-Summary %] [T m > 3

Ready 0 of1recordsfound | *] (=0 |t00s,(=) U

Figure 49

A filter is added to the Acquisition File column
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Task 7. Add a filter to a table in a Quantitative Analysis template

Customizing a table 3

Step

4 Test the changes to the template.

Detailed Instructions

a
b

o

«Q = 0o o

Click Process Report.

Click the Browse button.

Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.

Select report.results.xml.

Click Open.

Click OK.

Find the Sequence Table. The only
acquisition files that are included
contain either Cal or BIk.

Find the Quantitation Results table.
The only acquisition files that are
included have an expected
concentration that is not blank. All of
the blanks and samples have been
removed.

Comments

» The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

) Pracess Report [§ Cled

Custom Toalbars

/ N fhg = ISID T |V L. L =
( ;ni i = S a
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - = x

Results ¥ Add Data % Add Graphics %= Add Formatting 3% Advanced Properties | Validate Design € @

The Sequence Table now
only contains six rows.
Before the filter was added,

[ AL 1« x| Batch Info

the Seq e Table

A[BICIDIE GIH[I[J
7 Sequence Table

KILIMINJOIPIQ|R|S|T|U|V |W|X|Y|ZAAABACADAE|AFAGAH| Al |AJIAK|AL AM AN AO| il

contained eleven rows. Each

=

Ready

[ O 005 ) U

8 Location AcquiSition File Sample Name Level  SampleType AcaMethod File Volume Barc Acquisition File contains

9 |Laboratoryl  CMAMBK_D1d CMAM_01 Blank APClautotune.m 5.00 Bar(

10 |Laboratory 1 CMAMCal_L1d CMAM_D6 e Calibration APClautotune.m 5.00 Bar( either "Cal" or "Blk" in the
11 Laboratory 1 CMAMCal_L2.d CMAM_10 L2 Caliration APClautotune.m 5.00 Bar( _

12 Laboratory 1 cMaMCal_13.d cMAM_11 13 Calibration APClautotune.m 5.00 Bar{ | name.

13 Laboratory 1l CMAMCal_L4d CMAM_14 L4 Caiibration APCIautotune.m 5.00 Barg

14 Laboratory 1  CMAMCal_Ls.d CMAM_17 L5 Calioration APClautotune.m 5.00 Bart

15

B} cuantiation Resus + Every row in this table has
17 Target Compound Amp

18 Data File Compound 1510 sample Type ~ ExpConc Resp  ISTDResp  RespRatio FinalConc  Accuracy i

19 |cMAMCal L1.d amp Amp-ds Calbration 25000 658 0.4725 3.3303 133.2 an exPECtEd concentration.
20 CMAMCalL2.d amp Amp-ds Calbration 50000 1052 08154 57475 1149

21 cMAMCalL3.d amp Amp-ds Calbraton  12.5000 2673 18409 13.6308 109.4

22 cMaMCal L4.d amp amp-ds Calbraton ~ 25.0000 4852 37958 26.7580 107.0

23 |cMamCal_LS.d Amp Amp-d5 Calibration 125.0000 18805 17.6606 124.49842 99.6

24 (cMAMQC_L2.d amp Amp-ds ac 50000 1006 0.7419 5.2293 1046

25 CMAMOC L4.d Amo Amo-ds 0C___ 250000 4715 39431 378011 1110

M 4 > M| Summary - J

+) i

Figure 50

Verifying changes in the rows that are included in the filtered tables
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3 Customizing a table

Task 7. Add a filter to a table in a Quantitative Analysis template

Step Detailed Instructions Comments

5 Save the changes to the template  a Click Clear Results in the Add-Instab  + The Save as type is Excel Template

iii_7_Custom_ISTD_Summary.xltx in the Ribbon. (*.xltx) for most reports. If the
You have to clear the results b Click the Microsoft Office Button and report you are modifying has the
first. then click Save As and click Other extension .XLT, then the Save as
Formats. type selection is Excel 97-2003
¢ Inthe Save As dialog box, type Template (*.xIt).
iii_7_Custom_ISTD_Summary.xltx. + If you change the Save as type, the
d Verify the folder selected in Save in is folder is automatically changed to
correct. the Microsoft Templates folder.
e Click Save. Navigate to the \MassHunter\

Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.
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Customizing a table 3

Task 8. Move or delete a column in a filtered table

You can add a filter to a column in a table in two different ways. If you use the
Advanced Properties dialog box to add a filter, you can still easily move and
delete a column. However, if you use Excel features to add a filter to a table,
you have to remove the filter before you can move or delete a column.

Task 8. Move or delete a column in a filtered table in a Quantitative Analysis template

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template \MassHunter\Report
Templates\Quant\Letter\ISTD\

iii_7_Custom_ISTD_Summary.xltx.

2 Delete the Volume column.
Hint: you only click the column
header if you want to delete the
column.

3 Move the Barcode column.
You have to remove the filter
before you can move a column.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_7_Custom_ISTD_Summary.xltx,
where “jii" are your initials.

Find the Sequence Table.

Select the column labeled Volume and
the cell beneath it. This column is the
eighth (8th) column in the table.
Right-click the Volume column and try
to click Delete > Table Columns. You
cannot because this command is
grayed out.

Click only the cell labeled Volume.
Right-click the Volume column and
click Delete > Table Columns. You can
delete this column now.

Find the Sequence Table.

Click the column labeled Barcode and
on the cell beneath it. This column is
the eighth (8th) column in the table.
Move the cursor to the edge of the cell
until thegursor changes to a four sided

arrow, ":ﬁ'

Click and drag the Barcode column
and try to move it between two other
columns. Excel displays an error
message that you cannot shift cells in
a filtered range or table.

Click OK in the error message.

* If you did not do the previous task,

example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

The Sequence Table has an Excel
filter added to it.

You cannot move a column if you
have added a filter to the table using
Excel. You cannot select a location
between two columns to move the
column to. Instead, you are asked
whether or not “to replace the
contents of the destination cells”.
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3 Customizing a table

Task 8. Move or delete a column in a filtered table in a Quantitative Analysis template

Step Detailed Instructions Comments
.‘"'-7-'5\\ 9~ g Table Tools
a -
= fome  msen Page Layout  Formulas Data Review  View Developer | Addns Acrobat. Design @ .- ax

%) Pracess Report [§ Cle.

Custom Toolbars

ar Results ¥ Add Data ¥ Add Graphics 4 Add Farmatting 3B Advanced Properties (3] Validate Design & i@

- fx | sampleiD

A
1 |Batch Info

2 |Batch Data Path
3 |Analysis Time

4 | Report Time
5

6

7

Last Calib Update

B G D

< ~
x

“Analyst Name

" Reporter Name *
" Batch State

12 |Quantitation Results

13 | CMi

epeat

16 |52

17

18

19

20 |CMD:EncRepeat
W 4 b M| Options

CompoundID
C 1D ~ Formula

= |PeaklD

CompoundID
Design-Summary ]

~ | Acquisition File [.7| Sample Naj ~

Target Compound

oA

Select a single range and cick the command again.

The command you chose cannot be performed with multiple selections.

If you try to move the
Barcode column, Excel
shows you this error or a
similar error.

~ Name

~ | RetentionTim

| CompoundT| v Data File [~ Compound |- |ISTD

Drag to move cell contents, use Alt key to switch sheets

Figure 51

80

Afilter is added to the Acquisition File column

f

Click the column labeled Acquisition
File. This column is the eighth (8th)
column in the table.

Click on the arrow in the cell labeled
Acquisition File. This column is the
third column in the table.

Click Text Filters > Contains. The
Custom Auto Filter dialog box is
opened.

Write down the filter. This filter is
“contains Cal or BIk".

Click Cancel.

Click on the arrow in the cell labeled
Acquisition File. This column is the
third column in the table.

Click Clear Filter From “Acquisition
File”.

~ | sample Ty~

.

0 oo

ExpCd~

:

[ 3
BT e o

Moving a column in a filtered table
is a four step process:

Write down the filter.

Remove the filter.

Move the column.

Add the filter again.

Agilent MassHunter Workstation Software Reporting Familiarization Guide



Customizing a table

Task 8. Move or delete a column in a filtered table in a Quantitative Analysis template

Step Detailed Instructions Comments
.«E;,‘ a9 - s pfh_7_Custom_ISTD_Summary.xltx - Microsoft Excel Table Tools - x
)
Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design o - x

% Process Report | § Clear Results ¥z Add Data ¥ Add Graphics ${ Add Formatting % Advanced Properties | Validate Design @) @

Custom Toolbar:

Remove the filter from the
column.

| B bl S ‘ Barcode
A B c D E E G H J
1 |Batch Info b b 3 b
2 |Batch Data Path .
3 |Analysis Time B Y Analyst Name 3
4 |Report Time 5 " Reporter Name * 5
5 |Last Calib Update " Batch State b
6
7 |Sequence Table
g |sampisiD ~ | Locatios [~ Acquisition File [37 sample Na[ | Level [~ |sample Tyl ~ | Aca Method Fi ~ | sarpieposiid » | Trayilame |~ [Barcode =
10 41| sotapez
o %l sortzfon
12 Quantitation Res -
13 paat Sur;‘u\nr »
K Clear Filter From "Acquisition File” |Formula |~ |Name |~ |RetentionTim| ~
, | Target Compo )
FeallD  [v|Compoundr[ v Data File [+ Compound [~ /1STD ~ sample Ty r ExpCd

Text Eilters »

[ (select al)
[ Blanks)

20 |CMD:EndRepeat
H 4k M| Options

Ready 0 of 1 records fi

[EEEFTNE

1)

The filter is removed from the Acquisition File column

Figure 52

Move the Barcode column directly
after the Acquisition File column.
Click on the arrow in the cell labeled
Acquisition File. This column is the
third column in the table.

Click Text Filters > Contains. The
Custom Auto Filter dialog box is
opened.

Type Cal in the first text field.
Click Or.

Select contains in the second box.
Type Blk in the second text field.
Click OK.

—_—

Follow the instructions in “Task 4.
Move a column in a table” on

page 62 to move the Barcode
column.

Follow the instructions in “Task 7.
Add afilter to a table” on page 74 to
add the filter to the Acquisition File
column.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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3 Customizing a table

Task 8. Move or delete a column in a filtered table in a Quantitative Analysis template

Step Detailed Instructions Comments
ey = pfh_7_Custom ISTD_Summary xltx - Micrasoft Excel Table Tools _ m X
= s x

Insert  Pagelayout  Formulas  Dfta

%) Process Report |4 Clear Results 5 Add Data ¥y Add Graprjes = Add

Review

View  Developer | Adddns | Acobat Design

Formatting ¥ Advanced Properties & Validate Desion &) @)

Cifstom Toolbars

The Acquisition File column
has the text filter again.

‘ D8 - § Fe ‘ Barcode

A B C D
Batch Info
Batch Data Path
Analysis Time

~ <
«

" Analyst Name | °

Reporter Namg

PEVEPLIPEY

Last Calib Update “Batch State

1
2
3
4 Report Time
5
6
T

= | Location ~ | Acquisition File | ;T{Barcode

Quantitation Result's
Repeat CompoundID

~ Formula
Target

20| CMDiEndReneat
4 4 » ¥ | Options

ComooundID
Design-Summary

Z

- Vl

~|sampletid | Level [+ |Sample Type [+] Acg Metho(~ s

- |Name

compound 3
+|CompoundT| + | Data File [+ | Compound

= |RetentionTim v

~ 157D ~|Sample Ty ~

Ready 0 of 1 records found |

W 5
[EIEE RN —o]

The Barcode column is now
_1|| after the Acquisition File
column

Exp Cd =

Figure 53

4 Delete the Resp Ratio column.
You can click the column header
or both the column header and
the cell below if you want to
delete this column.

5 Move the Final Conc column to
directly after the Exp Conc column.
You do not have to remove the
filter before you move this
column.

82

Find the second table in the
Quantitation Results section.

Click the column labeled Resp Ratio
and on the cell beneath it. This column
is the thirteenth (13th) column in the
table.

Right-click the Resp Ratio column and
click Delete > Table Columns. The
column is deleted.

b

Find the second table in the
Quantitation Results section.

Click the column labeled Final Conc.
This column is the twelfth (12th)
column in the table.

Move the cursor to the edge of the cell
until the gursor changes to a four sided
arrow, "}S"

Click and drag the Final Conc column
and move it after the Exp Conc
column.

b

The Barcode column is moved and the filter has been added again

The second table in the
Quantitation Results section has a
filter added to it using the Advanced
Properties dialog box.

Follow the instructions in “Task 4.
Move a column in a table” on
page 62 to move the Final Conc
column.
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Customizing a table 3
Task 8. Move or delete a column in a filtered table in a Quantitative Analysis template
Step Detailed Instructions Comments
T 4_.-1\-‘ (= s pfh_7_Custom_ISTD_Summaryxitx - Microsoft Excel Table Tools - x
33/ Haome Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ x
%) Pracess Report [§ Clear Results 5 Add Data % Add Graphics %5 Add Formatting % Advanced Properties | Validate Design @) @
Custom Toolbars
K16 - ﬁr‘ inal Conc .
B c D E E S H 3 K The Barcode column is
: : after the Acquisition File.
3 Y Analyst Name ™
4 “Reporter Name e
5 “Batch State " h
: v
8 Location ~ Acquisition File .7 Barcode |~ |SampleNa ~ Level |~ Sample Type |~ Acg Methot ~ sompierosit » | Trayiame xlVvia N N
0 The Final Conc column is
125 after the Exp Conc.
13 | CompoundID
14 |CompoundID ~ Formula [+ |Name ~ |RetentionTim +
15 Target Compound )
c = |PeakD ~ | CompoundT| v | Data File [~ Compound [~ |ISTD ~ Sample Ty ~ Exp Cd ~ Final Cc ~
:s - "
18
19
20 | CompoundID
M 4 b ¥ Options | Design-Summary <% Im |
Ready | 22 |68 O m] 00%,) 0 )
Figure 54  The Barcode column and the Final Conc column are moved
6 Test the changes to the template.  a Click Process Report. » The Process Report command is
b Click the Browse button. part of the MassHunter toolbar in
¢ Navigate to the DrugsOfAbuse\ the Add-Ins tab in the Ribbon.
QuantReports\Drugs0fAbuseDemo
folder.
d Select report.results.xml.
e Click Open.
f Click OK.
g Find the Sequence Table. The only
acquisition files that are included
contain either Cal or BIk.
h Find the Quantitation Results table.
The only acquisition files that are
included have an expected
concentration that is not blank. All of
the blanks and samples have been
removed.
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3 Customizing a table

Task 8. Move or delete a column in a filtered table in a Quantitative Analysis template

Step Detailed Instructions Comments
4_.-1\- =9~ = pfh_7_Custom_ISTD_Summary.xltx - Microsoft Excel -
2)
" Home Insert Page Layout Formulas Data Review  View Developer Add-Ins Acrobat -2 Xx

Cystom Toaihar:

%) Pracess Report [§ Clear Results 5 Add Data ¥ Add Graphics 45 Add Formatting % Advanced Properties | Validate Design ) @

va - £

A/B[C|DIE[F|G|H|I[J]|K|L[M[N
Report Time 1/18/2010 11:18 AM
Last Calib update 1/18/2010 11:13 AM

4
5
B
7 Sequence Table
8
]

16 Quantitation Results

The Barcode column is

Reporter Name
Batch State

Processed

3

Acq Method File
APClautotune.m
APClautuhune.m
APClautetune.m

O/PIQ|RIS|TIU[V W X|¥ Z AAABACADAE AFAGAH Al AJAKALAMANAO

moved to after the
Acquisition File.

v
Location Acquisition File Barcode Sample Name Level  Sample Type
Laboratory 1 CMAMBK_01.d BarCode1 CMAM_01 Blank
10 |Laboratory 1 CMAMCal_L1d BarCode 123456 CMAM_06 £ Calibration
11 |Laboratory 1 CMAMCal_L2.d BarCode 1234567690 CMAM_10 L2 Callbration
12 Laboratory 1 CMAMCal L3.d BarCode 12345678301 =
13 Laboratory 1 CMAMCal_L4.d BarCode 1345678301234 CMAM_14 L4 Calibration
14 |laboratory 1 CMAMCal_L5.d BarCode 12356778301234567 CMAM_17 L5 Calibration

17  Target Compound Amp

18 Data File ‘Compound ISTD Sample Type ExpConc Final Conc  Resp ISTDResp Accuracy

19 CMAMCal_LL.d Amp Amp-dS Calibration 2.5000 3.3303 658 133.2

20 |cMamcal L2.d Amp Amp-dS Calibration 5.0000 5.7475 1052 1149

21 |cMamCal L3.d Amp Amp-dS Calbration ~ 12.5000  13.6808 2673 109.4

29 cMaMCal L4.d Amo Amp-ds Callbration 25,0000 26,7560 4952 107.0

H 4 b M| Summary %] [4] . !
Ready | 2] BT Ne)

APClautotune.m
APClautotune.m

o

Figure 55

7 Save the changes to the template
iii_8_Custom_ISTD_Summary.xltx.
You have to clear the results
first.

84

Verifying that columns are moved in both filtered tables

The Final Conc column is
moved to after the Exp Conc
column.

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_8_Custom_ISTD_Summary.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

+ The Save as type is Excel Template

(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\

Report Templates\ Quant\en-US\
Letter\ISTD\Parts folder.
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Agilent MassHunter Workstation Software Reporting
Familiarization Guide

Exercise 4
Additional ways to customize a table

Task 1. Add a table to a template 86

Task 2. Format a table (Transposing and Hiding headers) 92

Task 3. Add a formula column to a table 95

Task 4. Add an ISTD column to a Quantitative Analysis template 100
Task 5. Add a column that is already mapped 104

In these tasks, you learn additional ways to customize a table.

Each exercise is presented in a table with three columns:

e Steps — Use these general instructions to proceed on your own to explore
the program.

¢ Detailed Instructions — Use these if you need help or prefer to use a
step-by-step learning process.

¢ Comments — Read these to learn tips and additional information about each
step in the exercise.
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4  Additional ways to customize a table

Task 1. Add a table to a template

You can easily add a table to a template by using the commands in the Add
Data menu in the Add-Ins tab in the Ribbon. A different set of commands is
available for Qualitative Analysis templates and Quantitative Analysis
templates. Also, different types of Qualitative Analysis templates have
different sets of commands.

When you add a table to a template using the Add Data commands, a new XML
map is added automatically. If you remove this table from the template in the
future, make sure to also delete the XML map that was created. Reports print
more quickly when you have fewer XML maps. You can delete unused XML
maps in the using the XML maps button in the XML Maps dialog box which
you get to by clicking the XML Maps button in the XML Source pane.

Task 1. Add a table to a Qualitative Analysis template

Step

Detailed Instructions

Comments

1 Open the Qualitative Analysis
template, \MassHunter\Report
Templates\Qual\Letter\
iii_CustomAnalysisReport.xltx.

2 Add a second table to show
additional Sample Information.
Add the table inside the Repeat
section.

86

a Follow the instructions in “Task 1.

Open a Qualitative Analysis
template” on page 32 to open the
template,
iii_CustomAnalysisReport.xltx, where
“Iii" are your initials.

Find the first table in the template. The
first two items are ItemID and Data
Filename.

Click on the first cell in row 5. The
rows below this row are very narrow.

+ If you did not create this template,

example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

The first table is repeated for each
file in the results. The Report
Designer repeats all of the rows
between CMD:Repeat and
CMD:EndRepeat for each data file.
The ItemlD is different for each data
file.
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Task 1. Add a table to a Qualitative Analysis template

Additional ways to customize a table 4

Step Detailed Instructions Comments
o) = s pfh_CustomAnalysisReport.xitx - Microsoft Excel - = x
+)
= T FITT AT PO e T TeTT TIETETOTET sy TTOTET o

[ Clear Results 3 Add Data ¥ Add Graphics $5 Add Formatting 3% Advanced Properties | Validate Design &) i@

=) Process Repart

Custom Toolbars

Click on this cell in the
template.

| - 1&—=

1z A B c D E: = G

2 |cMDRepeft  1remm
3 |Tremn ~ | Data Filenam ~ | Sample Ham{ + | Sample Type| ~ | Position

U | cyniEndDapest | TamIn

H

| Instrument Name [ | User Ham{ ~ | Acq Metho| ~ | Acquired Time

| 1lK]

The current position in the
template is shown here.

F
13 |CMD:Repeat.

ATl of the rows between the

CMD:Repeat row and the
CMD:EndRepeat row are
repeated for each ItemiD.

I ItemID identifies different

30 Moise Regions ¥

= 1

Figure 56  Selecting the first cell in row 9

¢ Click Add Data > Sample Information
in the Add-Ins tab in the Ribbon.

=N | g pfh_CustomAnalysisReportxitx - Microsoft Excel
i)
" Home Tnsert Page Layout Formulas Data Review  View Developer Add-Ins Acrobat

%) Process Report 4 Clear Results | ¥ Add Data| ¥ Add Graphics %= Add Formatting ‘3 Advanced Properties | Validate Desion @ @
sample Information

User Chromatogram Peak Table
User Spectrum Peak Table

Tt=miD
Te fhemiS ~ragmentor Yolt =] Callision Enerd~] lonization Mod -
18 f
19 |1tem0 > | PlotFile A
20 Y
2
22 |Integration Peak List
3 '}Peak - [Start ~[RT '}[nd '}Heigllt ~[area ~[Area % |-[Signal To Noise
5
= } Noise Type |- }Siglml Definiti - }Noise HMultiphl — }Moise Value -J}

data files.

+ Extra rows are automatically added
to the template for the new table.

@-=*  Click this command. The
new table is added below
row 5.

AS - Fx | Compound Chromatogram Peak Table
1]z A B Compound Spectrum Peak Table F G H 1
2 |CMDiRepeat Itenio Formula Column
3 |Ttemn [~ Data Filenani ~ ~ Name [~ | User Nam¢ ~ | Acg Metho( ~ | Acquired Time
4

5

13 |CMD:Repeat ItemID

The commands in the Add
Data menu are different for
the Qualitative Analysis and
Quantitative Analysis
Program. Different types of

Qualitative Analysis
templates also have different

commands.

76 termic) = ragmentor Yolt[=| Collision Enerd~) lonization Mod -
7 ]
T8
19 |1rem0 ™ PlotFile =
20 i
2
22 ion Peak List
0] ~[Peak ~[start ~[RT ~[end =~ [Height ~larea ~larea % [~[Signal To Noise
I [ [ [ [ [ [
-
- [Hoise Type |~ [Signal Definiti -~ [Noise Multiplil - | Noise Value -1
| [ [ [ B

~

30 |Noise Regions
AW lrramm B

Add a second Sample Information table.

~TEnd =1

Figure 57
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4  Additional ways to customize a table

Task 1. Add a table to a Qualitative Analysis template

Step Detailed Instructions Comments
= = s e . " "
) = - —_
7 |ome mnset  Pagelaost  Formulas  Data  Review  View  Developer | Adddns | Acobat | Design @ - = x| The new table is added
%) Pradpss Report [ 4 Clear Results 5 Add Data ¥ Add Graphics 45 Add Formatting % Advanced Properties | Validate Design €} 1@
A below row b.
Custom Toolbars
[ S - ( x| DataFile
e A B c D E E G | XML Source ~ X
4 [cMD:Repeat Iten1p o X | .
$nenm ~ | Data Filenani v | Sample Ham{ ~ | Sample Type! ~ | Position + | Instrument Name | + | User Hamé ~ | | X:L ma::” T‘s siiic ¢ = The XML soul’ce pane Is
eport_Map
opened automatically.
6 1temn [~ [Datarle ]v]sample nam{=] sample Type ~] Position = Instrument name [~ user namd=] | (=] AnalyssD
0 3 e When a table is added, a
= comment .
L - = Daetind new XML map is
L = R it =] DAMethodNam .
[ S ) G ometnaray automatically added.
2 = DataFile
1? CMD:EndRepeat  ItemID = DeviceType
R e = pilution
20 =) EquilibTime
2T [iemis) ~J'ragmentor Yolt!-| Collision Enerd -] lonization Mod - & tjPosition
;é = Injvol
= Instrumentha
24 | 1remin ~ | PlotFile - . =L — N
25 5
2 To map non-repeating elements, drag
27 = g the elements from the tree onto the
Peak List worksheet where you want the data
28 [TtemiD '}Pmk '}Starl vln‘r vlznd 'IHEigllt 'Inrea 'P to appear.
29

Figure 58 Add a second Sample Information table.

3 Compare the columns in the two a Click on the Data Filename columnin  + You can only map an item from an

tables. the first table. The XML map is XML map one time. If you want to
The XML Map changes Report_Map. map an item a second time, you
depending on which table you b Click on the Data File column in the need to add a second map. This
are looking at. second table. The XML map is second map is added automatically
The names of some of the Report_Mapl. when the new table is added.

columns are different.

4 Change the second table toinclude a Click on the Sample Name columnin  + You can delete more than one table

only the following columns: the second table. The XML map is column at the same time.
ItemID Report_Map1. + Follow the instructions in “Task 2.
Data File b Delete all of the columns in the table Delete a column from a table” on
Injector Volume that are after the Data File column. page 56 to remove the columns.
Dilution
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Task 1. Add a table to a Qualitative Analysis template

Additional ways to customize a table 4

Detailed Instructions Comments
- ,’1\.‘ (=] = pfh_CustomAnalysisReport.xitx - Microsoft Excel =
237
Home  Insert  Pagelayout  Formulas Data @ - o x
9] Process Report 4 Clear Results ¥ Add Data ¥ Add Graphics 4= Add Formatting 3 Advanced Properties |] Validate Design @ @
Custom Toolbars
5] - § Fx | Sample Name ¥
A B D EXMLS{)MI‘C& v x
2 |cMD:Repeat  Ttemmo
3 |1temmn ~ | Data Filenam + | Sam| Tahoma + 8 = A" »” § + % 9+ | [+]Instrunfent Name [~ | User Namé = || f‘MLmaps'"““s T _
4 BIEi-O-A-BNE ., |
: Lo4-A == Select the columns that you
§|rten  [ZataFile  [x[oam = o] EailtTine want to delete. Right-click
7 | % cut = InjPosition *
= mjvol H
; G cony S and click Delete > Table
9 B paste 2] Instrumentfia:
= 5 =] RMstatus Col All of th |
- e Paste Special.. 7 Ttemm olumns. of the columns
13 g
LevelName
B a = i that are selected are
16 |CMD EndRepeat TtemID -
e Insert ] PlateCode d
= e Delete > ] Platepositon removed.
20 = =} RackCode
ZT iieimits ~Jiragmentor Voit] Coll Seledt > = RackPosition
;; Clear Contents = sampleln
24 |1remtn = | PlotFile - S Lz e —rw—
Filter v £ 2
- To map non-repeating elements, drag
Table L the elements from the tree onto the
L R 7']“@“74‘?'“ EEEES
2

Figure 59  Delete multiple columns in the second Sample Information table.

¢ Click the Data File column in the * You click on one of the items in the

table first to make sure that the

d Add the mapped columns, InjVel and correct XML map is selected. All of

the columns in a table are mapped

e Rename the InjVol column to Injector using the same XML map. The

Report_Map1 map is selected.

* Follow the instructions in “Task 6.
Add a mapped column to a
table” on page 70 to add the
columns.

* Follow the instructions in “Task 1.
Rename a column header in a
table” on page 53 to rename the
columns.
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4  Additional ways to customize a table

Task 1. Add a table to a Qualitative Analysis template

Step Detailed Instructions Comments
4_.-1\- =9~ s pfh_CustomAnalysisReport.xdtx - Microsoft Excel Table Tools B
i) =
- Insert Page Layout Formulas Data Review  View Developer | Add-Ins Acrobat Design © - = x
%) Pracess Report [§ Clear Results 5 Add Data ¥ Add Graphics 45 Add Formatting & Advanced Properties | Validate Design ) 1@
‘ (Sl The Injector Volume and
D6 - g Jx | Dilution ¥ . .
Dilution columns are added to
ile A B c D E E G ﬂleSonncE v x
2 |CMD:Repeat Tremin 5
3 |Ttemin + | Data Filenan v | Sample H§m{ ~ | Sample Type] ~ | Position < Tnstrument Hame [+ User Namd]{ || XML maps in this workbook: . the Second table'
2 Report_Map1 v
5 y =] AnalysisFileNal &
§ stemio  [zpatarle  [~[msector vol~ [oiunon -] < = = m
7 N = BalanceOverride
8 = Barcode
: 3 o You can change the
o =] DAMethod =
P ) Daethochiame formatting for each column
ook 2] DAMethodPath .
16 Gibindesea_1teno g paere using standard Excel
| . .
Rk features in the Home tab.
20 2 EquilibTime
ZT [itemit) ~'ragmentor Yoit[=] Collision Enerd=] lonization Mod~. = tnjPosition
;é = 1njvol
=] Instr 1t
24 [1remin ~ | PlotFile ~ 4 Instrumentfiame.
55 < >
2% To map non-repeating elements, drag
= S the elements from the tree onto the
Iintegratum Pealk Lest _ worksheet where you want the data
28 [TtemID ~[Peak ~[Start -[rT ~[End ~ [Height ~[Area =T o appear.
29 I I I I I I
Figure 60  The Injector Volume and Dilution columns are added to the second table

5 Test the changes to the template. ~ a Click Process Report.
b Click the Browse button.
Navigate to the \MassHunter
\Reports\ Temp folder.
d Double-click one of the folders
contains analysis results.

e Select Report.xml.
f Click Open.

g Click OK.

h

Dilution columns.

90

» The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

that

Find the Injector Volume and the
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Additional ways to customize a table 4

Task 1. Add a table to a Qualitative Analysis template

Step Detailed Instructions Comments
| - = . <
(=" P eisfepor -
a _ ] .
/' tome | inset  Pagelayout  Formuls  Data  Review  View  Developer | Adddns | Acobat @ - o x The first table is tl’ansposed
%) Pracess Repoif [§ Clear Results 5 Add Data ¥ Add Graphics 45 Add Formatting % Advanced Properties | Validate Design ) 1@ and shoWs the information
next to the column header.
Custom Toolbars

AL - £ ¥
_ABCiEFGH\JKLMNOPORSTUVWXYZAAABACADAEAFXMLSO,ME =
2 Data Filename sulfas_Poshs.d SampleMame  1ng sulfas O et e i
3 Sample Type Sample Position P1F1 —_—
4 Instrument Hame QTOFPP1 User Hame | [Report Map |
5 Acg Method sulfas_PosMSonly_demo.m Acquired Time  3/16/2008 3:23:01PM = start &
§ IRM Calibration Status DAMethod  Defauitm = symn
7 _Comment _1 Tailiny
8| DataFile suffas_PosMS.d  InjectorVolume 1 : — nj width

. 1L Userspectra
| E 1 & peconm The second Sample
= Itemd .
12 User Chromatograms & & Potinage Information table shows the
= Yo .
15 FragmentorVoltage 125 CollisionEnergy 0 lonization Mode ESI < o |n]ect0r Volume and the
x10 8 |*ESI TIC Scan Frag=125.0V sulfas_PosMS.d ;anp nn:?eamg ?emenz.;rag Dilution
e elements from the tree onto the .
5 0791 1205 worksheet where you want the data
ta appear.

2 To import data, use the Import XML

n o325 Data button on the List toolbar.
H 4 4. Report (% |
Ready | 1 |28 (O EC] omee ) U o

Figure 61  Verifying a new Sample Information table is added to the template

Click Clear Results in the Add-Ins tab
in the Ribbon.

6 Save the changes to the template. a
You have to clear the results

« The Save as type is Excel Template
(*.xltx) for most reports. If the

first. b Click the Microsoft Office Button and report you are modifying has the
You save the template to the then click Save As and click Other extension .XLT, then the Save as
new name, jii_1_Custom Formats. type selection is Excel 97-2003
AnalysisReport.xltx. ¢ Inthe Save As dialog box, type Template (*.xlt).
iii_1_CustomAnalysisReport.xltx. If you change the Save as type, the
d Verify the folder selected in Save in is folder is automatically changed to
correct. the Microsoft Templates folder.
e Click Save. Navigate to the \MassHunter\

Agilent MassHunter Workstation Software Reporting Familiarization Guide

Report Templates\Qual\en-US\
Letter folder.
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4

Additional ways to customize a table

Task 2. Format a table (Transposing and Hiding headers)

You can easily format a table using the commands in the Advanced Properties
dialog box in the Add-Ins tab in the Ribbon.

When a table is first added to a template, it is not transposed. The column
headers appear in one row and the values appear directly below the column
headers. If a table is transposed, then the “column headers” appear next to the
values instead. Each column in the table is either printed in its own row or in

a series of columns across the page. A few tables (for example, the Sample
Information table in the Qualitative Analysis program) are transposed by

default.

Another way to format a table is to hide the column headers. If you add a
repeating section, you can turn on this feature to avoid repeating the column
headers throughout the report.

Task 2. Format a table in a Qualitative Analysis template

Step

Detailed Instructions

Comments

1 Open the Qualitative Analysis
template, \MassHunter\Report
Templates\Qual\Letter\

iii_1_CustomAnalysisReport.xltx.

2 Format the second table.
Do not transpose the second
sample information table.
Set the width of each column to
15.

92

a Follow the instructions in “Task 1.

Open a Qualitative Analysis
template” on page 32 to open the
template,
iii_1_CustomAnalysisReport.xltx,
where “jii"” are your initials.

Click on a column in the second table.

Click Advanced Properties which is
part of the MassHunter toolbar in the
Add-Ins tab in the Ribbon.

Clear the Table contents transposed
to check box.

Select each Column under Table
column properties.

Type 15 in the Text width field.

+ If you did not create this template,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

+ By default, when you add a Sample
Information table, the Table
contents transposed to check box is
marked. This check box is on the
Table tab of the Advanced
Properties dialog box.

* Normally, a table is shown with the
column headers in one row and the
information in the table below each
of these column headers. If a table
is transposed, then the column
header is printed next to the
information. You can specify how
many columns to use to show the
information.
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Task 2. Format a table in a Qualitative Analysis template

Additional ways to customize a table 4

Comments

The Table contents transposed to
check box is cleared.

Step Detailed Instructions
Advanced Properties.
Template | fesign Worksheet | cel Table
Table profertes Table column praperties
[~ Associdte with the following table o graphics Column Width Propertes  Filter
ItemID Hidden
I Hide ylagter row Data File 15
Injector Volume
I Table contents transposed to columns
Hide empty cells i
I™ wWrap columns across page 2
I™ Combine table rows starting at column t * Text Textwidth [~ 15
Copy rows x times across page 2 " Graphic Graphic size relative to page width Height
Use super-header u " Formula Preset graphics row height
" Hidden
Graphics layout
Column sort order Unsorted ¥ o o
I™ Continue graphics across the page
I Stack graphics vertically Fiter valve | = | Set Filter
Close
Figure 62  Changing table properties in the Advanced Properties dialog box

3 Format the first table.
Hide the header row.

4 Test the changes to the template.

0o T o

Click on a column in the first table. .
Click the Advanced Properties dialog

box.

Mark the Hide header row check box
under Table properties.

Click Close.

Click Process Report. .
Click the Browse button.

Navigate to the \MassHunter

\Reports\ Temp folder.

Double-click one of the folders that
contains analysis results.

Select Report.xml.

Click Open.

Click OK.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

The width of each column in the
table is set to 15 using the Text width
field.

You do not need to close the
Advanced Properties dialog box to
switch to a different table.

The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.
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4  Additional ways to customize a table

Task 2. Format a table in a Qualitative Analysis template

Step Detailed Instructions Comments
I _,n\, = s pfh_1_CustomAnalysisReportxitx - Microsoft Excel -
i) =
= Home Insert Page Layout Formulas Data Review  View Developer Add-Ins Acrobat © - = x
%) Pracess Report [§ Clear Results 5 Add Data ¥ Add Graphics #5 Add Formatting % Advanced Properties [ Validate Design ) 1@

Custom Toolbars

The first table is transposed
and the header row is hidden.

[ AL -4 £

2 sufdy PosMs.d
3 Sample
4 |QrOFPPL

tng sulfes
P1F1

AlB[C|/D|/E[F|[G/H|[I[J|K[LIM|N|OIP|Q|RIS|[TIU|V|W X|Y]|Z AAJABAC|AD AE AF|AGAH| Al |AJIAK|AL|AM AN AGE

5 |sulfas_PosMSonly_demo.m 8/16/20089:29:01PM
- e
7

v

8 [pata File Injector Volume Dilution
9 fulfas_PosMs.d K1

10

! |

12 User Chromatograms

The second Sample
Information table is not
transposed. The column

14

15~ Fragmentor Yoltage

%108 | *ESITIC Scan Frag=125.0V sulfas_PosMS.d

5 Collision Energy 0

6 0791

H 4 b M| Report %]

125
5
4 0325

Ionization Mode ESI

header is above the
information.

T

Ready | &3 \ 100% (=)
Figure 63  Verifying a new Sample Information table is added to the template

5 Save the changes to the template,
iii_2_CustomAnalysisReport.xltx.
You have to clear the results
first.

9

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_2_CustomAnalysisReport.xltx,
where “jii"” are your initials.

Verify the folder selected in Save in is
correct.

Click Save.

+ The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

+ If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Qual\en-US\
Letter folder.
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Additional ways to customize a table 4

Task 3. Add a formula column to a table

In this task, you add a formula column to a table. In the Add Data menu, you
click the Add Formula command to add a column to the table that contains a
formula. An Excel comment is added to the cell to let the Report Designer
Add-in know that the column contains a formula.

In this exercise, you will add a simple formula to a column in a table. To learn
more about formulas, please refer to the online Help for Microsoft Excel. Also,
many books have been written about creating formulas in Microsoft Excel.

Task 3. Add a formula column to a Qualitative Analysis table

Step

Detailed Instructions

Comments

1 Open the Qualitative Analysis
template \MassHunter\Report
Templates\Qual\Letter\
iii_2_CustomAnalysisReport.xltx,
where jii are your initials.

2 Add a formula column.
Add it to the right of the column
End in the Integration Peak List
Table.
Label the column PWFH.
Change the formula to show the
difference of the start of the
peak and the end of the peak.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

a Follow the instructions in “Task 1.

Open a Qualitative Analysis
template” on page 32 to open the
template,
iii_2_CustomAnalysisReport.xltx,
where “jii"” are your initials.

Find the table labeled Integration
Peak List.

Click on the cell containing the words
End. This column is the fifth column in
the table.

Click Add Data > Formula Column in
the Add-Ins tab in the Ribbon.

Follow the instructions in “Task 1.
Rename a column header in a

table” on page 53 to rename the
column to PWFH.

Click the Formulas tab in the Ribbon.
Hide the XML Source pane, if it is
visible.

If you did not do the previous task,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

The Add Data > Formula Column
command adds the column to the
right of the column selected.
PWFH is an abbreviation for Peak
Width Full Height.

You can manually enter formulas if
you know the syntax, without using
the Excel Function Arguments
dialog box.
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4  Additional ways to customize a table

Task 3. Add a formula column to a Qualitative Analysis table

Step Detailed Instructions Comments
.ﬁn\ (= % s pfh_2_CustomAnalysisReportxitx - Microsoft Excel Table Tools - =
)
= Home  Insen Page Layout | Formulas Data Review  View Developer  Add-Ins Acrobat Design @ -2 X
j. Autosum v 7 Logical © T Lookup & Reference - g - Define Mame - T Trace Precedents W ‘Tj‘ |4 3
ln:::t ﬁ; Recently Used ~ _A Text ~ @Mam & Trig ~ = £ Use in Farmula =% Trace Dependents <§> - ;fam CE‘LU—;‘ o _‘ ThIS tab in the Rlbbon helps
Fundtion & Financial = [ Date & Time ~ (] Mare Functions - Manager EE Create from Selection || j, Remove Arrows ~ &) | window | Optiops - L
Function Library Defined Names Formula Auditing Caleflation you add a formula to the
£29 - ( gx Eg;;g;gggg gg;re - .
— = - - = z = = E — | table. For information about
6 |1temin ~ DataFile ~ Injector Volu ¥ | Dilution - -
7 formulas and functions, see
8 4 . .
9 “| the online Help for Microsoft
M - Excel 2007 or Excel 2010.
16 |ClD EndRepeat  Temto
a7
20
ﬂ temil ~Fragmentor Voit-| Collision Enerd~] lonization Mod - The new column PWFH isto
23 -
Wlrien  Feltrie [E the right of the End column.
25
= The Excel comment,
27 Integration Peak List m " -
28 [TtemiD ~[Peak = [start ~IRT ~[end ~JPWEH -In o ~[Area % FormUIa [ added to th's
29 } } } } |Enter formuls here I } I
3 |
4 4 » ¥ | Design - Options .~ %1 [T m ) column.
Cell F28 commented by Patricia A. Henry [EEEET e s o

Figure 64 Add a formula column to the right of the End column.
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g Click the Insert Function button in the
Function Library group in the Formulas
Tab in the Ribbon

h In the select a category list, select
Math & Trig.

i Inthe Select a function list, select
SUM.

j Click OK.

k Click the Number1 box in the Function

Arguments dialog box.
I Click the cell in the End column that is
next to the formula cell. This cell
contains the actual results.
Click the Number2 box.
Type - in this box.
Click the cell in the Start column that
is in the same row as this formula. The
reference to this cell is added after the

uon

Click OK.

o =

"

By placing a “-" in the Number2
box, you are actually subtracting the
second number.

Excel allows you to create many
different formula. This is only one
simple formula that you can enter.
To show the formulas in a template,
click the Formulas tab. Under
Formula Auditing, click the Show
Formula button. You have to turn
this feature off before trying to
process the report.
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Task 3. Add a formula column to a

Qualitative Analysis table

Additional ways to customize a table

1

Step

Detailed Instructions

Comments

== T, s
rngy A
=73
= AutoSum -

i

Home  Insert Data

Formulas

Page Layout
@ Logical
A Te

7 Date & Time

Recently Used

Financial

Function Library

Table Tools
Review  View  Developer  AddIns  Acrobat Design
2 Define Name P Tra

nts 1)

=F Tra

#2 Use in Formula ~

r B8 Create from Selection || 7

Defined Names

Calculation

[

| SUM O Ny Function Arguments

z A B c SuM
2 = 5 = o Number1 -0
6 |TtemID ~ Data File *  Injector Volu ¥ | Dilution|
i Number2 | -List1[[#This Row], [Stard]]| 0
8 Number3 =
2

l - |13

. [T
16 |CHD Endrepeat =8
i Eremp Adds all the numbers in a range of celk.
o S Number2: number1,number2,... are 1 to 255 numbers to sum. Logical values and text

20 ) are ignored in cells, included if typed as arguments.,
2T |iteric = ragmentor Yolt(=] Callision Enerd~] lonizati
P
23 k )
24 |1tem1D |= PlotFile - a0
% ; ot
27 | Integration Peak List
28 [TtemiD [-[Peak ~[start ~[rT =[end ~TPFwH ~IHeight  [-JArea ~[Area %
29 I [ [ I |this Rowl [stard) [ I [
30 | [ | | [ T

W 4 » ¥ | Design < Options - ©d

Figure 65 Using the Insert Function tool to add a formula to the RT Window column.

By clicking in the template,
you select the cells to add.
Excel automatically adds the
correct syntax to refer to this
cell.

Figure 66

.
| SUM - x v f] :survtusnignhis Rnw],[End]]IVL t1[[#This Row], [Start]])
[z A B [EL T 3f0] E F & H
5
6 Ttemn [v/pataFile [¥InjectorVolu x| Dilution -
7 .
8
|
|- : 137 - ‘
S
16 CMDEndRepeat TtemID
e b
20
ﬂ IremiD) (=ragmentor ¥olt.= Collision Energ~| Ionization Mod - |
23 | )
24|1cento =] PlotFile 3
25 .
26
27 Integration Peak List
28 [n - [Peak ~[Start ~[RT [~ [End ~JPFwH ~|Height |~ |Area ~[Area %
29 | | I | FumUstal[=Ths row] [
30 | | [ - — o
M« » ¥ | Design - Options ¥ [ m [
=] =0 e m— s

The formula has been added to the Integration Peak List table.

‘_fﬁ_'!\.‘ =] = pfh_2_CustomAnalysisReport.xitx - Microsoft Excel Table Tools _ = x
i =
- Home  Insert  Pagelayout | Formulas | Data  Review  View  Developer  Adddns  Acrobat Design @ - o x
ﬁ X Autosum - @ Logical © 3 Lookup & Referpm e = T ]
N b 9 &
[ Recently Used ~ (A Text - i Math & Trig - £P Use in Formula = (o .
Insert % Name atch || Caleulation [}
Function [ Financial ~ [ Date & Time - (i More Functio Managd E5' Create from Sel £ | e A 'ormUIa starts Wlth the
Function Library Defined Names Formula Auditing Calculation

equal sign. This formula is
a sum of the two items
listed. The blue part of the
formula refers to the value
in the End column. It is
color-coded to match the
outline of the cell in the
Integration Peak List table.
The green part of the
formula refers to the value
in the Start column. It also
is color-coded.
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4  Additional ways to customize a table

Task 3. Add a formula column to a Qualitative Analysis table

Step Detailed Instructions Comments

a Click the Add-Ins tab in the Ribbon. » The Process Report command is
b Click Process Report. part of the MassHunter toolbar in
¢ Click the Browse button. the Add-Ins tab in the Ribbon.
d Navigate to the \MassHunter

\Reports\Temp folder.

Double-click one of the folders that

contains analysis results.

Select Report.xml.

Click Open.

Click OK.

Find the Integration Peak List table.

The PWFH column contains the

difference between the End and the

Start of the peak.

3 Test the changes to the template.

= | =

(th N\ = i pfh_2_CustomAnalysisReport.xitx - Microsoft Excel
e -
Home  Insert Page layout  Formulas Data Review  View Developer | AddIns Acrabat

9] Process Report | § Clear Results ¥ Add Data ¥ Add Graphics ¥ Add Formatting 32 Advanced Properties | Validate Desian @ @

ustom Toolbar:

a1 = ] The new column PWFH is
A|B|CIDIE|IF|G|/H|I|Y|K|LIM|N|O|P|Q|R|S|T|U|V|W|X|Y|Z|AAAB|ACADAE|AFAGIAH|Al|AJAK AL AMAN AGE includedinthetableaﬂer

14
15~ Fragmentor ¥oltage 125 Collisign Energy 0 lonization Mode ESI the End column. Each ce" il‘l

%10 & | +ESI TIC Sean Frag=125.0V sifas_PosMS.d
i s this row contains the value
of End - Start.

6 0791

For example in the first row,
0.453 - 0.245 = 0.208.

5
4 0325
3
5 0518

01 02 03 04 05 0 7 08 09 1 11 12 13 14 15 16 17 18 19 2

16 Counts vs. Acquisition Time (min)

17 | Integration Peak List

18 [Peak [Start [RT End _|[PWFH [fieight Area Area %

19 1 o0.245| 0325 ms] 0.208[| 2s70828] 7153618 52.53
20 2 o047] o518 o8]l 018 779416] 2801693 20.57)
21 3| o7as] o.791] ooud| o.azs[] 4se0072] 1ave7sss 93.75
22 4| 1176] 1225] 1354 o.103[| soseoos| 13618505 100

W <> 0| Report 7l

Reaty | [ [EEEFTTNe

i

Figure 67  Verifying the formula column in the Integration Peak List table.
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Additional ways to customize a table 4
Task 3. Add a formula column to a Qualitative Analysis table
Step Detailed Instructions Comments
4 Save the changes to the template, a Click Clear Results in the Add-Instab  + The Save as type is Excel Template
iii_3_CustomAnalysisReport.xltx, in the Ribbon. (*.xltx) for most reports. If the
where jii are your initials. b Click the Microsoft Office Button and report you are modifying has the
then click Save As and click Other extension .XLT, then the Save as
Formats. type selection is Excel 97-2003
¢ Inthe Save As dialog box, type Template (*.xIt).
iii_3_CustomAnalysisReport.xltx, + If you change the Save as type, the
where jii are your initials. folder is automatically changed to
d Verify the folder selected in Save in is the Microsoft Templates folder.
correct. Navigate to the \MassHunter\
e Click Save. Report Templates\Qual\en-US\
Letter folder.
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4  Additional ways to customize a table

Task 4. Add an ISTD column to a Quantitative Analysis template

In the Quantitative Analysis program, a compound can be an internal
standard (ISTD). You can include information about the internal standard in
the same row in table as the related compound by adding an ISTD column.

Task 4. Add an ISTD mapped column to a Quantitative Analysis table

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template, \MassHunter\Report
Templates\Quant\Letter\ISTD\
Parts\iii_8 Custom_
ISTD_Summary.xltx template.

2 Add two columns to the Target
Compound table.
Add the Retention Time column
and change the name to RT.
Add the ISTD Retention Time
column and change the name to
ISTD RT.

100
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Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_8_Custom_ISTD_Summary.xltx.,
where “jii" are your initials.

Follow the instructions in “Task 6. Add
a mapped column to a table” on

page 70 to add the Retention Time
column to the end of the table.

Follow the instructions in “Task 1.
Rename a column header in a

table” on page 53 to change the name
of the column to RT.

Right-click the RT column header and
click the B button to make the header
match the font in the other headers.
Right-click the RT column header and
click the Format Cells command.
Click the Alignment tab.

Select Right (Indent) in the Horizontal
list. Click OK.

Click the RT column header.

Click the Add Data > ISTD Column
command.

Select RT from the Select Column
Dialog box.

Click OK.

If necessary, right-click the ISTD RT
column header and click the B button
to make the header match the font in
the other headers.

* If you do not have this template,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

* AnISTD column is added to the
right of the selected column.

* You can only add an ISTD column if
the corresponding column for the
compound is part of the table. That
is why you added the Retention
Time column first, and then you
added the ISTD column.

* (optional) You right-click the value
for the RT and the ISTD RT and click
the Format Cells command to select
the number category and to select
the number of decimal places.

* (optional) You can set the width of
the RT and ISTD RT column to



Additional ways to customize a table

Task 4. Add an ISTD mapped column to a Quantitative Analysis table

Step

Detailed Instructions

Comments

X

Select Column

Pick & column

SamplelD
CompoundID
ISTDCompoundID
PeakiD
CompoundType
Dats File
Compound

15TD

columns.

Exp Conc
Final Conc

Response
15TD Resp

Accuraci

oK Cancel

Figure 68  Select the RT column.

Some columns in this list start with the word ISTD. These columns are
already internal standard columns. Do not select any of these

The column ISTDCompoundID has to be part of the table in order to
add an ISTD column. This column is automatically added when you
add an ISTD column if it is not already included. the ISTDCompoundID
column is a hidden column.

Ready | 3

= ] s pfh_8_Custom_ISTD_Summary.xltx - Microsoft Exc
L)) .
iﬂ/ Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - o x
%) Process Report | § Clear Results ¥ Add Data ¥ Add Graphics 45 Add Formatting %8 Advanced Propetties |4 Validate Design @ 1@
Custom Taolbars
016 - fe| RT ¥
k d K, L b4 N 0 B xnL source v x
1
2 XML maps in this workbook:
3 QuanitationDataset_Map1 v
4 [E] ns1:RetentionTime IFY
5 (5] ns1i:RetentionTimeDeltalr
6 (] nsL:RetentionTmeWindon
7 (] nsL:RetentionTmeWindon
8 |Samplepostlm] TrayName =Jviai ~ (& nsLRetentionTmeWindon,
10 & nsLRightRetentionTimeDe
1 (5 ns1:RxUnlabeledIsotopicD
12 (] ns1:RylabeledIsotopicDiu
13 (3 ns1:SampleAmountLimitii v
14 v & | >
15 To map repeating elements, drag the elements
= 21 6 = = =) = = from the tree onto the worksheet where you want
15 STy Ep.co i Rq SOREy| Acurdr[ 7] 150 the data headings to zppezr.
18 i To import XML data, right cick an ML mapped cell,
19 paint to XML, and then cick Import,
o0 ¥ [options v | [ xmLmaps
W 4 M| Options | Design-Summary . ¥J hd

= T e0s Ol U

o

Figure 69

The RT column and the ISTD RT column are part of the table.

In the Target Compound
table, you cannot see the RT
column header because it is
hidden behind the arrow. If
you click on this column,
you can see the Column
Header in the Formula Bar.
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4  Additional ways to customize a table

Task 4. Add an ISTD mapped column to a Quantitative Analysis table

Step Detailed Instructions

3 Test the changes to the template.  a Click Process Report.

b Click the Browse button.
Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.
Select report.results.xml.
Click Open.
Click OK.
Find the Target Compound Table.
Scroll to the end of the Sequence
Table. The Barcode column is now the
last column in the Sequence Table.

o

o | o o

Comments

» The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

T 1) = s pfh_8_Custom_ISTD_Summary.xitx - Microsoft Excel e
Sa) =
= Home Insent Page Layout  Formulas Data Review  View Developer | Add-ns Acrobat. @ - = x
2 Process Report | § Clear Results ¥ Add Data ¥ Add Graphics 45 Add Formatting 3% Advanced Properties | Validate Design ) @
The last two columns in
Custom Toolbars
i = 7] Batch Info the Target Compound table
A B_ C_D E|IF|G/H[I|J|K|LIM/N|O|P|Q|R|S|T|U|V|W|X|Y]|Z|AAABACADAE AFAG|AH Al|AJAK Al arethe RT and ISTD RT
16 |Quantitation Results
17 | Target Compound Amp
18 |Data File Compound STD Sample Type ExpConc FinalConc  Resp ISTDResp  Accuracy
19 [cMAMCal_L 1.d Amp Amp-d5 Calibration 2,5000 3.3303 658 133.2 2,10050434 2.076037963 The RT column is the
20 |CMAMCal_L2.d Amp Amp-dS Calibration 5.0000 5.7475 1052 1149 210050434 2.076037963
21 |CMAMCal_L3.d Amp Amp-dS Calibration  12.5000 136808 2673 109.4 210050434 207603763 H H
22 |[cvAMCal La.d Amp Amp-ds Calbration 250000 26,7560 4952 107.0 210050434 2076037963 retention time of that
23 |cMaMcal Ls.d Amp Amp-dS Calioraion 1250000 1244842 18605 9.6 210050434 2.076037963) =
24 |CMAMQC_L2.d Amp Amp-dS Qc 5.0000 52293 1006 1046 210050434 2076037363 compo“nd- The ISTD RT
25 |CMAMQC_L4.d Amp Amp-dS QC 250000 278011 4715 11.2 210050434 2.076037963 . .
2 column is the retention
27 | Target Compound Cocaine . .
23 |Data File compound 151D sampleType  ExpConc FinalConc Resp  ISTDResp  Accuracy RT 1STD R time for the internal
29 |CMAMCal_LLd Cocaine Cocaine-d3 Calibration 2,5000 23077 5189 923 | 2.448179215 244791666
30 |CMAMCal_L2.d Cocaine Cocaine-d3 Calibration 5.0000 42681 9716 854 | 2448179215 244791666 standard for that
31 |CMAMCal_L3.d Cocaine Cocaine-d3 Calibration  12.5000 115535 25187 924 | 2448179215 2.44791666
32 |CMAMCal_L4.d Cocaine Cocaine-d3 Calibration 25.0000 25.2713 50703 101.1 2.448179215 2.44791666
33 |cMAMCal_Ls.d Cocaine Cocane-d3 Calbration 1250000 1250735 199967 1001 [2448179215 244791666
34 |CMAMOC L2.d Cocaing Cocaine-d3 oc 5.0000 42837 857 | 2448179215
W 4 F M| Summary ¥ - u |
Ready | 3 ‘ /(00 | 100880 (=)L) )

Figure 70  Verifying the RT and ISTD RT columns are added to the end of the table
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Additional ways to customize a table 4

Task 4. Add an ISTD mapped column to a Quantitative Analysis table

Step Detailed Instructions Comments

4 Save the changes to the template, a Click Clear Results in the Add-Instab  + The Save as type is Excel Template

iii_9_Custom_ISTD_Summary.xltx. in the Ribbon. (*.xltx) for most reports. If the
You have to clear the results b Click the Microsoft Office Button and report you are modifying has the
first. then click Save As and click Other extension .XLT, then the Save as
Formats. type selection is Excel 97-2003
¢ Inthe Save As dialog box, type Template (*.xIt).
iii_9_Custom_ISTD_Summary.xltx. + If you change the Save as type, the
d Verify the folder selected in Save in is folder is automatically changed to
correct. the Microsoft Templates folder.
e Click Save. Navigate to the \MassHunter\

Report Templates\Quant\en-US\
Letter\ISTD\ Parts folder.
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4  Additional ways to customize a table

Task 5. Add a column that is already mapped

If an element in the XML Source is already being used in the template, it is
shown in Bold letters in the XML Source. If you want to include the element
again in a different part of the template, you need to add an additional map to
the template.

When you add a table to a template using the Add Data commands, a new map
is added automatically. You can add a new map file manually and then
manually add the information from this map to the template. You cannot use
more than one map in a table, so you cannot add items from this map to an
existing table.

Usually, you will not need to do this task.

Task 5. Add a column that is already mapped to a Qualitative Analysis template

Step Detailed Instructions Comments

1 Open the Qualitative Analysis a Follow the instructions in “Task 1. + If you did not create this template,

template \MassHunter\Report
Templates\Qual\Letter\

iii_3_CustomAnalysisReport.xltx,

where jii are your initials.

2 Add the item AnalysisFileName to
the first column in row 10.

Open a Qualitative Analysis
template” on page 32 to open the
template,
iii_3_CustomAnalysisReport.xltx,
where “jii"” are your initials.

Find the second table in the template.

The items in this table are ItemiD,
Data File, Injector Volume and
Dilution.

In the table, click Data File.

¢ Right-click and click XML > XML

Source.

Click the Dilution column.

Try to add the AnalysisFileName item
to the end of the table. An error
message is displayed.

Microsoft Office Excel

! E This element has already been mapped. An element cannot be mapped more than once.

example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

* In the XML Source window, both of
these items are shown in bold
which means that this item is
already being used.

+ See “Task 6. Add a mapped column
to a table” on page 70 for
instructions on adding a mapped
column to a table.

Figure 71  The error that is shown if you try to map a column two times.
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Additional ways to customize a table 4
Task 5. Add a column that is already mapped to a Qualitative Analysis template
Step Detailed Instructions Comments
f Click XML Maps in the XML Source + Two maps are already available in
pane. The XML Maps dialog box is the XML Maps dialog box.
opened. » The map files are in the same folder
g Click Add in the XML Maps dialog box. as the templates. The Qualitative
h Navigate to the Report Analysis program has a different
Templates/Qual/Letter folder. map file for each type of template.
i Select AnalysisReport.xsd for this
template.
j Click Open.
k Click OK.
AnalysisReport.xsd - Analysis report
Look in: @ Letter ¥ @ | X ci B -
e CompoundReport.xsd - Compound report
3 pocuments | & CompgundREport.xsd
@osse | B ooneportos Graphic.xsd - Graphic report
M
Socaers QualitativeMethodReport.xsd - Qualitative
8 computer Analysis Method Report
‘J::K!V:Stwurk
File name: | v
L | FileS of P |l xw pata Sources (. ~x5) 2 For a Quantitative Analysis template, the XML
Source file is batch.results.xsd.
Figure 72  Add another map file.
XML Maps ZX
XML mapglp this workbook:
Name Root Namespace Report_Map - original map file
Report_Map  Report <Mo Namespace>
e el Report_Map1 - automatically added in Task 1 when the
table was added
< kS Report_Map2 - added manually in this task
[ Rename... ] [ Add... ] [ Delete ] ‘ 0K ‘ [ Cancel ]
Figure 73  Three XML maps are available in this template.
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4  Additional ways to customize a table

Task 5. Add a column that is already mapped to a Qualitative Analysis template

Step Detailed Instructions Comments

| Select Report_Map2 in the XML
Source pane.

m Add the mapped column,
AnalysisFileName in the first column

of row 10.
) d"9- ¥ pfh_3_CustomAnalysisReport.xlix - Microsoft Excel = B8 X
a . P .
= Home | Insert  Pagelayout  Formulas  Data  Review  View  Add-lns  Acrobat @ - =7 x The Analy3|sF|IeName IS
%l Tohome B e | ST I Conemtenad omatnn ) B et i AR added to the first column in
B | [ &H-||$ » % | BB FormatasTable~ 3 Delete ~ | (8] - H H
Pute o |\(m 7w || |8 A Sort& Find& row 10. Because this cell is
= o || 2| = w- |8 | [} Cell Styles ~ Bl Format ~ || 2~ Fijter~ Select ~
Clipboard & Font 5| Aignment & Number & Styles Cells Editing not part of a table, the
Al0 - ] ¥/  column header is not
A B T |Formula Bar = F . = .
. CEREEES j 011 source s automatically added above
j ItemtD [+ Data Filenam v | Sample Ham¢ v | Sample Type| v | Position [+ Instrument Nant v | Use “::D':::::s LEdiiic —~ the Value.
5 | [ = & Report ~
6 |1temmn  [Z)DataFile [=]InjectorvVol(~]Dilution  [7] =25 SamplelnformationTable
7 = acgvethod
& i 1 AcgMethodiiame
= — 1 (= AcgMethodPath
1? T & AcquiredTime
E lzl"""“ = AnalysisID v
15 = E < ‘ | 3
T6 | ikemic) ~Fragmentor Yolt = Collision Energ-| lonization Mod - |
i . To map non-repeating elements, drag the elements from
18 the tree onto the worksheet where you want the data to
18 |rteno =] PlotFile - appear.
20 o To import data, Use the Import XML Data button on the
21 List toolbar.
ZZlivsgrationpeckier _ |
H 4 » ¥ Design - Options % 1 I — z
Ready [EERFrTe o GOl
Figure 74  Add the AnalysisFileName item.
3 Test the changes to the template.  a Click Process Report. * The Process Report command is
b Click the Browse button. part of the MassHunter toolbar in
Navigate to the \MassHunter the Add-Ins tab in the Ribbon.

\Reports\ Temp folder.
d Double-click one of the folders that
contains analysis results.
Select Report.xml.
Click Open.
Click OK.
Find the first column in row 10. Verify
that the AnalysisFileName is included
again.

e = o
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Additional ways to customize a table 4

Task 5. Add a column that is already mapped to a Qualitative Analysis template

Step Detailed Instructions Comments
G & pfh_3_CustomAnalysisReportxitx - Microsoft Excel _mx
) i

Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - o Xx

= Pracess Report [§ Clear Results %z Add Data %5 Add Graphics %= Add Formatting 8 Advanced Properties (] Validate Design ) @
Custom Toolbars
T =T =] ¥
A[HICIDIE[F[GIH[I[J[K[LIM[N[O[P[Q R]S[T[U[VIW]X]Y]ZAAABIACIADIAEAF Tl ym source = . .

2 5o fosis.d g sufss At i e The AnalysisFileName is
3 Sample] PLFL —
4 aorp e “ || added after the second
5 |sulfas_fosMSonly_demo.m 8/16/2008 9:29:01 PM  starta .
5 Defaultm Jsm Sample Information table.
7 = Tailny
8 Da Injector Volume Dilution . = wadth
9 |suifas Yoshs.d i 1 L = L
1 sulfas_Poshs d “5 o
12 User Chromatograms =25 Plotimage
14 =
15 Fragmentor Yoltage 125  CollisionEnergy 0 lonization Mode ESI = = File - ™

«10 6 |*ESITIC Scan Frag=125.0¥ sulfas_PosMS.d
! 0791 1

-

4 0325

-
H 4k M| Report /%]

Ready | 2J

To map non-repeating elements, drag
the clements from the tree onto the
worksheet where you want the data

to appear.

To import data, use the Import XML
Data button on the List toolbar.

C o —
BTN [

Figure 75

4 Save the changes to the template.
You have to clear the results
first.

You save the template to the
new name, iii_4 Custom
AnalysisReport.xltx, where iii are
your initials.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

Cc

Verifying that the AnalysisFileName is repeated

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_4_CustomAnalysisReport.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

» The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

 If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Qual\en-US\
Letter folder.
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4  Additional ways to customize a table
Task 5. Add a column that is already mapped
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ce0@® @0 Exerciseb
Graphics

o o
° ® °
¢ PY ¢ Task 1. Adding graphics to a template 110
° Task 2. Display multiple graphics perrow 113

In this exercise, you learn how to add graphics to a Quantitative Analysis
template. In Task 2, you also learn how to print those graphics more
compactly.

Each exercise is presented in a table with three columns:

¢ Steps — Use these general instructions to proceed on your own to explore
the program.

¢ Detailed Instructions — Use these if you need help or prefer to use a
step-by-step learning process.

¢ Comments — Read these to learn tips and additional information about each
step in the exercise.
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b Graphics

Task 1. Adding gr

aphics to a template

You can easily add graphics to a template using the commands in the Add
Graphics menu. The Report Designer Add-in has a different set of commands
available in this menu for the Quantitative Analysis program and for each type
of template in the Qualitative Analysis program.

Task 1. Add graphics to a Quantitative Analysis template

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template, \MassHunter\Report
Templates\Quant\Letter\ISTD\
Parts\iii_ 9 Custom_

ISTD_Summary.xltx template.

Add target compound graphics.
Add them in the Quantitation
Results repeating section.

Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
iii_9_Custom_ISTD_Summary.xltx.,
where “jii" are your initials.

Click in the first column in the last
rows before the CMD:EndRepeat
CompoundID row.

Click Add Graphics > Compound
Graphics.

If you do not have this template,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

Refer to “Task 3. Add a single
repeating section” on page 127 for
an explanation of repeating
sections.

Three different graphics are added
in the Compound Graphics table.

=]

Home

&)

Insert Page Layout  Formulas Data

Review

pfh_8_Custom_ISTD_Summary.xitx - Microsoft Excel

View Developer | Addns Acrobat

2 Process Report | § Clear Results ¥ Add Data ¥ Add Graphics 45 Add Formatting 3% Advanced Properties | Validate Design ) @

Custom Toolbars

You can quickly find any
graphics in the template
because they are shown in
green in the template.

[ A19 £ [ column1

A B £
6
i

8

Sequence Table
[Samplell ~ | Location

1"
12 |Quantitation Results
Repeat CompoundID

~ =] Cor 1} - Formu

CompoundID

24 |CMD:EndRepeat

25
M 4 ¥ M| Options | Design-Summary ¥

D

~ Acquisition File .7/ Barcode |~ Sample Na ~

Target Compound

| CompoundName [ | GraphicComd ¥ | GraphicCom{ ¥ | GraphicComp > JéSpectrum

E; E G

XML Source
XML maps in this workbook:
Level [~|Sample Type [~ Acg =| |QuantitatonDataSet_Map2

The graphics are included
in the CompoundID

(] Analysthiame

la [~ Name - |RetentionTim +

poundr{ | Data File [+ |Compound [+ IST

(] AuditTral

<

2 [ ns:QuantitationDataSet
£ AnalysisTmeStamp

£ ApplyMultiplier ISTD

(5 AppiyMultipiersurrogate
€] ApplyMultiplierTarget
€] AppSchemaversion

(5] BatchDataPathFileName

repeating section.

v
>

onto your worksheet.

Verify Map for Expart...

®| @ Tips for mapping XML

To map elements, drag the dlements from the tree

Ready | 3 | WU
Figure 76  Select the RT column.
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Graphics b

Task 1. Add graphics to a Quantitative Analysis template

Step Detailed Instructions Comments

3 Test the changes to the template.  a Click Process Report. » The Process Report command is
b Click the Browse button. part of the MassHunter toolbar in
¢ Navigate to the DrugsOfAbuse\ the Add-Ins tab in the Ribbon.

QuantReports\DrugsOfAbuseDemo

folder.

Select report.results.xml.

Click Open.

Click OK.

Close the XML Source pane.

Find the Compound Graphics section.

The three compound graphics are

shown in the same row.

o | o o

(ﬁ,’,\ =1 s pfh_9_Custom ISTD_Summary.xitx - Microsoft Excel - = x
_f) Home Insert Page Layout Farmulas Data Review View Developer Add-Ins Acrobat @ - o x
%] Process Report | § Clear Results ¥ Add Data . Add Graphics #3 Add Formatting 3% Advanced Properties | Validate Design &) 1@
—
‘ Al - 13 | Batch Info
: T ————— L I B B - B A I B R .
AlB DIE|FIG[H[I[J[K[L|M[N][O[P|Q[R[S|T|uU[V[w][X]|Y]Z]|AAAB AC|AD|AE|AF|AG[AH| AI]AJ|AK TheCompoundGraphlcs
30 A -
+MRM (136.2 -“W1.4) CMAMCal L1.d ~.| 1362->914 1362->1194 + MRM (277} (136.2 -> =) CMAMCal_L1_. I for each data file are
By1g 2 Sxi02 L n 1 - .
= £ x10° [ Ralio = 20.3(916.%) £x10 shown in different rows.
3 3 g 3
d 3 i
32 z . H
2 £ 1o 08 All of the graphics for the
<
1 05 -
= B o first compound are shown
§ 2 2
e g 09 = together.
22 085 02
2 08 01 136.2
180 2141 min_ »
123458672838 1223458672889 125 130 135 140 145
EIl Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (m/z)
32
33 Amp
+MRM (136.2 > 91.4) CMAMCal 12.d *.| 1362->914 1362->1194 |+ MRM (227) (136.2 -> ™) CMAMCal L2...
M 4 r M| Summary T | T r
| Reasy | F3 [EEEFT e o) Gl

Figure 77  The compound graphics are added after the Target Compound table
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b Graphics

Task 1. Add graphics to a Quantitative Analysis template

Step Detailed Instructions Comments

4 Save the changes to the template, a Click Clear Results in the Add-Instab  + The Save as type is Excel Template

iii_10_Custom_ISTD_ in the Ribbon. (*.xltx) for most reports. If the
Summary.xltx. b Click the Microsoft Office Button and report you are modifying has the
You have to clear the results then click Save As and click Other extension .XLT, then the Save as
first. Formats. type selection is Excel 97-2003
¢ Inthe Save As dialog box, type Template (*.xIt).
iii_10_Custom_ISTD_Summary.xltx. + If you change the Save as type, the
d Verify the folder selected in Save in is folder is automatically changed to
correct. the Microsoft Templates folder.
e Click Save. Navigate to the \MassHunter\

Report Templates\Quant\en-US\
Letter\ISTD\ Parts folder.
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Graphics b

Task 2. Display multiple graphics per row

If you have graphics in a template, you can specify the relative width and
height for those graphics.

You can also mark whether or not to print graphics side-by-side. Normally,
only graphics that are in the same row of the table are printed side-by-side.
However, you can specify that graphics from different rows are printed
side-by-side.

Task 2. Use the side-by-side graphics feature in a Quantitative Analysis template

Step Detailed Instructions Comments
1 Open the Quantitative Analysis a Follow the instructions in “Task 4. * If you do not have the
template, \MassHunter\Report Open a Quantitative Analysis iii_10_Custom_ISTD_Summary.xltx
Templates\Quant\Letter\ISTD\ template” on page 42 to open the template, example templates are
Parts\iii_10_Custom_ template, available on the Agilent
ISTD_Summary.xltx template. ifi_10_Custom_ISTD_Summary.xltx., Technologies MassHunter
where “jii"” are your initials. Reporting User Information DVD in
the Familiarization Templates
folder.
2 Change the size of the graphicsin  a Click one of the graphics in the + Make sure to change the width and
the Compound Graphics table. Compound Graphics table. height for each graphic.
Make the width of each graphic b Click Advanced Properties in the
1/6th of the width of the page. Add-Ins tab in the Ribbon.
Make the height of each ¢ Select 1/6 for the Graphic size
graphics 1/6th of the height of relative to page width and Height
the page. boxes for each graphic.

d Mark the Continue graphics across
the page check box.
e Click Close.

Agilent MassHunter Workstation Software Reporting Familiarization Guide 13



b Graphics

Task 2. Use the side-by-side graphics feature in a Quantitative Analysis template

Step

Detailed Instructions Comments

Advanced Properties
Template | Design Worksheet | cell  Table

Table properties

Table column properties

Set the relative graphic width and

[~ Assodiate with the folowing table or graphics G e Gt i - -
SamoeD o Em height for each of the graphics.
I™ Hide header row CompoundID Jen
I Table contents ransposed to columns GraphicCompoundChromatoc Graphic(5, 6)
= : r GraphicCompoundQualiier: Graphic(5,5)
AEEEpEE GraphicCompoundpectrum Graphic(6,5)
I™ Wrap columns across page 2 |
I™ Combine table rows starting at column 1 . Text width
Copy rows x times across page 2 ' Graphic Graphic size relative to page width | 1/6 - Height | 1/6 bt
Cmrre s r  Formula Preset graphics row height
€ Hidden
Graphics layout
Column sort order Unsorted T o o
[¥ Cantinue graphics across the page
" S W e R | Ell iRl

XML mapped list Graphic(6, )

Close:

Mark the Continue graphics across
the page check box. This check box
controls whether or not different

rows of graphics can be printed on
the same line.

Figure 78

Select the RT column.

3 Testthe changes to the template.  a

114

-

= e o o

The Stack graphics vertically
check box changes how the graphics are organized on the page. If
this check box is cleared, then the related graphics are printed
side-by-side. If this check box is marked, then related graphics are
printed on consecutive rows.

Click Process Report. » The Process Report command is
Click the Browse button. part of the MassHunter toolbar in
Navigate to the DrugsOfAbuse\ the Add-Ins tab in the Ribbon.
QuantReports\DrugsOfAbuseDemo

folder.

Select report.results.xml.

Click Open.

Click OK.

Close the XML Source pane.

Find the first Compound Graphics

section. Six different graphics are

printed in the same row.
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Graphics b

Task 2. Use the side-by-side graphics feature in a Quantitative Analysis template

Step Detailed Instructions Comments
(O pfh_10_Custom_ISTD_Summary.xltx - Microsoft Excel - x
a =
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrabat @ - =7 x

%] Process Report | § Clear Results ¥z Add Data ¥ Add Graphics

Custom To!

#5 Add Formatting %8 Advanced Properties (] Validate Design @ i@

olbars

Six different graphics are
printed in each row. Each
is one sixth the width of

| A1 - J<| Batch Info

the page and one sixth the

AlBICIDIE FIGH[I|J[K|IL[MINfO

26 | Compound Graphics

e

Pla[R[S[T[U[V|W[X]|Y][Z AAAB|AC/ADAE|AF|AGAH| Al | AJ|AK|AL AM|AN|AO|AP i

Amp _
1= =

| T

2

4 4 ¥ M| Summary

height of the page.

Also, the graphics from
two different data files are
printed on the same line.
You read the graphics from
left to right on the page.
For example, the graphics
for the second data file are
printed to the right of the
| graphics for the first data

¥

Ready | 3

|8 O T 003 (=)

" o

Figure 79

4 Save the changes to the template,
iii_11_Custom_ISTD_
Summary.xltx.

You have to clear the results
first.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
ifi_11_Custom_ISTD_Summary.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

Graphics are printed side-by-side when you mark Continue graphics across the page.

» The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

* If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ISTD\Parts folder.
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5  Graphics
Task 2. Display multiple graphics per row
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Agilent MassHunter Workstation Software Reporting
Familiarization Guide

Exercise 6
Advanced topics

Task 1. Add a page break and a sheet break 118

Task 2. Use Test Mode 122

Task 3. Add a single repeating section 127

Task 4. Add a nested repeating section 131

Task 5. Change values on the Options worksheet 135
Task 6. Add a formula using the IF function 138

Task 7. Use the VLOOKUP function 142

In this exercise, you learn how to use some of the advanced features in the
MassHunter Report Designer Add-in.

Each exercise is presented in a table with three columns:

¢ Steps — Use these general instructions to proceed on your own to explore
the program.

¢ Detailed Instructions — Use these if you need help or prefer to use a
step-by-step learning process.

¢ Comments — Read these to learn tips and additional information about each
step in the exercise.
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Advanced topics

Task 1. Add a page break and a sheet break

You can add a page break or a sheet break anywhere in a template.

If you add a page break, the report automatically puts the next information in
the report at the beginning of a new page.

A sheet break is similar to a page break; the report automatically puts the next
information in the report at the beginning of a new page. It also places the
information on a new worksheet. When you add a sheet break, you can select
an item that is already part of the template to label the new worksheet. This is
important because you can include the name of the worksheet in the header or

footer of the report. See “Task 2. Customize the footer of the Qualitative
Analysis template” on page 34 or “Task 5. Customize the footer of the
Quantitative Analysis template” on page 44 for more information.

Task 1. Add a page break and a sheet break

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template, \MassHunter\Report
Templates\Quant\Letter\ISTD\
Parts\ijii_11_Custom_
ISTD_Summary.xltx template.

2 Add a sheet break to the
Quantitation Results section.
Select Compound to label the
worksheet.

3 Add a page break before the
graphics in the Quantitation
Results section.

118
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Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template,
ifi_11_Custom_ISTD_Summary.xltx.,
where “jii"” are your initials.

Select the row containing the
SamplelD column in the Quantitation
Results section.

Right-click the row and click Insert. A
row is added above the table.

Click the first column in this new row.
Click Add Formatting > Sheet Break
in the Add-Ins tab in the Ribbon.
Select Compound.

Click OK.

Click the first column in the row that is
above the Compound Graphics label.
Click Add Formatting > Page Break in
the Add-Ins tab in the Ribbon.

+ If you do not have this template,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

* You can only select an item that is
included between that row and the
end of the template to use as the
label for the worksheet.

* Ifthe item is not part of the
template, you can add it to the
template and hide that column or
cell.

* Ifyou do not want to specify an item
to use to label the new worksheet,
click Cancel. The CMD:Sheet Break
command is still added to the
template.

* A page break only starts a new
page. It does not change the
worksheet label.



Advanced topics 6
Task 1. Add a page break and a sheet break
Step Detailed Instructions Comments
’,:.1,;_‘ = s pfh_11_Custom_ISTD_Summary.xltx - Microsoft Excel | X
= Home  Inset  Pageldout  Formulas  Data  Review  View | AddIns = Acrobat @ - o x
) Process Report | § Clear Results ¥} Add Data 5 Add Graphics % Add Formatting JE* Advanced Properties ] Validate Design i@ 1@ When you add a Sheet Break'
you select an item to use to
r— label the new worksheet. If
Al - [ cmD:shestarezk you do not select an item, then
12 - . . . . . . . . the name of the design
13 Quantitation Resulfs .
@ i i 4 worksheet is used to label
e | each of the new worksheets.
18 [Samplel! | CompoundID | CompourdType [+ Formula [+ Name v
1 ) ) Target Compound
21 |samplelD ~ | CompoundID | ISTDCompoundID [ |PeakiD ~ CompoundT| v |Data File [+ Compound |+ 1STD - Exp Cd = Final
22
gi CMD-Pagetreak
25
26 | Compound Graphics
gg sampTeID ~|compoundto [} CompoundName [+ ] GraphicComd ¥ | GraphicComy ¥ | GraphicCompl > dSpectrum YUU do not select a column
Z when you add a page break.
31 |CMD:EndRepeat CompoundID
4 4+ »| Options | Design-Summary -~ % I
Ready Insert Worksheet (Shift+F11) [EEr e ) ) .4
Figure 80  Adding a sheet break and a page break.
4 Add the sheet name to the Header a Click the View tab. + The footer also contains the Sheet
of the worksheet. b Click the Page Layout button. Name in the left hand section.
¢ Click the left hand portion of the
Header.
d Click the Header & Footer Tools tab.
e Click the Sheet Name button under
Header & Footer Elements in the
Header & Footer Tools tab.
f Click outside of the header area.
g Click Normal in the View tab.
h Click the Add-Ins tab.
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6

Advanced topics

Task 1. Add a page break and a sheet break

Step

5 Test the changes to the template.

Detailed Instructions Comments

Click the Add-Ins tab.

Click Process Report.

Click the Browse button.

Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.

Select report.results.xml.

Click Open.

Click OK.

Click the Meth worksheet. Each
worksheet is labeled with the name of
a different compound.

i Click the View tab in the Ribbon.

j Click the Page Layout button or the
Page Break Preview button.

The compound graphics are printed
starting at the top of the next page.

a
b
c
d

o | = o

()| -
=

% Process Repart [ §

Ins

pfh 11 Cyustom ISTD Summarvadtx - Microcoft Excel

» The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

rt

lear Results g Add Data ¥ Add Graphics %= Add Formatting % Advanced Properties ] Validate Desion & @

Page Layout  Formulas Data Review  View Developer | AddIns Acrobat

Custom Toolbars

[ Al

£

[ —

Weth

—
B.l.C..D.

e —— T | e o e e T B R R RO R R ]
E[{F|IG|H|I]|J|KILIMINIO|P|Q|R|S|T|U |V | W[X]|Y|Z]|AAAB AC ADAE[AF AGAH|AI|AJ|AK

Quantitative Analysis Summary Report

Meth

Compound Graphics

b

Meth

16

ETERT

17 Meth

Meth

The header contains the
name of the WorkSheet.
The name of the worksheet
is set when using the
CMD:SheetBreak
command.

The graphics are printed at
the top of a new page
because of the
CMD:PageBreak
command that is added.

MArH Cocaine . MDMA | Meth  Amp-d5  Cocaine-d3 MDMA-d5 .~ Meth-d5 %] m |
\_ Ready | 73 [EEEFT e o
Figure 81 The Compound Graphics are printed at the start of the page. The worksheets are labeled with the
compound name.
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Advanced topics 6

Task 1. Add a page break and a sheet break

Step Detailed Instructions Comments

6 Save the changes to the template, a Click Clear Results in the Add-Instab  + The Save as type is Excel Template

iii_12_Custom_ISTD_ in the Ribbon. (*.xltx) for most reports. If the
Summary.xltx. b Click the Microsoft Office Button and report you are modifying has the
You have to clear the results then click Save As and click Other extension .XLT, then the Save as
first. Formats. type selection is Excel 97-2003
¢ Inthe Save As dialog box, type Template (*.xIt).
iii_12_Custom_ISTD_Summary.xltx. + If you change the Save as type, the
d Verify the folder selected in Save in is folder is automatically changed to
correct. the Microsoft Templates folder.
e Click Save. Navigate to the \MassHunter\

Report Templates\Quant\en-US\
Letter\ISTD\ Parts folder.
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6  Advanced topics

Task 2. Use Test Mode

Once Test Mode is enabled, you can process the report, one step at a time.
When you click Process Report, three steps are performed. Using the Test
Mode commands, you can pause after any of the steps:

1 Click Import XML Data to see the data that is imported into the Design
worksheets. At this point, you can see the raw imported data, before any
filtering. For MassHunter Quantitative Analysis, you see the data from the
entire batch.

2 Click Copy Data to Report to see the data after it is filtered and copied to
the report worksheets.

3 Click Format Report to see the data after it is formatted, and the graphics
are imported.

If you click Unhide Design Sheets, you can view the Design worksheets at the
same time as the final report. The Design worksheets are hidden after the
Format Report step.

Task 2. Use Test mode

Step Detailed Instructions Comments
1 Make a backup copy of the file a Open the Windows Explorer program.  + If you want to enable Test Mode in
“MassHunter Reporting b Navigate to the C:\Program Files\ the Report Designer for Qualitative
Quant.config”. Microsoft Office\Office12\Library Analysis Add-in, you change the
folder. MassHunter Reporting Qual.config

¢ Right-click the MassHunter Reporting file.
Quant.config file and click Copy.

d Click Edit > Paste to add a copy of the
config file to the current folder.

e Right-click the new file, Copy of
MassHunter Reporting Quant.config
and click Rename.

f Type backup_MassHunter Reporting
Quant.config.

2 Remove the Read-only attribute a Right-click the MassHunter Reporting
from the original config file. Quant.config file and click Properties.
b Clear the Read-only check box in the
Attributes section, if necessary.
¢ Click OK.
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Task 2. Use Test mode

Advanced topics 6

Step Detailed Instructions Comments
3 Change the TestMode enabled line a Right-click the MassHunter Reporting
from False to True. Quant.config file and click Open. You
can open this file with Notepad.
b Find the line “<TestMode
enabled="False"/>".
¢ Change the word False to True.
d Save the change. If you are using
Notepad, click File > Save.
e Close the program.
4 Open the Quantitative Analysis a Follow the instructions in “Task 4. * If you do not have the
template, \MassHunter\Report Open a Quantitative Analysis iii_12_Custom_ISTD_Summary.xltx
Templates\Quant\Letter\ISTD\ template” on page 42 to open the template, example templates are
Parts\iii_12_Custom_ template, available on the Agilent
ISTD_Summary.xltx template. iii_12_Custom_ISTD_Summary.xltx., Technologies MassHunter
where “jii" are your initials. Reporting User Information DVD in
the Familiarization Templates
folder.
EL =] = pfh_12_Custom ISTD_Summary.xltx - Microsoft Excel - = x
3 Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - 5 X
) Process Report § Clear Results iAda Dats ¥ Add Graphics 813 Add Formatting % Advanced Properties (3] Validate Design @ @ [Test Quant - When you enable Test
f Tiyr;x:ﬂf.:m Mode, a new menu is
[ AL - £« | Batch Info S S‘i :Z:T::R;:;mm added to the MassHunter
@l ] : ¢ [ b [ E F G H ‘ ] Reporting toolbar. These

Batch Data Path
Analysis Time

1

2

3 “Analyst Name
4 Report Time

5

6

7

“Reporter Name "
“Batch State

fisdnoa

Last Calib Update
Sequence Table

§ |SamplelD ~ Location

12 Quantitation Resulfs
CompoundID
Compound

13 CMD:Repeat
14 | CMD:SheetBreak

- | Acquisition File | 7| Barcode

~|Sample N~ Level [+]Sample Type [+ | Acq Method = | srpieposis

- - ~|Formula [~]Name [+ RetentionTin|~
Target Compound F
- v|Peskid  [v|compouncT| ¥ DataFile [+ Compound [+ |15TD | Sample Ty~
21 CMD-PageBreak
22
4 4 b ¥ || Design-Summary %1 [ m
Ready | (3 [ @ mjz0u(=)
Figure 82 The Test Mode menu.

commands allow you to
step through processing
the report which can help
you determine the cause of
a problem in the template.

Exp Cq

Y
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6  Advanced topics

Task 2. Use Test mode

Step

5 Test the steps in the Test Mode
menu.

Detailed Instructions

a Click Test Quant > Import XML Data.

-

Click the Browse button.

¢ Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.

d Select report.results.xml.

e Click Open.

f Click OK.

Comments

+ The Test Quant command is part of
the MassHunter toolbar in the
Add-Ins tab in the Ribbon.

* You cannot skip a step. You must do
each step in order.

» Do not repeat any of the steps. You

must clear the results before trying
to import a different XML Data file.

-‘/En\‘, H9- =
23

=) Process Report [§ Clear Results ¥ Add Data %5 Add Graphics

Home  Insert Page Layout  Formulas Data

pfh_12_Custom_ISTD_Summaryxitx - Microsoft Excel

Review  View Developer | Add-ns Atrobat.

4% Add Formatting 38 Advanced Properties (] Validate Design @) @ Test Quant -

Custom Toolbars

After the first step, the
data is added to the
template, but it is not

[ AL ~ fe | Batch Info

filtered or copied to the

A i B N C 5| D E E G H J
1 [Batch Info ) L
2 [Batch Data Path  C:\MassHunter\Data\DrugsOfAbuse\ QuantResults\DrugsOfAbuseDemo. batch.bin repon workSheets or
3 | Analysis Time "2010-01-18 11:13 Analyst Name *
4 | Report Time "2010-01-18 11:16 Reporter Name h forma“e‘i'
5 |Last Calib Update “2010-01-18 11:13 Batch State " Processed
6
7 sequence Table
8 |SamplelD | Location ~ Acquisition File | Barcode (= Sample Na ~ Level |+ |Sample Type |+ Acg Method v |s-piePositi * | Traylame w | yial
9 0 Laboratory 1 CMAMBk_01.d BarCode1 CMAamM_01 Blank APClautotune.m P1-C1
10 1 Laboratory 1 CMAMCal_LL.d EBarCode123456 CMAM_06 L1 Calioration APClautotune.m P1-C6
" 2 Laboratory 1 CMAMCal_L2.d BarCode123456 CMAM_10 L2 Calibration APClautotune.m P1-C10
12 3 Laboratory 1 CMAMCal_L 3.d BarCode123456 CMAM_11 L3 Calibration APClautotune.m P1-C11
13 4 Laboratory 1 CMAMCal_L4.d BarCode123456 CMAM_14 L4 Calibration APClautotune.m P1-C14
14 5 Laboratory 1 CMAMCal_L5.d BarCode 123567 CMAM_17 L5 Calibration APClautotune.m P4-C17
15 6 Laboratory 1 CMAMQC_L2.d BarCode123456 CMAM_09 L2 QC APClautotune.m P1-C9
16 7 Laboratory 1 CMAMQC_L4.d BarCode123456 CMAM_15 L4 QC APClautotune.m P1-C15
17 8 Laboratory 1 CMAMSam_01.d BarCode123456 CMAM_22 Sample APClautotune.m P1-C22
18 9 Laboratory 1 CMAMSam_02.d BarCode 123456 CMAM_08 Sample APClautotune.m P1-C8
19 10 Laboratory 1 CMAMSam_03.d BarCode123456 CMAM_12 Sample APClautotune.m P1-C12
20
21
CRE] Design-Summary-BL | Design-Summary .~ ¥J [N m
Ready | 3 0

[[F3 ] a00,C)

Figure 83

After the Test Quant > Import XML Data step
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Task 2. Use Test mode

Advanced topics 6

Step Detailed Instructions Comments
g Click Test Quant > Copy Data to
Report.
/ n\ (= C ¥ pfh_12_custom_ISTD_Summary.xitx - Microsoft Excel -3
3“/ Home Insert Page Layout Formulas Review View Developer Add-Ins Acrobat '@) - =

) Pracess Report (4 CI

ear Results 5 Add Data ¥ Add Graphics # Add Formatting % Advanced Properties ] Validate Design €3

Custom Toolbars

Test Quant ~

Al

- | Batchinfo

A
216
217|CMD-PageBreak
218

220|samp1eID
221
222
223
224
225
226
227
228
229
230
23
232
233
234
235

236
HArH Meth -~ A

B e

219/ compound Graphics

0 Amp
1 Amp-dS

2 Cocaine

3 Cocaine-d3
4 MDMA

5 MDMA-dS
& Meth

7 Meth-ds

0 Amp

1 Amp-dS

2 Cocaine

3 Cocaine-d3
4 MDMA

5 MDMA-dS
6 Meth

1]
o
0
0
[
[
0
0
1
1
1
1
1
1
1
1

7 Meth-ds
mp-dS. Cocaine-d3 MDMA-dS

Peak]
Meth-d5

ompoundIo |7 CompoundName [ ] GraphicComd ¥ ] GraphicCom] ] GraphicComp JdSpectrum

PeakChromatogr PeskQualifiers  PeakSpectrum PeakSpectrum,0.0.0.emf
PeakChromatogr PeskQualifiers ¥ Peakspectrum Peakspectrum.0.0, Lemf
PeakChromatogr PeakQualifiers i Peakspectrum PeakSpectrum.0.0. 2.emf
Peakch Pe pectrumPeakspectrum.0.0. 3.emf
Peskdl P pectrum'Peakspectrum.0.0. 4.emf
PeskChromatogr PeskQualifiers  PeakSpectrum PeakSpectrum. 0.0, 5.emf
PeakChromatogr PeakQualifiers  PeakSpectrum Peakspectrum
PeakChromatogr PeakQualifiers i Peakspectrum Peakspectrum. 0.
PezkCl 2
Peakdl Pt pectrum'Peakspectrum.0,
PeakChromatogr PeakQualifiers'f Peakspectrum Peakspectrum.
PeakChromatogr PeskQualifiers  PeakSpectrum PeakSpectrum.0. 1.3.emf
PeakChromatogr PeskQualifiers  Peakspectrum PeakSpectrum.0. 1. 4.emf
PeakChromatogr PeakQualifiers i Peakspectrum Peakspectrum.0.
PeakCl 2

pectrum PeakSpectrum.0. 1.0.emf

5.emf

pectrum PeakSpectrum.0. 1.6.emf
5na trum'P trum.0. 1.7.emf

3
Design-Summary %4 m

Ready

Figure 84

After the Test Quant > Copy Data to Report step

g B
B oy

After the second step, the
data is placed onto the
appropriate worksheet
and it is filtered, but it is
not formatted. Also, the
graphics are not included
in the report yet.
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6  Advanced topics

Task 2. Use Test mode

Step Detailed Instructions Comments

h Click Test Quant > Format Report.

= s pfh_12_custom_ISTD_Summaryxltx - Microsoft Excel —

@
1

Home  Insert Page Layout  Formulas Data Review  View Developer | Addns Acrobat

After the third step, the
graphics are included in
AT the report and the data is

| AL =i £ formatted.
A/B|C|D/EJF|GIH]I[J][K[L[M[N[o[P|Q|R|S|T|U|V|W]X]|Y]Z|AAJAB|AC|AD|AE|AF|AG|AH| Al |AJ/AK]AL |AM]AN|AO[AP |/l

3 Process Report [ Clear Results ¥ Add Data ¥, Add Graphics %5 Add Formatting Advanced Properties | Validate Design i@ Test Quant ~
B = = G ] v

1

2

‘ Cgr“m I . e T e The Unhide Design Sheets
' command allows you to
see the Design-Summary
[Er e worksheet while you are

z looking at the results.
After the Format Quant
step, the Design

=t worksheets are hidden.

R A e s e 5 A e A s el
Ready | 3 ‘ 800 XI| 0086 (=)L) ()i
Figure 85  After the Test Quant > Format Quant step
6 Clear the results and close Excel. a Click Clear Results in the Add-Instab < You can use the Clear Results
in the Ribbon. command after any of the steps.
b Click the Microsoft Office Button and
click Close.
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Task 3. Add a single repeating section

Advanced topics 6

A repeating section allows you to organize the rows in a table differently. It
also allows you to group different tables together. In “Task 4. Add a nested
repeating section” on page 131, you group different tables together using a
nested repeating section.

In this task, you add a single repeating section which lets you change how the
data in a table is included. When you add a table to a template, the Add-in
automatically creates the template using the first ID in the table and then the
second ID. For example, when you add a Target Compound table to the
template, the SamplelD is the first ID, so the table has all of the information
for each sample grouped together. By adding a repeating section, we can
instead group all of the information about each compound together.

A repeating section is similar to the programming concept of a For/Next loop.
CMD:Repeat is equivalent to “For each item in the Column Selected repeat the
following lines”. CMD:EndRepeat is equivalent to “Next” or the end of the

lines to repeat.

Task 3. Add a single repeating section

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template, \MassHunter\Report
Templates\ Quant\Letter\ESTD\
Parts\iii_Custom_QuantReport_
ESTD_Summary.xitx.

2 Add a repeating section at the end
of the template.
Add the Target Compound table.
Repeat this table using the
CompoundID.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

a
b

Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template, /ii_Custom_QuantReport_
ESTD_Summary.xltx, where “iii" are
your initials.

Select the first column in row 25.
Click Add Data > Target Compound
Table in the Add-Ins tab in the Ribbon.
The Target Compound Information
table is added at the end of the report.
Select rows 26 to 27. Click the row
number 26 and drag to include row 27.

+ Make a copy of the

QuantReport_ESTD_Summary_B_0
4 00.xltx template and rename it to
iii_Custom_QuantReport_
ESTD_Summary.xltx, where “iii” are
your initials.

You can also fix the headers of this
table to match the headers of the
other tables in this template.
Right-click the headers, and click
the B button in the shortcut menu
to change the font.
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6  Advanced topics

Task 3. Add a single repeating section

Step Detailed Instructions Comments
‘/ﬁ.,;\y = = pfh_Custom_QuantReport_ESTD_Summary.xitx - Microsoft Excel Table Tools =

)
Home  Insert Page layout  Formulas Data Review  View Developer | Add-ns Acrobat Design @-°ox

%) Process Report [ 4 Clear Results ¥ Add Data ¥ Add Graphics %5 Add Formatting 38 Advanced Properties | Validate Design €9 @ Test Quant ~

Custom Toolbars

A2 - fe| samplen =
A B c D E F <] XML Source v X
10
1 XML maps in this workbook:
12 |Quantitation Resull's QuantitationDataSet_Map2 v
CormpaundID) ] : I rstiUserDefineds -
= | CompoundID x| CompoundType [ ]Name + |RetentionTi] v (2 nsi:UserDefined4 0

(2] rstUserDefineds
= ns1:UserDefineds

i7/~ DataFile |~ Compound|~ = (5] ns1UserDefined?
elnsilisarDafinad;

9 & nst:UserDefinedd
o 3 v Row 26 and 27 are
1
|2

CMD:EndRepeat CompoundID &+l ns1:TargetCompound

(=] nsLiBatchiD < =
. fmmedb ¥l selected. Row 25 is not
To map repeating elements, drag the elements
T b e s e e macvawere | Selected because that row
- = = T the data headings to appear. . .
~ |Name | ¥ [ Type & | ¥ | Retention Tin ¥ |

Tompartot oo, it ke wimamedcos, | 1S NOE DEING repeated.
point to XML, and then diick Import.

XML Maps..

3“. » | Options | Design-Summary %] m IC e
Ready | 2 Count; 5[ O [0],200% (=) 0 s
Figure 86 Adding a single repeating section.
d Click Add Formatting > Repeating « Usually, you repeat using one of the
Section in the Add-Ins tab in the ID columns.
Ribbon. * In order to have the compound
e Inthe Select Column dialog box, select information printed together, select
CompoundID. the CompoundID.
f Click OK. » Two commands are added to the

template. CMD:Repeat is added
before row 26 and CMD:EndRepeat
is added after row 27.
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Task 3. Add a single repeating section

Advanced topics 6

Step Detailed Instructions Comments
':,]\ = s pfh_Custom_QuantReport_ESTD_Summary.xitx - Microsoft Excel Table Toals T
i) = The command
Home]  Insert Page layout  Formulas Data Review  View Developer | Add-ns Acrobat Design @-°ox
) Process Replrt [ Clear Results ¥ Add Data % Add Graphics #5 Add Formatting 32 Advanced Properties [g] Validate Design €3 @ Test Quant - CMD:Repeat is added
before the selected rows.
Custom Toolb, .
; e The column that is
a27 - £ | sampleiD A A .
1z A B c E E o e < | selected is printed in the
d this workbook: ici
12 quagtitation Resulfs L e B s ok second column. This is the
13 D QuanttationDataSet_Map2 v
14 [SemepiD = S)¢ ~Hame [ Retentioriiii= I rstiUserDefineds -~
15 I
16 & nsl:UserDefineds
17 [samplbD ~ | Compound ~]PeakiD + | CompoureT| ~ | Data File [+ Compound|~ 1 (=] nstUserDefineds The command
18 (] ns1:UserDefined? A
19 & rstuserdefneds CMD:EndRepeat is added
2 ] rstiUserDefineds
21 |cMD:gndRepeat CompoundID = ns1:Vial
Cl o metrongetConpand after the selected rows.
& nsuBatchiD v -
2 —— The column that is
24 = |2 >
25 Targ%t Compound Information To map repeating elements, drag the elements . - .
; from the ee onto the norsheetubere vounent | S@lected is also printed in
= 26 CMD:Repeat CompoundId e e e p
- §28(samp1e1D ¥ compound1n || ¥ /Name ¥ [Type ¥ MZ ~ |Retention Ti ¥ - .= '
28 To import XML data, right cick an XML mapped cel, this row. This is the end o
+ | 29 |CMD:EndRepeat compoundIn L SR S T - -
| the repeating section.

kil
4 4 » ¥ | Options | Design-Summary %]

| (WE—— | Slssa

Ready | 2]

Count: 6 (/[0 E1| 2003 @7@7@) it

Figure 87 The repeating section is added around the Target Compound Information table

3 Test the changes to the template.

a
b
c

o = 0o o

Click Process Report. .
Click the Browse button.

Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.

Select report.results.xml.

Click Open.

Click OK.

Scroll the report until you find the
Target Compound Information table.
All of the information for each
compound is grouped together. The
column headers are repeated between
each compound because that row is
part of the repeating section.
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In the Advanced Properties dialog
box, you can click Hide Header Row
if you don’t want to repeat the
header row for each compound.
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6  Advanced topics

Task 3. Add a single repeating section

Step Detailed Instructions Comments
‘/E,!\‘ = s pfh_Custom_QuantReport_ESTD_Summary.xitx - Microsoft Excel E——
)
=/ Home Insent Page layout  Formulas Data Review  View Developer | AddIns | Acrobat @-°ox

%) Process Report [ 4 Clear Results ¥ Add Data ¥ Add Graphics %5 Add Formatting 38 Advanced Properties | Validate Design €9 @ Test Quant ~

Custom Tosisars The rows ahout each
compound are grouped

together.

| AL ¢ £ | Batch Info

[z ALBLCIBI E[HIGIH] I [J[K[L[M[N[O[P[Q[R]S[TIUJVIW]X]Y]ZAAABIAC R mrcouree - %
78 TzrgEtCumpmmdlnﬁvmatinn

XML maps in this workbook:

79 Mame  Type Mz W Retention Time

30 T b QuantitationDataset_Map2 v
81|amp  Target 914 2.10050434 (2] msi:UserDefined3 ~
82|amp  Target 9L.4 2,10050434 (=] ns1:UserDefined4

83)amp  Target 91.4 2.10050434 & ns1:UserDefineds

8a)amp  Target  one 2.10050434 (] rstiUserDefineds

85|amp  Target 014 2.10050434 (] rs1:UserDefined7

86Jamp  Target 9L4 2.10050434 (] ns1:UserDefineds

87 |Mame  Type Mz Retention Time (& rs1:UserDefineds

88famp  Target  on4 2.10050434 (& nst:Vial

89|amp  Target 514 210050434 &g ns1TargetCompound

90famp  Target 914 2.10050434 g ELDAID =
9jamp  Target 9L4 2.10050434 4 X
92| Ty To map repesting elements, drag the slements

93| Amp-ds 1STD 934 2076037963 ;”E"‘d:‘t: ::: d‘”r:‘g': E;f;:f.h*t heS AL
94| Ampd5 1STD 93.4 2.076037963

95/ amp-ds 15TD 93.4  2.076037953 To import XML data, right dick an XML mapped cel,
96| amp-ds 1570 o e point to XML, and then dick Import.

97| Amp-ds 1sTD 934 2076037963 XML Maps...
i -z Verify Map for Export,

98
R

Ready | B3

|@E|=m%\— 1) (H)

Figure 88 The results after adding a repeating section using the CompoundID

a Click Clear Results in the Add-Ins tab
in the Ribbon.

» The Save as type is Excel Template
(*.xltx) for most reports. If the

4 Save the changes to the template,
iii _1_Custom_QuantReport_

ESTD_Summary.xlt.
You have to clear the results
first.
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Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
ifi_1_Custom_QuantReport_
ESTD_Summary.xltx.

Verify the folder selected in Save in is
correct.

Click Save.

report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ESTD\Parts folder.
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Task 4. Add a nested repeating section

Advanced topics 6

A repeating section allows you to organize the rows in a table differently. It
also allows you to group different tables together. In “Task 3. Add a single
repeating section” on page 127, you add a single repeating section which lets

you change how the data in a table is organized.

In this task, you group different tables together using a nested repeating
section. A nested repeating section is simply a repeating section that is within
another repeating section. When repeating sections are nested, the inner
repeating section needs to end before the outer repeating section ends.

e CMD:Repeat Item1
CMD:Repeat Item2

Rows in the template
CMD:EndRepeat Item2
¢ CMD:EndRepeat Item1

Task 4. Add a nested repeating section

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template, \MassHunter\Report
Templates\Quant\Letter\ESTD\
Parts\
iii_1_Custom_QuantReport ESTD
_Summary.xitx.

2 Add a nested repeating section at
the end of the template.
Add the Compound Graphics
inside of the repeating section at
the end of the report.
Add an inner repeating section
repeating on the SamplelD.
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Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template, /i _1_Custom_QuantReport_
ESTD_Summary.xltx., where “iii" are
your initials.

Select row 29.

Right-click and click Insert to add a
new row to the template.

Click the first column in row 30.

Click Add Graphics > Compound
Graphics in the Add-Ins tab in the
Ribbon.

Select rows 27 to 32. Click the row
number 27 and drag to include row 32.

* If you do not have the

iii_1_Custom_QuantReport_ESTD_
Summary.xltx template, example
templates are available on the
Agilent Technologies MassHunter
Reporting User Information DVD in
the Familiarization Templates
folder.

Do not include the rows containing
the commands CMD:Repeat nor
CMD:EndRepeat.
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6  Advanced topics

Task 4. Add a nested repeating section

Step Detailed Instructions Comments
;’5_,\ = = pfh_1_Custom_QuantReport_ESTD_Summary.xltx - Microsoft Excel Table Tools e
)
} Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - = x
=1 Process Repoart [4 Clear Results ¥z Add Data %5 Add Graphics % Add Formatting 38 Advanced Properties & Validate Design 49 @ Test Quant -
Custom Toolbars
| n27 - § fe | samplelD ¥
[i1z] A B c D £ F G XML Source - x
16
17 [SampleD = }PeakiD * | CompoundT ¥ | Data File [+ | Compound|~ XML maps in this workbook:
18 QuantitationDataSet_Map2
19 (=] nst:UserDefined3 ~
20 & nst:UserDefined4
21 |CMD:EndRepeat CompoundID 2] ns1:UserDefineds
22 A nst:UserDefineds
23 (& nsi:UserDefined?
2 (] ns1:UserDefineds
25 | Target Compound Information (& rstiUserbefineds
=] 2 | cpmepeat conpoundzo 4 retvl Rows 27 through 32 are
- mple ~]Compoundid ¥ Name - Type Mz ~ | Retention T ¥ 5 rs1:TargetCompound

30 |compound Graphics

dmdn -+l gelected. The CMD:Repeat

< >

36
4 4 v b | Options

Ready | 2]

Design-Summary

k2]

3|samp1210 x]compoundo [/ compoundname [ Graphiccomel ¥ | Graphiccam{ x| GraphicCompl  Jdspectrum
32

33

34

35 |CMD:EndRepeat CompoundIn

To map repeating elements, drag the elements

T s e | Fow and the

the data headings to appear.

7o oot o rereaksn e, | CVID:EndRepeat rows are
point to XML, and then diick Import. |

not selected.

||' _Verify Man for Export... -

13 |-@EI 2003, (=) "gE o

Count:

Figure 89
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Selecting both tables inside of the Repeating Section

f Click Add Formatting > Repeating + Do not select the CompoundID

Section in the Add-

Ribbon.

Ins tab in the item. The CompoundID has already
been used in the outer repeating

g Inthe Select Column dialog box, select section.

SamplelD.
h Click OK.

* If we did not add an inner repeating
section, then the report would be
organized differently. For each
compound, all of the samples in the
Target Compound Information table
would be included, and then all of
the samples in the Compound
Graphics would be included.
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Task 4. Add a nested repeating section

Advanced topics 6

Step Detailed Instructions Comments
s prh_1_Custom_QuantReport_ESTD_Summary.xx - MICTOS 0Tt EXCel Table Toals =X
— Insert Page layout  Formulas Data Review  View Developer | Add-ns Acrobat Design @ =R
9 frocess Repoort 4 Clear Results ¥ Add Data ¥ Add Graphics %5 Add Formatting 38 Advanced Properties | Validate Design €9 @ Test Quant ~
Custom Toolbars
a2 - £ | sampleiD ¥
KRE Kl A B c D E F G T xML Source v x
19
20 XML maps in this workbook:
21 fMD:EndRepeat CompoundID | QuantitationDataSet_Map2 |
22 (=] ns1:UserDefined3 ~
2 & nst:UserDefined4
24 & nsl:UserDefineds
25 farget Compound Information (=] ns1:UserDefineds
ZEVm epeat CompoundID A nsi:UserDefined?
| samplerp (2] rs1:UserDefineds
8 ~]cCompoundID | v /Name ™| Type v Mz ~ [Retention Tin ¥ (& nsi:UserDefineds
= rst:vial
% (=l ns1:TargetCompound
T & nsuBatchid v
1D =] compoundtn [~ CompoundName |+ GraphicComp = | GraphicCom| + | GraphicCompl ¥ hdSpectrum < >

To map repesting elements, drag the elements

} 34 |CMD:EndRepeat Samp] eID
3

36

37 cMD:EndRepeat CompoundID

39
4 4 » ¥ | Options | Design-Summary %]

the data headings to appear.

To impart XML dat, right dick an ¥ML mapped cel,

point to XML, and then dlck Import.

_Verifv Map for Export,

Ready | 2]

Count: 13 | EEr e

Y

from the tree onto the worksheet where you want

()

Figure 90

3 Test the changes to the template.  a

[

o = 0o o

An inner repeating section is added which includes both tables

Click Process Report.

Click the Browse button.

Navigate to the DrugsOfAbuse\
QuantReports\DrugsOfAbuseDemo
folder.

Select report.results.xml.

Click Open.

Click OK.

Scroll the report until you find the
Target Compound Information table.
All of the information for each
compound is grouped together. Within
each compound, the Sample
Information and the Compound
Graphics from each sample are
grouped together.
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The command
CMD:Repeat is added
before the selected rows,
and the command
CMD:EndRepeat is added
after the selected rows.
Both of these commands
are between the original
CMD:Repeat CompoundID
and CMD:EndRepeat
CompoundID rows.
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6  Advanced topics

Task 4. Add a nested repeating section

Step Detailed Instructions Comments
() = = pfh_1_Custom QuantReport ESTD Summary.xltx - Microsoft Excel - A x
= Home Insert Page Layout Formulas Data Review View Add-Ins Acrobat @ - = x
%) Process Report | § Clear Results g Add Data % Add Graphics %= Add Formatting “J&* Advanced Properties (iZ] Validate Design & @@ Test Quant -
The report is organized so that
Custom Todbars - -
- = ] et nio all of the information for each
1lz]s AlBICIDIE[F|IGIH|I|J|K[LIMN|O|P V RIS[TIU[VI|W]|X|Y]|ZAAABAC|AD|AE|AF|AGIAH] Al | AJ|AK| AL compound is gro“ped together
76 | Target Compound Information
T77|Name Type MZ Retention Time H H
= 78| amp T:r;et 914 2.10050434 compound 1 sample 1 (the outer repeatlng Sectlon).
R vt e Within each com d
&0 |amp o poun
4§MHQA:[1BE 2->914) CMAMBIk_01.d 55120—; QL:| F:ii: ->1194 éMHMB(I 1;11;3 101 min, 320 scans) (1362 section, the information for
aies £ 8 5 each sample is grouped
o 3 0 2 together.
05 2 o s
04 2
03 & 04
02 02 !
. 0 2 1362
U.1J““..‘.‘ ““H‘.‘. —_t
12141618 2 22242628 12141618 2 22242628 90 100 110 120 130
81 Acquisition Time (min Acguisition Time (min Mass-to-Charge (miz]
82 me e ention Time
-] 83 .’::m :rr.;';et MZnglet § 1110050434 compound 1 Sample 2
|_ * B4 compound Graphics
84 |Am
f’\;’HMUSEZ-) 91.4) CMAMCal_L1d 1362->914 ,1362->1194 +MRM (2.083-2 259 min, 29 scans) (1362 -
gn]n; 2141 Ex10 2 Ralio=24.3 §x1n3 914
6 2 ; 3 18
14 g ﬂ 14
M 4 b 4| Summary . J = -
Ready [EEETT e )
Figure 91  The results of a repeating section using the CompoundID
4 Save the changes to the template, a Click Clear Results in the Add-Instab  + The Save as type is Excel Template
iii_2_Custom_QuantReport_ESTD in the Ribbon. (*.xltx) for most reports. If the
_Summary.xlt. b Click the Microsoft Office Button and report you are modifying has the
You have to clear the results then click Save As and click Other extension .XLT, then the Save as
first. Formats. type selection is Excel 97-2003
¢ Inthe Save As dialog box, type Template (*.xIt).
iii_2_Custom_QuantReport_ESTD_Su -« If you change the Save as type, the
mmary.xltx. folder is automatically changed to
d Verify the folder selected in Save in is the Microsoft Templates folder.
correct. Navigate to the \MassHunter\
e Click Save. Report Templates\Quant\en-US\
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Letter\ESTD\Parts folder.
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Advanced topics

Task b. Change values on the Options worksheet

The Options worksheet is part of every template that is shipped with the
software. The values on this worksheet are used to set some of the formatting

options. The values in the first table are only used if the Use Options value is

6

set to True. Many of the Quantitative Analysis templates set this value to False,
by default. Many of the Qualitative Analysis templates set this value to True by

default.

Two options that affect the speed of report generation are Add Smart Page
Breaks and Adjust Columns to Fit Data. These options are needed for proper

formatting of a report. However, if you are only interested in creating output

for a LIMS system, you may choose to set both off these options to FALSE.

Task 5. Change values on the Options worksheet

Step

Detailed Instructions

Comments

1 Open the Qualitative Analysis
template \MassHunter\Report
Templates\Qual\Letter\

iii_4_CustomAnalysisReport.xltx,

where jii are your initials.

2 Switch to the Options worksheet.
Set Use Options to True
Set Include Header to False
Set Include Footer to False
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Follow the instructions in “Task 1.
Open a Qualitative Analysis
template” on page 32 to open the
template,
iii_4_CustomAnalysisReport.xltx,
where “jii"” are your initials.

Click the Options worksheet at the
bottom of the program.

Find the Use Options row.

Select True in the Value column.
Find the Include Header row.
Select False in the Value column.
Find the Include Footer row.
Select False in the Value column.

If you did not create this template,
example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

Only change the values in the Value
column.

The Options in the first section only
change the report if the Use Options
value is True.

The options in the second section
are not affected by the Use Options
value.

If you have a template that is
missing an option, you can add that
option to the options template by
copying the option line from a
template that does have that line.
You have to remember to explicitly
name the Value cell of that row to
the value that was shown in the old
template.
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Advanced topics

Task 5. Change values on the Options worksheet

Step Detailed Instructions Comments
(D) 9 - - pfh 4_CustomAnalysisReport.xlt - Microsoft Excel - = x
= .
& »
%) Proceg: Report | Clear Results iz Add Data ¥ Add Graphics # Add Formatting 3% Advanced Properties (3 Validate Design &) @ Each cell in the Value column
is explicitly named. You can
Costom Toolbars see the name of the cell here.
inclWerFooter  ~ ( S | FaLsE
ﬁXMLSOIIrCE b X_
g%g;n M Eomine it XML maps in this workbook:
Boolean Report_Map1l v
Boolean =] DAMethodName A
Boolean =] DAVEToar et
Landscape Boolean = pataFile
Fito Tiget e Only change the Value
Inte;er 1| Dilution -
Hide Empty ColumiBoolean i ﬂEqu\hh‘ﬁmE c0|umn- In thls example, the
& InjPosition
Note: The following options will e observed regardlesh of the Use Options value. j Ilﬂi;ml " Include Header and Include
mstrumentiizme
Fide 1D Columns _[Boclean mE [ o dmees 2| Footer values are set to
Add Smart Page Use inserting a_nd merging cells T e %
Breaks and Table to allow adjusting table column Lemerenresasknens i | Eglse, The header and footer
Headers Boolean TRUE widths = worksheet where you want the data . . .
[Adjust columns to R will not be prlnted in the
[fit data Boolean TRUE To import data, use the Import XML
Data button on the List toolbar.
!Prnte_m Results @nn\aan FALSE |[not an imported option | W W
M« » | Design | Options ~¥J 0! I ~ I
Reasy | | EFEFT e v o
Figure 92  Change the values in the Options worksheet

3 Test the changes to the template.  a Click Process Report.
b Click the Browse button.
¢ Navigate to the \MassHunter

» The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

= = o

136

\Reports\ Temp folder.

Double-click one of the folders that
contains analysis results.

Select Report.xml.

Click Open.

Click OK.

Click the Microsoft Office Button and
click Print > Print Preview.
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Task 5. Change values on the Options worksheet

Advanced topics 6

Step Detailed Instructions Comments

(N s pfh_4_customanalysisReportdtx - Microsoft Excel - mx

= Print Preview (]

P 5 Ry B

I P T The header and the footer

print preview _| are not included in the
A 4
The Qualitative Analysis
program lets you set several
of these options in the user
Sltzs_Poshs.d Trg siltes

Sample PLF1

QTCFPPL

sulfas_PosMSonly_demo.m
Defaultm

Data File Injector Volume
sulfss_PosMS.d 1
sulfas_PosMS.d

User Chromatograms

5/16/2008 9:23:01PM

Dilution

FragmentorVokage 125 Callision Energy

0 lonizationMode ES

o [FaITic e P 128 v i Pocs 4

interface. The values that
you set here in the template
are overridden by the values
in the Qualitative Analysis
user interface when you

</ print from the Qualitative

Kl

Preview: Page 1 of 3

| Zoom Out 100 (5)-

)|

Analysis programs.

Figure 93

4 Save the template to
iii_5_CustomAnalysisReport.xltx,
where jii are your initials.

You have to clear the results
first.
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Verifying that the header and footer are not shown

Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_5_CustomAnalysisReport.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

+ The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

+ If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Qual\en-US\
Letter folder.

+ See the MassHunter Report
Designer Training for more
information on the different options.
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6  Advanced topics

Task 6. Add a formula using the IF function

One of the Excel functions that you can use in a formula is the IF function. The
IF function has the following format:

=IF(LogicalTest, Value If True, Value If False)

This formula allows you to do one of two actions, depending on whether the
logical test is true or not.

In this example, you check whether or not a formula is found for a peak. If the
formula is not found, then the text “Not Found” is printed. If the formula is
found, then the formula is printed.

The IF function is very powerful. See the Excel online Help for more
information on this feature.

Task 6. Add a formula using the IF function

Step

Detailed Instructions

Comments

1 Open the Qualitative Analysis
template \MassHunter\Report
Templates\ Qual\Letter\
iii_b_CustomAnalysisReport.xltx,
where iii are your initials.

2 Add a formula column to the
second Peak List table.
If the formula is not defined,
print “Not Found”.
If the formula is defined, print
the formula.
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Follow the instructions in “Task 1.
Open a Qualitative Analysis
template” on page 32 to open the
template,
iii_5_CustomAnalysisReport.xltx,
where “jii" are your initials.

Find the Formula column in the Peak
List table that is at the end of the
report.

Click the Formula column.

Click Add Data > Formula Column in
the Add-Ins tab in the Ribbon.

Click the Formulas tab.

Click Insert Function.

In the Insert Function dialog box,
select IF.

Click OK.

* If you did not create this template,

example templates are available on
the Agilent Technologies
MassHunter Reporting User
Information DVD in the
Familiarization Templates folder.

See the online Help for Excel for a
complete description of the IF
formula and other possible
formulas.
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Task 6. Add a formula using the IF function

Advanced topics

6

Step

Detailed Instructions

Comments

Insert Function [EAE3] Select the IF function and click OK.

Search for a function:
| Type 3 brief description of what you want to do and then dick ‘ Go

=)

Or select a gategory: | Most Recently Used v \

Select a function:

[sum ~
| M3UB

| average

e e

| HYPERLINK

|counT

MAX.

IF(logical_test,value_if_true,value_if_false)

Checks whether a condition is met, and returns one value if TRUE, and another
value if FALSE.

v

Help on this function

Figure 94  Select the IF function

h Click the Logical_test box.

i Click the cell in the Formula column.

j Type =""inthe Logical_test box.

k Type “Not Found” in the
Value_if_true box.

I Click the Value_if false box.

m Click the cell in the Formula column.

n Click OK.

+ See the online Help for Excel for a
complete description of the IF
formula and other possible
formulas.
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6  Advanced topics

Task 6. Add a formula using the IF function

Step Detailed Instructions Comments
(O s Table Toals
a .
j Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - 3 X
* X Autosum - 3 Lookur 2 Define Name . .
f" [ Recently Usea @ Math & Tr S Use in Formula - N You CIICk the ce" n the
Insert % = Name Natch -
Function [3 Financial Fi Date & Time More F Manager B Create from Selection { indo Options Formula column n the table
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\ ¥ « (0% v [&] -IF(Uist13[1#This Row],[Formulal]="","Not Found",vist13{#This Row],[Formula]]) +| to get[Formula] added to the
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FALSE is returned. To map non-repeating elements, drag
the elements from the tree onto the
worksheet where you want the data
to appear.
Formularesult = Not Found
To import data, use the Import XML
Help on this function Deta button on the Lst toolbar.
=
H < » ¥ | Design - Options -~ ¥J [ [ ———
Eat | 23 Bl T
Figure 95  Enter the formula using the Function Arguments dialog box

3 Test the changes to the template.
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Click Process Report.

Click the Browse button.

Navigate to the \MassHunter
\Reports\ Temp folder.

Double-click one of the folders that
contains analysis results.

Select Report.xml.

Click Open.

Click OK.

Find the Peak Table at the end of the
report.

Compare the Formula column and the
Formula2 column.

-2

= =a = o
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The Process Report command is
part of the MassHunter toolbar in
the Add-Ins tab in the Ribbon.

This template has more than one
Peak Table. Make sure that you find
the Peak Table at the end of the
template.

Make sure that the results contain
compounds that have the formula
defined.
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Task 6. Add a formula using the IF function

Advanced topics 6

Step Detailed Instructions Comments
N | s pfh_5_CustomAnalysisReportxitx - Microsoft Excel T

a

" Home Insert Page Layout Formulas Data Review  View Developer Add-Ins Acrobat -9 Xx

%) Pracess Report [§ Clear Results ¥ Add Data ¥ Add Graphics #5

"

“Peadvanced Properties 2 validate Design €3 @)

Custom Toc

bars

When the cell in the
Formula column is empty,
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25 | 1 3 ttemio Properties dialog box. You
0 L =] File L/
50 100 150 200 250 300 350 400 450 500 550 G00NGBO_700 750 800 850 900 950 1
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. . el w " -
Figure 96 The empty cells in the Formula column are replaced with “Not Found” in the Formula2 column

4 Save the template to
iii_6_CustomAnalysisReport.xltx,
where jii are your initials.

You have to clear the results
first.
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Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_6_CustomAnalysisReport.xltx.
Verify the folder selected in Save in is
correct.

Click Save.

+ The Save as type is Excel Template

(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Qual\en-US\
Letter folder.
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6  Advanced topics

Task 7. Use the VLOOKUP function

In this task, you use the function VLOOKUP in a template to look up limits for
different compounds. The VLOOKUP function allows you to look in a table to
find a specific value, and then it returns another value in that row. The main
steps that you need to do are:

1 Add a tab that contains the lookup table.

2 Add the formula column to the table that uses the VLOOKUP function.

3 Add a second formula column that uses the value returned by the
VLOOKUP function.

The VLOOKUP function does slow down processing of the report, so you want
to make the VLOOKUP range as small as possible.

Task 7. Use the VLOOKUP function to add a Limits column

Step

Detailed Instructions

Comments

1 Open the Quantitative Analysis
template, \MassHunter\Report
Templates\Quant\Letter\ESTD\
Parts\
iii_2_Custom_QuantReport_ESTD
_Summary.xltx.

2 Add a new worksheet to the
template that contains the

VLOOKUP range. For this example,

we will use the following arbitrary
values

Ampb

Cocaine 6

Meth 7

MDMA 8

142

-—0o a0 T

Follow the instructions in “Task 4.
Open a Quantitative Analysis
template” on page 42 to open the
template, jii_2_Custom_QuantReport_
ESTD_Summary.xltx., where “iii" are
your initials.

Press Shift and F11. A new worksheet
is added.

Click the first column in row 1.

Type Compounds.

Click the second column in row 1.
Type Limits.

Enter the four compound names in the
Compounds column.

Enter the four limits in the Limits
column.

Right-click the tab at the bottom of the
worksheet.

Click Rename.

Type Limits and press Enter.

* If you do not have the

iii_2_Custom_QuantReport_ESTD_
Summary.xltx template, example
templates are available on the
Agilent Technologies MassHunter
Reporting User Information DVD in
the Familiarization Templates
folder.

You can also click the Insert
Worksheet tab that is next to the
other tabs at the bottom of the
program.

Instead, you can add the lookup
table to the Options tab. The
Options tab is not printed when the
report is printed.
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Task 7. Use the VLOOKUP function to add a Limits column

Advanced topics

6

Step Detailed Instructions Comments
(';\_‘ o9 s pfh_2_Custom_QuantReport_ESTD_Summary.xltx - Microsoft Excel =0 X
a
_/ Hormge Insert Page Lavout Formulas Data Review View Developer Add-Ins Acrobat @ - o x
3] Process Report | ¢ Clear Results ¥4 Add Data ¥ Add Graphics #5 Add Formatting ¥ Advanced Properties | i Validate Design & i@} Test Quant - The Compounds and Limits are
added to the worksheet.
Custem Toolbars
[ Az - £ | Amp
A B c D E E G H 1 J K L M N T
1] |Compound Limits
4B 5
3| Cocame 5
4 |Meth 7
5| |mMDMA 8
7
8
9 = R
10 The name of the worksheet is
1
12 changed to Limits.
14
15
16
17
18
19
W 4 » » | Options | Limits  Design-Summary % [ m =
Ready | P31 [EEEFTTe o s

Figure 97  Adding the new worksheet and renaming it Limits

k Click Advanced Properties in the
Add-Ins tab in the Ribbon.

I Click the Design Worksheet tab.

m Mark the Active worksheet is a
design worksheet check box.

n Mark the Exclude worksheet from
final report check box.

+ If the Exclude worksheet from final
report check box is marked, this
worksheet is not printed when the
report is printed.

o Click Close.
Advanced Properties 3]
Template  Design Worksheet | cel | Tabie |

e The name of the worksheet is shown
in this dialog box, but you cannot edit

IV Active workshest is a design worksheet . .

; it in this tab.
¥ Exclude werkshest from final report |
Close.

Figure 98  Mark both check boxes in this dialog box
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6  Advanced topics

Task 7. Use the VLOOKUP function to add a Limits column

Step Detailed Instructions Comments

3 Add the VLOOKUP formula column. a Click the Design-Summary worksheet + See Task 3. Add a formula column to
tab. a table for more information on
b Find the Compound column in the adding a formula column.
second Quantitation Results table.
¢ Click Add Data > Formula Column.
d Rename the new column Limits.
e Click the cell containing the words
Enter formula here.
f Click the Formulas tab in the Ribbon.
Click Insert Function.
In the select a category box, select
Lookup & Reference.
i Select VLOOKUP in the Select a
function list.
Click OK.
k Click the cell containing the value in
the Compound column.

-}

(Dg)d “ = : Table Tools

The Lookup_value is the
value that you want to look
i up in the Limits

o et i SrE worksheet. So, you click
[ VLoOKUP + (0 % v || =viooKuP([Compou ¥

)
/' Home Insent Page Layout | Formulas Dats Review  View Developer  Addfins Acrobat Design @ -2 x
f‘ = AutoSum ~ =) Define Name
X
Er R & Use in Formula ~

VLOOKUP H
zls] A B c S 5| on the cell in the
1 Batch Info 3 k) Lookup_value | [Compaund]
2 Batch Data Path 3 Table array | Compound column that
3 Analysis Time i Y Analyst Nai (s R
4 ReportTme - < Reporter 1 o contains the results. Do
5 Last Calib Update * “Batch Stats Range_lookup 3
g - - | notclick on the column
{8 Sequence Table Looks for a value in the leftmost column of a taljle, and then returns a value in the same row from a column you specify.
8 |SamplelD - DataFile ~ | sample Namy gy default, the table must be sorted in an ascefjding order. header

Lookup_value is th: value to be found in the first column of the table, and can be a value, a
refefence, or a text string,

Formula result =

el on st

~|c | v |Data File [~ Com'nd ~ | Limits ~ -] Reé ~ Fina

p([Compound]) |

21 |CMD:EndRepeat CompoundID )4
H 4 » M| Options -~ Limits | Design-Summary 7.1 [ I I |
=] [EEErTe o

Figure 99  Add the Lookup_value to the Function Arguments dialog box
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Advanced topics 6

Task 7. Use the VLOOKUP function to add a Limits column

Step Detailed Instructions Comments
I Click the Table_array box in the * When you click the Limits
Function Arguments dialog box. worksheet tab, “Limits!” is added to
m Click the Limits worksheet tab. the Table_array box.

n Click and drag to select the area
containing the compound names and
the limits.

(o) 5 Table Toals HEE |

a
- Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat Design @ - = X

* I Autosum -
X

s

2 Def e
£ Use in Formula ~
23

Functio

Select the area containing

Function Arguments

VLOOKpIP ~ (2 ¥ « |fx| =VLOOKUP([Compou

l = = = ‘D = = R the compound names and
1 |Compoyld Limts Lookup_value | [Compound] =0 - . .

2 Amp * 5 Table_array |Limits!A2:85] {"Amp”,5; "Cocaine™,6; Meth", 7; MD... Ilmlts' You do nOt IHCIUde
3 [rotame 13 "

« | et 7 e the column headers.
5 | moma 8 Range_Jookup |

6 =

7 Looks for a value in the lefimost column of a table, and then returns a value in the same row from a column you

8 specify. By default, the table must be sorted in an ascending order.

2 Table_array is a table of text, numbers, or logical values, in which data is retrieved. =

1? Table_array can be a reference to a range or a range name.

12

13 Formula result =

14

15 Help on this finction

16

17

18

19

20

21

4 4 b M| Options | Limits .~ Design-Summary < %3 [ m

Edit = ‘ (O EC i

Figure 100 Add the Table_array value to the Function Arguments dialog box

o Inthe Table_array box, select the « When you press F4, a “$” is added
entire string. before each column or row

p PressF4. reference. This makes the cell

q Type 2 in the Col_index_num box in reference absolute.
the Function Arguments dialog box. + The values are in the second

r Type False in the Range_lookup column in the worksheet, so you
box. type 2 in the Col_index_num box. If

s Click OK. the values were in the third column,

you would type 3.

Agilent MassHunter Workstation Software Reporting Familiarization Guide 145



6  Advanced topics

Task 7. Use the VLOOKUP function to add a Limits column

Step

Detailed Instructions

Comments

Function Arguments @@

VLOOKUP
Lookup_value | [Compound]

Table_array | Limits!$A$2:$885

Col_index_num 2 2

- FALSE

Range_lookup | False

specify. By default, the table must be sorted in an ascending order.

Formula result =

Help on this function

{"Amp", 5; "Cocaine”,6; Meth”, 7; MOMA™

Looks for 2 value in the leftmost column of a table, and then returns a value in the same row from a column you

Range_lookup is a logical value: to find the dosest match in the first column (sorted in
ascending order) = TRUE or omitted; find an exact match = FALSE.

Figure 101 The Function Arguments dialog box for the VLOOKUP function

4 Add the second formula column to
check if the Final Concentration is
below the value in the Limits
column.

If the value is below the limit,
print the message “Below limit”.
Otherwise, print “Pass”.

146

(1]

n Type Pass in the Value_if_false box.

Click the Final Conc column in the
same table.

Click Add Data > Formula Column.
Rename the column “Limit Check”.
Click the cell containing the words
Enter formula here.

Click the Formulas tab in the Ribbon.
Click Insert Function.

In the select a category box, select
Logical.

Select IF in the Select a function list.

Click OK.

Click the cell containing the value in
the Final Conc column.

Type <

Click the cell containing the value in
the Limits column.

Type Below limit inthe
Value_if_true box.

Click OK.

Select the area containing the
compound names and limits.
You do not include the column
headers.

+ See Task 6. Add a formula using the
IF function for more information on
adding a formula column using the
IF function.
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Task 7. Use the VLOOKUP function to add a Limits column

Advanced topics 6

Step Detailed Instructions

Comments

Function Arguments @@

F
Logical test |[[Final Conc]] <ILimits - #A

Value_if true [Below lmit] = “Below lmit”
Value_if false |Pass™ = "Pass”
= #N/A

Checks whether a condition s met, and returns ne valus if TRUE, and anather value if FALSE,

Value_if_true is the vaiue that is returned if Logical_testis TRUE. If omitted,
TRUE is returned. You can nest up to seven IF functions.

Formula result = #N/A

Help on this function

The quotation marks are automatically
added when you leave the field.

Figure 102 Adding the formula to see if the Final Concentration is above the limits from the VLOOKUP function

5 Test the changes to the template.  a
b
c

e = o o

Click Process Report.

Click the Browse button.

Navigate to the DrugsOfAbuse\
QuantReports\Drugs0fAbuseDemo
folder.

Select report.results.xmi.

Click Open.

Click OK.

Scroll to the Quantitation Results
table.

Compare the results in the Limits
column to the results in the Final Conc
column and then check the Limit
Check column.
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6  Advanced topics

Task 7. Use the VLOOKUP function to add a Limits column

Step Detailed Instructions Comments
& -ﬂ\. =] s pfh_2_Cugtom_QuantReport_ ESTD_Summaryxltx - Microsoft Excel =2 X - . .
& Home Insert Page Layout Formulas Data Review View Developer Add-Ins Acrobat @ - = x The lelts COIumn contalns the
2 Process Report [§ Clear Results ¥ Add Data % Add Graphics #3 Add Formatting % Advanced Froperties [ Validate Design @ @ Test Quant - value from the Limits tab that
was next to this Compound
Custom Toolbars name.
AL - § fe | Batch Info
—=
1lz]s AGBICIBIE|F|G|H|I|J|K M/N|O|P|Q|R|S|T|U|V|W|X|Y|ZAAAFRCADEC AT ARG AN AL AT A T .
22 | Cocaine jj The Limit Check column
23 |Data File Compound Limits RT Resp FinalConc |LimitCheck |ExpConc Accuracy
24 |cvavelk_01.d Cocaine 3 2433 11823 Pass contains the word “Below
25 |cMAMCal L 1d Cocaine & 2453 5189 23077 Belowimt | 2.5000 9231
26 |CMAMCal_L 2.d Cocaine 6 2.454 9716 4,2681 Below limit 5,0000 85.36 leit" |f the Final
27 |cMAMCal L3.d Cocaine 5 245 25187 11553 pass | 125000 92,43
= 28 |CMAMCal_L4.d Cocaine 6 2.449 50703 25.2713 Pass | 25.0000 101.03 c°ncentration is below the
29 |CMAMCal_L5.d Cocaine 6 2.448 199967 125.0735 Pass 125.0000 100.06
- [ 30 |cMamac_Lzd Cocaine 5 2453 92% 42837 Below imit 5.0000 85,67 Limit. It contains the word
- |31 oamMge_L4ad Cocaine [ 2455 48582 245172 pass | 25.0000 98.07
- | 32 lcMaMSam_D2.d Cocaine 6 2.460 9735 4,3730 Below limit “Pass” if the Final
- | 33 |cMaMsam_p3.d Cocaine 5 2446 24841 10.92% Pass . .
S Concentration is not less than
- |35 MDMA
- | 36 DataFile Compound Limits RT Resp FinalConc | LimitCheck [ExpConc Accuracy the Limit.
37 [oMamBk_o1.d MDMA 8 2466 26 69547 Below imit
38 |oMAmCal L 1.d MDMA s 2276 374 2276 Belowimt | 2.5000 5107
39 |oMamcal 2. MDMA E] 2277 743 4543 Belowimt | 5.0000 2288
40 |CMAMCal_L3.d MDMA 8 2.277 17023 11.2481 Pass 12.5000 89.98
41 |cMamcal L4d MDMA s 2254 248217 pacs | 25.0000 99.29
42 |CMAMCal L5.d MDMA ] 2.271 125.1795 pass | 125.0000 100.14
W 4> ¥ Summary 7
Ready | P |[E 0|00 Cla (I

Figure 103 Two different formula columns were added to the Target Compound table

6 Save the changes to the template,
iii_3_Custom_QuantReport_ESTD
_Summary.xlt.

You have to clear the results
first.
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Click Clear Results in the Add-Ins tab
in the Ribbon.

Click the Microsoft Office Button and
then click Save As and click Other
Formats.

In the Save As dialog box, type
iii_3_Custom_QuantReport_ESTD_Su
mmary.xltx.

Verify the folder selected in Save in is
correct.

Click Save.

+ The Save as type is Excel Template
(*.xltx) for most reports. If the
report you are modifying has the
extension .XLT, then the Save as
type selection is Excel 97-2003
Template (*.xlt).

+ If you change the Save as type, the
folder is automatically changed to
the Microsoft Templates folder.
Navigate to the \MassHunter\
Report Templates\Quant\en-US\
Letter\ESTD\ Parts folder.
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