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In This Guide...

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

Exercise 1  Creating Reports

In this exercise, you produce reports using the Qualitative
Analysis program and the Quantitative Analysis program.

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 you create a report method.

* In Task 7 you generate a Quantitative report using the report method.
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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.

e 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 73.

Turn off any unneeded formatting options. See “Task 5. Change values on
the Options worksheet” on page 133.

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 140.

Print on a standalone system, if possible.

Set the Microsoft Image Writer as the default printer if you are printing
to a networked printer.
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1 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 a Double-click the Agilent MassHunter + The sulfas-PosMS.d file contains
program and open the data files, Qualitative Analysis icon, . MS (TOF or Q-TOF) data. The
sulfas-PosAutoMSMS, The system displays the Open Data sulfas-PosAutoMSMS.d and
sulfas-PosMS.d and Files dialog box. sulfas-PosTargetedMSMS.d files
sulfas-PosTargetedMSMS.dinthe b Go to the folder \MassHunter\Data, contain both MS and MS/MS
folder \MassHunter\Data, or in or the folder where the example files (Q-TOF) data.
the folder where you copied them. are located. * You can get help for any window,

dialog box, or tab by pressing the F1
key when that window is active.
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Creating Reports 1

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

Steps Detailed instructions Comments
B Open Data File =]
Lookir: |14} Data EiEIEIE

Ensure Use current method is
clicked.

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

"L Drugsidbuse

[ [0 sulfas_PoshutoSMS d
L& 1 sulfas_Postis.d
Recentltems B ifas PosTaigetedMSMS.d

Documents

7

Deskiop

i
Computer

Q{ File name: “sulfas_PostutoMSMS.d" Usulfas_PostS.d" "sulfas.

Metwork Files of type: | Data Files [*.d)

'I [ Cancel ]
Options

Sample Information
Sample Name
@ Use curent method User Name
Sample Position

[¥] Load result data

Description
1 Fiun File Open' actions from
2 electad method

Figure 1

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

Click Open.

All three data files are displayed in
Data Navigator, and three
chromatograms are displayed in the
Chromatogram Results window.

The Open Data File dialog box is automatically opened

* 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.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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1 Creating Reports

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

Steps Detailed instructions Comments
[T Agilent MassHunter Qualitative Analysis B.06.00 - Default.m ==
i File Edit View Find Identify Spectra Chromatograms Method ‘Wizards Actions Configuration Tools Help
(GBS MEE o[ PlR)E]E (AR 4 S A i B BB B ke @ | B [ Wevigstorview ] compound petais view
i 4 DataNavigator x ||: /\ Chromatogram Results x
Sarlby Dala e Jiee tiQ@E @ CEA0 e 3 v bIh & L% % E 2 e =)
(=) [9] sulfas_PosAutoMSMS.d
5 [7] User Chomatograms 108 |+ESI TIC MS(al) sulbas_PasAuaMSMS 4
i ENTEIEE | i
[ User Spectra 15
[ Backgiound Specira
[E] Compounds 1
[E] Matched Sequences
=[] sulfas_PosMi5.d 0.5
8

EB . 4108 [+E51TIC Scan Frsg=125.0v sulss_PoshiS.d
ackgound Specia 7
5] Compounts Ml !
[E] Metched Sequences .
5} (7] sufas_PosTaigeledhiSHS.d
(7] User Chromatograms 4
@ EIEEEE 3
[ User Specia 2
[ Backgound Spectia 1
[E] Compounds
[ Melched Sequences 4108 [+E51 TIC MS{al) Fiog=125.0V sules_PosT agetechSMS.d
P2 U 1
15
1
05
0
01 ofs 02 055 03 0% o4 045 05 05 05 0B5 07 075 08 085 03 0% 1 165 11 115 12 155 13 1% 14 145 15 15 15 155 17 175 18 185 19 155 2
Counts vs. Acquisition Time (rir]
 [E Method Explorer: Defautm  |[; 111 S Spectrum Resuks x
Chromatogram alieesia@y ¢lEaoc 1 -[n)[e]d m[h]% %5 =

Spectrum

General

Reports

Find Compounds A

Find Compounds by Formula A

Identify Compounds

Compound Automation Steps

I-I Worklist Automation

[Repoting Options
“woklist Actons

Selected Ranges

Export

Figure 2 Qualitative

Analysis main window

2 Return the main window to its a If necessary, click Configuration > + The display and plot settings will
default workflow, General. The Configure for Workflow > General. remain the same even after you
default method and layout are b In the Workflow Configuration dialog switch to the General workflow.
loaded. box, mark: These settings differ depending on

Make sure you can see all three Load workflow's default method your specific situation.
chromatograms. Load workflow's default layout * You can change the layout by
¢ Click the down arrow next to the clicking Configuration > Window
Maximum number of list panes list in Layouts > Load Layout.

the Chromatogram Results toolbar,
and select 3.

12
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Creating Reports

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

Steps Detailed instructions Comments
[T Agilent MassHunter Qualitative Analysis B.06.00 - Defaultm fola s

i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Hel
R =R e v 2 B | B N T Y

£ 7 DataNavigalor

B 3G e & B [ Neigtorview |5 Compound et iew

Chromatogram Results . .
owpmorie _ ~liae s By ¢ Ealole ol HEIA L2 F% % Bl s v 7= Lists maximum
g s s ot number of panes

€61 TIC Sean Frog=125.0 sl Pt ¢

___\//L/\_/L_Jk———ﬁ The default method

Fr T —— and layout are loaded.

|

: wwww\wmf\ T AR AN j| Toload the default
S GO @ 0B o5 0 b B o G o O s 0ok D0k T T [1]15 T2 1% 13 16 14 1% 15 15 15 1% 17 15 18 156 15 15 3 dlsplay and p|0t

T %a«swasm ¢[Eaoc :xnjfeam% =g Sett".]gs' C|ECk
— Configuration > Plot
— Line Definitions.
Anaysis Report
Compound Repert
e
* Find Compounds

i Find Compounds by Formula

15 Ldentify Compounds.

 Compound Automation Steps

i Worklst Automation

5 Export

Figure 3 Qualitative Analysis main window with the General Workflow selected
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1 Creating Reports

Task 2. Print an analysis report

When 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 Configuration > Intermediate
Report Files.

Mark the Keep intermediate report
directories check box.

Click OK.

In Method Explorer, click Reports >
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,
the peak table cannot be
included.

+ If you are keeping the intermediate
report directories to customize a
template, 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.

14
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Task 2. Print an analysis report (continued)

Creating Reports 1

Steps

Detailed instructions

Comments

} [Z: Method Explorer: Defaukm

# Chromatogram

+ Spectrum

: [5 Method E ditor: Analysis Report

i (b) PrintAnalysis Report ~| (34 | 9 - 04 | Wethod kems~ | (2 13

# General

~ Reports

Analysis Report

Compound Fieport

Common Reporting Options

+ Find Compounds

# Find Compounds by Formula

+ Identify Compounds

* Compound Automation Steps

+ Worklist Automation

+ Export

User chiomatograms
7] Show user chiomatograms
7] With peak tables

With signal o noiss resuts

User specia
7] Show user spectia
7] With peak tables
Wit ibrary spectum

With difference spectum

Compounds

7] Shaw compound chiomatograms
With peak tables

7] Shaw compound spectra

V| With peak tables

Figure 4 Analysis Report section in the Method Editor

3 Select the template to use when a In Method Explorer, click Reports >

printing this report.

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.

Before printing the analysis report, you
generate the results that you want to
include. For example, if you want to
include compound chromatograms,
you need to run one of the Find
Compounds algorithms.

If you want to increase the speed of
printing a report, remove any
unnecessary graphics. Including
graphics in a report slows down report
generation.

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

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

Agilent MassHunter Workstation Software Reporting Familiarization Guide 15



1 Creating Reports

Task 2. Print an analysis report (continued)

Steps Detailed instructions Comments
{ [5:Method Explorer: Defaukm % | i [= MethedEditor: Common Reporting 0 plions x
“ Chromatogram i (b} Print Compound Report =| (o} | €« 04 | MethodItemns - | 02 g
| Spectrum Templates | Dptions |
- General H B
General Mark this check box if you do not
Page orientation: @ Portrait Landscape
- Reports H .
7] Hide empty cokenns in tables want to include empty columns in
Analysis Report
7] Show sample information H
[ — any table in the report.
[ e Peak table limits [include all peaks unless limits are specified)
1 Find Compounds /| Chromatogram peaks 10 largest peaks per table
7] Mass spectium peaks 10 largest peaks per table
| Find Compounds by Formula
| Identify Compounds Custom pict limits (autascaled urless limits are specified) <
# Compound Automation Steps User chrematograms 200010 000 i You can specify the plot limits to use in
| Workiist autamation Eonpound shenaten: m the report for each type of graphic.
MS spectra 100.0000-1200.0000 miz
7 Export
MS/MS spectia miz
Deconvoluted spectra 15000.00-35000.00 Da
UV spectra 240-330 nm

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

4 Print the report. * You can interactively print the reportin  The Runicon {i} + in the Method
multiple ways: Editor toolbar sometimes allows you
From the main menu, click File > to 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 Reports > Common
Printer icon. Reporting Options section, four
Click the Print Analysis Reporticon, different actions are possible when
{E} = 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

Right-click the data file in the Data  default action. If you simply click the
Navigator, and click Print Analysis  Run button, the default action is
Report. performed.

Click Generate Analysis Report in

the Actions menu.

16 Agilent MassHunter Workstation Software Reporting Familiarization Guide



Task 3. Print a compound report

Creating Reports 1

In this task, you generate a compound report. 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.

b

Click Configuration > 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 Reports >
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 made 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.
A sectionin areportis 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 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.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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1 Creating Reports

Task 3. Print a compound report (continued)

Step

Detailed instructions

Comments

; [ZhMethod Explorer: Defaukm

I Chromatogram

;[ Method E ditor: Compound R epot
i (¥) Print Compound Repart =| (2} | €« 4 | Method fems - | (2 [

Analysis Report

Compound Report

Common Reporting Options

'+ Find Compounds

¥ Find Compounds by Formula

+| Identify Compounds

+/ Compound Automation Steps

+ Worklist Automation

| Export

Exclude details for unidentified compounds

Chiomatogiams
Show user chiomatogiam(s)
7] Show compound chiomatoarams)
Overlay compound chiamatogram(s)
Compound spectum (M)
7] Show MS spectium 7] Show MS peak table
Show predicted isolope malch table
7] Shaw M5 spectium (zoomed in on special peaks)
Zoompadding: - 300+ 300 w2
] Overlay predicted isotope distribution
Compound spectum (M5 /MS)

7| Show M5/MS spectium /| Showe M5 /M5 peak table

Library search results

Show library spectium Shaw diference spectrum

m

Figure 6 Compound Report tab in the Method Editor

To increase the speed of creating a
report, remove any unnecessary

+ Spectrum Compaunds p X ! ! :

o ] Shaw compound tabie graphics. Including graphicsin a

= Reparts sty (B 7 report slows down the creation of
Sort order [Increasing -]

reports.

3 Select the template to use when a In Method Explorer, click Reports >
printing this report. Common Reporting Options.
b Verify the correct Report template
folder is selected.

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

¢ Verify the correct Compound report paper. The other folder contains
template is being used reports that print on A4 size paper.

d Click the Options tab. + Several different compound report

e Verify the settings on this tab. templates are available in each

folder.
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Task 3. Print a compound report (continued)

Creating Reports

1

Step Detailed instructions Comments
4 Print the report. a Click the arrow in the {B' T iconand -+ You also can print a compound
Preview the report. select Print Compound Report to print report by doing any of the following:
the report. Right-click the Compound Report
b In the Print Compound Report dialog section in the Method Editor, and
box, click All results. click Print Compound Report.
¢ Mark Print report. Click File > Print > Compound
d Mark Print preview. Report.
e (optional) Select the Printer name to Click Generate Compound
use. If you want to print the report to a Report in the Actions menu.
printer, select the printer in this dialog * You can create a PDF file by marking
box. the Save report as PDF file check
f Click OK. box. This option only works if you
installed the Microsoft Excel PDF
add-in after installing Excel.
= CompaundRepart] - Excel ? 5 - 0O X
PRIMT PREVIEW -
Mext Page
Wl Qo | B g
Frint  Page  Zoom Show M Close.Print
. f““" . ™ 1'9'"5 Preview | This button closes the Print
= Preview window without
sending the report to the
printer.
Qualitative Compound Report
Data File sulFas_Posfutaams.d sampleMName  1ngsufas
Sample Type Sample Position PLF1
Instrument Name QTR PR User Name
Acq Method sulFas_PosAutcMEME_demoim Acquired Time 57162008 11:15 141 PM
IRM Calibration Status DA Method Default.m
;:.l“-";::l sulfas_PosME.d Sample Name 1 rgsufas
Sample Type Sample Postion PLFL
Instrument Name QTR PR User Name
Acq Method sulFas_PoshEcrly_demom Acquived Tme  S16/2008 11:29:01 P
IRM Cakibration Status DAMethod Defadtm
;:.l“-";::l sulfas_PosTargetedMais.d Sample Name 1 rg suifas
Sample Type Sample Position PiF1
Instrument Name QTR PR User N ame
Acq Method sulFas_PosTargetedMaMS_demoam Acquired Time  £/16,/2008 11:33:19 Pt
IRM Cakibration Status DA Method Defautm
Figure 7 The Print Preview window showing the Compound Report

5 Close the Print Preview window.

Click Close Print Preview in the toolbar.

+ 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.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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1 Creating Reports

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.

2 Select the folder to use when
printing this report.

You can select the folder to use.

A graphic report always uses
either the template graphic or
graphicfullpage.

3 Print a graphics report.

T o o

Click Configuration > Intermediate
Report Files.

Mark the Keep intermediate report
directories check box.

Click OK.

In Method Explorer, click Reports >
Common Reporting Options.

Verify that the correct Report template
folder is selected.

Right-click the Chromatogram Results
window and click Print.

In the Print dialog box, click All
chromatograms.

Clear the One chromatogram per page
check box.

Select the Printer name.

Mark the Print Preview check box.
Click the Options tab.

Review the settings.

Click OK.

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

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

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

* You can only print a graphic if a
graphic is currently showing in the
Qualitative Analysis program.

* You can print a graphics report from
any of the graphics windows
including:

Chromatogram Results window
Spectrum Preview window

MS Spectrum Results window
Deconvolution Results window
UV Spectrum Results window

* If the One chromatogram per page
check box is marked, then the
graphicfullpage template is used.

20
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Creating Reports 1
Task 3. Print a graphics report (continued)
Step Detailed instructions Comments
Print =] Print (=l
Options Frint | Options
Contents Orientation Repart contents
Include header @) Portrait @ &ll spectia
Include footer () Landscape () Only highlighted spectia
() Only visible spectia
Repart options
(e spectrum per page
Repoit destination
Printer name: <Defaulty -
Print Freview
Figure 8 The Options and Print tab in the Print dialog box
B B GraphicFullPage? - Excel T @ - 0O %
PRIMT PREVIEW
IE# [E‘ Q [} Mest Page a< - A
= O Somicusige | This button closes the Print
setup shawhlarging - Preview Preview window without
Frint Zoom Previws ~ .
T sending the report to the
printer.
SampleName  1ng aifi Position PLA InstrumentName  GTCFFRL UsarNama
nj val InfPosition sampleType Sapke TRM Calibration Stats
Data Flename  sulfas FosairolErsd acQmahod  sulfas_PasAuhEs d Comment Acquived Tive 8/16/2008 11:18:41
0 2| 7 0T T3 DG 0917 S T auATIOV sl e At MM
5*; (TR=HEg
1;
1o
Y
Figure 9 The Print Preview window showing the Graphics Report
4 Close the Print Preview window. Click Close Print Preview in the toolbar. ~  If you want to print the report, click
Print. The report is printed on the
printer selected in the Print
Compound Report dialog box.
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1 Creating Reports

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 PDF template provided in the program.

If you can't find an existing template in PDF format that serves your needs,
then you can increase the speed of your report generation by using one of the
numerous Excel templates that does not include many, or any, graphics.
Reports that do not include graphics print more quickly. 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 73.

Turn off any unneeded formatting options. See “Task 5. Change values on
the Options worksheet” on page 133.

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 140.

Print on a standalone system, if possible.

Set the Microsoft Image Writer as the default printer if you are printing
to a networked printer.
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Creating Reports 1

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 r@ . MassHunter Workstation >
the batch you created, if youdid b Click File > Open Batch. Quantitative Analysis (0QQ) from
the exercises in the Quantitative ¢ Move 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.bin or 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.

B8 Open Batch ==l
Look in DrugsDfbuse - @ m.
= Narne analysis File Data ¥e... Size
= ChAMEN_0L.d 14 ke
Recent Places CMAMCal LLd rugsol 182 kB
ChAMCal_Lzd ZlbrugsoFabusebemo_Agile. batch.bin 1 178KB
! CMAMCal L3.d Eros_Report_01,bateh.bin 8 189K
Desktop CMAMCal_L4d
CMAMCal_LS.d
= CMAMQC_L2d
Libraries CMAMQC_L4.d
ChAMSam_iLd
.5 CMAMSam_02.d
Computer ChAMSam_b3.d
= DOA_Reporthethad.m
QA. QuantReports
o QuantResults
. I K i 3
File name: DrugsDidbuseDemo.batch.bin -
Files of type Balch Files [ batch.bin;" batch.sm) - [ Caneel |
Open as read-only o
P

Figure 10  Open a batch file
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1 Creating Reports

Task 5. Open the Quantitative Analysis program (continued)

Steps

Detailed instructions

Comments

2 Analyze the batch, and inspect the

results for each compound.
Examine the Quantitation
Message(s), which identify
samples with no quantitated
signals.
Save the batch to the file
iii_Report_01, where "“iii”
your initials.

are

a Click [ analyze Batch in the
toolbar to start batch analysis.

b Pass the mouse cursor over the
quantitation message for Sample 1.

¢ Pass the mouse cursor over the flags
for the first two calibration standards.

d Click File > Save Batch As.

e Typeiii Report O01.

f Click Save.

Note that two calibration standards
contain outlier data. Outlier data is
data thatis notin the range that you
set as acceptable.

BB Agilent MassHunter Quantitative Analysis - DrugsOffbuse - iii_Report_01batch bin [E=R[ECE ===
File Edit Wiew Analyze Method Update Report Tools Help
Id | 23 | (= fnabzeBatch - @  Layout [ B R\ Restore Default Layout
Batch Tabls > X
Sample: @] | Calib-L4 <[ | Sample Type:| <an> - Compound: [ 4. ~ (3] 5T amp- |[E]E P e e L
Sample Amp Met Amp Results Quaiifier... | 4mp-d3 (5T | Quaiifier...
(D b Name DataFile Type Lewel Acq. Date-Time Exp Conc. | RT | Aesp. | M| Calc. Cone. | Final Conc. |Acculacy Ratio | MI| RT | Aesp. | Ratio | Ml
@ | ¥ |Blark-1 | CMAME_01.d | Blank 5/12/2006 1:43 PM [ [a]
¥ | Calibl1 | CMAMCa_L1d | Cal L1 |5/12/2006 1:51 PM 2.5000) 2141 58| 3.3187] 3.3187] 24.3 2129] 1397| 259
¥ | Caitlz | CMAMCa_L2d | Cal L2 |5/12/2006 1:54 PM 5.0000f 2140] 1059|[ 5.7433] 5.7433] nao 2128] 1298] 259
Calib-L3 | CMAMCal L3d | Cal L3 |5/12/2006 1:57 PM 125000| 2134 2673|[7] 13,6808 13,6808 1084) 267([]| 2121] 1377| 26.3|[1
» Calib-L4 [N Cal L4 |5/12/2006 2:00 PM 250000) 2022 4352 | 267561 267561 107.0{ 231| ]| 1.3930] 1304| 28.8|[
Calibl5 | CMAMCS| LEd | Cal L5 |5/12/2006 2:03 PM 1250000 2101] 18605)[C1) 124.4844| 1244344 99.6| 27.0|C1| 2076| 1053| 264/
QcL2 CMAMOC L2d | QC L2 |5/12/2006 2:06 PM 5.0000f 2142] 1006|[ ] 6.2293 6.2293 46| 27.7|1] 2131] 1356 3110
GCL4 CMAMOC L4d | OC L4 |5/12/2006 2:03 P 250000) 2135 4716 27.8033 27.8033 111.2| 256 2121] 1196] 311
D [ ¥ [Sample1 [ CMAMSam_01.d | Sample 5/12/2006 2:12 PM ] a O
Sample-2 | CMAMSam 02.d | Sample 5/12/2006 215 PM 2143 1004/ 4.8977] 4.8977] 30.9|C1| 2130] 1445) 257|C
Sample-3 | CMAMSam 03.d | Sample 5/12/2006 2:18 PM 2105] 2590([ 142183 142183 263| 1| 2089] 1284| 298[
< i G
Compound Information ~ X |Calibration Curve: - X

E“ t g \ﬁ@@ﬁ; N N S EH $ i@ [®] TypeLi. v Origin . v Weights N.. v | ISTD

+MRM (136.2 > 91.4) CMAMCal_L4.d Amp - 5 Levels, 5 Levels Used, 5 Paints, 5 Points Used, 2 OCs
£ 3102 2022 nin § w01 | y=7.002452 "%
2 £ R"2=099942450 .
=] 84 2 16 Typelinesr, DrigircForce, WeightNone
74 Eg 144
64 ;% 124
59 &£ 14
44 084
34 06
24 04 ¥
1 024 /
0 4
12131415 16 17 16 19 2 21 22 23 24 25 26 27 28 23 "0 02 04 05 08 1 12 14 15 18 2 22 24 26
Aequisition Time (min) Relative Concentration
Processed Calin-L4 Amp 11 Samples (11 tatal)
Figure 11  Quantitative Analysis program after analyzing batch
24 Agilent MassHunter Workstation Software Reporting Familiarization Guide



Creating Reports 1
Task 6. Create a quantitation report method
In this task, you generate ISTD report using the one of the provided ISTD
templates.
Task 6. Create a quantitation report method
Steps Detailed instructions Comments
1 If necessary, open the batch file a To start the Quantitative Analysis * You can also start the program by
iii_Report_01.batch.xml. program, click the Quantitative clicking Programs > Agilent >
If the batch is already open, skip Analysis (QQQ) icon on your desktop. MassHunter Workstation >
to step 2. b Click Open Batch [ on the toolbar to Quantitative Analysis (0QQ) from
display the Open Batch dialog box. the Start menu.
¢ Move to \ Your Directory\ + |f the default layout is not shown,
DrugsOfAbuse and select click Restore Default Layout on the
iii_Test_01.batch.bin. toolbar before opening the batch.
d Click Open. Restore Default Layout
2 Select report template. a Click Report > Generate. The Batch folder and file from your
The system displays the Generate batch is displayed under Batch file.
Report dialog box.
b Select New.... The Report Method Edit For faster report generation, choose a
window opens. PDF template at \MassHunter\
Report Templates\ Quant\
PDF-Reporting
See the Quant DA online help for more
details on configuring reports.
BB Report Methad Edit [ E =]
b |s ][
Templates | Results | Graphics settings|
Add Template ] (C_Remove Tempiate [__EdtPostProcessss.. |
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1 Creating Reports
Task 6. Create a quantitation report method

Task 6. Create a quantitation report method (continued)

Steps Detailed instructions Comments

¢ From the Template tab, select Add
Template.... The Open dialog box
opens.

d Navigate to and select \MassHunter\
Report Templates\ Quant\en-US\
Letter\ISTD\Results_NoGraphics\
QuantReport_ISTD_ResultsSummary.

(o=
) =[ < Miasnter » Repor Temples » Qurt » en-US » Ler » 570 » sl ociphics ~ 43 [ Seoeh st oGraphis P
Organize v Newfolder E- 0 @

- e B Duemoded Ty ™

87 QuantReport JSTD_ResulsByC AN M
2 40

2 2m
27208 2P

M

Flerame: QuartReport ISTD Resutsumman 816,00

e Select Open. The template is added to
the Report Method Edit window.

ﬁ. Epteh: E:E

i i
fied yag 10fa
11 o felieins ‘

wopk | e oo
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Creating Reports 1

Task 7. Generate quantitation reports using a report method

In this task, you generate ISTD and compound reports using the
corresponding templates.

Task 7. Generate quantitation reports using a report method

Steps

Detailed instructions

Comments

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

2 Select options for your report. 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.
Move to \ Your Directory\
DrugsOfAbuse and select
iii_Test_01.batch.bin.

Click Open.

Select Report > Generate....

Under Report folder use the default
location or select Browse... to use
another location.

Under Report method, select
Choose....

In the Open window, navigate to and
select the method you created in “Task
6. Create a quantitation report
method” on page 25. The method is
displayed under Report method.
Select All samples and All compounds
or use Choose samples... or Choose
compounds... to select the items you
want in your report.

Under Generate, select Generate
reports now.

* 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

Under Generate, you may choose
Queue report task and Start Queue
Viewer to view the report status as
it is generated.
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1 Creating Reports

Task 7. Generate quantitation reports using a report method (continued)

Steps Detailed instructions Comments

o

Generate Report |E|
Batch file:
Batch folder: LM azsHunterhD ata\DiugeDisbuze’
Batch file: ii_Report_01.batch. bin
Feport folder:
C:vMassHunter\D ata\DugsOfabusehuantReportshii_Report_01
Feport method:

C:AUszershihiDeskiophtestitest.m

[ Choose... ][ Mew.. ][ Edit..

Samples/Compounds:

All zamples Chooze samples...
All compounds Chooze compounds...

Generate:
@ Generate reports now

() Queue report task

ok ] [ Cancel

Progress

Generating report(s). Please wait...

Cancel
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Agilent MassHunter Workstation Software Reporting
Familiarization Guide

Exercise 2
Customizing a template

Task 1. Open a Qualitative Analysis template 30

Task 2. Customize the footer of the Qualitative Analysis template 32
Task 3. Use the new template in the Qualitative Analysis program 37
Task 4. Open a Quantitative Analysis Excel template 40

Task 5. Customize the footer of the Quantitative Analysis Excel
template 42

Task 6. Use the new Excel template in the Quantitative Analysis
program 46

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.

e 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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2 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 AnalysisReport a
Microsoft Excel Template file and b
rename the file
iii_CustomAnalysisReport

Open the Windows Explorer program.
Move to the Report Templates\ Qual
folder in the folder where you installed
the data.

Move to the Letter or A4 folder
Right-click the AnalysisReport
Microsoft Excel Template file and click
Copy.

Click Edit > Paste to add a copy of the
report template to the current folder.
Right-click the new file,
AnalysisReport-Copy and click
Rename.

Type

iii CustomAnalysisReport

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

5 €)
2 Agient 6C (WTWIS
2 Agient GCMS (WTV.
2 Agilent LSOIW (T
2 Agient LOMS (N 5%
8 AZVTWISES) (R
2 soderho (NTWISES)
2 AgientCLFSOVT ]
2 AglentCWAD (N
2 AgientMC_CSSONT

= ]
@ Network

QualitativeMethadReportsd MNP XSDFie

Figure 12 Report Templates\Qual\Letter folder
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Task 1. Open a Qualitative Analysis template (continued)

Customizing a template

Step

Detailed instructions

Comments

2 If needed, remove the Read-only

attribute from the new template.

3 Open the template.

a Right-click the new file and click
Properties.

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

¢ Click OK.

| ii_CustomAnalysisRepart Properties (=)

Gereral | Securlty | Details | Previous Versions

n jii_CustoménalysisFieport

Microzoft Excel Template [.xlts)

Location C:\MassHurter\Report Templates\Iuahg 06 00her

Type of fil
Opens with: Excel [desktop)

Size: 55.5 KB (565,907 bytes)
Size ondisk: 550 KE (57,344 bytes)

Created Today, May 14, 2013, 8 minutes ago
Muodified: Saturday, August 11,2012, 5:13:28 PM

Accessed: Today, May 14, 2013, 8 minutes ago

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

Atwibutes: | [] Read-only | [ Hidden

Figure 13  Properties dialog box

+ Right-click the new file and click Open.

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 “Task 1. Open a Qualitative Analysis template” on page 30.

Task 2. Customize the footer of the Qualitative Analysis template

Step Detailed instructions Comments

1 Switch to the Page Layout view: Click Page Layout in the Workbook Views < In the Page Layout view, the header

Switch to the Design worksheet  group in the View tab in the Ribbon. You and footer are visible.

if necessary. can also click the Page Layouticon (/[C] ) * The header is printed at the top of
at the bottom of the Excel program to each page and the footer is printed
switch to the Page Layout view. at the bottom of each page.

+ The header and the footer each
have three different parts: left,
center and right. Click any of these
sections to edit that part.

D<= T T PR —
ElE | [ EE] Bneweses = = Click this butt(_)n to switch to the
i B I it = | M7 Page Layout view.

kb ok Wiews Zoom P p— [ -~

This template has two different
sheets. Make sure the Design
worksheet is selected.

You can also click this button to
switch to the Page Layout view.

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

Customizing a template

2

Step

Detailed instructions

Comments

2 Change the footer.

Add the worksheet name to the
left section of the footer.

a Scroll to the bottom of the design page
in Excel.

b Click the left section of the footer. A
text section appears containing the
text &[Picture].

¢ Insert a space.

d 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.

* Excel has different keywords in the
header or footer that refer to
different pieces of information:

&[Page] = the page number
&[Pages] = the total number of
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

=] - . 7 e - Eo= T = - o =
HonJe TNSERT nAGE LavOUTWFORMULAS DATA AEWEW IR hiasHuner Reporing ADD NS | DESISN -
D D [E) page Mumber O Current i [ Shest Name B
e umber of Pages (5 File P icture
- v E Mumb. f Pag. File Path L2 pict Options
- 7 Current Date ] rat Picture -
e Hesuer ~
55 - = .
z
KRB A B c D E F
7
I~ 18 Integration Peak List
19 Ttermic: =~ [Peakc ~ [starc ~[rT ~[End — [Heighe =)
20 I I 1 I 1 1
i
22 [Nuise Type - [Siunal Definiti] - [Nuise Multiplic - [Nuise value |
20 T T i Fl
.
E Jseare ~[era =
%=
E v Cndncpont e
E
B v e
L. = ~Fragmentor vaiti | Gollizion Enera Tomizavion Moas |-
=
B
B
=
L =
o
P
P
S Briterence spd = um
i y
o s
iz reskus
i et e - :  jabuna - ame - Formuta -
ar L T T T T T 1
e
&
= Spectrum strucelre
) pestry e i S——
=
5
55
56|
57
b 25
o
o
2
B3 —|rT —|End = |Height =
B T 1 T 1
—_—
[ Pt als 2143 FM U1 1s 571472013
Design_|[Gpi6

The Header & Footer Tools are
shown in the Design tab when you
click 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 sheet name is
Design. See “Task 1. Add a page
break and a sheet break” on
page 116, to learn how to change
the sheet name.
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2 Customizing a template

Task 2. Customize the footer of the Qualitative Analysis template (continued)

Step Detailed instructions Comments

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.

4 Test the changes to the template.  a Click the MassHunter Reporting tab.  * The Process Report command is
b Click Process Report. part of the MassHunter toolbar in
¢ Click Browse. the MassHunter Reporting tab in
d Move to the \MassHunter\reports\ the Ribbon.
temp folder. * You can only see the header and the
e Double-click one of the folders that footer in the Page Layout view.

contains analysis results.

Select Report.

Click Open.

Click OK.

After the report is processed, click

Page Layout in the Workbook Views

group in the View tab in the Ribbon.

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

- Ta =
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Customizing a template 2

Task 2. Customize the footer of the Qualitative Analysis template (continued)

Step Detailed instructions Comments
H - - fi_CuistomalysisRepart - Cacel 2 = - o x
HOME  INSERT  PAGELAVOUT _ FORMULAS  DaTa  Reviw | VIEW | MassHunier Reporimg  ADDANS -
DI | @ e @ remeoe | Q[ [ | BN 5 == =
21 Gridlines [ 1 leading: Zoom 1005 Zoomta T ATnSe Al Switch Macros
- o vmes |
AL - F=3
o £ | c |0 e | F e Hl 1|kl MIN e ol RS T 0y wlx| vz iea
i e S
5
1
o 1
B
s
;
e
L e T T e e e
>
; The name of the tab is Report. This
word is also added to the footer on
each page.
rI [— I Foge 10716 Frinted ati 2140 PM on: S/14/2013

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 MassHunter + You can click Save As if you want to
You have to clear the results Reporting tab in the Ribbon. change the name of the template.
first. b Click File > Save. » The Save as type is Excel Template.
You can either save the template
to the same name or to a new
name.
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2  Customizing a template

Task 2. Customize the footer of the Qualitative Analysis template (continued)

Step Detailed instructions Comments

® .
Save As

New

& soDive i;l Computer

Open
Current Folder

E:l Computer Letter
=5 ¢ MassHunter » Report Templates » Qual » B.06.00 » e

Prnt ols Addapla Recent Folder:

3 Save s ==
here G()=[ « ReporTempites » Qual » 60600 » e » Leer » < [ [ search etter B
Export T T )
s W vicosrbe (& Nme ° Date madified Type S
Canfig YI20BI0PM  Filefolder
¢ Favaries SubReports YIB20BI0PM  Fiefolder
ount B Desktop B AnalysisReport /112012 5:19PM  Microsoft Excel Te 56KB
oton & Downloads ] nlysisReportiithMFGResults /AL SIPM  Microsoft Bxcel Te s6ke
S Recent Places 7 BioConf dR... 61172012 5519 PM Te ke
] BioCanfirmProteinCarnpoundReport SPUSSIPM  Microsoft Bxcel Te e
4 Libraries =| ] BioConfimProteinDigestCompoundRep.. B/LLAL2S20PM  Micrasoft xcel T 6ke
B Documents 8] BioCanfimSyntheticPeptideCompound...  B/LL2012 520 PM  Microsoft Excel Te BKe
& Music @] CompoundReport. 8/11/2012 521PM  Microsoft Excel Te, T9KB
5 Pictures 1] CompoundReportWithdentificationHits 612012 S2LPM  Microsoft Bxce Te oke
H videos ] FarmulaCanfirmationRepart AN LLSAAM  Microsoft Bxcel Te s5k8
] Graphic AWM Microsoft Bxcel Te ke
Computer ] GraphicFullPage YU IZ09PM  Microsoft Bxcel Te Bie
£ LocolDisk ) | | 7] GraphicFullPageNoHeader WAL ZIZAM  Microsoft Bxcel Te ke
2 Agilent 6C(WIV 7 i_CustamBinalysisRepart S/ ZSAPM  Microsoft Bxcel Te oke
2 Agilent GCMS K 87 QualitativeMethodReport I LI4PM Microsoft Bxcel Te 34ke
2 Agilent LSGSWC 8] SystemSuitabiliyReport 42972010 1240 P Microsoft Bxel Te 5Ke
2 Agilent LOMS(Y ] TargetCompoundScreeningRepart YIANUZIPM  Microsoft Bxcel Te 2Ke
8 AZ NTWISES)
2 sodecho (WTWIS = < [ 0 v
File name: -
e 5
Authors: Lisa Huster Tags: Add atag

Figure 17  The Save As menu

36 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 Reports >
Common Reporting Options.

Select the template
iii_CustomAnalysisReport as the
Analysis report template, where jij 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 E] button next to

the Report template folder.
Click OK. Do not change the folder
that is selected.
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2 Customizing a template

Task 3. Use the new template in the Qualitative Analysis program (continued)

Steps Detailed instructions Comments
i [ Method E xplorer: D efaultm X ||} 2§ MethodE ditor: Common Reporting O ptions x
Chromatogram A i (B} Print Compound Report ~| 73} | ¥ ~ o4 !
Spectrum A Templates | Options|

General Report template falder

£ Reports HunlerReport Templates\DualB. 06 D0tenUSiLatier | |

Analysis Report Repart templ!tas

Compound Feport e You select the.new report template
Comman Reporting Options & | [|\|_EustomAnawslsHeport.kltk V]A fOr the AnalySIS report here.

Find Compounds A

Find Compounds by Formula r-%

Ang
SystemSuitabilityR eport. xltx

Identify Compounds Qualitative method repart ternplate :
[GuahtatweMelhodHepml.x\lx V]

Compound Automation Steps

Acquisition method report template :
[AcamethadRepart.rdic -

Worklist Automation

Export

Figure 18  Analysis Report section in the Method Editor

3 Select the template to use when a In Method Explorer, click Reports > * The report templates shipped with

printing this report. Common Reporting Options. the software are separated into two

b Verify that the correct Report template folders. One folder contains reports
folder is selected. that are formatted to print on Letter

¢ Verify that the correct Analysis report size paper. The other folder contains
template is being used. reports that print on A4 size paper.

d Click Options. * Three different analysis report

e Verify the settings on this tab. templates are available in each

folder.
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Customizing a template 2

Task 3. Use the new template in the Qualitative Analysis program (continued)

Steps Detailed instructions Comments

4 Print the report. * You can interactively print the reportin  The Run icon {E} = in the Method

multiple ways: Editor toolbar sometimes allows you

From the main menu, click File > to 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 Reports > Common
Printer icon. Reporting Options section, four
Select Print Analysis Report from different actions are possible when
the list, {p « in the Method you click Run. If you click the arrow, a
Editor toolbar. list of possible actions is shown, and
Right-click the Analysis Report you can choose which action to do.
section in the Method Editor, and Choosing a different action from the
click Print Analysis Report. list changes the default action. If you
Select the data file in the Data simply click Run, the default action is
Navigator, and click Print Analysis  performed.
Report.
Click Generate Analysis Report in
the Actions menu.
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2 Customizing a template

Task 4. Open a Quantitative Analysis Excel template

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

Task 4. Open a Quantitative Analysis Excel template

Steps Detailed instructions Comments

1 Make a copy of the a Open the Windows Explorer program  + You do the same steps to open a
QuantReport_ISTD_Summary_B 0 b Open the Report Templates\ Quant\ Qualitative Analysis template.
400 Microsoft Excel Template file en-US folder in the folder where you + In the Report Templates\ Quant\
and rename the file installed the data. en-US\Letter or A4 folder, the
iii_Custom_ISTD_Summary. ¢ Move to the Letter or A4 folder. templates are separated into

d Move to the additional folders, including ESTD
ISTD/Results_NoGraphics folder. and ISTD.

e Right-click the QuantReport_ISTD_
ResultsSummary_B_06_00 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,
QuantReport_ISTD_ResultsSummary
_B_06_00 - Copy, and click Rename.

h Typeiii Custom ISTD_ Summary.

@Q* <« Quant » en-US b Letter » ISTD » Results_NoGraphics I < [ 45| [ seorch Res
Organize v B New ~ Print E-mail New folder
Favorites Gk : Date madified
B Desktop [ batch.results.xsd 2/28/2013 402 PM
18 Downloads 7] iii_Custorn_ISTD_Surmary 2/28/2013 402 PM

Zl Recent Places 8- QuantReport_ISTD_ResultsByCompound_B_06_00 2/26/2013 402 P

£ QuantReport ISTD_ResultsCamplete_B_06_00 2/26/2013 402 PV
B QuantReport_ISTD_ResultsQuslifierRatios_B_06_00 2/26/2013 402 P
&5 QuantReport ISTD_ResultsSummary_B_06_00 2/28/2013 402 PV

1% Computer
&L, Local Disk (G5

Figure 19  MassHunter\Report Templates\Quant\en-US\Letter\ISTD\
Results_NoGraphics folder
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Task 4. Open a Quantitative Analysis Excel template (continued)

Customizing a template

Steps

Detailed instructions

Comments

2 Remove the Read-only attribute

from the new template.

3 Open the template.

a Right-click the new file and click
Properties.

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

¢ Click OK.

| iii_Custom_ISTD_Summary Properties ===

General | Security | Details | Previous Yersions

u jii_Custom_ISTD_Summary

Type of fle:  Micrasoh Excel Template [ i)

Opens with:  [§] Evcel [desktop]

Location:  C:AMassHurter\Report Templates\QuantenUS\Le
Size: 37.7 KB (38,535 bytes)
Sizeondiske 400 KB (40,360 bytes)

Cieated Today. May 15, 2013, 15 minutes ago
Modfied:  Thursday, Febiuary 28, 2013, £0224 P

Accessed:  Today, May 15, 2013, 15 minutes ago

Attibutes: | [ Read-only | [ Hidden

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

Figure 20

Properties dialog box

* Right-click the new file and click Open.

Clear the Read-only check 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 Excel
template

In this task, you change the footer of the Quantitative Analysis Excel template
that you opened in “Task 4. Open a Quantitative Analysis Excel template” on
page 40.

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

Steps Detailed instructions Comments

1 Switch to the Page Layout view. Click Page Layout in the Workbook Views < In the Page Layout view, the header

group in the View tab in the Ribbon. You and footer are visible.

can also click the Page Layouticon ( )+ The header is printed at the top of
at the bottom of the Excel program to each page and the footer is printed
switch to the Page Layout view. at the bottom of each page.

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

Click this button to switch to the
-| Page Layout view.

EPHNET N

- | Sample Tyne = AcaMethod - | sampiroi -

I — This template has two different
i " sheets. Make sure that the Design
L sEe g Summary worksheet is visible.

switch to the Page Layout view.

S 3 ¢ i You can also click this button to

Figure 21  Switching to the Page Layout view in Excel
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Customizing a template 2
Task 5. Change the footer of the Quantitative Analysis Excel template (continued)
Steps 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
¢ Insert a space. pages
d Click Sheet Name in the Header & &[Date] = the date the report
Footer Elements group in the Design was created
tab. The text &[Tab] is added. &[Tab] &[Time] = the time the report
is the name of the tab or worksheet. was created
&[File] = the name of the Excel
template file
&[Picture] = the picture that you
selected when
The Header & Footer Elements are
shown in the Design tab when you
click one of the sections in the
header or footer. You can click these
buttons to quickly add these items to
the header or footer.
o — By default, the worksheet name in
the template is Design-Summary.
The worksheet name in the report
is Summary. In Step 5, you will
learn how to change the worksheet
i o T name.
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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2 Customizing a template

Task 5. Change the footer of the Quantitative Analysis Excel template (continued)

Steps

Detailed instructions

Comments

4 Test the changes to the template.

Click Process Report. .

H ©- =
HOME  INSERT

b Click Browse.

Move to the \MassHunter\Data\

DrugsOfAbuse\ QuantReports\

DrugsOfAbuseDemo folder. .

Select report.results.

Click Open.

Click OK.

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.

o

«Q = 0o o

The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.

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

7l v = = Split o
BE o B e Fremasr | Q. [3 B £R i = =
Normal Page Break | Page | Gridiines [ Headings Zoom 100% Zoomto  Mew Armange Switch  Macros
s o v e .
H1g - P v
:
-7 Sequence Table
r 13 P1-C14 5 L4
The name of the tab is
E L e ent ar . )
Lz chiel AR et Summary. This word is also
A e nenoooL3m mE added to the footer on each
- % SEn ameomz page.
z
B rorbet Componma et
d el cmaasik UL.d Meth Meth-ds El i1 UL/

Figure 23

Verifying changes in the footer after using the Process Report command

a4
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Customizing a template

Task 5. Change the footer of the Quantitative Analysis Excel template (continued)

2

Steps Detailed instructions Comments

5 Save the changes to the template. a Click Clear Results in the MassHunter < Click Save As > Other Formats if
You have to clear the results Reporting tab in the Ribbon. you want to change the name of the
first. template.
You can either save the template » The Save as type is Excel Template
to the same name, or to a new for most reports.
name.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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2 Customizing a template

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

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

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

Steps Detailed instructions Comments
1 Open the Quantitative Analysis *+ Follow the instructions in “Task 5. + |f the Quantitative Analysis
program and open a batch file. Open a batch in the Quantitative program is already running, you do
Select either the default batch or Analysis program” on page 23. not need to restart the program.

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 Generate Report dialog  a Click Report > Generate.

box. The system displays the Generate
Verify the default destination Report dialog box.
directory for reports is \ Your b Click[ ] .
Directory\DrugsofAbuse\ ¢ Specify the Report folder for example,
QuantReports. \ Your Directory\DrugsOfAbuse\
The default file name is QuantReports\ijii_Test 01.
iii_Test_01, where “iii"” are your
initials.
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Customizing a template

Task 6. Use the new Excel template in the Quantitative Analysis program (continued)

Detailed instructions

Comments

Select New.... The Report Method Edit
window opens.

From the Template tab, select Add
Template.... The Open dialog box
opens.

Navigate to and select \MassHunter\
Report Templates\ Quant\en-US\
Letter\ISTD\Results_NoGraphics\
iii_Custom_ISTD_ResultsSummary.
Select Open. The template is added to
the Report Method Edit window.
Select File > Save Method As....

In the Save As dialog box, navigate to
\MassHunter\reports\temp and
create a folder
iii_Custom_ISTD_ResultsSummary.
Select Save.

From the Report Method Edit window,
select File > Exit. The method using
your template is now displayed under
Report method.

Steps
3 Create a new Report method that  a
uses the template.
iii_Custom_ISTD_Summary. b
c
d
e
f
g
h
Generate Report ==
Bratch file:
Batch folder: C:\MassHunter\D atat DrugsO fhbuse’
Batch file: DrugsOtabuseDemo. bateh bin
Report folder
CivMassHunter\ Data\Q masOkabuset QuantRepartshii_Test_01 Browse,

Report method:
[ i Custom_ISTD_| m

Samples/Compounds:

Al samples Choose samples.
All compounds Choose compounds.
Gienerate:
*) Gienerate reports now
@ Queue repot task
Start Qusuie Yiswer
i3 Cancel

The new template is shown here.
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2 Customizing a template

Task 6. Use the new Excel template in the Quantitative Analysis program (continued)

Steps

Detailed instructions

Comments

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

Click OK in the Generate Report dialog
box to generate the report. Select All
samples and All compounds or use
Choose samples or Choose
compounds to select the items you
want in your report.

Under Generate, select Queue report
task and Start Queue Viewer to view
the report status as it is generated.
Watch the progress of the report in the
Status column.

+ If you add multiple templates to the
Reports section, only one job is
added to the queue which will print
all of the reports. The reports are
printed in the order requested. You
can see the status of the reports in
the Task Queue Viewer program.

48
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In this exercise, you customize a table in a Quantitative Analysis template.
After each change, you verify the changes and save the template to a new

Agilent MassHunter Workstation Software Reporting
Familiarization Guide

Exercise 3
Customizing a table

Task 1. Rename a column header in a table 51

Task 2. Delete a column from a table 54

Task 3. Change the width of a column in a table 57
Task 4. Move a column in a table 61

Task 5. Add a column to a table 64

Task 6. Add a mapped column to a table 68

Task 7. Add a filter to a table 73

Task 8. Move or delete a column in a filtered table 78

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.

e 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\Results_NoGraphics\
iii_Custom_ISTD_Summary
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 Excel
template” on page 40 to open the

template, iii_Custom_ISTD_Summary,

where “jii"” are your initials.

a Find the table labeled Sequence Table.

b Click 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.

[ x:l=| = iil_Custom ISTD_Summary - Excel TEE. ? EH - O X
HOME INSERT PAGE LAVOUT FORMULAS DATA REVIEWY  WIEWY MassHunter Reporting ADD-INS DESIGM
. The contents of the current cell are

C T O e— T xlB=_ 9 = (e ~| ER Conditional Farmatting - LD IR & K

, Ogy. = § % » D romstasTable~ - W - shown here in the Formula bar.

aste N . . === =3 o

e BIU- W S-AF E=E=EE @ 7 Cell Styles = 3 Format -
Cliphoard = Font I Alignment 5 Number & Styles Cells Editing ~

BB - fe Data File hd

A B C D E F G H -

1 Batch Data Path
2 Analysis Time Analyst Name ) N )
3 Report Time “Reporter Name Click this cell in the Sequence Table.
4 |Last Calib Update “Batch State M
5 |Quant Batch version Quant Report Yersion
B h A v

7 Table y

8 ISamp\e[D ~ [pata File vllsample Name ~ |Position | + njt - Level |+ |Sample Type ~ | Acq Method + | 5apler

s . .
10 One of the column headers in a table in
" - - .
12 Quantitation Resulfs the Quantitation Results section also
13 CMD:Repeat CompoundID . - . .
14 gD < Jcommandi et 2] Formila [ Name  []Rebsrtining [ is called Data File. Columns in different
15 Target Compound )
16 [SampletD ~ Jompondits < |15T0Compoundls [+]PeadD [« |compoundT ~ | DataFile |+ Compound ~ 157D tables can have the same name.
17
18

(]
20 CMD:EndRepeat ‘CompoundID
21
2 =
Options | Design-Summary ® F] 3

Figure 24

i mo-————+ 0%

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 (continued)

Step

Detailed instructions

Comments

¢ Type Acquisition File. You can also
click in the Formula Bar to overwrite
only part of the name.

EH S
HOME

TABLE ..

Two columns in the same table
cannot have the same name. Excel
automatically changes the name of
the column that appears second in
the table if two column names are
the same.

INSERT ~ PAGELAYOUT  FORMULAS  DATA  REVIEW  VIEW  MassHunterReporting  ADDINS  DESIGN
';“ Tahoma RO WY =7
AT A & - The changes are shown here
= = Format -~ e - .
Cipbonrd 1 Font 5 ment tmser s colsroting - in the Formula bar.
88 - X f | AcquisitionFilg v
A B c o E F G H S
1 [Batch DataPath ¥ Y
2 |Analysis Time Y Analyst Name M
3 |Report Time b “Reporter Name M
4 |Last Calib Update “Batch State M The column header has been
5 |Quant Batch Version Quant Report Version iQiti i
: \ ‘ " changed to Acquisition File.
7 Table
8 |Sample]D ~ [acquisition File lSampIe Name ~ |Position |~ nj1 - Level |~ |Sample Type ~ | Acq Method + | 520
a
0
1
12 |Quantitation Resulfs
13 |CMDiRepeat CarnpaundD
14 |Sample1D + | CompoundID ~ | CompaundType ~ |Formula |~ |Name + |RetentionTime |+
15 Target Compound )
16 | Sample1n + | Compoundin + [15TDCampoundID +|PeakiD [+ |compoundt - | DataFile |+ Compound ~ |1STD -
7
18
El
20 CMD:EndRepeat CompaundID
21
22 =
Options | Design-Summary @ 1 v
EDIT H m 100%.

Figure 25

3 Test the changes to the template.

Changing the header of the column to Acquisition File

a Click Process Report.

Click Browse.

¢ Move to the MassHunter\Data\
DrugsOfAbuse\ QuantReports\
DrugsOfAbuseDemo folder.

Select report.results.

Click Open.

Click OK.

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

-

o = 0o o

The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting 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.

52

Agilent MassHunter Workstation Software Reporting Familiarization Guide



Customizing a table

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

Step Detailed instructions Comments
=] s iii_Custorn _ISTD_Summary - Excel 3 - o x
HOME INSERT PAGE LAYOUT FORMULAS DATA REWTESY WIEW MassHunter Reporting ADD-INS h
= m =
Sio <
@ @aE 3 Er Iy i X7
Process Clear  Add Add Add Advanced About  Help
Report Resulis Dats Graphics Formatting Properties
MassHunter Reporting ~
Al - fe Batch Data Path v
A ] c D E F =
1 [Batch Data Path __b:\MassHunter\Data\QuantExamples\ Q0@ brugsOfbusehQuantResuits\DrugsGFAbuseDemo batch,bin
2 Analysis T TITST o ATTYET NN T ST
3 Report Tme 10f10/2012 3:51 44 Reporter Name QuantSWtest-PCiadmin .
4 |Last Calip Update  3/8/2012 11:58 &M Batch State Processed The column header IS now
5 |Quant Bitch Version B.05.01 Quant Report Yersion B.05.02 .. .
E Acquisition File.
8 Sample Name Position Inj Yol Level Sample Type Acq Method File
Blank-1 P1-C1 5 Blank. APClautobune.m
Calib-L1 P1-CE 5 L1 Calibration APClautokure.m
Calb-L2 P1-C10 5 Lz Calibration APClautobune.m
Calb-L3 P1-C11 5 L3 Calibration APClautokure.m
[CMAMCal_L<.d Calib-L4 P1-Ci4 5 L4 Calibration APClautobune.m
[CMAMCal_LS.d Calb-LS P1-C17 5 Ls Calibration APClautokure.m
[CMAMQC_L2.d Q-2 P1-C8 5 Lz QC APClautobune.m
crMAMQC_La.d QC-L4 P1-Cl5 5 L4 Qc APClautokure.m
[CMAMSam_01.d Sample-1 P1-C22 5 Sample APClautobune.m
[CMAMSam_02,d Sample-2 P1-CB 5 Sample APClautokure.m
[CMAaMSam_03.d Sample-3 P1-C12 5 Sample APClautobune.m

Figure 26

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

You save the template to the
new name, iii_1_Custom_
ISTD_Summary.

Click Clear Results in the MassHunter
Reporting tab in the Ribbon.

Click File > Save As.

In the Save As dialog box, type

iii 1 Custom_ ISTD Summary.
Verify the folder selected in Save in is
correct.

Click Save.

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

+ The Save as type is Excel Template.
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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 * Follow the instructions in “Task 4. + If you did not do the previous task,
template \MassHunter\Report Open a Quantitative Analysis Excel example templates are available on
Templates\Quant\en-US\Letter\ template” on page 40 to open the the Agilent Technologies
ISTD\Results_NoGraphics\ template, MassHunter Reporting User
iii_1_Custom_ISTD_Summary. iii_1_Custom_ISTD_Summary, where Information DVD in the
“iii” are your initials. Familiarization Templates folder.

2 Delete the column Position inthe a Find the table labeled Sequence Table.
Sequence Table. b Click the cell containing the words
Position. This column is the fourth
column in the table.

(] B # - 1 Cutom JTD Summryac el
KO | NN Pk ORAMS DMA R e

DEVELOPER  ADDANS

AL - % || Batch Detapath

A 8 c b 3 F G H ] K L M N o
1 [Batch Data path | M

2 Analyss Time “Analyst tlame

3 ReportTme “Reporter ame

4 Last Galib Update “Batch state

Click this cell in the Sequence Table.

H :
7 Sequence Table
8 [ssen <AcuistonFle |<|Sampletome [ [Posiion (7] Injl-|  Level <|SamleType |+ AcaMethol - <arpiort|~ aine
B B

to

Quantitation Resulfs
Repeit Compoundd

Hame [+ RetentonTire <

wpound y
, Coporr|+ batare <compound s [ Rér|  ISTDRE:] RespRax| FnalCr]  ExpCd| Acaure
5
arpoundt Zelect Al
lanis
B
u I
Options|_Design St el : :
— i M o-———+ 100%

Figure 27  Selecting the Position cell in Excel
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Task 2. Delete a column from a Quan

titative Analysis table (continued)

Customizing a table

Step Detailed instructions Comments
¢ Right-click this cell and click Delete > + Do not press the Delete key on the
Table Columns. keyboard to delete a columnin a
table. If you press the Delete key,
the column header is changed and
the column is not deleted.
=] @ #- = jii_1_Custorn_ISTD_Surnmary1 - Bxcel TABLE TOOLS 2@ - 0O x
[ HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER DESIGN -
. . Tehoma MY B Wrap Text Text ,;“ D @ E: QY W
s o9 3 €0 o Conditional Formatas Cell Insert Delete Formal Sort & Find &
c [BIIU- - O-A- $ % o Furmat(tmg' Tab\zt' Styles - Y G F\\tnzr' Select
i D8 - f Position v
{1 Bt Dot path B d ¢ D & £ & H ! . K =|" You can also click
ey “Reporter oms Delete > Table
st calib update “Batch State b - i .
% ouant Bty Vetrsmn‘ ‘gfltantf::;onvelslog L“Im: B{) '2 A% ;n%m,., Columns in the Cells
e D o~ e S Fem S N S - - group in the Home tab
D o in the Ribb
1 o o in the Ribbon.
"
12 |Quantitation Results e
13 |CMD:Repeat CompoundD
T e = : In the shortcut menu
Tan . v
Insert »
;; bt e Delete » % Table Columns Delete > Table
21 Select. »
§§ Clear Contents co"'Imns'
24 /8 Quick Analysis
25 Sort »
26
27 Filter >
28 Table »
b .
31 ¥ Edit Comment
gg 75 Delete Comment
U Show/Hide Comments
3 Format Cells. -
Options | Design-Summary ® Pick From Drop-down List. ‘ X
T

Figure 28  Deleting the Position column

3 Test the changes to the template.

a Click Process Report.

b Click Browse.

¢ Move to the MassHunter\Data\
DrugsOfAbuse\ QuantReports\
DrugsOfAbuseDemo folder.

Select report.results.

Click Open.

Click OK.

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

o = o o

* The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.
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3 Customizing a table

Task 2. Delete a column from a Quantitative Analysis table (continued)

Step Detailed instructions Comments
=] -
HOME IMSERT PaGE LAYOUT FORMULAS DaTA, REWIEMY WIEWY MassHunter Reporting h

= = =

€0 b £
QHEFEF = y 700
Process Clear Add Add Add Advanced About  Help
Report Results Dats Graphics Farmatting Properties

NassHunter Reporting ~

AL - F Batch Data Path v

0 T 07 B LR

@

a0

A B
Batch Data Path D\ MassHunter! Datal QuantExampled\ 000\ DrugsOfabuse QuantResults\DrugsOfabuseDema. batch. bin

1158 AM

10/10f2012 951 AM

1158 AM

The Position column is no
longer included in this table
in the report.

Analyst{Name QuantSwtest-PCyadmin
Reportér Name QuantSwtest-PCadmin
Batch ggate Processed

Quaanpnrt YersionB.05.02

Inj¥ol |Level  Sample Type Acq Method File

Elank. APClautotune.m

Analysis Time 31812012
Report Time
Last Calib Update  3/2/2012
Quant Batch Version B.05.01
Sequence Table
Acquisition File Sample Name
CMAMEIk_01.d Blark-1
10 CMaMcal L .d CalibeL1
11 CMaMcal_Lz.d Calib-L2
12 [CMAMCal L3 .d Calb-L3
13 CMAMCal_L4.d Calib-L4
14 |CMAMCal LS.d Calib-L5
15 [CMAMQC_Lz.d QCLz
15 CMAMQC_L4.d QcL4
17 |CMAMSam_01.d Sample-1
18 [CMAMSam_02.d Sample-2
13 CMAMSam_03.d e
Summary

@®

5
5 L Calibration APCTaukobune. m
S Lz Calibration APClautotune.m
5 L3 Calibration  APClLautotune.m
5 L4 Calibration APClaukobune.m
S LS Calibration APClautotune.m
5 Lz Qc APCIaUtotUne.m
5 L4 Qc APClaukobune.m
5 Sample APClautotune.m
5 Sample: APCIaUtotUne.m
Sample APClautobune.m
[l 3

Figure 29

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

first.

You save the template to the c
new name, iii_2_Custom_

ISTD_Summary.

Verifying that the Pesition column is removed

Click Clear Results in the MassHunter

Reporting tab in the Ribbon.

b Click File > Save As.

In the Save As dialog box, type

iii 2 Custom ISTD Summary.

d Verify the folder selected in Save in is
correct.

e Click Save.

» The Save as type is Excel Template.
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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 * Follow the instructions in “Task 4. + If you did not do the previous task,
template C:\MassHunter\Report Open a Quantitative Analysis Excel example templates are available on
Templates\Quant\en-US\Letter\ template” on page 40 to open the the Agilent Technologies
ISTD\Results_NoGraphics\ template, MassHunter Reporting User
iii_2_Custom_ISTD_Summary. iii_2_Custom_ISTD_Summary, where Information DVD in the
“iii” are your initials. Familiarization Templates folder.
2 Change the width of the Level a Find the table labeled Sequence Table.
columnto 10. b Click the cell containing the word
Level. This is the fifth column in the
table.
ﬁ B jii_2_Custorn_ISTD_Surnmary - Excel TEBIE.. ? B - 0O X
HOME INSERT PAGE LAYVOUT FORMULAS DATA REWIEW WIEW il L i Il Lo =
iz == Fr iy 00 Changing the width of an
e e entire column in Excel does
MassHunte: Reporting ~ not change the width of the
£ - £ | tever v column in a table.

B c D E F G H -

~

A
Batch Data Path

~
~
~

1

2 Analysis Time " Analyst Name b

3 Report Time “Reporter Name

4 |Last Calib Update “Batch State b n -

5 Quant Batch Version Quant Report Version Click the Level column in the
g w N B

7 'Sequence Table v Sequence Table

8 ISampIEID » | Acquisition File + |Sample Name - nji~ Level |~ [sample Typel ~ | Acq Method File | = <nplerosiid | Tray o :

g
10
1
12 Quantitation Resulfs

13 CMD:Repeat CompoundD

14 [SamplelD = | CompaundID ~ | CompaundType ~ [Formula [~ 'Name [+ RetentionTime |~

15 Target Compound i

16 [samplelD ~ | CompoundiD ~ | ISTOCompoundiD ~|PeaklD [ +|Compoundt| = |DataFile |+ |Compound - 15TD ~

17

18

14

20 | CMDiEndRepeat CompoundiD ~
Options | Design-Summary ® 0 v

Figure 30  Selecting the Level column in Excel
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3 Customizing a table

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

Step

Detailed instructions

Comments

¢ Click Advanced Properties in the
MassHunter Reporting tab in the
Ribbon.

d Type 10 in the Text width box.

e Click Close.

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

Advanced Properties
Template | Design Worksheet | Cell  Table
Table propertizs
I Associate with the Following kable or graphics
I Hide header row
I Hide table body

I~ Table contents transposed to colurins
Hids empty cells r
I wrap columns across page 2 columns

[ Combine table rows starting at column 1

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
ble col A 4 I
e M= propertes ier each column in a table. Several
P e e DN = columns already have the width
Sample Mame 20
oy Vo entered.
Sample Type
el ZD Hidden =l
d
& Text Textwidth [“1g |

S =  Graphic Graphic size relatwehto nagehwwd:‘h Height Type the new column width for the
 Formula Preset graphics row height
_eowiey C r;mn‘ selected column here.
’:ap et " " Column sort order Unsorted ¥ ol (@]
(Cortinue graphics across the page
I Stack graphics vertically Fiker value [ ] Set Filter
Close:
Figure 31  Changing the width of the Level column
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Customizing a table 3

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

Comments

Step Detailed instructions
B e B jii_3_Custorn_ISTO_Summary - Excel TABLE.. ?
HOME  INSERT  PAGELAVOUT  FORMULAS — DATA  REVIEW  WIEW | MassHunter Reporting [ 2DDINS  DEGIGN
o m )
QEF= = Iy 7OO
Frocess Clesr  Add  Add Add Advanced About Help
Report Results Data Graphics Formatting Properties
MassHunter Reparting
E8 - £ Level
A B [ D E F G
1 |Batch Data Path b
2 Analysis Time b “Analyst Name b
3 Report Time N “Reporter Name
4 |Last Calib Uupdate ™ “Batch State b
5 Quant Batch Version Quant Report Version
: . : v
7 sequence Table

g a0 ~ | Acquisition File ~ | Sample Name -
g

10

1

12 Quantitation Resulfs

13 MD:Repeat CompoundD

20 CMD:EndRepeat CompaundID

Figure 32

3 Test the changes to the template.  a
b
c

Width(10)

nj{~ Level |+ |5
]

14 [SamplelD | CompaundID ~ | CompaundType ~[Formula [~ /Name [+ |RetentionTime |~
15 Target Compound i

16 [samplelD ~ | CompoundiD ~ | IsTDCompoundiD ~|PesllD [+ Compoundr| v |DataFile |~ Compound - 1sTD
17

18

14

A Width comment has been added to the Level column

Click Process Report.

Click Browse.

Move to the \MassHunter\Data\
DrugsOfAbuse\ QuantReports\
DrugsOfAbuseDemo folder.
Select report.results.

Click Open.

File [~ ]samplepositid ¥ | Trayhar

Click OK. Find the Sequence Table. The

Level column is narrower.

A Width comment has been
added to the Level column.
The Report Designer add-in
reads these comments when
the report is being processed
and adjusts the width of the
column automatically.

A red triangle is added to a
cell if the cell has a comment
added to it. The red triangle is
notvisible in this cell because
of the drop down box.

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

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

Step Detailed instructions Comments

H B iii_2_Custarn ISTD_Surrmary - Excel 7T E - O %

HOME IMSERT PAGE LAVOUT FORMULAS DATA REVIEW WIEWS MassHunter Reporting ADD-INS e

o @ -
== rn| (3
QE=3F 3  TOO
Process Clear  Add Add Add Advanced Ahout  Help
Report Results Data Graphics Formatting Properties
MassHunter Reparting ~

Al A fe Batch Data Path v

A B c o E F G H <
1 [Batch Data Path __[D:\MassHunteriDatal QuantExamples|QQQ1DrugsOfAbuse Quanthes frstBrmseTrtmsepeme-ate o
2 |Analysis Time '3/8§2012 11:58 AM Analyst Name Quantswest-Phadmin . . .
3 Report Tme 10100128518 Reporter Name  CuntSWtost Pdirin The width of this column in
4 |Last Calib Update  3/8/2012 11:58 &AM Batch State Processed H . H
5 |Quant Batch Version B.05.01 Quant Report YersionB.05.02 v the table IS Sllghtly Wlder'
&
7 |sequence Table
& | Acquisition File Sample Name Inj¥ol Level Sample Type AcqMethod File
9 CMAMEIk_D1.d Blank-1 5 Elank APCTautotune.m
10 |CMAMCal_L1.d Calib-L1 5 L Calibration APCTautotune.m
11 | CMamCal_L2.d Calib-L2 5 L2 Calibration APClautotune.rm
12 [CMAaMCal_L3.d Calib-L3 B L3 Calibration APClautotune.m
13 |CMAMCal_L4.d Calib-L4 B L4 Calibration APClautotune.m
14 |CMAMCal_L5.d Calib-L5 5 s Calibration APClautotune.m
15 |cMamMGe_Lz.d Qc-Lz 5 1z Qc APCTautotune.m
16 |CMAMGC_L4.d QC-l4 5 L4 ac APCTautatune.m
17 | CMamMsam_01.d sample-1 S Sample APClautotune.m
18 | CMAMSam_02.d Sample-2 S Sample APClautotune.m
19 |cMaMsam_03.d Sample-3 5 Sample APClautotune.m
A hd

Summary (&) 4 ¥

Figure 33

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

first.

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

a Click Clear Results in the MassHunter
Reporting tab in the Ribbon.

b Click File > Save As.
In the Save As dialog box, type
iii 3 Custom_ ISTD Summary.

d Verify the folder selected in Save in is
correct.

e Click Save.

* The Save as type is Excel Template.
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Task 4. Move a column in a table

Customizing a table 3

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\en-US\Letter\
ISTD\Results_NoGraphics\
iii_3_Custom_ISTD_Summary.

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.

+ Follow the instructions in “Task 4.
Open a Quantitative Analysis Excel
template” on page 40 to open the
template,
iii_3_Custom_ISTD_Summary, where
“iii” are your initials.

a Find the table labeled Sequence Table.

b Click the cell containing the word
Inj Vol. This column is the fourth
column in the table.

¢ Move the cursor to the edge of the cell
until the cursor chapaes toa
four-sided arrow, "'ﬁ'.

+ 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.

H = iii_3_Custarn I3TD Surmmaty - Excel TeBLE. T B - O X
HOME INSERT PAGE LAYOUT FORMULAS DATA, REWIEW WIEWS MassHunter Reparting ADD-TNG DESIGH -

b . - B2 - . L

L — T A A gz [Genenl F Canditional Farmatting %"Imert pIR-1 1

5 § - % o [FFormatas Table~ £ Delete - [T+ @

8 8 (57 Cell Styles - Eiformast- & -
Clipboard 1 Font 5 Alignment o HmTE— w3 = T N - "
Click this cell in the Sequence
D8 - £ || Injvol -
B c E F G H = Table.

v

A
1 |Batch Data Path
2 Analysis Time
3 |Report Time
4 |Last Calib Update
5 Quant Batch Version
B

Y Analyst Name
“Reporter Name

4 4 44

“Batch State

7 Sequence Table
8 [samplein

9

10

"

12 Quantitation Results

13 (CMD:Repeat CompoundiD
14 |Sampleln | CompoundIts
15

16 |SamplelD

~ | Acquisition File ~|Sample Name

+ | CompoundType

~ | CompoundID ~ | ISTDCompoundID

CamnaindTn

N [CMn:FrAReneAr

Figure 34

Quant Report Version
b “ B
~

~

<

~

- nj '~
s

~ |Formula |~ [Name + RetentionTime |~

Target Compound
~|PeakiD [+ compoundt| ~ | DataFile

~ | Compound - |ISTD

Selecting the Inj Vol column in the Sequence Table

Level |~ Sample Type! ~ | Acq Method File | | Ssrplepositid = | Trayhiar

When you move the column,
the Inj Vol cell and the cell
directly under it are moved
together automatically. You do
not need to manually select
both cells.
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3 Customizing a table

Task 4. Move a column in a Quantitative Analysis table (continued)

Step Detailed instructions Comments

d Click and drag the cursor to the end of If you try to move the column
the table. You only move a column outside of the table, the cursor
within the same table. As you drag the changes to outline the cell where
cursor, you can see where the column the column would be placed. If you
would be placed. The location release the mouse button when the
between the columns changes to a cursor is not within the same table,
hatched line. Release the mouse two things happen. First, the label
button when the hatched line appears of the cell is placed in the new
between two cells. location. Second, the label of the

e Release the cursor at the end of the column in the table is changed. You

table.

cannot undo this action. You have to
rename the cell in the table and also
delete the cell that was added.

B H %
HOME

IMSERT PAGE LAVOUT  FORMULAS DATA,

A
1 |Batch Data Path
2 Analysis Time
3 Report Time
4 |Last Calib Update
5 Quant Batch Yersion
g ~

h ~ Analyst Name
h “Reporter Name
h “Batch State

7 Sequence Table
8 |oampl=ID

9

10

11

12 Quantitation Resulf's

~ | Acquisition File ~ |5ample Name

iii_3_Custorn ISTD_Surnrmary - Excel
REVIEWS  WIEWS

<

~

Quant Report Version

~ | Level|~ Sample Ty ~ AcqMethod | ~ Inj 1~ [samplepositid = | Trayiiar
"

TABLE.. T &

MassHunter Reporting ADD-INS DESIGMN

o @ m
QEF3F v Y 700
Process Clear  Add Add Add Advanced Ahout  Help
Report Results Data Graphics Formatting Properties
MassHunter Reparting ~ A
The Inj Vol column has been

GB - feo | Imjval v

. . . . . " . moved to the end of the table.

This table has some hidden
columns. You do not need to

E g?."[)ﬁlz;peat - EE;";;:TJD - | CompoundType + |Formula | ~ |Name | RetentionTime | + m.OVe thIS column after the
lg SamplelD w | CompoundID » | I5TDCompoundiD - pr;rgner C‘iﬂz‘,’"ﬂm ~ | DataFile v‘Eumpuund ~ | ISTD - hldden columns.
s
20 | CMD:Endrepeat CompoundID -
Options Design-Summary @ 1
Figure 35  Moving the Inj Vol column to the end of the table
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Customizing a table 3
Task 4. Move a column in a Quantitative Analysis table (continued)
Step Detailed instructions Comments
3 Test the changes to the template.  a Click Process Report. » The Process Report command is
b Click Browse. part of the MassHunter toolbar in
¢ Move to the \MassHunter\Data\ the MassHunter Reporting tab in
DrugsOfAbuse\ QuantReports\ the Ribbon.
DrugsOfAbuseDemo folder.
d Select report.results.xml.
e Click Open.
f Click OK.
g Find the Sequence Table. The last
column is now InjVol.
[=] = jii_3_Custorn_ISTO_Summary - Excel x
HOME INSERT PAGE LAYVOUT FORMULAS DATA REVIEW WIEWY MazsHunter Reporting ADD-INS
= = =
QEEF = 3 It 700
Process Clear  Add Add Add Advanced About Help
Report Results Data Graphics Farmatting Properties
MassHunter Reporting -~
al - fe Batch Data Path v
A B [ D E -
1 [Batch Data Path __ ID:iMassHunter\DatalQuantExamplesiooQ\DrugsOfAbuset QuantResultsi DrugsOfibuseDema. batch.bin
2 |Analysis Time 3/8f2012 11:58 AM Analyst Name QuantSWest-PChadmin - =
3 [Report Time 10/10{2012 9:51 AM Reporter Name QuantsWest-PCiadmin The In] Vol column is now at
4 |Last Calib Update 3/8/2012 11:58 AM Batch State Processed
5 |Quant Batch Yersion B.0S.01 Quant Report YersionB.05.02 the end Of the table.
[
7 |Sequence Table
f |Acquisition File Sample Name Level sample Typ: Acq Method F 1nj vol
9 CMarBlk_01.d Blank-1 Blank. APClautotune.r S
10 (CMAMCal_L1.d Calib-L1 LL Calibration  APCIautotune. S
11 (CMAMCal_L2.d Calib-L2 Lz Calibration  APCIautotune.r &
12 (CMAMCal_L3.d Calib-L3 L3 Calibration  APCTautotune.r &
13 (CMAMCal_L4.d Calib-L4 L4 Calibration  APCTaubatune.r 5
14 [CMAMCal_LS.d Calib-LS LS Calibration  APCIautotune.r S
15 [CMAMQC_L2.d QC-L2 Lz Qc APClautobune.r S
16 [CMAMGC _L4.d Qc-l4 4 Qc APCTautotune.r 5
17 |CMaMSam_ni.d Sample-1 Sample: APCTautotune.r 5
16 |CMamsam_nz.d Sample-2 Sample APCTautotune.r 5
19 [CMAaMsam_03.d Samplz-3 Sample: APCIaUtatune.r 5
- . .
Figure 36  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 MassHunter - The Save as type is Excel Template.
iii_4_Custom_ISTD_Summary. Reporting tab in the Ribbon.
You have to clear the results b Click File > Save As.
first. ¢ Inthe Save As dialog box, type
iii 4 Custom ISTD Summary.
d Verify the folder selected in Save in is
correct.
e Click Save.
Agilent MassHunter Workstation Software Reporting Familiarization Guide 63



3 Customizing a table

Task b. Add a column 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\en-US\Letter\
ISTD\Results_NoGraphics\

iii_4 Custom_ISTD_Summary.

2 Add a column to the Sequence
Table to the left of the Acquisition
File column in the Sequence Table.

Change the name of this column
to Location.

Change the formatting of this
header to match the other
headers in this table.

Follow the instructions in “Task 4. Open a
Quantitative Analysis Excel template” on
page 40 to open the template,
iii_4_Custom_ISTD_Summary, where
“iii” are your initials.

a Find the table labeled Sequence Table.

b Click the cell containing the words
Acquisition 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.

+ The Data File column was renamed
to Acquisition File in “Task 1.
Rename a column header in a
table” on page 51.

<= :
HOME  INSERT PAGE LAVOUT  FORMULAS DATA  REVIEW  WIEWS MassHunter Reporting ADD-INS

00

About Help

o =
o e E3
QEE F & i
Frocess Clesr  Add  Add Add Advanced
Report Results Data Graphics Formatting Properties

MassHunter Reparting

TABLE ...

DESIGN

B8 - fe | acquisitionFile
A B [
Batch Data Path M
Analysis Time Analyst Name

i 4 a4

Report Time
Last Calib Update

1

2

3

4 “Batch State
5 Quant Batch Version

g ~

7

8

Sequence Table

SamplID ~ | Acquisition File ~ |Sample Name:

12 Quantitation Resulf's

13 CMD:Repeat CompoundD
14 |Sampleln | CompoundD
15

16 |Sampl=ID
17

18

+ | CompoundType

~ | CompoundD ~ | ISTDCompoundiD

iE]
20 CHDEndRepeat CompoundID

Figure 37

“Reporter Name

~

Quant Report Version
~ ~

~| Level[~|Sample Ty + | Acq Method | -

~ [Formula [+ |Name
Target Compound
< FeafD || Compoundi] - | Data File

~ |RetentionTime |

~ | Compound - 1sTD

Selecting the Acquisition File cell in Excel

Inj! > samplePositid ¥ | Trayhar|

Click this cell in the Sequence
Table.
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Task 5. Add a column to a Quantitative Analysis table (continued)

Customizing a table 3

Step

Detailed instructions

Comments

IWEI B #- -

12 Quantitation Results

13 |CMDRepeat Compound
14 fsample Jcomond

20| iErcRepeat Compaundl

Figure 38

¢ Right-click this cell and click Insert >
Table columns to the left.

* You click the column to the right of
the location where you want to add
a column.

o TABLE TOO!
Horter Reporting | DEVELOPER  DESIGN,

Sample Ty - | Acq Method [ - 03~ Sarplonsd < Trapone |7

Add a column to the left of the Acquisition File column

d Follow the instructions in “Task 1.
Rename a column headerina
table” on page 51 to rename the
column to Location.

e Type ="Laboratory 1" inthecell
directly below the cell Location.

f Select the cell Location. Right-click
the cell and click the B icon and
click the & = icon in the shortcut
menu.

mpound [~ 1st0 [+ R~ ISTORE-| RespRa~|  FmelCr|  BopCi~ | Accurd-

Tm -8 x

Click this command. The
new column is added to the
left of the current column.

+ To add a word to a table, you first
type = and then type the words
inside of quotation marks. You are
actually entering a simple formula.

* Headers in a table are black and
bold.

* You can also change the font by
using the icons in the Font group in
the Home tab in the Ribbon.
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3 Customizing a table

Task 5. Add a column to a Quantitative Analysis table (continued)

Step Detailed instructions Comments
BHS - ————— —— - -
HOM* IMSERT PAGE LAVOUT FORMULAS DATA, REWIEWY WIEWS MassHunter Reporting ADD-INS DESIGH - You can also use the Icons in
T Tg F the Font group.
QE=F v+ Y TOO group
Process Clear  Add Add Add Advanced Shout Help
Report Results Data Graphics Farmatting Properties
MassHunter Reparting ~
B8 - fx Lacation v
A H ¢ ° £ & & f =| To change the header to look like

— 5 1
Batch Data Path
h “Analyst Name

Analysis Time
¥V “Reporter Name

1

2

3 Report Time

4 |Last Calib Update

5 Quant Batch Version
g ~
7

8

9

~
~

Tahoma -3 - A 4

$-% >

the other headers in the table,
you click the Bold icon and also

Figure 39

3 Test the changes to the template.

Change the format of the Location column header

Click Process Report.

Click the Browse button.

Move to the \MassHunter\Data\
DrugsOfAbuse\ QuantReports\
DrugsOfAbuseDemo folder.
Select report.results.xml.

Click Open.

Click OK.

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

-2

e = o o

= e B
Table I =a E-Rdae change the font color to black.
|sampleto ~ [Location ~lacauisition File ~ISampleN~|  Level |~ |Sample Type = |Acq Method File |+ i1 = [ sampler
Laboratory 1 X Cut
o By Copy
1 -
12 |Quantitation Results ] (sl
13 (MDRepeat ool =,
14 |Samplell w | CompoundID wla + Name -+ RetentionTime  + p— ” -
15 Pasts Specis e evard - ="Laboratory 1” is added to this
15 SampleID - | CompaundiD B Refresh O |+ compoundt| ~ | DataFile |+ Compound - 15TD = ceII.
18 Tnsert s
=]
21 |EMD:Endrepeat CampoundID Delete 4
21 Select v
2 PR

* The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.
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Customizing a table

Task 5. Add a column to a Quantitative Analysis table (continued)

Step Detailed instructions Comments
=] .
HOME INSERT PAGE LAYOUT FORMULAS DATA, REVIEW VIEW MassHunter Reporting ADD-INS h
=R [==]
o= T B

QEEZF ¢ 700
Process Clear  Add Add Add Advanced About  Help
Report Results Data Graphics Formatting Properties

MassHunter Reporting ~
Al - 3 Batch Data Path h

g C inl I I H 1S

1 |BatchiData Path Di\MassHunter\DatalQuantExamples\QQO\DrugsOfabuse\QuantResults\DrugsOfabuseDemo. batch. bin
2 Analyfis Time 382012 11:58 AM Analyst Name QuantSWtest-PCladmin . B
S Repoftme  W/0E0IZOSIAN  Reportertame  QuanSWistPin The first column is now
4 |Last (alib Update  3/8/2012 11:58 &M Batch State Processed LOC&tiOn
5 Qua§PBatch Yersion B.05.01 Quant Report VYersionB.03.02 .
)
7 [Sequence Table
g |Location Acquisition File Sample Name Level  Sample Type Acq Method File Inj Yol
9 |Laboratory 1 CMAMB_01.d Blank-1 Blank APClautotune.m 5
10| Laboratory 1 CMAMCAl_L1.d Calib-L1 L Calibration  APClautotune.m 5 When you Clear Res“"s, the
11 |Laboratary 1 CMAMCA_L2.d Callb-L2 Lz Calibration  APClautobure.m 5 _n "
12 |Laboratary 1 CHAMCal L3.d Callb-L3 ] Calibration  APClautatune.m H formula = Laboratory 1"is
13| Laboratary 1 CHAMCal_La.d Callb-L4 L4 Calibration  APClautatune.m H ol FPe :
14 |Laboratory 1 CMAMCal_L5.d Callb-LS 5] Calibration  APClautoture.m 5 not visible. HOWeVer, it is still
15| Laboratory 1 CMAMQC_L2.d oz Lz Qc APClautotune.m 5
1 |Laboratory 1 CMAMOC Ld.d Qc-L4 L4 Qc APClautotune.m 5 used whenever you process
17 |Laboratary 1 CMAMSam_01.d Sample-1 Sample APClautotune.m 5
18| Laboratary 1 CrAMSam_02.d Sample-2 Sample APClautatune.m H the report'
19| Laboratary 1 CMAMSam_03.d Sample-3 Sample APClautatune.m H

20

Figure 40

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

first.

Verifying a new column is added to the table

Click Clear Results in the MassHunter
Reporting 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 Custom ISTD Summary.
Verify the folder selected in Save in is
correct.

Click Save.

» The Save as type is Excel Template.
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3 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 Follow the instructions in “Task 4. Opena <+ If you did not do the previous task,
template \MassHunter\Report Quantitative Analysis Excel template” on example templates are available on
Templates\Quant\en-US\Letter\ page 40 to open the template, the Agilent Technologies

ISTD\Results_NoGraphics\
iii_5_Custom_ISTD_Summary.

5 Custom_ISTD Summary, where MassHunter Reporting User
are your initials. Information DVD in the
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 File > Options > Customize
already mapped to display the b Right-click the cell next to this cell. Ribbon.
shortcut menu. ¢ Click XML > XML Source. b Under Main tabs, mark Developer.

¢ Click OK.
=] @ - = jii_1_Custom_ISTD_Surnmary1 - Excel T ®E - O x
FILE HOME INSERT PAGE LAYQUT FORMULAS DATA VIE MassHunter Reporting DEVELOPER - .
259 [, Snecontace ¢ e EMop ropertes B mport If the Developer tab in
ot v, B B CE B Qe G Bommenmcs Boner o F the Ribbon is visible,
Basic i Macro Security Add-In - Run Dialog [#1 Refresh Data Panel R
Code Adins Controls . Moty ~| you can also click the
o . = | Sourceicon in the XML
A B Cc D E F G -
1[BatchDatapath {1 XML Source v
2  Analysis Time Analyst Name
3 |Report Time b * " Reporter Name XML maps in this workbook:
4 |Last Calib Update " Batch State QuantitationDataSet_Map -
5 ‘Q“a"t Batch Vemi‘";} 3 L ] T o RelusntiatonDatater = N - -
7 Seqencetabe - _ 2 hndpiimeamp Right-click this cell and
S SampleID ~ | Acquisition File ~ | Sample Name ~ Position ~ Inj'~ Level |~ Sample Type ~ ] AnalyzeQuantVersion Click XML > XML
10 £ ApplyMuttipliedSTD
1 £ ApplyMultiplierMatrixSpike source YOU can
12 |Quantitation Results J ApplyMultiplierSurrogate 8 .-
B < Jroreuts <o S| 5 3 et right-click any mapped
18 s . 5 e avie 2] campend ] O T cell to select this
17 (] BatchName
18 £ BatchState command.

20 CHMB:EncRepeat Compoundin £ BracketingType §

21 -£] CalibrationLastUpdatedTimeStamp

22 2 CCMaximumElapsedTimelnHours

73 £ CorrelationWindow

24 £ DAMethodLastAppliedTimeStamp

25 (7] DAMethodPathFileNameOrigin

26 -2 DataVersion

27 2] DynamicBackgroundSubtraction i

28 « B —— n, »

29

30 ke e workancebwbere you mantihe dotatosppen

33 Options v | | xMLMaps..

Figure 41  Displaying the XML Source task pane in Excel
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Task 6. Add a mapped column to a Quantitative Analysis table (continued)

Customizing a table 3

Step

Detailed instructions

Comments

3 Add the column Barcode to the
end of the Sequence Table.
Hint: click two items in the

¢ Click

Sequence Table to identify the
correct section of the XML

Source.

the Level column.

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

As you 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.

H o B =
HOME  INSERT  PAGELAYOUT ~ FORMULAS DATA  REVIEW WIEW  M{ssHurterReporting DEVELOPER  ADD-INS  DESIGN - When you click the Level
5 Record Macra & = = [E] Praperties ERMap Properties [ Import.
afl=ons & H = . e - column, the element
—— [[E5] Use Relative References doins oM | nsere G Vigw Code 33 Expansion Packs B, Export o .
sl Macros -Ins nse rce acurmen .
Basic b Macro Security Adddns | e Run Dislag 1 Refresh Dats ranel ns1:LevelName in the XML
Code Add-Ins Contrals HML Modify -~ source WIndOW is
£s - £ Level v ERT
highlighted.
A B c D F G [

| [BatchDataPath T ] XML Sourc T
2 |Analysis Time Analyst Name
3 |Report Time M “Reporter Name HMLmaps in this wepkbook:
4 |Last calib update " “Batch State QuantitationDatasdt Map -
5 Quant Batch Version Quant Repart Versia Qn Time =
Z ‘sEquence Tt i al 1 ] nstfpepectedBarcode

£ | |
8 [sample + | Location +| Acquisition File ~|SampleN <+ [ Level | - |sample Type ~ | Acq Method & nslipraphicSampleCt_ .
9 I : 1 nstpectionsPerpasi ns1:is part of the syntax of
10 2 nsidnjectorVolume X
b T nszhsumennine | the element in the XML

13 |CMDiRepeat
14 [3ampleId

15

16 |SamplelD

Figure 42

Optians

12 |Quantitation Results

CompoundID
] Compoundin -
~ | CompoundiD =
CompoundiD

Design-Summary

CompoundType ~|Formula [~ [Name [+ |RetentionTime |+
Target Compound .
ISTDCompoundID ~|pezhD [~ IcompoundT - DataFile |~ compound

1 nsRfstrumentType
1 nsLISTODilution

W] nsiilevelName

S nsThacked

< i v

To map repesting elements, drag the
elements fram the tree onto the
worksheet where you want the data
headings to appear.

To import XML data, right click an XML
mapped cell, point to XL, and then click
Import,

Options = | | XML Maps.

B M -——+ %

Selecting the Level column in Excel

Source window. Every item
in the XML Source window
starts with ns1:.
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3 Customizing a table

Task 6. Add a mapped column to a Quantitative Analysis table (continued)

Step Detailed instructions Comments

d Scroll until the column after the end of + A blue triangle appears in the lower

the Sequence Table is visible. right corner of the last columnina
e Inthe XML Source window, scroll up table. After adding the column

to display the element ns1:Barcode. Barcode to the table, the blue
f Click and drag the element triangle appears at the bottom of

ns1:Barcode to the cell that is next to the Barcode column.

the Vial column. + Ifyou drag the element to a location
g Click the cell Barcode. thatis not at the end of the table, an
h Right-click the cell and click the B error is displayed. Right-click this

icon in the shortcut menu. column and click Delete > Table

Columns to remove the column.
Then, click and drag the element
again to the end of the table.

[x o= B TABLE TOOLS 4 "
HOME ~ INSERT  PAGELAYOUT  FORMULAS — DATA  REVIEW  MEW  MassHunterReporting = DEVELOPER | ADD-INS DESIGN - When you clicka
= 25 Record Macra $ = eme [ Froperties [E FR Map Froperties B2 Impart column in a table,
= & 5 & .
Use Relative References & Wiew Code T2 Expansion Packs [ Epart
Wisual Macros Add-ns COM  Tnsert Faree Document the Table Tools
Basic & Macra Security fddIns - Run Dizlog 21 Refresh Data Panel
Code AdidIns Controls L Modify ~ DeSIgn tab is
18 M o | Barcode - | added to the
E F & i J K L 1= Ribbon. You can
; XML Source TR h he Tabl
3 HML Maps In this warkbaok: change the lable
4 QuantitationDataset_Map - Sty|e Using thIS
g ~ nsLSamplelD -
7 () nslicqDateTime group.
] Level |~ |Sample Type - | Acq Method File |~ Inj |~ | sampleposit] = | Trayhiame - izl ~|Barcode [~ - nsl:AcqMethodFileName
s (F nsliscqMethodPathName
10 E =] nslibcqOperator
1 (5] nslBalanceCverride
! =
13 =] nsL:CalibrationReferenceSamplelD The Barcode
14 Neme [~ |RetentionTime | = 5 nsl:Comment .
15 sound ; PR e _ - columnis added
16 |Compoundi| ~ |DataFile |+ compound ~ 157D - R~ ISTDRe~| RespRa|~| FinalCd~ E .
7 To map repeating elements, drag the elements from after the V|a|
" the tree onto the worksheet where you want the data
19 headings to appear, column. YOU can
20 To import XML data, right dlick an XML mapped cell,
2 point to XML, and then dlick Import, then move the
2 options v | | #MLMaps...
pE S o — column to the
Options || Design-Summary ® < y ~ proper location

B M -———+ 100%

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 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 43  Adding the Barcode column to the end of the Sequence Table
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Task 6. Add a mapped column to a Quantitative Analysis table (continued)

Customizing a table

Comments

» The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.

Step Detailed instructions
4 Test the changes to the template.  a Click Process Report.
b Click the Browse button.
¢ Move to the \MassHunter\Data\
DrugsOfAbuse\ QuantReports\
DrugsOfAbuseDemo folder.
d Select report.results.xml.
e Click Open.
f Click OK.
g Find the Sequence Table.
h Scroll to the end of the Sequence
Table. The Barcode column is now the
last column in the Sequence Table.
IR E
HOME  INSERT  PAGE LAYOUT  FORMULAS  DATA  REVIEW  WIEW | MassHunter Reporting  DEVELOPER  ADD-IMS -
QiEzF ar y 700

Process Clear  Add  Add Add
Report Results Dats

Sdvanced
Graphics Farmatting Properties
hassHunter Reporting

Al e b3 Batch Data Path

| A
Batch Data Path
Analysis Time 3/B/2012 11:58 AM
Report Time 10/10/2012 2:51 AM

Last Calib Update 382012 11:58 AM

1

2

3

4 Batch State
5 |Quant Batch Version B.0S.01

5}

7

8

Sequence Table
Location

Acquisition File Sample Name

CranMelk_01.d EBlank-1
CHMAMCal_L1.d Callb-L1
CHAMCal_L2.d Calibriz
CMAMCal_L3.d CallbL3
CMAMCal_L4.d Calib-L4
CMAMCal_LS.d Calb-L5
CHAMQC_L2.d Qciz
CHAMQC L4.d Qo4
CMAMSam_D1.d Sample-1
CMAMSam_D2.d Sample-2
CMAMSam_D3.d Sample-3

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

Analyst Name
Reporter Name

about Help

B c D F
Dr\MassHunter|Datal QuantExamples\Q00\DrugsOftbuse QuantResults\ DrugsO fAbuseDema. batch.bin
QuantSvytest-PCiadmin
QuantSvitest-PCadimin
Processed
Quant Report YersionE, 05,02

Level  Sample Type AcqMethod File 1nj Vol Barcode
Blank. APClautatune. m 5
B Callbration  APCLautotune.m 5 BarCode123456
Lz Calbraton  APCIautotune.m 5 BarCode1 23456,
L5 Calbraton  APCIautotune.m 5 BarCode1 234567
L4 calbraton  APClautotune.m 5 BarCade1 234567
LS Calibwation APClautatune. m 5BarCade123567
Lz ac APClautatune.m 5 |BarCode123456
1+ ac APClautotune.m 5 |BarCode123456
Sample APClautotune.m 5 |BarCode1 23456
Sample APClautotune.m 5 BarCode1 234567
Sample APClautatune.m 5 BarCade1 234567

Click Clear Results in the MassHunter
Reporting tab in the Ribbon.

Click File > Save As.

In the Save As dialog box, type

iii 6 Custom ISTD Summary.
Verify the folder selected in Save in is
correct.

Click Save.

The last column in the
Sequence Table is now the
Barcode column.

Verifying the Barcode column is added to the end of the Sequence Table

* The Save as type is Excel Template.
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Customizing a table

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

Customizing a table 3

Step

Detailed instructions

Comments

1 Open the Quantitative Analysis
template \MassHunter\Report
Templates\Quant\en-US\Letter\
ISTD\Results_NoGraphics\
iii_6_Custom_ISTD_Summary.

2 Add afilter to the Quantitation
Results table using the Advanced
Properties dialog box.

Only include data files that have
an expected concentration.

Advanced Properties
Template | Design warksheet | Cel  Table

Table: properties

[ Associate with the Following table or graphics
[ Hide header row

[ Hide table body

I™ Table contents transposed to [ columns
Hide empty cells r
[Tl e el et e e [2 | cckimns
[ Combine table rows starting at colomn | 1
Copy rows X times across page [z
Use super-header r

Graphics layout
[~ Continue graphics across the page

[ stack graphics vertically

+ Follow the instructions in “Task 4.
Open a Quantitative Analysis Excel
template” on page 40 to open the
template,
iii_6_Custom_ISTD_Summary, where
“iii” are your initials.

a Find the second table in the section
Quantitation Results.

b Click the column labeled Exp Conc
This column is column M in the table.

¢ Click Advanced Properties.

d From the Table tab, select NonBlanks

in the Filter value box when the Exp

Conc column is selected.

Click Set Filter.

Click Close.

-~ o

Tabie column properties

Column

Widkh Properties  Fiker

Data File
Compound
1570

Resp

15TD Resp
Resp Ratio
Final Conc

@ Text

€ Graphic
€ Formula
" Hidden

Calumn sort ordet

Fiter valus [ Nonlanks +| |

125 Al

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 Advanced Properties icon is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.

. The filter is shown in the Filter
column in the Table column
Properties list.

128
I5TD
157D J

<HONBLANKS >

Text width
Graphic size relative to page width
Preset graphics row heght [

Height

* Unsorted 5] 2

L Sekrier ]

Select NonBlanks as the Filter
Value and then click Set Filter.

Figure 45  Add a filter to the Sequence Table using the Advanced Properties dialog box
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3 Customizing a table

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

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 the arrow in the cell labeled row in the table if it passes the filter.
Acquisition File in the Sequence Acquisition File. This column is
Table. column C in the table.
Only include an Acquisition File ¢ Open the list, and click Text Filters >
if the file name contains Blk or Contains. The Custom AutoFilter
Cal. dialog box is opened.
= fii_6_Custor ISTD_Summary - Excel TaBE.. 7 B - O %
HOME INSERT PAGE LAVOUT FORMULAS DATA REWIEWY VIEWY MassHunter Reporting DEWELOPER £DD-INS DESIGN h
o Y <
pe F = T: Adv%:r[m 9 qu Click the arrow in the
feport Results Deta Graphics Fonmalting Properies .| Acquisition File column

MassHunter Reporting

and click Text Filters >

ca - =3 Acquisition File v
A B C D E F G H | I Contains.

—c

1 |Batch Data Path

2 |Analysis Time h “ Analyst Name h

3 |Report Time ) “Reporter Name )

4 |Last Calib Update * “Batch State b

£ |Quant Batch Version Quant Report Yersion

5 « « «

7 sequence Table

8 |Samp]eID ~ | Location ~ [Acquisition File ~ [sample N ~ Level |~ |Sample Type ~ AcqMethod File |~ Inj 1~ | SamplePosic > | Trayhane

1

9 4 sortbtez

10 Z

1 il sotZwa

12 |Quantitation Results Sort by Colar >

13 | CMD:Repeat Col

14 |Samplel - | Con Formula | +|Name | RetentionTime | +

15 Farget Compound ;

16 |5ampletD - [Con Text ilters R S ata File + Compound ~|15TD - Re 15T

17 =

18 Search P Dues Mot Equal..

[E)

20 CMD:EndRepeat Cor - (select All Begins With...

- A RIRAE D

Figure 46  Add a filter to the Sequence Table using Excel features

Type Cal in the first text field.
Click Or.

Select contains in the second box.
Type B1k in the second text field.
Click OK.

T = o o
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Customizing a table

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

Step

Detailed instructions Comments

Custom SutoFilter

Shows rows uhere:
Acquisition File

cantaing E Cal

© &nd @ Or
contains Bk

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

[® =]

[=]
[=]

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

Figure 47  Setting the text filter for the Acquisition File column in the Sequence Table

B H S N
HOME  INSERT  PAGELAYOUT  FORMULAS  DATA

@EE 3 = Iy
B - R

MassHunter Repor

A B
1 [BatchDataPath

7 Sequence Table
8 [sampletn ~ |Location

12 Quantitation Resulfs
13 CMDRepeat CompoundiD

20 |CHD:EndRepest CompoundiD

ca - £ || scquisition File

2 |Analysis Time b Analyst
3 Report Time h Reporter[Name

4 |Last Calib Update “Batch Stdte N
5 |Quant Batch Version Quant »vn Version
B ~ ~ ~

14 |5ampeln | compoundin ] CompoundType

15
16 |Sampieid | Compoundin ] 5TDCompoundiD
1

hAd

REVIEW

VIEW

TABLETOOLS

MassHunter Reparting ~ DEVELOPER  ADD-INS  DESIGN

c

me

| Sample N~

Level [~ |Sample Type ~ | Acq Method File [~ 1071 2oy

~[Formula [~ [Name

Target Compound .
<[FeaD [+ Compound[~ |DataFile [~ Compound <1510 - Re - ISTORE~| RespRa~|  Finalcq~ ExpCd A

~ RetentionTine [+

- Theicon in the Acquisition
File column is changed to
show that an Excel filter is
applied.

vl ~|Barcode [~]

l The icon in the Exp Conc

column is not changed when
a filter is added using the
Advanced Properties dialog
box.

Figure 48 A filter is added to the Acquisition File column
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3 Customizing a table

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

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
¢ Move to the \MassHunter\Data\ the MassHunter Reporting tab in
DrugsOfAbuse\ QuantReports\ the Ribbon.

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 Blk.

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

«Q = 0o o

removed.
H s
HOME INSERT HARGE LaYOUT FORMULAS DATA REVIEW WIEWS MassHunter Reportin, DEVELOPER ADD-INS -

. perng The Sequence Table now only

2 & 00 s
@EHZF &= ¥ contains six rows. Before the
Process Clear Add  Add dd  Advanced About Help X
Report Results Dsts Graphics Forrhatting Properties filter was added, the

MassHurfeer Reporting ~ .
Sequence Table contained 11
al - fe Batch Data Path A « age .
. . . . . . . rows. Each Acquisition File

1 |Batch Data Path  D:\MassHinteriDatah QuantExamples|QQQNDrugsOTAbUSEN QuantResLits\DrugsOfabuseDemo. batch.bin contains either Cal or Blk in
2 |Analysis Time 3/8/2013 11:58 AM Analyst Name QuantSwest-PChadmin
3 |Report Time 10/10/2912 9:51 AM Reporter Name Quantswtest-PChadmin the name.
4 |Last Calib update 3/8j2014 11:58 AM Batch State Processed
5 |Quant Batch Yersion B.0S.0: Quant Report VersionB.05.02
5 h 4
7 |sequence Table
& |Location Acquisition File Sample Name Level  Sample Type AcqMethod File nj Vol B
a CMAMEk_01.4 Blank-1 Blark APClackotune.m s EVery row in thlS tab|e has an
10 CMAMCal L1 d Calib-L1 L Calibration APClautotune.m S BarCodelZp4se
" CMAMCal_L2.d Calib-L2 L2 Calibration APClautotune.m 5 BarCode12p4567890 expected concentration.
12 CMAMCal_L3.d Calib-13 L3 Calibration APCTautotune.m 5 BarCodel 2p45678901
13 CMAMCal_L4.d Calib-L4 L4 Calibration APClautotune.m 5 BarCodel 2p45678901234
14 cmamcal_Ls.d Calib-L5 Ls Calibration APClautotune. m S BarCodel2pS6778901234567
15
16 |Quantitation Results "
17 | Farget Compound  Amp
15 |DataFile Compound I5TD Resp ISTD Resp Resp Ratio Final Conc Exp Conc Accuracy
19 |CMAMCal_L1.d Amp Amp-d5 658 1337 0.4708 3.3187 2.5000 132,75
20 |CMAMCal_Lz.d Amp Amp-ds 1059 1298 0.8157 5.7493 S.0000 114,99
21 |CMAMCal_L3.d Amp Amp-ds 2673 1377 19409 13,6605 12,5000 109,45

Figure 49  Verifying changes in the rows that are included in the filtered tables
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Customizing a table 3
Task 7. Add a filter to a table in a Quantitative Analysis template (continued)
Step Detailed instructions Comments
5 Save the changes to the template  a Click Clear Results in the MassHunter < The Save as type is Excel Template.
iii_7 Custom_ISTD Summary Reporting tab in the Ribbon.
You have to clear the results b Click File > Save As.
first. ¢ Inthe Save As dialog box, type
iii_7_Custom_ISTD_Summary.
d Verify the folder selected in Save in is
correct.
e Click Save.
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3 Customizing a table

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\en-US\Letter\
ISTD\Results_NoGraphics\
iii_7_Custom_ISTD_Summary.

2 Delete the Inj Vol 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.

Follow the instructions in “Task 4.
Open a Quantitative Analysis Excel
template” on page 40 to open the
template,
iii_7_Custom_ISTD_Summary, where
“iii” are your initials.

Find the Sequence Table.

Select the column labeled Inj Vol and
the cell beneath it. This column is
column H in the table.

Right-click the Inj Vol column and try
to click Delete > Table Columns. You
cannot because this command is
grayed out.

Click only the cell labeled Inj Vol.
Right-click the Inj Vol 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
column Kiin the table.

Move the cursor to the edge of the cell
until the cursor 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 move the column
between two columns. Instead, you
are asked whether or not “to
replace the contents of the
destination cells.”

78
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Customizing a table

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

Step Detailed instructions Comments

B H S TABLETOOLS
ez 00
CEER N

Report Results Data Graphics Formatting Properties Design
MassHunter Reporting

M fo Barcode v

A B [ D E F G H ™ T
1 BatchDataPath h
2 Analysis Time Y “Analyst Name
e e If you try to move the
4 |Last Calib Update * “Batch State b
5 Quant Batch Version Quant Report Version Barcode column, Excel
H \ ‘ i
7 Sequence Table

8 [samp1ern ~Location ~|AcquisitionFile [,/ Sample N~

3 evel [ TEamole o < Acavethod e [ st = i ione NG  Barcode ] shows you this error or a

1 i ..
12 Quantitation Resuits = similar error.
13 |CMD:Repeat. CompoundID

14 |5ampeln | compoundin ] CompoundType ~[Formula [~ [Name

~ RetentionTine [+
Target Compound =

B, cannot snftcelsina fitered range or table.
15 L -
16 [sampit ] Compoundi ~JETocenpoundd [~ [PeddD [~ |Campounr|~ | DataFile [~ compound

Ra~|  FinalCd~

18

19
20 |CHD:EndRepest CompoundiD

Options | Design-Summary ®

i M -—————+ o

Figure 50 A filter is added to the Acquisition File column
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3 Customizing a table

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

Step Detailed instructions Comments

f Click the column labeled Acquisition  + Moving a column in a filtered table

File. This column is column C in the is a four step process:

table. a Write the name of the filter.
g Click the arrow in the cell labeled b Remove the filter.

Acquisition File. This column is the ¢ Move the column.

third column in the table. d Add the filter again.

h Click Text Filters > Custom Filter. The
Custom AutoFilter dialog box is
opened.

i Write down the filter. This filter is

“contains Cal or Blk.”

Click Cancel.

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

I Click Clear Filter From “Acquisition
File".

m Move the Barcode column directly
after the Acquisition File column.

n Click the arrow in the cell labeled
Acquisition File. This column is
column C in the table.

o Click Text Filters > Contains. The
Custom AutoFilter dialog box is

opened.
p Type Cal in the first text field.
q Click Or.
r Select contains in the second box.
s Type Blkin the second text field.
t Click OK.
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Customizing a table

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

3

Step Detailed instructions Comments

(=] - {i7_Custom ISTD_Summmary - Crcel TapiE T00L5 2 m - o x
HOME | INSERT  PAGELAVOUT  FORMULAS  DATA  REVEW  VIEW  MasHuieRepung  OEVELOPER  ADDINS  DESGN
RIEE J A A Genens 0 O B P i émiw TAY #
B - < - ri-
v - £ 3 matting~ Table~ Stylesw - - - & Clear~ Filter + Select ~

L8 S parcode -
: Remove the filter from the
Quant Report Version
~lacquisttionrile  [i¥]sampleN~|  Level [~ |sample Type - |acq Method File |~ 0017 sarvplepost[= | Traytiame ~Jval ~ [Barceds =]

10 | SorAtoZ]

12 uantitation Kesuils | Al St

i et Campoum !

i

1

2N |CMD:EndRepeat E

1 T Tiselect a1l

o [l Elanks)

z

a
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Figure 51  The filter is removed from the Acquisition File column

» Follow the instructions in “Task 4.
Move a column in a table” on
page 61 to move the Barcode
column.

* Follow the instructions in “Task 7.
Add afilter to a table” on page 73 to
add the filter to the Acquisition File
column.
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3 Customizing a table

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

Step

Detailed instructions

Comments

@B H -
HOME

INSERT

PAGELAYOUT  FORMULY

TADLLTOOLS

Lt - % | warcode

A
1 [Batch DataPath ¥

The Acquisition File column
has the text filter again.

>

2 |Analysis Time
3 Report Time
4 |Last Calib Uptlate Y “Batch st
§ [uant Batch version,

“Analyst flame

rt Version

7 |sequence Table
4 |samieto ~ Location | Acquisition rile:
11

12 Quantitation Resulfs
13 CMD:Repeat .

| CompoundType < [Formula

~iETocempoundin [=]Peskin

Design-Summary ®

READY FLTER MODE 23

7| Barcode ~ | ample Na ~

Level [~[bample iype [~ |AcqMethoq~ 0y {7 Samplepostion

~Neme [~ |RetentionTime <
Target Compound
MO~ | Compeund = [Data File

< compound ~1sT0 = ra-

= aytiame [+ Jval =

1STORE =] RespRa -

The Barcode column is now
after the Acquisition File
column.

Final€d -

Figure 52

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.

a Find the second table in the
Quantitation Results section.

b Click the column labeled Resp Ratio
and on the cell beneath it. This column
is column K in the table.

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

a Find the second table in the
Quantitation Results section.

b Click the column labeled Final Conc.
This column is column L in the table.

¢ Move the cursor to the edge of the cell
until the cursor changes to a
four-sided arrow, ¥ .

d Click and drag the Elz\nal Conc column
and move it after the Exp Conc
column.

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 61 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 (continued)
Step Detailed instructions Comments
BH o9 s TABLE TOOLS
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEWY VIEW MassHunter Reporting DEWELOPER ADD-INS DESIGM -
E;. Tahama BRIy — ¥ EeWnpTer General - [?EI g‘d D ;TID”:K : é: iy ik
» By E-o-a- | == S e T sy Bl £ fal G
Clipboard & Forit w Alignment n Humber ] Styles Cells Editing ~
L16 - Fe Final Canc v
B c £ £ G H J K L = The Barcode column is after
1 A L .
2 tandysteme the Acquisition File.
3 Reporter Name
4 “Batch State
5 Quant Report Version
: . "
g Location ~ | Acquisition File T Barcode » | Sample Ng Level |~ sample Type ~ | Acq Method ~ 0y { v samplepostion |~ Trayhame | = viel -l
10
12 The Final Conc column is
E ES:;?QIGDID ~ |CompoundType ~[Formula |~ [Name [~ Retentionime [+ after the Exp Conc.
15 Target Compound J
16 |Compoundin ~ [15T0CompoundiD v PeaklD  |w|Compoundr| v |DataFile [+ Compound ~ 157D - Re ~ ISTD Re + ExpCd ~ Final Cd +
17
18
20 | CompoundID
2
2 =
- Options | Design-Summary [©] « >
] W - ————+
Figure 53  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
¢ Move to the \MassHunter\Data\ the MassHunter Reporting tab in
DrugsOfAbuse\ QuantReports\ the Ribbon.
DrugsOfAbuseDemo 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 (continued)

Step Detailed instructions Comments

B

H =

HOME  INSERT PAGE LAYOUT FORMULAS DATA  REVIEW WIEW  hdassHunter Reporti DEVELOPER  ADD-INS -

© g 3= Ir I i N2

Process Clear  Add  Add Add  Advanced About  Help
Report Results Data Graphics Farmatting Properties
MassHunter Reporting -
~1 - £ | Batch Data ffath ~
2 B c o £ F s || The Barcode column is
1 |Batch Data Path  D:\MassHunter\DatatQuantExanplest Q0o DrugsOfabuselOuantR esults\DrugsOfabuseDemo. batch. bin
2 |Analysis Time 3/8/2012 11:58 AM Anafyst Name QuantSWiest-PCladmin
3 |Report Time 10/10/2012 :51 AM Repprter Name QuantSWiest-PCladmin moved to after the
4 |Last Calib Update  3/5/2012 11:58 &M Batdh State Processed T -
5 |Quant Batch Yersion B.05.01 Quahit Report Version8.05.02 Acq“lsltlon File.
5
7 |Sequence Table
& |Location Acquisition File Barcode Sample Namr Level Sample Type Acq Method File
=] CMAMEIk_01.d Blank-1 Blank APClautotuns.m
10 CMAMCal_L1.d BarCodel23456 Calib-L1 L1 APClautotuns.m
11 CMAMCal_Lz.d BarCodel234567590 Calib-L2 Lz APClautotuns.m
12 CMAMCal_L3.d BarCodel 2345675901 Calib-L3 L3 APClautotuns.m - .
13 CMAMCal_L.d BarCodel25345676501254  Calib-L4 L4 Calibration APClautotune.m The Flnal conc Column IS
14 CMAMCal_LS.d BarCodel 2356778201 2345 Calib-LS Ls Calibration APClautotuns.m
15 . moved to after the Exp Conc
16 Quantitation Results
17 | Farget Compound  Amw column
158 Data File Compound ISTD Resp ISTD Resp Exp Conc Final Con .
19 CMAMCal_L1.d Amp Amp-dS 658 1397 2.5000 3.318
20 (CMAMCal_Lz.d Amp Amp-dS 1059 1298 5.0000 5.749
21 |CMAMCal_L3.d Amp Amp-dS 2673 1377 12,5000 13.680
22 CMAMCal_L4.d Amp Amp-dS 4952 1304 25.0000 26,756

>

®
.

Summary

Figure 54  Verifying that columns are moved in both filtered tables

7 Save the changes to the template  a Click Clear Results in the MassHunter < The Save as type is Excel Template.
iii_8_Custom_ISTD_Summary. Reporting tab in the Ribbon.
You have to clear the results b Click File > Save As.
first. ¢ Inthe Save As dialog box, type
i1ii 8 Custom ISTD Summary.
d Verify the folder selected in Save in is
correct.
e Click Save.
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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) 93

Task 3. Add a formula column to a table 96

Task 4. Add an ISTD column to a Quantitative Analysis template 101
Task 5. Add a column that is already mapped 105

In these tasks, you learn additional ways to customize 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.

Agilent Technologies
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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 MassHunter Reporting 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.

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

Follow the instructions in “Task 1. Open a
Qualitative Analysis template” on page 30
to open the template,
ili_CustomAnalysisReport, where “iii”
are your initials.

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

b Click 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.

86
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Additional ways to customize a table

Task 1. Add a table to a Qualitative Analysis template (continued)

1

Step Detailed instructions Comments
= B fii_CustornAnalysiskeportl - Excel T E - O %
HOME INSERT PAGE LAYOUT FORMULAS DATA REWIEW WIEW IvassHunter Reporting DEVELOPER ADD-INS -
= = =
QEx= 3 Y 70O
Process Clear  Add Add Add Advanced Validste About  Help
Report Results Dats Graphics Formatting Properties Design
MassHunter Reporting ~
H27 Jx et n
The current position in the
[1]z] A B 5 1} E F G H | = .
3 [cHbopear Tt e template is shown here.
3 |rtedao ~ |Data Filenam ~ | Sample Nam¢ + | Sample Type| ~ | Position ~ | Instrument Name | ~ | User Nam¢ = | Acq Metho( ~ | Acquired Time
4
H y B R All of the rows between the
Y CMD:EndRepsst  TramIn
10 CMD:Repeat row and the
'\l CMD:Repeat ItemID
}g temiD ~ Fragmentor Yoltl+| Collision Enerd-] lonization Mod - CMDEndRepeat row are
16 rcemn [ lPlotrie [~ repeated for each ItemID.
17 . e .
15 Integration Peak List ItemID identifies different
19 [Ttemin - [Peak = Ftart ~[RT ~[End ~ [Height ~[area ~[area% |- [Signal To Noise .
20 ‘ ‘ ‘ ‘ I ‘ data files
21 |Noise m "
22 [TtemID ~ [Noise Type |- Egnal Definiti - [Noise Multipli{ - [Noise Value -|
3 \ 1
24 Noise Regions
26 [Tremtn vlitart ~[End -|
2R [ 1 hd
4 »

Options (O]

Design

Figure 55  Selecting the first cell in row 5

¢ Click Add Data > Sample Information
in the MassHunter Reporting tab in

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

87



4  Additional ways to customize a table

Task 1. Add a table to a Qualitative Analysis template (continued)

Step Detailed instructions Comments
BHS & jii_CustormanalysisRepartl - Excel 7 m - A X
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER ADD-INS h ClICk thIS Command The neW
QiEsg =5 700 table is added below row 5.
Process Clear  Add Ldd Ldd Advanced Validate Shout  Help
Report Results Da Sample Infarmation <
User Chromatogram Peak Table -
a5 - User Spectrum Peak Table v
- Compound Chramatogram Peak Table e . - u ‘ - The commands in the Add
7 oot | Compaund Spectrur Pesk Table .
3 [T 4 Formua Column ~ instrumment Nama [ [User Rar | Aca etho{ = | Acqured T Data menu are different for
the Qualitative Analysis and
= : Quantitative Analysis
et trents Program. Different types of
13 CMD:Repeat -ItemID .. e Qualltatlve Ana|y5|s
}? Tremiti ~Fragmentor Yot - Collision Energ - lonization Mod - .
th templates also have different
19 |1remIn ~ | PlotFile hd
@ J commands.
21
22 ion Peak List
23 [TtemiD. - [Peak '|itart -[RrT - [End - [Height ~[area -larea% | ~[Signal To Noise
2 \ i i i I \
24
25 |Noise i
27 [ltemiD ~ [Noise Type -|§gnalb=ﬁmti-INmngultupln-INnisevaIug -1
28 [ | |
29 N
Figure 56 Add a second Sample Information table
[V = Bz Excal ZABLEIOOL v s el
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER ADD-INS DESIGN - The neW table iS added
D o Sm Ep l
ocess Clear fm E;\ EEM Aﬂv’ln\ Validate g g below row 5.
eport Results Data Graphics Formatting Properties Design
3 - L Data Filename
A B C D E F G H 1 <

Itemin

Ttenp
~ [Data Filenan - |sampie Nam( - | Sample Type - Position

6 |rtemm  [~|DataFile [ ~|Sample Nam{~|Sample Type - | Position

| Instrument Nam ~ | User Name ~ | Acq Metho{ « | TRM Calibration Stat{ +

| Instrument Nan ~ | User Namd ~ | Acq Methol ~| TRM Calibration Stat: -

3

]

11 CHDEndRepeat _Trentd

[ E—

15

16 fismic = ragmentor Vo[ | Collision Ener~| fonization Mod -
17

18 |1tenm | PlotFile k3

19
20 Integration Peak List
21 [ltenid

Figure 57

~Ip=ak ~|§un [T ~Iz..d ‘IN:lght = ‘Ami = }Arei % ~|§»gna|ro Noise. ~J\
2
23
24 [TtenD ~ [Hoise Type ~|§mal Definiti iphi | -|
% 1 I I 1

Noise Regions
27 [rtemid - [start ~[End -l
2 1 |

Design | Options O 1 v

Add a second Sample Information table

XML Source
XML maps in this workbook:

Report_Map

2 AnalysisID
] BalanceOverride
= Barcode

1 Comment

] DAMethod

] DAMethodName
] DAMethodPath
] DataFile

] DeviceType -
a i '

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.

Options ~ | | XMLMaps..

Verify Map for Expart...

The XML Source pane is

opened automatically. When
a table is added, a new XML
map is automatically added.
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Add

Task 1. Add a table to a Qualitative Analysis template (continued)

itional ways to customize a table 4

Step

Detailed instructions

Comments

3 Compare the columns in the two
tables.
The XML Map changes
depending on which table you
are looking at.
The names of some of the
columns are different.

a Click the Data Filename column in the
first table. The XML map is
Report_Map.

b Click the Data File column in the
second table. The XML map is
Report_Map1.

* You can only map an item from an
XML map one time. If you want to
map an item a second time, you
need to add a second map. This
second map is added automatically
when the new table is added.

=] Q #- - fii_CustomAnalysisReport xitx - Excel TABLE TOOLS 7 ®m - B8 %X
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW MassHunter Reporting DEVELOPER ADD-INS DESIGN i
= = =
S Qo €
QEZ=3: = 700
Process Clear  Add Add Add  Advanced Validate About Help
Report Results Dats Graphics Formatting Properties Design
MassHunter Reparting ~
c6 M fe | Sample Name v
|
A B c D 3 3 (& H 1 J=
2 lcMDRepeat _ 1tenmd XML Source 7 X
3 |Ttemin || DataFilenami - |Sample Nz Tahoma (8 - A" A § v % o ToomerENan = TUser Name = Acq TTethor = TIRFTCahbraton CEat = DA I
; A R KL maps inthis workbook:
BI= - T E W Report_Mapl -
5 i o ep Select the columns that
6 |rtemm [~ Datafile [~ |sample ne ¥ o o | = | thstrument tian ~ | User Name | Aca Metho( ~ | TRM Calibration Stat! ~ | DA Metl = DAMethodPa +
ot -
7 ° dosre [0 you want to delete.
8 ER Copy ] DeviceType
9 e — I pilution _
: ase Options R Right-click and click
11 | CHDEnsRepeat  TrentD ] IjPosition
! R Delete > Table Columns.
S ] InstrumentN
T o— Efion All of the columns that
Insert » ' 1 ltemID
18 ceme [Tlpetrle [© e . £ LevelName are selected are removed.
[ 19 D % Table Columns S MethodType
20 Integration Peak List Select » |3x Table Rows L ] PlsteCode
g; Tt = Clest Contents —— ~‘m=- “An:i % |- [Signal To Noise VJ (] PlatePosition
53 oise Hieasure P £ RackCode
24 [t Noise Type |~ [Sgmalbef =) QUick Analysis - (= RackPosition
gg Sort » = sampleld
Nomse Regions -
et ra—— Fiter , L
ég - Table » LT »
To map non repeating lements,
E L , o e e e e
= Sttt gt - onto the worksheet where you
L9 Insert Comment want the data to appsar,
= Soestium SourdFraamento sode -
B Format Cell To import ata, use the Import
~specerun [+ Fick From Drop-down Ls. XV Dot button on the Lk
b * a .
i . — & Hyperiink I — — - [Tor |- [SEorE D8] - [FE D - Options v | | XML Maps
[ [ [ [ [ [ J Verify Map for Export
Tips ¢ g
Design || Gptions ® i s @ mesrormarping

COUNT:9

=]

B m -

———+ 1w00%

Figure 58

Delete multiple columns in the second Sample Information table
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Additional ways to customize a table

Task 1. Add a table to a Qualitative Analysis template (continued)

Step

Detailed instructions

Comments

4 Change the second table to include
only the following columns:
ItemID
Data File
Injector Volume
Dilution

iii_CustomAnalysisReport.db - Excel

REVIEW

a Click the Sample Name column in the
second table. The XML map is
Report_Map1.

b Delete all of the columns in the table
that are after the Data File column.

¢ Click the Data File column in the
second table.

d Add the mapped columns, Inj Vol and
Dilution.

e Rename the Inj Vol column to Injector
Volume.

TABLETOOLS

VIEW  MassHunter Reporting |~ DEVELOPER  ADD-INS DESIGN

* You can delete more than one table
column at the same time.

* Follow the instructions in “Task 2.
Delete a column from a table” on
page 54 to remove the columns.

* You click one of the items in the
table first to make sure that the
correct XML map is selected. All of
the columns in a table are mapped
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 68 to add the
columns.

* Follow the instructions in “Task 1.
Rename a column headerin a
table” on page 51 to rename the
columns.

? @ - 0O X

=T & 4~ -
HOME  INSERT ~ PAGELAYOUT ~ FORMULAS  DATA
o @ =S
o em  *
QEZFH I  TOO
Process Clear Add  Add Add  Advareeer troT—rer
Report Results Data Graphics Formatting Propeties
WMassHunter Reparting
D6 - fe | Diljtion
A B c D
2 |cMDRepeat ItemID
3 |TtemTn | |DataFilenam - | Sample Han( - | Sample Typel ~ | Position

4
5

F G H | J [~

| Instrument Nan{ ~ |User Nam¢ + | Acg Metho ~ | IRM Calibration Statt + | DA Met]

.| The Injector Volume
.| and Dilution columns
are added to the
second table.

XML Source  ~ %

XML maps in this workbook:
Report_Mapl -

- BalanceOverri «

24 [ItemID! e }Puak

6 |1temm ~ | Data File | Injection Voli ~ | Dilution ~ 1|
7 q
8
9
10
11 |CMDEndRepeat  TtemIn
[ —
16 [kenity - *ragmentor Yolt/ | Gollision Enerd~| lonization Mod -
17
18 |1tem1p ~ | PlotFile hd
19
20 fon Peal List
'}End '}Neigh( '}Aru '}Arei% '}SiﬂnalTo Noise -J\

'}sun '}m

Options @

Design

Figure 59

1 v

~|  ¥MLData button on the List

J&=& "7 You can change the
Jomes || formatting for each
S omeree= || column using
standard Excel
featuresin the Home
tab.

- DeviceType =

4 [n, r

To map non-repeating elements,
drag the elements from the tree
onto the worksheet where you
want the data to appear.

To import data, use the Import

tnalha

The Injector Volume and Dilution columns are added to the second table
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Additional ways to customize a table 4

Task 1. Add a table to a Qualitative Analysis template (continued)

Step

Detailed instructions

Comments

5 Test the changes to the template.  a
b
c

o | = o

+ The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.

Click Process Report.

Click the Browse button.

Move 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 Injector Volume and the
Dilution columns.

B #~ =

INSERT DATA  REVIEW

(=]

HOME

o o =)

S Hqm
OE&F 2z & Iy
Process Clear Add  Add Add  Advanced
Report Results Data Graphics Formatting Properties

MassHunter Reporting

PAGE LAYOUT ~ FORMULAS

06

About Help

A1 M 4

7 Data Filename sulfas_PosMS.d

3 | sample Type Sample

1 |InstrumentName  QTOF PP

5 |Acq Method sulfas_PostSonly_demo.m

Sample Hame
Position

1ng suifas
PIFL
User Name

RM Calibration Status

fii_CustomAnalysisReport ity - Excel

VIEW | MassHunter Reporting

ABCDEFGH I JKLMNOPQRSTUVWXY ZAAABACADAEAFAGAH Al AJ AK AL AMAN AD AP AQ AR AS AT AU AVAW AX [~ ]

7 E - O x

DEVELOPER  ADD-INS

The first table is transposed
and shows the information
.| nextto the column header.

7| |pata Fie suffas_Poss.d  Injection Volume 1
8] |Diution 1

g

10

11 User Chromatograms

[

The second Sample
Information table shows the

13
14| FragmentorVoltage 125 CollisionEnergy 0 lonization Mode ESI

10 & |+ESI TIC Scan Frag=125.0V sulfas_FosMSd

1225

N e e @

Figure 60

6 Save the changes to the template. a
You have to clear the results
first. b
You save the template to the
new name, iii_1_Custom
AnalysisReport. c

Injector Volume and the
Dilution.

Verifying a new Sample Information table is added to the template

Click Clear Results in the MassHunter + The Save as type is Excel Template.
Reporting 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

i1ii_1 CustomAnalysisReport.

Verify the folder selected in Save in is

correct.

Click Save.

Agilent MassHunter Workstation Software Reporting Familiarization Guide
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4  Additional ways to customize a table
Task 1. Add a table to a template
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Additional ways to customize a table 4

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 MassHunter Reporting 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.

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

Follow the instructions in “Task 1. Open a
Qualitative Analysis template” on page 30
to open the template,
iii_1_CustomAnalysisReport, where “iii”
are your initials.

a Click a column in the second table.

b Click Advanced Properties which is
part of the MassHunter toolbar in the
MassHunter Reporting tab in the
Ribbon.

¢ Clearthe Table contents transposed to
check box.

d Select each Column under Table
column properties.

e 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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4  Additional ways to customize a table

Task 2. Format a table in a Qualitative Analysis template (continued)

Step

Detailed instructions

Comments

Advanced Properties

i

The Table contents transposed to

Template | Design Worksheet | cell Table
Table properties

Table column properties
Cal ity Reopact it

check box is cleared.

[ [Tt b o grapt
Hide header row

ide table body

TtemID

Data File 15
Injector Volume 15

The width of each column in the

I Table contents transposed to columns . .
e ol - table is set to 15 using the Text
I~ Wrap columns across page 2 columns ” Wldth fle'd
- Text wi
I™ Combine table rows starting at column | 1 e 15
@ c " Graphic Graphic size relative to page width Height
opy rows x times across page =
P pad :  Formuia Preset graphics row height [
Use super-header r  tidden
Graphics layout
Column sort order Unsorted hd (ad [
™ Continue graphics across the page
I Stack graphics vertically Fiter value [ = Set Filter f
Clase

Figure 61

3 Format the first table.
Hide the header row.

4 Test the changes to the template.  a

a Click a column in the first table.

b Click the Advanced Properties dialog
box.

¢ Mark the Hide header row check box
under Table properties.

d Click Close.

Click Process Report.

Click the Browse button.

Move to the \MassHunter

\Reports\Temp folder.

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

e Select Report.xml.

f Click Open.

g Click OK.

[ —

Changing table properties in the Advanced Properties dialog box

* 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 MassHunter Reporting tab in
the Ribbon.

9
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Additional ways to customize a table 4

Task 2. Format a table in a Qualitative Analysis template (continued)

Step Detailed instructions Comments
| xajg=] @ #- - iii3_CustomAnalysisReportL it - Excel 2@ - 0O x
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER ADD-INS
o = -
QEZF ir } 70O
Process flear Add Add Add Advanced Validate About Help . .
Report Rbslts Data Graphics Formatting Properties Design The flrst table is transposed
s |- x .| and the header row is
A CDEFGH I JKLMNOPQRSTUVWXYZAAABACADAE AFAGAH Al AJ AK AL AM AN AO AP AQ AR AS AT AU AV AW AX A [+ hidden.
2 |sulf8PosMs.d 1ng sulfas
3 |Sample P1F1
4 |QroFPP1
5 sl Postisorty_ceron R ¢ The second Sample
6 |Defauitm . .
H v o Information table is not
g sulfas_PosMs.d 1 1 t d Th I
o ransposed. The column
11 |User Chromatograms .
i header is above the
0 [HESITIC Scan Frage125.01 sl Festis information.
1 1225
3
5.
.
3
2
1
01 02 03 04 05 06 07 08 08 1. 1112 13 14 15 16 17 18 13 2
. Counts vs Acquisition Tirme (min) -
Report ®

Figure 62  Verifying a new Sample Information table is added to the template

5 Save the changes to the template, a Click Clear Results in the MassHunter < The Save as type is Excel Template.

iii_2_CustomAnalysisReport. Reporting tab in the Ribbon.
You have to clear the results b Click the Microsoft Office button and
first. then click Save As and click Other
Formats.

¢ Inthe Save As dialog box, type
i1ii 2 CustomAnalysisReport,
where “i11i" are your initials.

d Verify the folder selected in Save in is
correct.

e Click Save.
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4  Additional ways to customize a table

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,
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.

Follow the instructions in “Task 1. Open a
Qualitative Analysis template” on page 30
to open the template,
ili_2_CustomAnalysisReport, where “iii”
are your initials.

b

Find the table labeled Integration
Peak List.

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

Click Add Data > Formula Column in
the MassHunter Reporting tab in the
Ribbon.

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

table” on page 51 to rename the
column to PWFH.

Click the Formulas tab in the Ribbon.
Hide the XML Source pane, if itis
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.

96
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Task 3. Add a formula column to a Qualitative Analysis table (continued)

1

Step Detailed instructions Comments
.rﬁn\.‘ (= % s pfh_2_CustomAnalysisReportxitx - Microsoft Excel Table Tools - = x
A ;.. : Pt ST — @ -0 x
d
ﬁ 3 Autosum > (@ Logical - (3, Lookup & Reference ~ § 3 Define Name ~ $iaTrace Precedents 3 'j E =
£ Recently Used ~ & Text ~ B Math & Trig ~ £2 Use in Formula - =73 Trace Dependent: - © aall H H H
e ﬁf ecenty Used - 4 Te @5 ath & Trig = o roce Dependents - | S | B This tab in the Ribbon helps
Fundtion & Financial = [ Date & Time ~ (] Mare Functions - Manager BB Create from Selection || 7, Remove Arrows ~ &) | window | Options = =}
RS (L, Defined Names S R you add a formula to the table.
I F29 - J= | Enter formula here For information about
12 A B c D E I~ G H | T

Itemin ~ DataFile |~ |Injector Volu v | Dilution

6
7
8
2
3

16 |CMDEndRepeat  TtemId
17

formulas and functions, see
the online Help for Microsoft
Excel.

~Fragmentor Volt/-| Collision Enerd~] lonization Mod -

| PlotFile

26
27 Integration Peak List

Cell F28 commented by Patricia A, Henry

B e

Formuia
28 [TtemiD ~[Peak ~[Start ~[RT ~[End ~TPwrn - ~[Area %
29 [ [ [ [ |Enter formuahere | |
3 [ I I I [ 11
4 4+ V| Design < Options %] | u [

The new column PWFH is to
the right of the End column.
The Excel comment, Formula
is added to this column.

Figure 63  Add a formula column to the right of the End column

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.

m Click the Number2 box.

n Type - in this box.

o 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

p Click OK.

"

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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4  Additional ways to customize a table

Task 3. Add a formula column to a Qualitative Analysis table (continued)

Step Detailed instructions Comments
= TABLE TOOLS
HOME  INSERT  PAGELAVOUT | FORMULAS ~ DATA  REVIEW  VIEW  MassHunterReporting  DEVELOPER  DESIGN -
2 AutoSum ~ Logical Lookup & Reference Function Arguments ?| = — )
Recently Used + | Test Math & Trig By clicking in the

Insert E | 5 . " . SUM
e ancial ate & unctions
Funetion |E] Financi e & Time ore Function N . template, you

Function Library o . ~ | h "

umber2 | [@sts select the cells to
suMm - X « £ | =SUM([@End] [@5tart]) Humber3 v dd E |
add. exce
A B c D K
E CMD:EndRepeat ItenmID automatlca”y adds
2 S - -0
1 A B TR e TR ET the correct syntax
Tol i ~ragmentor Voit.=] Collision Enerd| lonization Mod~ Nomba: MumberLnumber2.. a1 to 255 numbers to sum Logicatvaiues and. | | .
y UMDErZ: NUMDELAUMDETZ,... 3r¢ 1 to 255 NUMDers to sum. Logical values an
18 text are ignored in cells, included if typed as arguments. to refer to thIS Ce”.
19 [1temD ~  PlotFile A
20 i
Pl Formula result = 0
22 |Integration Peak List
p [ 1
23 [TtemID - [Peak - [Start. -[RT ~[Eng_| | Heleonhis fundion
1 H
2 \ \ \ f ‘ \ \ ] E
Design | Options <

Figure 64  Using the Insert Function tool to add a formula to the RT Window column

H - B #&- - iii_2_CustomAnalysisReport.xltx - Excel TABLE TOOLS T H - 0O X
HOME  INSERT  PAGELAYOUT  FORMULAJ  DATA  JREVIEW  VIEW  MazHunter Reporting  DEVELOPER  DESIGN =
fx S autosum - [@legical-  I® Lookup &Refdences =] & DefineName - EoTrace Precedents B ShowFormulas 7] A formula starts
Recently Used [ Text~ |8 Math & Trig - = “f} Use in Formula - = Trace Dependents “® Error Checking ~ | € . .
et N Wstch  Calculat with the equal sign
nser Ely - Watc alculation
Function |El Financial ~ |8 Date & Time - I8 More Function - Manader (5 Create from Selection 5. Remove Amows ~ (%) Evaluate Formula  \indow ~ Options - B q gn.
Function Library Defined Names Formula Auditing Calculation ~| Thisformulaisa
Fa - £ - | sum of the two
A 5 c D : L e | & H ! J k)| items listed. The
11 |CMD:EndRepeat TtemID
2| blue part of the
15
19 bt ~Tragmenior Ve[| Collison Ener{=! lonizarion Mo formula refers to
18 the value in the End
19 |1temin | PlotFile - .
2 . Y column. Itis
2 fon Pealk List color-coded to
23 [TtemID - [Peak - [Start -[rT - [End [PWFH -|"==g||t -[Area -[Area % - [Signal To - e
24 = H
s } I I 1 2 I I I ] _| match the outline
| vesion | : | of the cell in the

M-+ 100%

Integration Peak

Figure 66  The formula has been added to the Integration Peak List table
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Task 3. Add a formula column to a Qualitative Analysis table (continued)

Step

Detailed instructions

Comments

3 Test the changes to the template.

o

= . =

Click the MassHunter Reporting tab in
the Ribbon.

Click Process Report.

Click the Browse button.

Move 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.

» The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.

B d @ #- -
HOME ~ INSERT ~ PAGELAVOUT ~ FORMULAS  DATA

@ = ==}

o <
QEFI r y 7TOO
Process Clear Add  Add Add  Advanced About Help

iii_3_CustomAnalysisReportl b - Excel

REVIEW

VIEW | MassHunter Reporting

DEVELOPER  ADD-INS

7T ®m - 0 x

Report Results Data Graphics

MassHuntefReporting
AB13 M

ABCDEFGH I
13

14| Fragmentor Voltage 125 Collision Ehergy 0 lonization Mode ESi

106 |#ESI TIC Scan Frag=125.0V sfffes_PoshSd

1 1225

0751

6
5
4
3
2
1

J K LMNOPQGQRSTUVWXYZAAABACADAE AF AGAH Al AJ AK AL AM AN AO AP AQ AR AS AT AU AV AW AX A [4]

01 02 03 04 05 06|07 08 08 1 171
15 Counts vs. Acquisition Time (min)

16 Integration Peak List

Figure 66

17 Peak [Start [RT _[End [|PWFH [Hfight [Area [Area %

18 1| 0.245| 0.325| 0.45] 0.208] 2570829 7153619 52.53

19 2] 0.47| 0.518 0.5§ 0. 15‘ 779416 2801693 20.57|

20 3| 0.743] 0.791] 0.94 0. 1?6‘ 4450072 12757888 93.75

%; 4| 1176] 1.225) 1.3} 0. Bj 5096008 13518505 100
Report ®

12 13 14 15 16 17 18 18 2

Verifying the formula column in the Integration Peak List table

~| The new column PWFH is
“! included in the table after
the End column. Each cell
in this row contains the
value of End - Start.

For example, in the first
row, 0.453 - 0.245 = 0.208.
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4  Additional ways to customize a table

Task 3. Add a formula column to a Qualitative Analysis table (continued)

Step

Detailed instructions

Comments

4 Save the changes to the template,
iii_3_CustomAnalysisReport,
where iii are your initials.

Click Clear Results in the MassHunter
Reporting 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

i1ii 3 CustomAnalysisReport,
where 111 are your initials.

Verify the folder selected in Save in is
correct.

Click Save.

» The Save as type is Excel Template.
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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\en-US\Letter\
ISTD\Results_NoGraphics\
Parts\iii_8 Custom_
ISTD_Summary 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.

Follow the instructions in “Task 4. Open a
Quantitative Analysis Excel template” on
page 40 to open the template,
iii_8_Custom_ISTD_Summary, where
“iii” are your initials.

a Follow the instructions in “Task 6. Add
a mapped column to a table” on
page 68 to add the Retention Time
column to the end of the table.

b Follow the instructions in “Task 1.
Rename a column header in a
table” on page 51 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.

d Right-click the RT column header and
click the Format Cells command.

e Click the Alignment tab.

f Select Right (Indent) in the Horizontal
list. Click OK.

g Click the RT column header.

h Click the Add Data > ISTD Column
command.

i Select RT from the Select Column

dialog box.

Click OK.

k 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.

Agilent MassHunter Workstation Software Reporting Familiarization Guide

101



4  Additional ways to customize a table

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

Step

Detailed instructions Comments

Select Column

Pick a column

SamplelD
CompoundID
ISTDCompoundID
PeakID
CompoundType
Data File
Compound
IsTD

Resp

ISTD Resp

Exp Canc

Final Conc
Accuracy

RT

ISTD RT

et |

Some columns in this list start with the word ISTD. These columns are
already internal standard columns. Do not select any of these columns.

The column ISTDCompoundID has to be part of the table to add an ISTD
column. This column is automatically added when you add an ISTD
column if it is not already included. The ISTDCompoundID columnisa
hidden column.

Figure 67 Select the RT column
@B H S @ #- s iii_8_Custom_ISTD_ - Bxcel TECTETOOT: T
oo oo g o | Moy | o _ssons oo In the Target Compound
QE== I  TOO
< o o s ate About Help table, you cannot see the
~| RT column header because
e ela ‘| itis hidden behind the
G H I J K L M | L o 4] ) R
) ML Source " arrow. If you click this
2 .
‘ -1 column, you can see the
g ] ns1:ISTDCompoundID - .
5 nsLISTDConcentration
A S S — ; . . o ratrocen i Column header in the
10 “'| Formula Bar.
i
14
15 l
16
17 <[ i ] v
s v T sl e e e o e
20[compound [0 [+ w swads eecis mmaices]  aeariz[ T TT] SO I{ oot e gt cikon 0 mgpsdca oo 0, e
- Options || Design-Summary | & < . ax - -
Figure 68  The RT column and the ISTD RT column are part of the table
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Task 4. Add an ISTD mapped column to a Quantitative Analysis table (continued)

Step

Detailed instructions

Comments

3 Test the changes to the template.

H 9 B #- -
FILE HOME  INSERT  PAGELAYOUT ~ FORMULAS DATA
® Manoms -8 A A== %
Bm -
< B T U- i+ M- A~
Clipboard & Font [ Alignment
N150 - F || 2.10211666666667
F G H
26
27 Data File ~ | Compound - ISTD -
28| CMAMBI_01.d Amp Amp-ds
50|CMAMCal_L1.d Amp Amp-d5
58|CMAMCal_L2.d Amp Amp-ds
66|CMAMCal_L3.d Amp Amp-ds
74|CMAMCal_L4.d Amp Amp-ds
82|CMAMCal_L5.d Amp Amp-ds
90|CMAMQC_L2.d Amp Amp-ds
98|CMAMQC_L4.d Amp Amp-ds
106 CMAMSam_01.d Amp Amp-ds
121 |CMAMSam_02.d Amp Amp-ds
129|CMAMSam_03.d Amp Amp-ds

4 w. | Summary Design-Summary

READY  FILTER MODE ~ CALCULATE

a
b
c

Click Process Report.

Click the Browse button.

Move to the \MassHunter\Data\
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

» The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.

ji_8_Custom_ISTD_Summary.xdt - Excel T™EL. ? EH — O X
REVIEW VIEW  MassHunter Reporting  DEVELOPER ~ ADD-INS  DESIGN -
= [oenea - F2) Conditional Formatting = - E- Ay
= z
- % » [FFormatas Table~ " Delete = [¥] - :
5% & ot [fna & The last two columns in the
w8 8 37 Cell Styles - & Formate & v Fier- belect -
G Number 1 Styles Cells Editing ~ Target Compound Table are
.| the RT and ISTD RT
| J K L M N 0 - columns.
R~ ISTD RE ~ BpCdv  FnalCd~ Accurd ~ || RT |~ 1STD |4 The RT column is the
1021167 207778333 . .
658 1397 2.5000 3.3187 13275 1021167 2.07778333 retention time Of that
5
1058 1298 5.0000 5.7493 114.63 P 1021367 207778333
%73 1377 12.5000 13.6808 109.45 p. 1021167 2.07778333 COmpOUnd. The ISTD RT
4952 1304 25.0000 26.7561 107.02 p.1021167 2.07778333 . . .
18605 1053 125.0000 124.4844 59,59 p.1021167 2.07778333 column is the retention time
1008 1356 5.0000 5.2293 104.59 p.1021167 2.07778333 .
4718 119 25.0000 27.8039 111.22 1021167 2.07778333 for the internal standard for
b 1021167 2.07778333
1004 1845 48977 b 1021167 2.07778333 that Compound-
2550 1284 14.2183 b. 1021167 2.07778333
‘4 »

5]

M -—F——+ 100%

Figure 69

4 Save the changes to the template,
iii_9_Custom_ISTD_Summary.
You have to clear the results
first.

Click Clear Results in the MassHunter
Reporting tab in the Ribbon.

Click File > Save As.

In the Save As dialog box, type

i1ii 9 Custom ISTD Summary.
Verify the folder selected in Save in is
correct.

Click Save.

Verifying the RT and ISTD RT columns are added to the end of the table

* The Save as type is Excel Template.
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4  Additional ways to customize a table
Task 4. Add an ISTD column to a Quantitative Analysis template
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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.

1

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
template \MassHunter\Report
Templates\Qual\Letter\
iii_3_CustomAnalysisReport,
where iii are your initials.

2 Add the item AnalysisFileName to
the first column in row 10.

Follow the instructions in “Task 1. Open a
Qualitative Analysis template” on page 30
to open the template,
ili_3_CustomAnalysisReport, where “iii"”
are your initials.

a Find the second table in the template.
The items in this table are ItemiD,
Data File, Injector Volume and
Dilution.

b In the table, click Data File.

¢ Right-click and click XML > XML
Source.

d Click the Dilution column.

e Try to add the AnalysisFileName item
to the end of the table. An error
message is displayed.

Microsoft Excel

[

1. The operation cannot be completed because the cell or table column is already mapped.

Figure 70

Error shown if you try to map a column two times

+ 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.

* 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 68 for
instructions on adding a mapped
column to a table.
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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 (continued)

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 Move 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
Lookin: | D tetter ¥ @ -@|X ci@-
[ iy Rocont | | BT | CompoundReport.xsd - Compound report
3 pocuments | | [F CompoundReport.xsd

[ Graphic.xsd
E QualtativeMethodReport.xsd

@' Desktop

ay
Documents

e
Computer

&3 My Network
Drinces

Graphic.xsd - Graphic report

QualitativeMethodReport.xsd - Qualitative
Analysis Method Report

Fhmm | =
Files SF3/PE: Al XML Data Sources (" " 15d) =~ For a Quantitative Analysis template, the XML
Source file is batch.results.xsd.
Figure 71  Add another map file
XML Maps 2=
XML mapw this workbook:
Name Root Namespace Report_Map - original map file
Report_Map  Report <Mo Namespace>
e b ol Report_Map1 - automatically added in Task 1 when the
table was added
< | £ Report_Map2 - added manually in this task
[ Rename... ] [ Add... ] [ Delete ] ‘ 0K ‘ [ Cancel ]

Figure 72  Three XML maps are available in this template
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Task 5. Add a column that is already mapped to a Qualitative Analysis template (continued)

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.
o ¥ pfh_3_CustomAnalysisReport.xlix - Microsoft Excel - B8 X
=3 Home | Insert  Pagelayout  Formulas  Data  Review  View  Add-lns  Acrobat @ - o x The AnalysisFiIeName is
il Tanoma PR 7 | =2 |1 Conemtonatommatnn 2 Bt i A added to the first column in
33 [ - $ - % o | [BEFormatasTable~ 3 Delete -+ | (8] - H H
oo e e | ‘ Sotd Find& row 10. Because this cell is
Y == =T&= =] ||= 15 Cell Styles - ElFormat ~ | &2~ Fifer~ select ~
Gt I [Fm H R e s e Siyies Cells Editing not part of atable, the column
210 - £ ¥ header is not automatically
A B T Formula Bar = = = =
it e e X1 Source 2 added above the value.
* o CEy 1 Pl : ; XML maps in this workbook:
3 |TtemtD ~ | Data Filenam| ~ | Sample Ham¢ v | Sample Type] v | Position || Instrument Nani v | Use
4 = . = Report_Map2 v
5 | [ = & Report ~
6 |1temmn  [*|DataFile [ Injector Volu[~] Dilution ~] =5 SamplelnformationTable —
7 = AcqMethod
8 ] AcqMethodiame
= = acgMethodPath
1? T (= AcquiredTime
=— =]
12 :l (=] AnalysisID v
15 - 4 - > i
T6 | ivemici ~Fragmentor Yolt =] Collision Enerd~] lonization Mod |
r To map non-repeating elements, drag the elements from
18 the tree onto the worksheet where you want the data to
19 |rtemm ~|PlotFile [~ LRI
20 To import data, use the Import XML Data button on the
2 List toolbar,
£2] ineoratna ek at = = i
W 4 » | Design -~ Options %0 ——— z
Ready [EERFrTe o GOl
Figure 73  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
¢ Move to the \MassHunter the MassHunter Reporting tab in
\Reports\Temp folder. the Ribbon.
d Double-click one of the folders that
contains analysis results.
e Select Report.xml.
f Click Open.
g Click OK.
h Find the first column in row 10. Verify

that the AnalysisFileName is included
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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 (continued)

Step Detailed instructions Comments
\‘/C.!T:-s\\ =] s pfh_3_CustomAnalysisReportaits - Microsoft Excel e
o ~
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 Formatting & Advanced Properties (] Validate Design @ @

Custom Toolbars

1 - i Jx ‘ ¥
ATHICIDIEIFIGIA]I[JIKILIMINIO[PIQIRIS] T U[VIW]X]|Y]ZAAIABIACIADIAE|AF [l ot Source v %
— H = H
2 s foss g sufes Rt T e The AnalysisFileName is
3 |5ample| P1F1 —_—
1 oo Regort tap v | added after the second
5 |sulfas_fosMSonly_demo.m 8/16/2008 9:29:01PM  starta .
5 Defaultm Zsm_||| Sample Information table.
7 = Taiin
8 Da Injector Volume Dilution = & widtt
9 suifas Yosts.d 1 1 & o “ia’ssii‘:fm
1 sulfes_Posiis = ton
12 User Chromatograms = {5 Plotimage
1 &
15 FragmentorvVoltage 125 CollisionEnergy 0 lonization Mode ESI .  File - A4
x10 6 |*ESITIC Scan Frag=125.0¥ sulfas_PosMS.d Trtrrirminonioain e
1 0791 1225 1 the elements from the tree onto the
worksheet where you want the data

5 to appear.
To import data, use the Import XML
4 0325 Data button on the List toolbar.

| (o ) frvee]

L Maps...

T

-
H 4k M| Report /%]

Ready | *J — | EE 100% (=) 0}

Figure 74  Verifying that the AnalysisFileName is repeated

4 Save the changes to the template. a Click Clear Results in the MassHunter < The Save as type is Excel Template.

You have to clear the results Reporting tab in the Ribbon.
first. b Click the Microsoft Office button and
You save the template to the then click Save As and click Other
new name, iii_4 Custom Formats.
AnalysisReport, where iii are ¢ Inthe Save As dialog box, type
your initials. iii_4 CustomAnalysisReport.
d Verify the folder selected in Save in is
correct.
e Click Save.
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o0 @ @ o o - Exerciseb
Graphics

o o
° ® °
¢ P ¢ Task 1. Adding graphics to a template 110
° Task 2. Display multiple graphics per row 112

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 graphics 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 Follow the instructions in “Task 4. Opena * If you do not have this template,
template, \MassHunter\Report Quantitative Analysis Excel template” on example templates are available on
Templates\Quant\en-US\Letter\ page 40 to open the template, the Agilent Technologies
ISTD\Results_NoGraphics\ ili_9 Custom_ISTD_Summary, where MassHunter Reporting User
Parts\iii_9_ Custom_ “lii” are your initials. Information DVD in the
ISTD_Summary template. Familiarization Templates folder.
2 Add target compound graphics. a Click in the first column in the last + Refer to “Task 3. Add a single
Add them in the Quantitation rows before the CMD:EndRepeat repeating section” on page 125 for
Results repeating section. CompoundID row. an explanation of repeating
b Click Add Graphics > Compound sections.
Graphics. * Three different graphics are added

in the Compound Graphics table.

xg] - - iii.9_Custom_ISTD_Summary.db - Excel T ®E - B ox
o} Y. . .
HOME INSERT PAGE LAYQUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER ADD-INS You can qUICkly flnd any
o = o .
© e = 2 ki 00 graphics in the
Process Clear  Add Add Add Advanced About Help
template because they
MassHunter Repoarting ~ . H
are shown in greenin
A18 - - | compound Graphics v the t lat
e tempiate.
A B C D E F G H[< p
6 | Al 1 XML Source v
7 |Sequence Table .
8 |Sampietn < Location < Acquisition Fle (37| Barcode [ Sampletia <] Level [<]SampleType  [<|AcaMet | XMLmaps inthis werkboak: The graphics are
10 QuantitationDataSet_Mapl - . .
i L T et Userbefineds 21| included in the
12 Quantitation Results | nsUserDefined?
13 |CMD:Repeat CompoundID i 1
13 gk —campeund) e Ep CompoundID repeating
15 Target Compound i nsl:UserDefinedd
16 - - ~|peakD |+ compoundT|~ DataFile |~ Compound ~|1sTD - nsliVial
17 £l nsliTargetCompound
18 [Compound Graphics | -+ nsl:BatchiD
19 [samp1eo < {compoundamo | Compoundhiame ] GraphicCom{ = |GraphicCom| = | GraphicCompod ~ bpectrum & nsi:SamplelD -
20 p « o »
2 To map repeating elements, drag the elements from the
22 tree onto the worksheet where you want the data
hesamg to sppear
24 |CMD:EndRepeat CompoundID ’ y
To import XML data, right click an XML mapped cell,
2 point 16 1L and then dik Inport
2 — T | options ¥ | | XMLMaps.
Options || Design-Summary @ < y S

Figure 75  Select the RT column
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Graphics 5

Task 1. Add graphics to a Quantitative Analysis template (continued)

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
¢ Move to the \MassHunter\Data\ the MassHunter Reporting tab in
DrugsOfAbuse\ QuantReports\ the Ribbon.

DrugsOfAbuseDemo folder.

d Select report.results.xml.
e Click Open.
f Click OK.
g Close the XML Source pane.
h Find the Compound Graphics section.
The three compound graphics are
shown in the same row.
[ -
FILE HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER
o @ o
QuETF I Y 700
Process Clear Add Add Add Advanced About Help
Report Results Data Graphics Formatting Properties
TTassFier Reporing )
The Compound Graphics for
Al - Fe Batch Data Path . .
each data file are shown in
A B C D E F G .
30 (e different rows.
+MRM (136.2 -» 91.4] CMAMCal_L1.d 1362->914 ,1362->1194 + MRM (2.083-2.259 min, 28 scans) (136.
£ a0 2141 min & %102 Ratio =243 (906 %) £ x1034914 All of the graphics for the
2 3 2 16 .
S s E o S first compound are shown
125 s 08 12
; 2 : together.
0.75 2 0.8
= 04
05 @ 06 .
025 o 02 04 1194
g — — g —— S e
15 2 25 15 2 25 90 100 110 120 130
" Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (m/z)
32
33 |amp "
+MRM (136.2 ->91.4) CMAMCal_L2.d 13622014 1362-> 1194 + MRM (2.077-2.278 min, 33 scans) (136
2 a2l 2 140 min T I 2 in3daia

Figure 76  The compound graphics are added after the Target Compound table

4 Save the changes to the template, a Click Clear Results in the MassHunter - The Save as type is Excel Template.

iii_10_Custom_ISTD_ Reporting tab in the Ribbon.
Summary. b Click File > Save As.
You have to clear the results ¢ Inthe Save As dialog box, type
first. iii 10 Custom ISTD Summary.
d Verify the folder selected in Save in is
correct.
e Click Save.
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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
template, \MassHunter\Report
Templates\Quant\en-US\Letter\
ISTD\Results_NoGraphics\
Parts\iii_10_Custom_
ISTD_Summary.

2 Change the size of the graphics in
the Compound Graphics table.
Make the width of each graphic
1/6th of the width of the page.
Make the height of each
graphics 1/6th of the height of
the page.

Follow the instructions in “Task 4. Open a
Quantitative Analysis Excel template” on
page 40 to open the template,
iii_10_Custom_ISTD_Summary, where
“iii” are your initials.

a Click one of the graphics in the
Compound Graphics table.

b Click Advanced Properties in the
MassHunter Reporting tab in the
Ribbon.

¢ Select 1/6 for the Graphic size
relative to page width and Height
boxes for each graphic.

d Mark the Continue graphics across
the page check box.

e Click Close.

* If you do not have the
iii_10_Custom_ISTD_Summary
template, example templates are
available on the Agilent
Technologies MassHunter
Reporting User Information DVD in
the Familiarization Templates
folder.

+ Make sure to change the width and
height for each graphic.

112
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Task 2. Use the side-by-side graphics feature in a Quantitative Analysis template (continued)

Step

Detailed instructions

Comments

Advanced Properties

Template | Design Worksheet | Cell  Table
Table properties

I~ Associate with the following table or graphics Column

Table column propertes

Width Properties Filter

SampleID
I Hide header row ample]

[ Hide table body

Compound]

Hidgen

Set the relative graphic width and
height for each of the graphics.

[~ Table contents e columns raphi raphic(6,5)
oot GG GraphicCompoundSpectrum Graphic(s, 5)
Hide empty cels r T
\Urap columns across page | 2 columns !
[ Text width
Combine table rows starting at column | 1 =
Capy rows x times acrass page ’7 @ Graphic Graphic size relative to pags width | 1/6 - Height | 1/6 ~
2  Formula Preset graphics row height [
Use super-header r ¢ Hidden
hics layout
Column sort order Unsorted  ~| )
¥ Continue graphics across the page
I~ Stack graphics verticaly R | =l Set Fier
Close

Figure 77  Select the RT column

3 Test the changes to the template.

-

= e o o

Click Process Report.

Click the Browse button.

Move to the \MassHunter\Data\
DrugsOfAbuse\ 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.

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.

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.

The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.
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b Graphics

Task 2. Use the side-by-side graphics feature in a Quantitative Analysis template (continued)

Step

Detailed instructions Comments

B d < i 10_Custom _ISTD_Summary - Excel 7?7 B - 0O %
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER - SIX dlffe rent graphICS are pnnted
. in each row. Each is one sixth
F G o= the width of the page and one

C

27 amp

Al - f< || Batch Data Path
A B

25 [CMAMQC_L4.d Amp Amp-ds

26 Compound Graphics

4716 1196 25.0000 27.8039 111.22

sixth the height of the page.

Also, the graphics from two
different data files are printed on

28

29 amp

the same line. You read the
graphics from left to right on the
page. For example, the graphics

30
31 Amp

for the second data file are
printed to the right of the

32

graphics for the first data file.

33 Amp

M

35 Amp

PR

Summary

H o M -——+ 100%

Figure 78  Graphics are printed side-by-side when you mark Continue graphics across the page

4 Save the changes to the template, a

iii_11_Custom_ISTD_
Summary.
You have to clear the results
first.

Click Clear Results in the MassHunter + The Save as type is Excel Template.
Reporting tab in the Ribbon.

Click File > Save As.

In the Save As dialog box, type

1ii 11 Custom_ ISTD Summary.

Verify the folder selected in Save in is

correct.

Click Save.

114

Agilent MassHunter Workstation Software Reporting Familiarization Guide



Agilent MassHunter Workstation Software Reporting
e Familiarization Guide

ce0@® @ o Exerciseb
Advanced topics

Task 1. Add a page break and a sheet break 116

° Task 2. Use Test Mode 120

Task 3. Add a single repeating section 125

Task 4. Add a nested repeating section 129

Task 5. Change values on the Options worksheet 133
Task 6. Add a formula using the IF function 136

Task 7. Use the VLOOKUP function 140

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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6  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 32 or “Task 5. Customize the footer of the
Quantitative Analysis Excel template” on page 42 for more information.

Task 1. Add a page break and a sheet break

Step Detailed instructions Comments
1 Open the Quantitative Analysis Follow the instructions in “Task 4. Opena + If you do not have this template,
template, \MassHunter\Report Quantitative Analysis Excel template” on example templates are available on
Templates\Quant\en-US\Letter\ page 40 to open the template, the Agilent Technologies
ISTD\Results_NoGraphics\ jii_11_Custom_ISTD_Summary, where MassHunter Reporting User
Parts\iii_11_Custom_ “iii” are your initials. Information DVD in the
ISTD_Summary. Familiarization Templates folder.
2 Add a sheet break to the a Select the row containing the * You can only select an item that is
Quantitation Results section. SamplelD column in the Quantitation included between that row and the
Select Compound to label the Results section. end of the template to use as the
worksheet. b Right-click the row and click Insert. A label for the worksheet.
row is added above the table. * Ifthe item is not part of the
¢ Click the first column in this new row. template, you can add it to the
d Click Add Formatting > Sheet Break template and hide that column or
in the MassHunter Reporting tab in cell.
the Ribbon. * Ifyou do not want to specify an item
e Select Compound. to use to label the new worksheet,
f Click OK. click Cancel. The CMD:Sheet Break
command is still added to the
template.
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Advanced topics 6

Task 1. Add a page break and a sheet break (continued)

Step Detailed instructions Comments
3 Add a page break before the a Click the first column in the row thatis + A page break only starts a new
graphics in the Quantitation above the Compound Graphics label. page. It does not change the
Results section. b Click Add Formatting > Page Break in worksheet label.
the MassHunter Reporting tab in the
Ribbon.
B e B #- = iii_11_Custom_ISTD_Summaryaxlbx - Excel ? @ - 0 %
HOME INSERT PAGE LAYQUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER ADD-INS T
OFE = 2= zr Iy (i X 7] When you add a Sheet
Tenet ks Doy Gracs Formeting ey b o Break, you select an
MassHunter Reporting ~ |tem to use tO |abe| the
A1 A fe MD:PageBreak hd
N 5 [ . 5 . : . , . | . | new worksheet. !f you
7 anyrme “nabsthame do not select an item,
& Lom Cal Upcato “mrnote then the name of the
5 Quant Batch Version Quant Report Version . .
6 — v 3 design worksheet is
il CMD SheetBreak  Compound | used to label each of

10 [samp1e1n | Location ~|Acquisition File |7 Barcode |~ Sample Na -~ Level |-|sampleType [~ |AcqMethol~ Inj{v | SamplePositon | Traytiame

the new worksheets.

14 |Quantitation Results

- Formula |~ |Name [+|RetentonTme |+

Target Compound )
= wlFeakiD | v|Compoundr| v |DataFile |+ Compound ~ /151D - Re v ISTDRE + ExpCd v

20 4

21 [CMD-PageBreak 1}

D e You do not select a

Z-: SampleID ~ |compoundID h Cumuu?ndName | GraphicCom_ > | GraphicComj ¥ | GraphicCompod > Spectrum = column When you add a

Options. Design-Summal @ Rl v
S Page Break.
Figure 79  Adding a Sheet Break and a Page Break
4 Add the sheet name to the header Click the View tab. + The footer also contains the Sheet
of the worksheet. Click the Page Layout button. Name in the left hand section.

Click the Header & Footer Tools tab.
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 Workbook Views
group in the View tab in the Ribbon.

a
b
¢ Click the left portion of the header.
d
e
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6  Advanced topics

Task 1. Add a page break and a sheet break (continued)

Step

Detailed instructions

Comments

5 Test the changes to the template.

a
b
c
d

o | = o

Click the MassHunter Reporting tab.

Click Process Report.

Click the Browse button.

Move to the \MassHunter\Data\
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.

Click the View tab in the Ribbon.
Click the Page Layout button or the
Page Break Preview button.

The compound graphics are printed
starting at the top of the next page.

The Process Report command is
part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.

i 11_Custor ISTD_ Sumrmry [Last saved by user] - Excel

7T H - 0 X

INSERT PAGHLAYOUT FORMULAS DATA

H o
HOME

D19 -

| Meth

REVIEW

VIEW MassHunter Reporting DEVELOPER

| Quantitative Analysis Summary Report

The header contains the name
«| of the WorkSheet. The name of
.| the worksheet is set when using
the CMD:SheetBreak
command.

11
12 ‘Compound Graphics
13 Meth

14

15

16

17 Meth

4 v .. Amp | Meth | MDMA | Cocaine

Amp-ds

READY % PAGE 20F2

Cocaine-d3

B B

The graphics are printed at the
top of a new page because of
the CMD:PageBreak command
that is added.

M-+ 100%

Figure 80
compound name

The Compound Graphics are printed at the start of the page. The worksheets are labeled with the
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Advanced topics 6

Task 1. Add a page break and a sheet break (continued)

Step Detailed instructions Comments

6 Save the changes to the template, a Click Clear Results in the MassHunter < The Save as type is Excel Template.

iii_12_Custom_ISTD_ Reporting tab in the Ribbon.
Summary. b Click File > Save As.
You have to clear the results ¢ Inthe Save As dialog box, type
first. iii_ 12 Custom_ ISTD_ Summary.
d Verify the folder selected in Save in is
correct.
e Click Save.
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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 Move 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.

120 Agilent MassHunter Workstation Software Reporting Familiarization Guide



Task 2. Use Test mode (continued)

Advanced topics 6

Step

Detailed instructions

Comments

3 Change the TestMode enabled line
from False to True.

4 Open the Quantitative Analysis
template, \MassHunter\Report
Templates\Quant\en-US\Letter\
ISTD\Results_NoGraphics\
Parts\iii_12_Custom_
ISTD_Summary.

a Right-click the MassHunter Reporting
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.

Follow the instructions in “Task 4. Opena *
Quantitative Analysis Excel template” on
page 40 to open the template,
iii_12_Custom_ISTD _Summary, where

“iii” are your initials.

If you do not have the
jiii_12_Custom_ISTD_Summary
template, example templates are
available on the Agilent
Technologies MassHunter
Reporting User Information DVD in
the Familiarization Templates
folder.

INSERT  PAGELAYOUT ~ FORMULAS  DATA

R #- - *

m_ISTD_Summary.xtx - Bxcel

DEVELOPER

2@ - 0%

When you enable

i

AL - £

A B
1 [Batch Data Path |

2 [Analysis Time

3 Report Time

4 |Last Calib Update

5 Quant Batch Version

B S

7 Sequence Table
8 |sanpiem ~ | Location

11
12 | Quantitation Resulfs
CompoundiD
Compound

13 |CHD:Repeat
14 |CMD:SheetBreak
15

20
21 |CMD-PageBreak
22

« .. |_Design-Summary ®

ReaDY %3

Figure 81

00

About  Help

1Y Format Report
Test Quant

Batch Data Path

c D E F G H J

" Analyst Name
“Reporter Name
“Batch State

Quant Report Version

~|AcquisitionFle -7/ Barcode [~ |SampleNia <] Level [~|Sample Type

~[Formula [~ Name
Target Compound
PeakD [ |CompoundT| v | Data File

~ RetentonTime [+

' compound

The Test Mode menu

~ | Acq Metho( - 0 (| Sampleposibon =] Trayhiame

~J1s1D - R~ 1STORE -

TestMode, a new
menu is added to
“| the MassHunter
Reporting
toolbar. These
commands allow
you to step
through
processing the
report which can
| helpyou
— —& determine the
cause of a
problem in the
template.

BpCd~]  Fnalcd~|  Accurd~

H B
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6  Advanced topics

Task 2. Use Test mode (continued)

Step Detailed instructions

Comments

5 Test the steps in the Test Quant
menu. b Click the Browse button.

¢ Move to the \MassHunter\Data\
DrugsOfAbuse\ QuantReports\
DrugsOfAbuseDemo folder.

d Select report.results.xml.

e Click Open.

f Click OK.

a Click Test Quant > Import XML Data.

The Test Quant command is part of
the MassHunter toolbar in the
MassHunter Reporting 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.

i 12_Custom ISTD_Summaryite - Excel

[cHz] @ #- -
HOME  INSERT ~ PAGELAYOUT ~ FORMULAS ~ DATA  REVIEW VW

MasshHunter Reporting | DEVELOPER
oo 9 2 Y I Import XMLData 1Y Unhide Design Shests
Ol == 2 | 1Y Copy Datato Report
Process Clear Add  Add  Add  Advanced About  Help
Report Results Data Graphics Formatting Properties IY Format Report
MassHunter Reporting Test Quant
n2e - £ || cvpsheetareak
A B c D E 3 G H J K
1 [Batch Data Path GQQ\Drugs0TAD GFAbuseDemo.batch.b
2 |Analysis Time 120120308 11:58 Analyst Name * QuantsW/test-PCladmin
3 |Report Time 2012-10-10 09:51 Reporter Name " QuantsWrest-PCladmin
4 |Last Calib Update “2012030811:58 “Batch State “processed
5 |Quant Batch Version B.05.01 Quant Report Version8.05.02
B S N <
7 Sequence Table
8 [samp1emo ~ | Location ~|Acquisition File [~ |Barcode |~ Samplefia x| Level |~ |SampleType |~ |Acq Methoi~. 03 {[samplepositon [ ]Trayhame [+
9 o cmavel 01 k1 Blrk APClautotine.m spict
10 1 cmavcal L1.d BarCode12345¢ Calb-L 1 u Caibraton APClautotune.m spics
11 2 cmavcal 2.4 BarCode 12345¢ Calb L2 2 Calbraton APClautotune.m spicn
12 3 cmavcal L3.d BarCode12345¢ Calb-L3 [ Caibraton APClautotune.m spici
13 4 cmavcal L4.d BarCode 12345¢ Calb L4 14 Calbraton APClautotune.m spici
14 s cmavcal L5.d BarCode 123567 CalbL 5 s Caibraton APClautotune.m spicty
15 s cmavac 2.4 BarCode 12345600 12 R APClautotune.m spic
16 7 cvavac L4 BarCode 12345600 14 [ER APClautotune.m spicis
17 s CuavSam 01.d BarCode 12345¢ Sample-1 Sample APClautotune.m sprcz
18 o Cuavsam 024 BarCode 12345€ Sample 2 Sample APClautotune.m spics
19 © CuavSam 03.d BarCode 12345¢ Sample-3 sample APClautotune.m spicn
2
21
Options | Design-Summary-BL |_Design-Summary ® <

count: 2

i

2@ - 0%

After the first

step, the data is
. added to the
template, but it is
not filtered or
copied to the
report worksheets
or formatted.

@ M

Figure 82  After the Test Quant > Import XML Data step
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Advanced topics 6

Task 2. Use Test mode (continued)

Step Detailed instructions Comments

g Click Test Quant > Copy Data to
Report.

=] & #- - iii_12_Custorn_ISTD_Summary.xit - Excel
HOME  INSERT  PAGELAYOUT ~ FORMULAS ~ DATA  REVIEW  VIEW | MassHunter Reporting  DEVELOPER

After the second step,

o & =] If Import XML Data 1Y Unhide Design Sheets .

e EV RN B 00 Ve . ’ the data is placed onto

Process Clear  Add Add Add  Advanced Validate About Help i Copy Data to Report H

Report Results Dats Graphics Formatting Properties Desig IY Format Report the appropriate

MassHunter Reparting Test Quant Worksheet and it iS
A1 - fe || BatchData Path filtered, but it is not
A B c D E F 5 H formatted. Also, the
226|CMD:PageBreak .
227 graphics are not
298| compound Graphics . .
229|5ampleID ~* |CompoundID ~ | CompoundName | GraphicCom| * | GraphicCom| * | GraphicCompou ™ Spectrum InCIUdEd n the report
230 0 0 Amp PeakChromatog PeakQualifiers\F PeakSpectrum'PeakSpectrum.0.0.0.emf yet.
231 0 1 Amp-ds PeakChromatog PeakQualifiers'\F PeakSpectrumPeakSpectrum,
232 i 2 Cocaine PeakChromatog PeakQualifiersVF PeakSpectrum'Peakspectrum
233 0 3 Cocaine-d3 PeakChromatog PeakQualifiers\F PeakSpectrumPeakSpectrum
234 0 4 MDMA PeakChromatog PeakQualifiers\f PeakSpectrum'PeakSpectrum.0.0. 4.emf
235 0 5 MDMA-dS PeakChromatog PeakQualifiers\F PeakSpectrum'Peakspectrum.0.0.5.emf
236 0 & Meth PeakChromatog PeakQualifiers\F PeakSpectrumPeakSpectrum
237 0 7 Meth-ds PeakChromatog PeakQualifiers\F PeakSpectrum'Peakspectrum.0.0.7.emf
238 1 0 Amp PeakChromatog PeakQualifiers\F PeakSpectrum'Peakspectrum. 0. 1.0.emf
239 1 1 Amp-d5 PeakChromatog PeakQualifiers\F PeakSpectrumPeakSpectrum
240 1 2 Cocaine PeakChromatog PeakQualifiersVF PeakSpectrum'Peakspectrum. 0. 1.2.emf
241 1 3 Cocaine-d3 PeakChromatog PeakQualifiers\f PeakSpectrum'Peakspectrum. 0. 1. 3.emf
242 1 4 MDMA PeakChromatog PeakQualifiers\F PeakSpectrumPeakSpectrum
243 1 5 MDMA-dS PeakChromatog PeakQualifiers\F PeakSpectrum'Peakspectrum
244 1 & Meth PeakChromatog PeakQualifiers\f PeakSpectrumPeakSpectrum
245 1 7 Meth-ds PeakChromatog PeakQualifiers\F PeakSpectrumPeakSpectrum. 0. 1.7.emf
246 2 0 Amp PeakChromatog PeakQualifiersV PeakSpectrum'PeakSpectrum. 0, 2.0.emf
1 .. Meth MDMA | Cocaine Amp-d5 | Cocaine-d3 | MDMA-dS | Meth-d5 | Design-Summary ® 1

Figure 83  After the Test Quant > Copy Data to Report step
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Task 2. Use Test mode (continued)

Step Detailed instructions Comments

h Click Test Quant > Format Report.

B d Q@ #%- = iii_12_Custarm_ISTD_Surarnary.xiti - Excel 7 @ - O X
h HOME  INSERT ~ PAGELAYOUT ~ FORMULAS ~ DATA  REVIEW  VIEW  MassHunter Report DEVELOPER - H H
= e s A y WE i epering After the third step, the graphics
& Go Tp 1Y Import XML Data 1Y Unhide Design Sheets B .
@z 3= 2r 00 are included in the report and
Process Clear Add Add Add Advanced About  Help .
Report Results Data Graphics Formatting Properties 1Y Format Report the data is formatted.
MassHunter Reporting Test Quant “~
AL M £ v
A B c D E F G H J =
I I |
2
3 compoumacrapics The Unhide Design Sheets

command allows you to see the
Design-Summary worksheet
while you are looking at the
results. After the Format Quant
step, the Design worksheets are
hidden.

Summary | Amp | Meth | MDMA | Cocaine | Amp-ds

Figure 84  After the Test Quant > Format Quant step

6 Clear the results and close Excel. a Click Clear Results in the MassHunter < You can use the Clear Results
Reporting tab 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 129, 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, you can
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.

2 Add a repeating section at the end
of the template.
Add the Target Compound table.
Repeat this table using the
CompoundID.

Follow the instructions in “Task 4. Open a
Quantitative Analysis Excel template” on
page 40 to open the template,
iii_Custom_QuantReport_
ESTD_Summary, where “iii” are your
initials.

a Select the first column in row 25.

b Click Add Data > Target Compound
Table in the MassHunter Reporting
tab in the Ribbon. The Target
Compound Information table is added
at the end of the report.

¢ Select rows 26 to 27. Click row 26 and
drag to include row 27.

+ Make a copy of the
QuantBeport_ESTD_Summary B_
04_00 template and rename it to
iii Custom QuantReport
ESTD_Summary, 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 in the shortcut menu to
change the font.
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Task 3. Add a single repeating section (continued)

Step Detailed instructions Comments
[x = B iii_Custorn_QuantReport_ESTD_Surnmary - Bxcel TABLE TOOLS ? @ - 0O %
FILE HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER DESIGN -
A26 - = samplelD v
A B C D E E G H 1 =
:; . XML Source ¥

13 |Quantitation Resulfs XML maps in this workbook:
- R QuantitationDataSet Map2 |~

15 epeat C
i ~ Formula |~ Name - =] nsl:UserDefin »
Target Compound ] nsl:UserDefin
e
19 jampleID ~[co i 151 iID [ |PeakiD = | CompoundT| v |DataFile |~ |Compound |+ |ISTD - Exp Cc + _1 nst:UserDefin ROWS 26 and 27 are Selected.
20 =] nsl:UserDefin
bl 5] nsl:UserDefin 1
2 fDtniemnt  corpouniid e || Row 25 is not selected because
3 < [l ) B H
D ] o | thatrow is not being repeated.
% Warget Compound i the elements from the tree onto
6 [szmp1210 ~conpounam |7 IName Tl v T Retemton T ] T the workshestwhere you want
al H i i + the data headings to appear.
% ~ Toimport XML data, right click an

Options | Design-Summary ® ] " -
counts  FB

Figure 86  Adding a single repeating section

d Click Add Formatting > Repeating  Usually, you repeat using one of the
Section in the MassHunter Reporting ID columns.
tab in the Ribbon.  To have the compound information

e Inthe Select Column dialog box, select printed together, select the
CompoundID. CompoundID.

f Click OK. + Two commands are added to the

template. CMID: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 (continued)
Step Detailed instructions Comments
ﬂ HOME lN;SEPT PAGE LAYOUT FOPMuL‘i"-SCU[m;"-f"ﬂnth::‘;;iSTD-S‘?J‘["VETEW-E;[E‘H R 3! s 7 R The command CMD:Repeat iS
3 A AN A AS ATA I W W lassHunter Reporting DEVELOPER DESIGN T
- . added before the selected rows.
A27 - fe | SamplelD v . .
. s . o . . . ; — The column that is selected is
12 e aion el XML source 7% printed in the second column.
15 CMD:fepeat Compoundid - XML maps in this workbook: .. .
16 e ] Comeaund veindipe [lfomus Lltame L= aummiononssse2 || This is the start of the repeating
18 - nsl:UserDefin » .
19 |Sami < Compoundis T ST 0 [+ peskid [ ]compound| - | Data File |+ |Compound [+ |1STD < Becdr (] nslUserDefin section.
20 & nsl:UserDefinl_|
21 ) nsliUserDefin
22 |CMD:EhdRepeat CompoundID & nsl:UserDefin
gg » y T
2 ¥ e The command CMD:EndRepeat
e lcomouneze..|2eme e e pecmmevienieieeoto js added after the selected rows.
] A e m The column that is selected is
Options || _Design-Summary u X X X o
= T also printed in this row. This is
the end of the repeating section.
Figure 86  The repeating section is added around the Target Compound Information table
3 Test the changes to the template.  a Click Process Report. * In the Advanced Properties dialog
b Click the Browse button. box, you can click Hide Header Row
¢ Move to the \MassHunter\Data\ if you don’t want to repeat the
DrugsOfAbuse\ QuantReports\ header row for each compound.
DrugsOfAbuseDemo folder.
d Select report.results.xml.
e Click Open.
f Click OK.
g 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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Task 3. Add a single repeating section (continued)

Step Detailed instructions Comments
H ©- [& #- s ii_Custom QuentReport ESTD Summarysc-.. 7 B — O X
HOME INSERT PAGEL FORMU DATA REVIEW VIEW MassH | DEVELO ADD-IN -
@ ==}
o e €
QEZ=F It TOO
Process Clear Add  Add Add  Advanced Validare Shoe Help
Report Results Data Graphics F{rmatting Properties Design
. ’ The rows about each compound are
MassHunter Reporting ~
- = P E— . grouped together.
A B|C|ID|E F G I J K L MNCH
76 | Target Compound Informatiol XML Source v X
7 |Name  Type Mz Retention Time
b ¥ .
Slaw  [raget] o1s  2.a021iess XML maps in this workbook:
9 |Amp Target 91.4 2.102116667 QuantitationDataSet_Map2 -
0|amp  Target  9L4  2.102116667 - nsl:SamplingDateTime  ~
1amp  Target 914 2102118667 ] nel:SamplingTime
2 [amp  Taget 914 210211667 -1 nsl:SurogateDilution [ ]
3lamp  Target  9L4 2.102116667 ] neliTotalSsmpleAmount
4 |Amp  Target L4 2.102116667 ~{2] nsl:TuneFileLastTimeStarr
5|amp  Target 914 2.102116667 8 nak:TuneFileN
6 |Amp  Target 914 2.102116667 o nsl‘TuneP‘ etha
7 lamp  Target 914 2.102116667 ~& nsl:TunePathName
-2l nsl:TrayName i
29 ame Type M7 Retention Tme oo T v
90 |Amp-d5 15D 934 2.077783333 To map repeating elements, drag the elements
91 |amp-ds  ISTD 93.4 2077783333 from the tree onto the worksheet where you
02 [ampds 157D 414 2077783333 want the data headings to appear.
93 |Amp-ds 1STD 93.4 2.077783333 To import XML data, right click an XML
94 |Amp-ds ISTD 93.4 2.077783333 mapped cell, point to XML, and then click
95 Ao izl 8342077703323 ~| Imeort

] M-+ 100%

Figure 87 The results after adding a repeating section using the CompoundID

4 Save the changes to the template, a Click Clear Results in the MassHunter < The Save as type is Excel Template.

iii_1_Custom_QuantReport_ Reporting tab in the Ribbon.
ESTD_Summary.xit. b Click File > Save As.

You have to clear the results ¢ Inthe Save As dialog box, type

first. iii 1 Custom_ QuantReport

ESTD_Summary.

d Verify the folder selected in Save in is
correct.

e Click Save.
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Task 4. Add a nested repeating section

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 125, 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

Follow the instructions in “Task 4. Open a
Quantitative Analysis Excel template” on
page 40 to open the template,

* If you do not have the
iii_1_Custom_QuantReport_ESTD _
Summary template, example

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

Parts iii_1_Custom_QuantReport_ templates are available on the
iii_1_Custom_QuantReport ESTD ESTD_Summary, where “iii” are your Agilent Technologies MassHunter
_Summary. initials. Reporting User Information DVD in

the Familiarization Templates
folder.

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.

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 MassHunter
Reporting tab in the Ribbon.

Select rows 27 to 32. Click row 27 and
drag to include row 32.

Do not include the rows containing
the commands CMD:Repeat nor
CMD:EndRepeat.
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Task 4. Add a nested repeating section (continued)

Step Detailed instructions Comments
[zl =] B jii_L_Custom_QuantReport_ESTD_Surnmary - Excel TABLE TOOLS ? @ - 0O %
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER DESIGN

A27 - r samplelD v

(2] A B c D E E [5 H L[]
21 XML Source ¥
22 |CMD:EndRepest CompoundD
23 XML maps in this workbook:
2 . QuantitationDataset Map2 |~ Rows 27 through 32 are
25 Target Compound Information 7 nelsampling ~

=] 26 cupRepent Conpoundzo st Toalsom selected. The CMD:Repeat row
27 [sanp1 e ~ compoundio |~ [Name = Type Mz |~ [Retention 1~ e T A —
28 - L .
z maueoem | | and the CMD:EndRepeat rows
30 | Graphics — n;l‘USErDeﬁn
31 [Sampremd St o g o o P e Smausoam || gre not selected.

2] nsl:UseDefi
L st UserDefin
33 = nsLiUserDefin
u ] nsL:UserDefin _
35 |CMD:EndRepeat CompoundTn ER s
36 To map repeating elements, drag
37 the elements from the tree onto
38 the worksheet where you want
3 the ata heacings 1o appea.
40 To import XML data, right dlick an
41 XML mapped cell, point to XML,
42 and then dick Impart,
= — Options ~ | | XML Maps...
Options || Design-Summary ® < S

counr1s

M -——F——+ 100%

Figure 88  Selecting both tables inside of the Repeating Section
f Click Add Formatting > Repeating » Do not select the CompoundID
Section in the MassHunter Reporting item. The CompoundID has already
tab in the Ribbon. been used in the outer repeating
g Inthe Select Column dialog box, select section.
SamplelD. * If we did not add an inner repeating
h Click OK. 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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Advanced topics 6

Step Detailed instructions Comments
B iii_1_Custorn_QuantReport_ESTD_Summary - Excel TABLE TOOLS ? ® - O X .
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER DESIGN The command CMD'Repeat IS
added before the selected rows,
A28 fe samplelD v
A a c E - c - — and the command
21 XML Source 7% . H
2|0 een  corpois CMD:EndRepeat is added after
23 XML maps in this workbook:
gg i QuantitationDataSet Map2 |~ the selected rows. Both of
TarTﬂmwnnd Information = nslisampling =
2 chbRepeat Compoundzo E these commands are between
[=] |27 |cMD:Repeat SampleID 1 sl TrayNams
28[sarprem ~ compoundio |~ |Name [“Type  |-iMz |~ [Retention 1~ e P h iginal CMD:R
y Qrauenan) | the origina ‘Repeat
g 1 retsrerDefn
5 i ctes - . —————— Smweoan | | CompoundID and
32 |samp1emn compoundIn Compoundhame GraphicComg] ¥ | GraphicComd ¥ | GraphicComg] ~ |dSpectrum nelalser deliny
3 ) 2 relisebein CMD:EndRepeat CompoundID
}cMDEndnepeat Samplemn & nsl:UserDefin _ p p
> AT rOWS
36 To map repeating elements, drag
37 |cMD:EndRepeat CompoundID the elements from the tree onto
38 the worksheet where you want
® RS A s
40 To import XML data, right dlick an
M XML mapped cell, point to XML,
12 and then dick Import.
- = o Options ~ | | XML Maps...
Options || Design-Summary @ < ~

Figure 89

3 Test the changes to the template.

[ —

«Q = 0o o

countis B

M -————+ 100%

An inner repeating section is added which includes both tables

Click Process Report.

Click the Browse button.

Move to the \MassHunter\Data\
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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Task 4. Add a nested repeating section (continued)

Step Detailed instructions Comments
B d B iii_1_Custom_QuantReport ESTD_Summary - Excel 7 E - O %X
HOME  INSERT ~ PAGELAVOUT  FORMULAS  DATA  REVIEW  VIEW  MassHunterReporting  DEVELOPER -
AL - £ || atcninfo ~
AB|CIDIEF GH I JKLMHNOPQRSTU -
76 Target Compound Information XML Source  * % . .
77 Wame Type Mz etention Tme . The report is organized so that
78 |Amp Target 91,4 2102116667 l XML maps in this workbook: p g
i QuantitationDataSet_Map2 |~ M 1
Lo i all of the information for each
80 [Amp =l nsl:Sampling
+ MRM (1362 -> 91.4) CMAMBIk_01.d 1362->914 1362 > 1194 +MRM (1.102-3.102 min. 319 scans) (136 - nst:TotalSam Compound is grouped together
£ 1 F x10 2] NotFound £ 3914 2 nsliTrayNam:
H £ Rl . .
I : 5 s Jrawet| | (the outer repeating section).
g
£ g3 2] nel:UserDefin AR .
0 E Compound 1 Sample 1 griveser || Within each compound section,
s -
04 Z 15 (2 nsliserDefin . .
E ; S mauanen | | the information for each
02 £ 02 = nslilserDefin .
os 7 retearDetin sample is grouped together.
! I 0 * - nsl:UserDefin
5 2 25 15 2 25 % 100 110 120 130 £ nsl:UserDefin
Acquisition Time (min) Acaisiion Time (min) Mass-to-Charge (miz) 2 nstvial
» & nliTargetCor _
5 o [m con ol
33 Name Type MZ  RetentionTime
24 |Amn Tarnet. 91.4 2102116667 To map repeating elements, drag
- TrEgements from the tree onto
85 | Compound Graphics the vjorksheet where you want
3 amp the data hesdings to appesr
+MRM (1362 -> 91.4) CMAMCal_L1d 136.2->914 ,1362-> 1194 +MRM (2.083-2.259 min, 28 scans) (136. To import XML data, right lick an
2 2 = 2 - p o z 3914 XML napped cell, point to XML,
¢ ,}DTE 2147 min, zgxln Ratio = 24.3 (90.6 %) H X‘E‘s and fhen click Import.
L — E 1 o e Optfans ~ | | XML Maps...
125 S s 12 Verit} Map for Export.
: I Compound 1 Sample!2 LUIP R—
Summary < y

Select destination and press ENTER of choose Paste

Figure 90  The results of a repeating section using the CompoundID

4 Save the changes to the template, a Click Clear Results in the MassHunter < The Save as type is Excel Template.
iii_2_Custom_QuantReport_ESTD Reporting tab in the Ribbon.

_Summary.xlt. b Click File > Save As.
You have to clear the results ¢ Inthe Save As dialog box, type
first. iii 2 Custom QuantReport EST

D_Summary.

d Verify the folder selected in Save in is
correct.

e Click Save.
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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
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,
where iii are your initials.

2 Switch to the Options worksheet.

Set Use Options to True
Set Include Header to False
Set Include Footer to False

Follow the instructions in “Task 1. Open a
Qualitative Analysis template” on page 30
to open the template,
ili_4_CustomAnalysisReport, where “iii”
are your initials.

a 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.

e =00 .0 =

+ 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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Task 5. Change values on the Options worksheet (continued)

Step

Detailed instructions

Comments

H - =
HOME  INSERT

iii 4_CustomAnalysisReport - Excel ?

X

PAGE LAYOUT ~ FORMULA DATA  REVIEW  VIEW  MassHunter Reporting  DEVELOPER . .
Each cell in the Value column is
Includefo... ~ fe | FALsE v | explicitly named. You can see
-| the name of the cell here.
Parameter Type alue Comment
Use Options Boolean TRUE
Include Title Block |Boolean TRUE
Include Header Boolean FALSE
Include Footer Boolean FALSE -
Landscape Boolean FALSE
Fit to Integer 1 @( e
Integer 0 [Pageis) tal Only change the Value column.
Hide Empty Colum|Boolean TRUE | .
In this example, the Include
Note: The following options will be jobserved regardlegs of the Use Options value. Header and Include Footer
Hide ID Columns _|Boolean TRUE
Add Smart Page Use inserting and merging cells VaerS are set to False' The
Breaks and Table to allow adjusting table column header and footer will not be
Headers Boaolean TRUE widths . .
Adjust columns to printed in the report.
fit data Boolean TRUE
[Protect Results_ [Boolean | FALSE [not an imported option |
[Use Password |Boolean | FALSE [not an imparted option |
Design | Options ® ] 3

Figure 91

3 Test the changes to the template.

[— -

e = o

Change the values in the Options worksheet

Click Process Report.

Click the Browse button.

Move to the \MassHunter
\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.

* The Process Report command is

part of the MassHunter toolbar in
the MassHunter Reporting tab in
the Ribbon.
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Step

Detailed instructions

Comments

©

iii_4_CustomAnalysisReport.dt - Excel ?

Info Print
New Conies =

= opies: :
Open =

Print
Save
Save As Printer

@ _; HP Color Laser)et 4700 P...

Print -

<. Toner Low
Share
Settings

Print Active Sheets

Printer Properties

Qnly print the active she...

The header and the footer are
not included in the report.

3

The Qualitative Analysis

these options in the user
interface. The values you set
here are overridden by the
values in the Qualitative
Analysis user interface when
you print from the Qualitative
Analysis programs.

Figure 92

4 Save the template to
iii_b_CustomAnalysisReport,
where iii are your initials.

You have to clear the results

first.

Verifying that the header and footer are not shown

Click Clear Results in the MassHunter
Reporting tab in the Ribbon.

Click File > Save As.

In the Save As dialog box, type

iii 5 CustomAnalysisReport.
Verify the folder selected in Save in is
correct.

Click Save.

» The Save as type is Excel Template.

+ See the MassHunter Report
Designer Training for more

information on the different options.

program lets you set several of
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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,
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.

Follow the instructions in “Task 1. Open a
Qualitative Analysis template” on page 30
to open the template,
ili_b_CustomAnalysisReport, where “iii"”
are your initials.

a Find the Formula column in the Peak
List table that is at the end of the
report.

b Click the Formula column.

¢ Click Add Data > Formula Column in
the MassHunter Reporting tab in the
Ribbon.

d Click the Formulas tab.

* 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 (continued)

Advanced topics 6

Step Detailed instructions

Comments

(=)

-
Insert Function
— - S—

Search for a function:

Type a brief description of what you want to do and then
click Go

Or select a category: | Most Recently Used E

Select a function:

SUM
ee ]
VLOOKUP

CONCATENATE

CHAR

i |1smonTEXT

TRIM

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.

[ | »

1

Help on this function

@

Figure 93  Select the IF Function

e Click Insert Function.

f Inthe Select a function dialog box,
select IF.

g Click OK.

+ See the online Help for Excel for a
complete description of the IF
formula and other possible
formulas.

@& B #- - TR To0r

WOME NSERT  BAGELAYOUT | FORWUAS | DATA REVEW VW Masiunerfpoting  OREOPER  ADDNS  DESGN
ASBEBOER @ B o o6 _* e s
Ir Text Date& Loc & Math & % Usein Formula o i Watch
y s o~ Trg~ Fun {8 Crestefrom Seiecfion R Remove Arows ~ () Evaluate Formula

Deined Name: For
cas - x v £ ", "Not found",
A B c ] E F e | u 1 J K L 7] N
2 [aomepest  zeenm
3 - Data Filenam - | Sample lamd ~ | Sample Type~ | Position ~ | Instrument an - | User Name || Aca Hetho{ ~| IRH Calibration Stat - |DA Method [+ Comment |~
4
5 - -
6 [zemmo  [v|Datarle |~ InjectorVolu <] Dilution
4
10
11 |cungnaepeat zcenio
L1 — -

You click the cell in the
- Formula column in the
" table to get [Formula]
added to the
Logical_test and the
Value_if_false boxes.

(o0 ez
Y eremi
Value i folse | (@Formuia-(@Formuis? [£8) - [ s -]
e

i
H
“
L —
4/ [TenTD. < [mfz o z - [ABund _ ~ [Wame_ - [Formul [Formula2 _ - fion - [Score (0B) - [Wits (DB) af
[ T T T T I | iﬂxméa? 1 I T 1
4y T T T T Il I I 1

Figure 94  Enter the formula using the Function Arguments dialog box
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6  Advanced topics

Task 6. Add a formula using the IF function (continued)

Step

Detailed instructions

Comments

3 Test the changes to the template.

h

i
]
k

Click the Logical_test box.

Click the cell in the Formula column.
Type =" " in the Logical_test box.
Type Not Found inthe

Value_if true box.

Click the Value_if_false box.

m Click the cell in the Formula column.

o | = o

Click OK.

Click Process Report.

Click the Browse button.

Move 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.

* The Process Report command is

part of the MassHunter toolbar in
the MassHunter Reporting 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 (continued)

Advanced topics 6

Step Detailed instructions Comments
H ©- @ d- - iii_5_CustomAnalysisReportdt - Excel 7B - O %
HOME INSERT PAGEL FORM DATA REVIEW VIEW MassH DEVEL ADD-I h

Oz &
=] [==]
Process Clear  Add Add

Report Results Data Graphics F
Masstj

G31 -

ABCcDEF|G|
2 |sulfas_PosautoMsMs.d

3 |sample

4 |qToFpr1

5 |sulfas_PosAutoMSMS_demo.m
6 |Default.m

7

Data File Injec

8 |sulfes_PoshutoMsMS.d 1
10 |sulfas_PosAutoMSMS.d
11 |User Chromatograms

700

Add  Advanced About  Help
rmatting Properties

inter Reporting ~
fe Not found v

b0k Lmnorars T EIMEEY
1ng sufas

P1F1

r Volume Dilution

14 | Fragmentor Voltsge 0 Collifion Energy 0 _lonization Mode ESI

18 |Integration Peak List

20 0
24
£9 Fraamentor ¥oltaae Coflision Eneras lonization Mode
2% 125 o Esl
x10 5 [+ES! Scan (0.582 min) frag=125.0V sulfas_PosAutoMSMS.d
1211

4

08
oo 9220

04 2241

02 “ 5 13 5238 8220

olilap sy . PR

150 200 250 30W 350 400 450 500 550 600 650 700 750 300 250 S00 950
o8| R Counts vs. Mass-to-Charge (miz)
29 [mfz | z [Abund | [FormulaZ
30 1111 | 1 [8238.87 Mot found
311211 | 1 [s0612.57] [notfound
321221 | 1 [6638.91 | [Notfound -
Report ® T v

) M o-————+ 0%

When the cell in the Formula
column is empty, the Formula2
column contains Not Found.

You can hide the original column
using the Advanced Properties
dialog box. You select the Formula
column and click the Hidden button.
The formula is visible in the
Formula2 column.

Figure 95  The empty cells in the Formula column are replaced with Not Found in the Formula2 column

4 Save the template to a Click Clear Results in the MassHunter
iii_6_CustomAnalysisReport,

where iii are yo
You have to ¢
first.

correct.
e Click Save.

Reporting tab in the Ribbon.

ur initials. b Click File > Save As.

lear the results ¢ Inthe Save As dialog box, type
i1ii_6_CustomAnalysisReport.

d Verify the folder selected in Save in is

+ The Save as type is Excel Template.
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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.

2 Add a new worksheet to the
template that contains the

Follow the instructions in “Task 4. Open a
Quantitative Analysis Excel template” on
page 40 to open the template,

iii_2 Custom_QuantReport_
ESTD_Summary, where “iii” are your
initials.

Press Shift and F11. A new worksheet
is added.

* If you do not have the

iii_2_Custom_QuantReport_ESTD _
Summary 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

VLOOKUP range. For this example, b Click the first columnin row 1. other tabs at the bottom of the
we will use the following arbitrary ¢ Type Compounds. program.
values d Click the second column in row 1. Instead, you can add the lookup
Ampb e TypeLimits. table to the Options tab. The
Cocaine 6 f Enter the four compound names in the Options tab is not printed when the
Meth 7 Compounds column. report is printed.
MDMA 8 g Enter the four limits in the Limits
column.
h Right-click the tab at the bottom of the
worksheet.
i Click Rename.
j Type Limits and press Enter.
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Task 7. Use the VLOOKUP function to add a Limits column (continued)

Advanced topics 6

Step Detailed instructions Comments
[x = Q& #- - iii_2_Customn_QuantReport ESTD Surmary.sit - Bxcel ? @ - 0O X%
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER h
Az fo | Amp /| The Compounds and
A B C D E F G H I J K L M o P - H H
= Limits columns are
2 t@l"m . £ added to the worksheet.
4 | Meth T
5| MDMS 8
6
7
8
9
10 The name of the
" .
12 worksheet is changed to
13 .- .
1 Limits.
15
16
17
18
19 -
Options | Limits | Design-Summary @ ] v

READY B3

Figure 96

Adding the new worksheet and renaming it Limits

k Click Advanced Properties in the
MassHunter Reporting 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.

Figure 97

Advanced Properties dialog box

o Click Close.
Advanced Properties [
Template  Design Worksheet | cell | Table | T
’ J v The name of the worksheet is shown
retsestrene | in this dialog box, but you cannot edit
it in this tab.

[ Active worksheet s a design worksheet

¥ Exdude worksheet from finai report}
Mark both check boxes in this
dialog box.

Close
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6  Advanced topics

Task 7. Use the VLOOKUP function to add a Limits column (continued)

Step Detailed instructions

Comments

3 Add the VLOOKUP formula column. a Click the Design-Summary worksheet

tab.

b Find the Compound column in the
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.

-}

+ See Task 3. Add a formula column to
a table for more information on
adding a formula column.

I TABLE TOOLS N

HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW Function Arguments I ? = Th e LO O ku p_Va | u e IS th e
VLOOKUP ™ x v kK =VLOOKUP(List2[[#Headers],[Compound]]{ o * v Value that you Want to

.ookup_value | ders],[Compound]]+[Limits] H H H
A 5 c b £ P— 5 look up in the Limits
1 |Batch Info b 3 M Col bt e .
5 Batch Data path o o worksheet. So, you click
4 Analysis Time " Analyst Name - .
5 Report Time *Reporter Name * = the cell in the
6 |Last Calib Update “Batch State Looks for a value in the leftmost column of a table, and then returns a value in the same row from a column yeu C d | h
7 specify. By default, the table must be sorted in an ascending order. Om Oun co umn t at
8 Sequence Table N Lookup_value is the value to be found in the first column of the table, and can be a p
< 1 f text str H
e e e e RO contains the results. Do
D not click the column
Help on this function header.
~+ | Compou pe | v |Formula |~ Name e
Target Compound
~ | 15TDCompoundiD [+ [PeakiD ~ | CompeurndT| | DataFile |+ Compound |+ Limits ~ | 15TD - ExpCd v Rév| ISTDRE~ [
d]]+{Limits])
22 |CMD:EnRepeat CompoundID
23 ¥
Options || Limits | Design-Summary gl v

RECOVERED %3

Figure 98  Add the Lookup_value to the Function Arguments dialog box
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.
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Task 7. Use the VLOOKUP function to add a Limits column (continued)

Advanced topics

Last Calib Update

‘Sequence Table

“Batch State

specify. By default, the table must be sorted in an ascending order.

valug, a reference, or a text string.

Lookup_value is the value to be found in the first column of the table, and can be a

compound names and

Step Detailed instructions Comments
s ) TABLE TOOLS
HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW Function Arguments li&l -
VLOOKUP
H20 I
Table_array | ‘Design-Summary'!A2:B5 {0,0;"Batch Data Path",0;"Analysis Ti... ) -
1 Batch Info : M b M Col_index_num
5 [batch bata path ¥ . e toaton Select the area
4 | Analysis Time M “Analyst Name M ..
5|Report Tme *Reporter Name . containing the
3 A h A Looks for a value in the leftmost column of a table, and then returns a value in the same row from a column you
7
8

21
22 |CMD:EndRepeat
23

Options

~ | Data File

CompoundD

Limits

~|Sample Name [~

- |Formula [~ |Name 3

Position + Volui -/
Formula result =

Help on this function

limits. You do not
include the column

Target Compound
—isT ndiD [+ PeakiD [+ ]compourdr| v |DataFile [+ |Compound [ Limits [+ 1STD - Exp €
aryia:8s) |

Design-Summary

headers.
v Re ~ ISTD Re ~ R

Recoverep &

Figure 99

Add the Table_array value to the Function Arguments dialog box

o Inthe Table_array box, select the
entire string.

p PressF4.

q Type 2 in the Col_index_num box in
the Function Arguments dialog box.

r Type False in the Range_lookup
box.

s Click OK.

» When you press F4, a “S” is added
before each column or row
reference. This makes the cell
reference absolute.

» The values are in the second
column in the worksheet, so you
type 2 in the Col_index_num box. If
the values were in the third column,
you would type 3.
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6  Advanced topics

Task 7. Use the VLOOKUP function to add a Limits column (continued)

Step Detailed instructions Comments
[Francion A 2 e Selectthe area contaln!ng the
compound names and limits. You
VLOOKUP

Lookup_value | [Compound] 0

Table_array | 'Design-Summary'|A2:B5 {0,0;"Batch Data Path”,0; Analysis Ti...

2

Col_index_num |2

=

Range_lookup | False FALSE

Looks fora value in the leftmost column of a table, and then returns a value in the same row from a column you
specify. By default, the table must be sorted in an ascending order,

Range_lookup is a logical value: to find the closest match in the first column [sorted in
ascending order} = TRUE or omitted; find an exact match = FALSE.

Farmula result =

Help on this function [ QK ][ Cancel ]

% T

Figure 100 The Function Arguments dialog box for the VLOOKUP function

Click the Final Conc column in the
same table.

4 Add the second formula columnto a
check if the Final Concentration is

below the value in the Limits b Click Add Data > Formula Column.
column. ¢ Rename the column Limit Check.
If the value is below the limit, d Click the cell containing the words
print the message Below limit. Enter formula here.
Otherwise, print Pass. e Click the Formulas tab in the Ribbon.

f Click Insert Function.
g In the select a category box, select

Logical.
h Select IF in the Select a function list.
i Click OK.

j Click the cell containing the value in
the Final Conc column.

k Type <

I Click the cell containing the value in
the Limits column.

m Type Below limit inthe
Value_if true box.

n Type Pass in the Value_if false box.

o Click OK.

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 (continued)

Advanced topics 6

Step Detailed instructions

Comments

Function Arguments

IF

-

“Below limit” =

Logical_test | [[ Final Cond]<[Limits] EN/A

Value_if_true “Below limit”

Value_if_false | “Pass” = "Pass’

Checks whether a condition is met, and returns one value if TRUE, and another value if FALSE.

Value_if_false is the value that is returned if Logical_test is FALSE, If omitted, FALSE
is returned.

Formula result =

Help on this function [ QK ] [ Cancel ]

The quotation marks are automatically
added when you leave the field.

Figure 101 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 Click Process Report.
b Click the Browse button.
¢ Move to the \MassHunter\Data\

DrugsOfAbuse\ QuantReports\

DrugsOfAbuseDemo folder.

Select report.results.xml.

Click Open.

Click OK.

Scroll to the Quantitation Results

table.

h Compare the results in the Limits
column to the results in the Final Conc
column and then check the Limit
Check column.

Qe = o o
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6  Advanced topics

Task 7. Use the VLOOKUP function to add a Limits column (continued)

Step Detailed instructions Comments

Ho- B #- - ii.2_Custor_QuantReport_ESTD. Surnmaryadt - Excel 2 = - o x| The Limits column

HOME INSERT PAGE [ayOUT FORMULAS DATA REVIEW VIEW MassHunter Reporting DEVELOPER - .

contains the value from
06 A fe Batch State - H N
e the Limits tab that was
A B CDEFGH I KLMNOPAQRTSTUVWIXY 7 AAABACADAE AF AGAH Al Al wl AN AD AP AQ AR AS AT AU AV AW AX [« .
35 | rarget Compound Cocan _ next to this Compound
36 Data File ‘Compound Limits ISTD Exp Conc Resp ISTD Resp. Resp Ratio Final Conc Limit Check JAccuracy
37 |CMAMBIk_01.d Cocaine [3 Cocaine-d3 20 15 13126 11.82 Pass.
38 |[CMAMCal L1.d Cocaine 13 Cocaine-d3 250 5189 20245 0.2563 231 Below limit 92.35] n a m e .
39 |CMAMCal_L2.d Cocaine 6 Cocaine-d3 5.00 9716 20506 0.4738 4.27 Below limit 85.36
40 CmaMCal_L3.d Cocaine 6 Cocaine-d3 12.50 25187 19625 1.2834 11.56 Pass. 92.48)
41 CMAMCal_L4.d Cocaine [ Cocaine-d3 25.00 50649 18068 2.8033 25.25 Pass. 101,00
42 [cmamcal L5.d Cocaine 3 Cocaine-d3 125.00 199967 14401 13.8855 125.08 Pass 100.06
43 [cmamQe_L2.d Cocaine 6 Cocaine-d3 5.00 9246 19446 0.4755 428 Below limit 35.66
44 [CMAMQC_L4.d Cocaine 6 Cocaine-3 25.00 48582 17834 2.7241 24.54 Pass 98.15
45 |CMAMSam_02.d Cocaine 6 Cocaine-d3 9735 20051 0.4855 437 —
16 A 030 Conare ¢ | comneas o o 1234 033 *n The Limit Check column
47  Target Compound MDMA .
48 Data File ‘Compound Limits Exp Conc Resp ISTD Resp Resp Ratio Final Conc Limit Check JAccuracy
49 |CMAMBIk_01.d MDMA #NJA 7 2 0.2635 193 #N/A contalns the Word Below
50 |cMAMCal L1.d MDMA A 2.50 3734 2175 0.3117 228 A 9130 P .
o ot om wn wn | o Limit if the Final
52 |CMAMCal_L3.d MDMA #NJA 12.50 17023 11059 1.5393 11.27 #N/A 90.18; . .
53 |CMAMCal_L4.d MDMA #N/A 25,00 33212 5730 3,385 2487 #N/A 53,48 COnCentratIOn is below the
54 |CMAMCal_L5.d MDMA A 125.00 110142 6444 17.0911 125.17 A 100.13 .. .
55 |[CMAMQC_L2.d MDMA #N/A 5.00 7253 10938 0.8632 4.86 =N/A 97.13]
56 |CMAMQC_L4.d MDMA #NJA 25.00 31464 10004 3.1451 23.03 #N/A 92.13] lelt' It COntalnS the Word
57 [CMAMSam_01.d MDMA #NJA 476 620 0.7665 5.61 #NJA H H
Ky B b o wm o S i Pass if the Final
50 |CMAMSam_03.d MDMA 16710 11355 L4716 0.7 /A = C . . |
R - oncentration is not less

than the Limit.

Figure 102 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

a Click Clear Results in the MassHunter

Reporting tab in the Ribbon.
Click File > Save As.

=

first.

¢ Inthe Save As dialog box, type
iii_3_Custom_QuantReport_ESTD_Summary.

d Verify the folder selected in Save in is
correct.

e Click Save.

» The Save as type is Excel Template.
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