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1 Introduction

The purpose of this Troubleshooting Guide is to provide the reader with an overview to
troubleshooting Agilent G3335AA MassHunter Workstation Software. This includes:

° Quantitative Analysis

° Qualitative Analysis

° MassHunter Reporting

o Automation (Worklists and Scripts)

Please refer to the various sections for troubleshooting specific problems. Troubleshooting
Acquisition problems is covered in the specific Troubleshooting Guide for that instrument. If you
cannot find an answer to the specific problem, it is recommended that you contact the Service
Channel Assist team.
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2  Error Messages

2.1 MassHunter Log Files

Many MassHunter program generate log files during their operation. These log files can be useful
in debugging the program if an error occurs.

2.1.1 Quantitative Analysis Log

Under D:\MassHunter\Log\quant\ there are a set of GZIP files named
yyyy-mm-dd.hh.mm.ss.quanttrace.gz (where yyyy—mm—dd.hh.mm.ss is a date and time stamp.

File Edit View Favorites Tools Help

E'.

QBack M > ir P ) Search ‘[l Folders

Address ([ D:\MassHunter\Log'gquant

x

_—T[__]. 2009-08-26,12,50.24,quanttrace.gz
_—T[__].ZIJDQ-DS—ZE. 13.43. 13.quantirace.gz
-—T[__J-EIJDQ-US—zB. 13.42,21.quantirace.gz

Folders

@ Desktop
B My Documents
= j My Computer
e PROGRAMS (C:)
= < DATA (D3)
= 15 MassHunter
|5 ChemicalDatabDictionary
(22 configuration
[ damethods
=) Data
|5) databases
2 Layouts
(2 Library
= ) Log
o
(22 Methods
[ PeoL
|3 ProteinSequences
|J) Report Templates
() Scripts

Each time the Quantitative Analysis software exits (either normally or with an error) it writes out
this file and timestamps it. It can be opened with WinZip or WinRAR to read the text file inside.
Quant logs every action, so it can be used to track down an error.

Author: Steve Madden Agilent Restricted Page 7 of 92
LC/MS Product Support
Version 2.0 — September 1, 2011 Printed Copies are Uncontrolled



[ 2009-08-28.13.42.21.quanttrace - Notepad
File Edit Format View Help

08/28/2009 07:21:31.293 , ThreadIbD=1 A
08/28/2009 07:21:31.339 quantanalysis.Mmain: B8/28/2009 7:21:31 am, ThreadIip=1 —
08/28/2009 07:21:33.741 [ENTER] Splashscreen _workerThread, Threadibp=3

08/28/2009 07:21:35.191 [ENTER] Splashscreen ehshown, ThreadID=3

08/28/2009 07:21:35.191 [LEAVE] Splashscreen ehshown, ThreadID=3

08/28/2009 07:21:35.362 [ENTER] Presentationstate Enter - Constructor, ThreadIb=1
08/28/2009 07:21:35.362 [FINISH] Presentationstate Finish - Constructor, ThreadID=1
08/28/2009 07:21:37.546 [ENTER] worktable Enter - Constructor, ThreadIbD=1

08/28/2009 07:21:37.982 [FINISH] worktable Finish - Constructor, ThreadID=1

08/28/2009 07:21:37.982 [ENTER] qQuantMethodctr]l Enter - Constructor, ThreadIib=1
08/28,/2000 07:21:38.060 [FINISH] quantMethodCtr] Finish - Constructor, ThreadIbp=1
08/28/2009 07:21:38.450 [ENTER] Chromspec Enter - Constructor, ThreadID=1

08/28/2009 07:21:38.512 [FINISH] chromSpec Finish - Constructor, ThreadID=1

08/28/2009 07:21:38.512 [ENTER] CalCurve Enter - Constructor, ThreadID=1

08/28/2009 07:21:38.606 [FINISH] calcCurve Finish - Constructor, ThreadID=1

08/28/2009 07:21:39.994 No configuration entry found for interface Iscriptableoutlier,
instance name = CCTime, ThreadID=1

08/28/2009 07:21:39.994 nNo configuration entry found for interface Iscriptableoutlier,
instance name = CurveFitR2, ThreadID=1

08/28/2009 07:21:39.994 nNo configuration entry found for interface Iscriptableoutlier,
instance name = AverageResponseFactor, ThreadID=1

08/28/2009 07:21:39.994 No configuration entry found for interface IScriptableoutlier,

m{

If sending it to support personnel, please only send the file associated with the crash rather than
the entire folder.

2.1.2 MassHunter Reporting Trace File

It is possible to turn on a trace file for the MassHunter Reporting system. The add-ins for reporting
are located in the folder C:\Program Files\Microsoft Office\Office12\Library. Each MassHunter
add-in has a configuration file named MassHunter Reporting <appname>.config. A trace file can
be created by opening this file in Notepad and changing the Trace enabled attribute from “False” to
“True™:

! MassHunter Reporting Quant.config - Notepad
File Edit Format WView Help

<?xm] version="1.0" encoding="utf-8"7=>
<configurations

<Trace enabled="Trus"/=>
=TraceFile name="C:“ReportingTraceFile.txt" />
<TestMode enabled="False" />

</configuration=

The location of the trace file can be placed in the TraceFile name attribute.
2.2.1 Quantitative Analysis Error Reporting System

Occasionally when Quantitative Analysis experiences a major error, it will put up a dialog like this:
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QuantAnalysis has encountered a problem and needs
to dose. We are sorry for the incomvensence E

. Please tell Agilent about this problem.

= We have crested an enor repon that you can sand 10 help us mprove . We

- wil treed this repont s corfidential ¥ you would ika 1o provide contact

. wformation, this information will ooly be used for the purpose of contaching

- you for more informaton sbout thes erroe f necessary. ¥ you chose not 10
provide contad rformation, thes report wil be compietely anomymous

Coetact information’ (all fields optional)

" Neme: | E-mad |
Prone |

To s what data this repont contains [chk hees |

SeodEmcxapor | ontSeed |

This dialog allows the user to send log file and system information back to the Quantitative
Analysis R&D group, where it can be used to fix the error. For example, the existence of the
following defect:

PVCS 12032: Entering an invalid serial dilution pattern can crash the application

was reported by a customer in the EMEA region using this dialog.

HFEEEEXEXXXXXXXEXXXXXXXXXXXXXX XX

This mail was sent to you from Agilent Developer Network Support
Time: Fri Oct 12 02:41:00 2007

Subject: Error Report: Quant Analysis

Product .......ccooevveeeecice Quant Analysis
Problem *** Contact Information ***

Name: <text deleted>

E-mail: <text deleted>

Phone:

*** Exception Information ***
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Exception Location - App: QuantAnalysis.exe, FileVersion: 1.2.80.10
..................... Module: System.Number

Exception 1: System.FormatException
Message: Input string was not in a correct format.
Source: mscorlib
Site:  Void StringToNumber(System.String, System.Globalization.NumberStyles, NumberBuffer
ByRef, System.Globalization.NumberFormatinfo, Boolean)

*** Stack Trace ***

at System.Number.StringToNumber(String str, NumberStyles options, NumberBuffer& number,
NumberFormatinfo info, Boolean parseDecimal)

at System.Number.ParseDouble(String value, NumberStyles options, NumberFormatinfo numfmt)

at System.Double.Parse(String s, NumberStyles style, NumberFormatinfo info)

at Agilent.MassSpectrometry.DataAnalysis.Quantitative.SerialDilution..ctor(String dilutionPattern)

at
Agilent.MassSpectrometry.DataAnalysis.Quantitative.CalibrationSetup.CreateCalibrationLevelsImpl(
TargetCompoundRow compoundRow, Int16 numberOfLevels, String levelNamePrefix)

at
Agilent.MassSpectrometry.DataAnalysis.Quantitative.CalibrationSetup.CreateCalibrationLevels(Int1
6 compoundld, Int16 numberOfLevels, String levelNamePrefix)

at Agilent.MassSpectrometry.DataAnalysis.Quantitative.CmdCreateSerialDilutionLevels.Do()

at Agilent.MassSpectrometry.CommandModel.CommandHistory.Invoke(ICommand cmd)

at
Agilent.MassSpectrometry.DataAnalysis.Quantitative.AppCommandContext.ProcessCommandQueu
e(Object sender, EventArgs ea)

EEEXEX XX XXX XXX XX XXX XXX XXX X X%

(Note: Text has been deleted in the extract above to protect the privacy of the user).
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3 Troubleshooting Software Problems

3.1 General

3.1.1 Routine Disk Maintenance

It is important for customers to perform routine disk maintenance on their MassHunter
Workstation PCs. In some cases, communication errors with the MassHunter system have been
resolved by performing the steps below.

To help optimize the performance of MassHunter Workstation, it is important that users schedule
routine maintenance (e.g. deleting unnecessary files). The following instructions should be used as
a part of a routine maintenance schedule.

You will need administrator capability to perform these tasks.

Run the Disk Cleanup utility

1. Select Start... Programs... Accessories... System tools... Disk Cleanup
2. Select the Drive (C:\, D:\, etc) you want to cleanup

3. Select Temporary files, Temporary Internet files, and Recycle bin.

You may select other type of files to delete, depending on your understanding of these file types,
and the way the PC is used. It is possible to delete vital files with the Disk Cleanup utility, so do
not delete files types that you do not understand. Do not "Compress old files" on a MassHunter
Workstation PC. You may wish to highlight Recycle bin and click View to see the contents of the
Recycle bin before you allow Disk Cleanup to delete these files.

4. Once you are satisfied with the selections, click OK.

5. Repeat these steps for other drives on your system.

Be sure you delete the contents of the TEMP folder, but not the folder itself!

Check the Disk Drive for Errors
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1. Double-click My Computer on the Desktop, and highlight the C: drive.
2. 0On the File menu, click Properties.

3. Click the Tools tab.

4. Under Error-checking, click Check Now...

5. The Check Disk options windows will appear, select the Automatically fix file system errors and
the Scan for and attempt recovery of bad sectors check box. Click on the Start button.

Select Yes to the prompt titled, “Checking Disk System (C:)” —“The disk check could not be
performed because the disk check utility needs exclusive access to some Windows files on the
disk. These files can be accessed only by restarting Windows. Do you want to schedule this disk
check to occur the next time you restart the computer?” This is a normal prompt.

6. Reboot the computer, allow the disk check to finish, then login to XP as usual.
Repeat steps 1-6 for the other drive letters on your local hard drive.

Analyze and Defragment the Drives

1. Select Start... Programs... Accessories... System tools... Disk defragmenter
2. Select the Drive (C:\. or D:\ , etc.) you want to analyze.

3. Click Analyze.

» Color legend .

B Blue - defragmented Files

B red - fragmented files and Folders

O vellow - paging File

B Green - system files

L] white - unused space

Greenwhite - reserved system space
[ Light Elue - defragmented Folders

FIGURE 1: Color Legend for Drive Map
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Petformance | Religbility | Performance Map I Fragmentation | %et It and Forget It Drive Map I

FIGURE 2: Typical Drive with Moderate Fragmentation and Message “Diskeeper has completed
analysis of this volume and found 121 fragmented files and/or directories and 833 excess
fragments.

The average number of fragments per file is 1.02.

This volume is moderately fragmented, with 52% of the total volume space available for
defragmentation. This amount of free space is sufficient for effective defragmentation at this time,
but as the volume fills up, lack of free space will cause a performance problem. You might
consider which files you could delete or move to another volume to maintain enough free space to
keep the fragmentation level low. If you haven't run Diskeeper on this volume vyet, it is time to do
so. If you have run Diskeeper on this volume, you should schedule Diskeeper to run more often
than it has been running to reduce the current fragmentation and maintain a lower level of
fragmentation.”

4. If the result of the analysis shows that the drive needs defragmenting, click Defragment.
Otherwise, defragmentation is not necessary at this time, and you can click Close.

5. Repeat for the other drives on your system.
Please note the following suggestions for the use of these utilities:

. Choose a time when the system is quiet (not acquiring or processing data, and not printing)
to perform disk maintenance. It is possible to do other tasks while Disk Defragmenter is running,
but it's not recommended.
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. Defragmentation can require a long time, depending on the size and condition of the drive
being processed. Choose a time when you can allow the process to complete before acquiring,
printing or processing data. Defragmenting more frequently can reduce the time required to
complete the task.

. Microsoft® recommends that disk drives maintain 30% free space, to insure proper
operation of the Disk Defragmenter utility. The utility will fail on drives that are almost full
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3.2 Quantitative Analysis

3.2.1 “NO DATA POINTS" seen in Quantitative Analysis for data files that are valid
in Qualitative Analysis

There are three known causes of this problem:
--The data is negative mode and Quantitative Analysis’ method is set up for positive mode
The default ion polarity for Quantitative Analysis is positive. Since lon Polarity is a column in

Quantitative Analysis that is not displayed by default, it may be necessary to add the column in the
Method Edit area and switch it to Negative for the compounds to appear.

Columns E]E|

Select Columng From:

T | Quantifier w M
4 Awailable Columns: Show theze columns in the order: -
] Accuracy Max % Dey. S Marmne T
T | Amt. Limit High Tranzition i
A | At Limit Lows Scan i
4 |AreaCF et Type L
A | Area Cor mdz Precursor lon i
) |Ava RF Add Al > Product lon I
Awvag. RRAT AT
1 | Blank Resp. Offzet <4<- Remove &l MM |
4 |Cast i

CCISTD Rel. Resp. Limit High
CCISTD Rel Resp. Limit Low
CC Relative Responze Limit High
CC Relative Rezponze Limit Low

CF

CF Forrula

CF Lirnit High

CF Lirnit Lo

FF bin A7 b

< >

:

N [ Drefault l [ Cancel
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Scan Type Precursor lon Product lon RT | ar Polarity

IR Target a0 3070 0.000| Pozitive

MR Target 40E.0 3370 0.000| Positive [+ ]
kR Target F1.0 158.0 0.000| Pogitive

bR Target 320 2360 0.000 J

MAM Target 304.0 217.0 0.000] nassigned
MRM Targe! 30 258.0 0000, 5.,

kR Target 3370 1250 0.000| Pozitive

kARt Target 020 142.0 0.000| Pozitive

kR Target 2780 246.0 0.000| Pozitive

kR Target K 1=11] 2470 0.000| Pozitive

kR Target a0 160.0 0.000| Pozitive

kR Target 3300 288.0 0.000| Pozitive

--The Acquisition Time Segment is too short

Another cause is that the Acquisition Time Segment is too short to acquire enough data points for
the integrator to integrate the main peak. This will occur while creating a new Quantitative
Analysis method using the Method—>New—>New Method from Acquired MRM Data menu item.
After creating the method, there may be one or more Time Segments (TS) in the method that have
a Retention Time (RT) of 0.000:

<

tethod T able

Time Seqgment: 4= <All= - | = Compound: [8] Azo.. = | [=] | Reset Table Yiew Lewel Mame Prefi

Cluantifier

Tranzitian
4 404.0 -

M ame Type

PR

Counts

3.5+

2.5+

1.5+

0.5+

+ MRM [404.0 > 372.0] DataFiled **MN0 DATA POINTS™
K105 ]

4

2

2

1

04
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The reason for this is that the MS/MS Parameterless Integrator needs at least 64 data points to
integrate a peak. If a particular transition is acquired in too short a Time Segment, it will not have
enough data points. Since no peak is found, no Retention Time is recorded for that compound.

The workaround is to edit the QuantAnalysis.exe.config file. Open the file and search for the line
<add key="IntegratorChoice" value="AutoMagic"/>

Change the "AutoMagic" to "RTE" i.e.

<add key="IntegratorChoice" value="RTE"/>

The General (RTE) Integrator will now be the default integrator for creating the quantitative method
using the Method-->New-->New Method from Acquired MRM Data menu item; it does not require
64 data points to integrate a peak. However, a superior solution from a data quality standpoint is
to examine and adjust the Acquisition conditions. Often, data files that have exhibited this problem
have Time Segments that are too short with too many MRM transitions. Due to the short Time
Segments, some compound peaks are on the boundary and cut off, such that no integrator could
successful integrate them. The user should also investigate the use of Dynamic MRM in order to
more efficiently acquire data.

--The data was acquired as as triggered MRM data on an LC/QQQ and the minimum version of
Quantitative Analysis is not used

The minimum version of Quant to process LC/QQQ tMRM data is Quant rev. B.04.00 Service Pack 2
(SP2 Build 225.19). Earlier versions will show a chromatogram with “NO DATA POINTS”

3.2.2 Peaks are not integrated despite being in the extracted time window

A user may have a peak where the retention time has shifted. However, the peak is still firmly
within the extracted time windows. The user will notice that the program will not allow the peak
to be integrated, even when they try to use manual integration on it. Often, the cause is that the
Non Reference Window in the Globals Setup area of the Method Tasks area is too small for the
user’'s analysis.

For example, if a user’s expected retention time were 2.8 minutes and their extraction windows
was the default 1 minute on each side, the extracted window would be 1.8 to 3.8 minutes.
However, if their actual peak was at 2.2 minutes and their Non Reference Window were set to
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40%, the Quantitative Analysis would only look for their peak from 2.35 to 3.35 minutes. Expanding
the Non Reference Window to 60% (1.95 to 3.65 minutes) would cause the peak to be detected.

|Globals |

Apply Multiplier to 1STD

Apply Multiplier to Surrogate
Apply Multiplier to Target
Bracketing Type Maone

CC Maximum Elapsed Time In Hours 0.000
Correlation Window 0.050
Dynamic Background Subtraction

-
Ignore Peaks Not Found | —

<<

Non Reference Window { £0.000 >

Mon Reference Window Type Percent —
Reference Window Minutes Window Type of Percent or Minutes

The user can select a Non Reference

Reference Window Type e E
Relative ISTD
Standard Addition

-
-

Please note that the Non Reference Window is the total time range around the Expected RT. That
is, a Non Reference Window of 60% looks 30% to the left of the Expected RT and 30% to the right.

Two better solutions might be to:

1) Change the Expected RT for the compound in the quantitative method so that it more
closely matches the actual RT

2) Set the Non Reference Window Type to Minutes in Globals Setup and match the extraction
window. E.g. if the extraction window is 1 minute on each side, set the Non Reference
Window to 2 minutes.

3.2.3 Method validation error when exiting Quantitative Analysis

In general, after editing a quantitative method in the Method Edit area, it is prudent to press the
Validate button under Save / Exit. This will either report “Method validated. No errors or warnings
found” or report specific errors in the Method Error List at the bottom of the screen. Double-
clicking on the error in the Method Error List will take the user to the specific location of the error
in the quantitative method fields above.

Method validation is also applied automatically when exiting Quantitative Analysis. The user is not
allowed to apply the edited method to the batch until all validation errors are cleared.

Author: Steve Madden Agilent Restricted Page 18 of 92
LC/MS Product Support

Version 2.0 — September 1, 2011 Printed Copies are Uncontrolled



One method validation error that would occur on versions of Quantitative Analysis prior to B.01.04
“Method validation error: exception = System.Data.StrongTypingException: The value for column
‘CalibrationSTDPathName' in table ‘Calibration” is DBNull.”

i Agilent MassHunter Quantitative Analysis - Reci | = |ﬁ! |_>_<j
° File Edit Yiew Analyze Method Update Report Tools Help
i) = | 5| GZ analyzeBatch | @ ¢ Layout: [E [A] [ Restore Default Layout
: Batch Table X
Sample: | &] | Sample Type: <all> v | Compound: (@] 3: EC v [ 1STD: TXF Time Segment: <Al ¥ i 28 A = w
Sample EC Meth.. EC Results TXF (ISTD) R. &
@ N Name I Type VI Level[ Acq. Date-Time Exp. Conc. RT l Resp. | SN I MI] Calc. Conc. I Final Conc. | Accuracy | RT Resp
9 RN MUY W224 ] A gilent MassHunter Quantitative Analysis o x|[5.45339 18.213| 2675
[¥] Urine + PPMIX in 15% & 7.9430 18.209| 1852
9 Urine + PPMIX in 25% b ' gat‘:hl analglsiséailtedd S . e s 90529 18.208| 1992
: in15% ! ample not validated: Methad validation error: exception = System.Data, StronaTypingException: The value for 7 ]
u: g:t:fopphjbf 5% A < column 'CalibrationSTDPathMame' in table 'Calibration’ is DBMull, ---> System.InvalidCastException: Unable to cast 44510 ::3 §g§ 12332
= SAULe L object of type 'Systern.DBNU' to type 'System.String’, £
] CAL2: 0.1 ng/ml at 17.631] 938
D | ¥ [ CAL3: 0.5 ng/ml Agilent. MassSpectrometry. Datafnalysis. Quantitative. QuantitationDataSet. CalibrationRow.get_CalibrationSTDPathNa
D | ¥ [ CAL& T ng/ml meoE e e
- - --- End of inner exception stack trace ---
Y] ‘( CALS: 5 ng/ml a
Q| ¥ | CALE: 10 ng/ml Agilent.MassSpectrometry, Datasnalysis. Quantitative. QuantitationDataSet. CalibrationRow. get_CalibrationSTDPathNa
[*] CAL7: 50 ng/ml me()
[ CALS; 100 ng/ml 2
) CALS: 500 na/ml Agilent.MassSpectrometry DataAnalysis. Quantitative, MethodYalidator . YalidateISTDCalibrationTable{TargetCompound
- g Row compoundRow, TargetCompoundRow istdCompoundRow)
at
L« Agilent.MassSpectrometry Datadnalysis, Quantitative, Methodyalidator . YalidateCalibrationTable{ Target CompoundRow | s
Compound Information co;‘:poundRow) X
: 3l - = S Agilent.MassSpectrometry DataAnalysis. Quantitative Methodyalidator, YalidateCalibration{ Target CompoundRow[ ]
3 ﬂ s [=] E m@ compoundRows) ne v ITD Q¢
-MRM (289.1 -> 245.1) CALS.d at Agilent.MassSpectrometry, Datadnalysis. Quantitative. Methodvalidator. YalidateSamplePass2{BatchRow
2 2 sampleRow)
£ x10 at Agilent,MassSpectrometry. DataAnalysis. Quantitative, MethodYalidator . YalidateMethod(BatchDataSet
3 44 batchDatasSet, Int16 batchld), inner exception = System.InvalidCastException: Unable to cast object of type
24 *System.DBNUll' to type ‘System.String'. / o]
at
0 Agilent.MassSpectrometry . DataAnalysis. Quantitative QuantitationDataSet. CalibrationRow.get_CalibrationSTDPathMa
126 128 13 132 meg).
-MRM (3031 -> 285.1) CAL8.d
£ y102]
£ - —
8 B 05
3- 0.251
0 4
168 17 172 174 176 178 18 182 184 18 0 i 2 3 4 5 6 7 g 3 10
Acquisition Time (min) Relative Concentration

llfstartl J @& O =] & M 2 J gHoodiavMicroso...l [ Agilent MassHun...I ] validation result... ”@Agilent MassH... 3 Problems with M... J [ «2d0l, 8 10:42am

This is caused by the fact that the Cal. Path column in the Concentration Setup area is null, that is,
it does not have any values in its fields. The Cal Path column is one of the columns that is not
shown by default—it must be added. The solution to this error is to place values (i.e. the path of
the calibration samples) into the fields.
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It is even possible to put the path of a sample in every field in order to clear the error.

3.2.4 Data files display the wrong acquisition time in the Batch Table

For example:

Author: Steve Madden
LC/MS Product Support
Version 2.0 — September 1, 2011

i Method T able
Time Segment: <= <All> v w | Compound: [¢= Amp
Level Mame Prefix: # of Levels: 10 Create Levels
Calibration
Level Conc.
L1 0.0010] CMAMCETCLCT.a
L2 0.1000| CMAMCal_L2.d
L2 0.1000] CMAMQC_L2.d
L3 12.5000| CMAMCal_L3.d
L4 25.0000| CMAMCal_L4.d
L4 25.0000) CMAMQC_L4.d
L5 125.0000| CMAMCal_L5.d
Quantifier
:antifief L Name TS Transition
= | Amp-d5 | 1] 1411 > 934 | MRM
Calibration
Level Conc. Cal. Path
L1 50.0000| CMAMCal_L1.d
L2 50.0000| CMAMCal_L2.d
L2 50.0000) CMaAMQC_L2.d
L3 50.0000| CMAMCal_L3.d
' >
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Deleted Text

iz Agilent MassHunter Quantitative Analysis

i File Edit Wiew Analyze Method Update Report  Tools  Help

i 0 A sal GE grabzeBatch | @ | Layouts PR FR BRI [ [\ ] Restore Default Layout

i Batch Table x

_____ samplei i] ]| sapleTypss <al | Compound: [ v = 15D | Tesegment <al » [ I W €

Sample
@ ¥ Mame Tupe feg. Date-Time Acg. Method File [rata File Approved  Completed | Locked

Sarplel | Sample B/8/2009 718 PM niot_always_complete_01.d ] El ]
Samplel | Sample 5/8/2009 719 PM Deleted hot_alwaps_complete_02.d [] [¥] []
Sarnplel | Sample 5/ 02 00 Ok | Text not_always_complete_03.d ] [v] ]

3 Sarnplel | Sample not_always_complete 04.d ] L] L]
Samplel | Sample \ 3/20/2008 830 P nat_always_complete05.d ] ] ]

.......... | Samplel | | 5 Samples (5 total] |3

(Note: Text has been deleted in the graphic above to protect the privacy of the user).

What typically causes this “default” time of 3/20/2005 8:30 PM to be displayed in the Batch
Table’s Acq Date-Time field is if the user has added the data file to the batch before the acquisition
run is completely finished (e.g. during the LC Post-Run time). Please note that the Completed
column of the Batch Table is not checked for the last two samples in the batch. The user can
remove the affected samples from the batch and add them again. This should solve the time stamp
problem and also the “Completed” flag should then be set.

3.2.5 Red X shows up in Compound Information Window

While trying to review data in the Batch Table, the user may see a red X in the Compound
Information Window as well as a Quantitative Analysis error:
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Eyr———r————— Deleted Text BER

Fe Bt Vew Anava: Method Lindste Report

Batch Table
e 8 8| SampeTyvpe:|<Al>  ») Compound i[Z:MCfm ']_1 STD: | Morphine-d3 Time Seament: <A ,_Q HYUE
‘i‘ - - G n [ oT
O|v|E
IRAE:
T
4 A
T
1RdE 83
k Y [1NLs - ] - ' QuantAnalysis has encountered a problem and needs 54
y _ — = todose. We are sorry for the inconvenience. &
I Y1 3 S S T
oG
| Y| 0
vt Please tell Agilent about this problem.
9|v L - We have created an error report thet you can send to help us improve . We
9| will treat this report as confidential i you would fike to provide contact
A information, this information will only be used for the purpose of contacting : 23693
Q| ¥ |15 Sampis 200" you for more information about this emror if necessary. i you chase not to : 554230188 '@
_u‘ et =il provide contadt informetion, this report will be completely anomymaus: - § i A

Compound Infomason

11 B 111 L ,, A Contact information: (all fields optional)
Name: | E-mal |

Phone: |

To see what data this report contains, click here

SendErnarRepot |  Dontserd |

sl |@ I DHYE BB | Aowssaresn. [Mrgerrasn RO o

(Note: Text has been deleted in the graphic above to protect the privacy of the user).

This is more likely to happen on pre-B.01.04 versions of the Quantitative Analysis program. The
typical cause is when qualifier ratios for calibrators are updated. If a qualifier for a calibration
sample is not integrated, the program will place “NaN” (in computer science terms, “Not a
Number”, or null) in the "Rel.Resp." cell of the compound or internal standard's qualifier rather
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than a numeric percentage. During review, the red X will appear. If the Nan is replaced with an
actual percentage and the edited quantitative method applied to the batch, the red X will go away.

The ways to solve this problem are:
1) Check the samples and quantitative method to find out why the qualifier did not integrate;

fix this problem
2) Upgrade to a version B.01.04 or greater

3.2.6 “Failed to load batch file” when opening batch

Some users have tried to load a batch file into Quantitative Analysis and seen the following error
message:

Agilent MassHunter Quantitative Analysis g|

Failed to load batch File,
Rock element is missing.

Checking the file system shows that their batch file has 0 bytes in it. What has occurred is that
the user has created a new batch, worked on it for a while, and then had Quantitative Analysis
crash. Since the new batch had never been saved to disk, nothing was ever written to the batch
file from the PC's memory.

To avoid this problem:

1) Install any Service Packs for Quantitative Analysis for that version of Quantitative Analysis to
avoid crashes.

2) Periodically save your work to hard disk using the File->Save Batch menu item in Quantitative
Analysis.

3.2.7 Error while printing from Quantitative Analysis

Users have observed that in some cases when printing a report from MassHunter Quantitative
Analysis software to a printer or to a pdf file, Excel comes up with an error:
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Task error
“Excel report module did not respond. Excel processes may have been terminated.”
The workaround for the moment is to close down any other Microsoft Office applications,
especially Qutlook, while generating a report from MassHunter Quantitative Analysis software.

3.2.8 During quantitative method creation, MRM compounds are labeled
“Compound_11, Compound_12, etc.”

When creating a quantitative analysis method using the Method-->New-->New

Method from Acquired MRM Data menu item, the program may create compounds that

have generic Compound Names (e.g. Compound_11, Compound_12, Compound_13, etc.).

The correct behavior is to transfer all Compound Names from the Acquisition method (e.g.
Parathion, Ethoprop, etc.). As a result, the user needs to manually change the generic names to the
correct names in order to complete part of the method set up. This problem is more likely to
happen with Acquisition methods that have more compounds and MRM transitions.

The use of generic Compound Names is standard for method setup where the
Acquisition method does not have Compound Names included (e.g. TOF Scan data).

There is a workaround for this problem. It involves editing a file that sets quantitative analysis
method setup defaults:

1) Close MassHunter Quantitative Analysis.

2) Make a copy of the file QuantAnalysis.exe.config in the C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin folder.

3) Open C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin\QuantAnalysis.exe.config using the
Notepad editor or an editor specific for XML files.

4) Search for the line
<add key="UselndexedDataAccess" value="true"/>
Change the "true" to "false", i.e.
<add key="UselndexedDataAccess" value="false"/>

(Creating the quantitative method using the Method-->New-->New Method from Acquired MRM
Data menu item will take longer, but the problem will not occur).
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3.2.9 Index Converter tries to convert TOF or Q-TOF data and takes a very long time

A new feature added in Quantitative Analysis rev. B.03.01 allows QQQ batches to be analyzed
much faster. Upon adding samples to a batch during its creation, a binary index is created under
the data file. Unfortunately, under some circumstances the program will try to index TOF or Q-TOF
data. Accurate mass TOF and Q-TOF is extremely information-rich, much more than QQQ MRM
data. This fact will cause the program to put up a message that it is converting a data file for a long
time (greater than 10 minutes) before it times out (e.g. it will show a message like "Converting
sample file 20090624 _039.d (39/60)").

|Open Batch

Converting sample file: 20020415_03%2.d {32/343)

5 ,;/

The problem will only happen on TOF or Q-TOF data that has not been acquired with Reference
Mass Correction turned on. The Quantitative Analysis program looks for evidence of Reference
Mass Correction to tell if the data is QQQ or TOF/Q-TOF. When it does not see any evidence in the
data file, it treats the TOF or Q-TOF data as if it were QQQ data and indexes it.

The workaround is to acquire TOF and Q-TOF data with Reference Mass Correction turned on, then
create batches in Quantitative Analysis rev. B.03.01 or B.03.02. If data has already been acquired,
contact LC/MS Product Support for possible options.

3.2.10 Difficult to threshold TOF and Q-TOF data when creating a quantitative
method

Because TOF and Q-TOF data are so information-rich, it is useful to “threshold” the data while
automatically creating a scan method in Quantitative Analysis. If the user does not do this, it can
take a very long time to create the method and the user ends up with many extraneous compounds
for small peaks that they do not care about.

While there is not an explicit user interface to achieve this, there is a workaround to set filters on
the data while using the New Method from Acquired Scan Data on TOF and Q-TOF data.

1) Open the scan data batch in Quantitative Analysis
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2) Go to the Method Tasks area

3) Right-click anywhere in the Sample Information window and select Perceive Compound
Settings. You will get the Scan Analysis Parameters dialog.

4) In the Peak filter field of the Deconvolution tab set the Spectrum peak threshold to a high
enough value to reduce the number of peaks found. Click OK to apply and cache the value.

Scan Analysis Parameters

Deconvolution | Library Search || Compound Identification
Resolution:

RT window size factor: | 100

Peak: filter:
Excluded miz: example: 28,971,145
Spectrum peak threshold: |20 %

SMNR threshold: |2

Bxtraction window:
Left m/z detta: (0.3 Right m/z detta: [0.7
m/z detta units: | AML W

Companent shape:

[] Use base peak shape Sharpniess threshold: |25 %

[ Fesst H Defautt H oK ][ Cancel ]

5) Run "New Method from Acquired Scan Data". The new threshold value will be used.

3.2.11 UserDefined1 through 9 are not transferred from worklist to Quantitative
Analysis

There is the possibility to set up UserDefined columns in the Acquisition worklist and have them
transferred to the Quantitative Analysis dataset. Unfortunately, pre-B.03.02 versions of
Quantitative Analysis do not do this correctly.

The solution is to upgrade to a version B.03.02 or greater.
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3.2.12 "Manual integration failed" error while manually integrating in Quantitative
Analysis

While manually integrating on pre-B.03.02 version, the user may see the following message after
doing a substantial amount of manual integration in the same session “Manual integration failed.
Failed to get compound chromatogram for <compound name>: OpenDataFile is not called prior to
calling this method.:

x

Manual integration failed
! Failed to get compound chromatogram for .: CpenDataFile is not called prior to calling this method
CpenDataFile is not called prior to calling this method

(Note: Text has been deleted in the graphic above to protect the privacy of the user. The text
deleted from the error message is the name of the compound that was to be manually integrated).

It is most likely to happen when manually integrating TOF or Q-TOF data batches with many
samples and compounds (~200). It will typically occur after one to two hours of constantly

manually integrating chromatograms.

The problem is caused by a memory issue in versions prior to Quantitative Analysis rev. B.03.02.
The solution is to upgrade to a version B.03.02 or greater.

3.2.13 Manual integration of ISTD disappears after manually integrating Target
peak

Users may see the following problem on pre-B.03.02 version of Quantitative Analysis:

1) Manually integrate a target compound chromatogram in the Compound Information
Window.

2) Manually integrate its ISTD in the pane next to the target compound.
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3) Go back and manually integrate the target chromatogram. The ISTD chromatogram's
manual integration disappears. In addition, you can no longer make any changes to the
manual integration of the target chromatogram. If you try, nothing changes.

The solution is to upgrade to a version B.03.02 or greater.

3.2.14 Unable to export more than 256 Batch Table columns to MS Excel

If a user of MassHunter Quantitative Analysis tries to export a Batch Table with more than 256
columns to MS Excel, it will fail. For example, if they have a Batch Table with the "Display Multiple
Compounds in Batch Table" selected such that they have more than 256 columns, and then they
select the File-->Export-->Export Table menu item. They will have the option to save the Batch
Table as a .xlIs file. However, after they enter a name and click Save, they will get the error
message "Excel worksheet is limited to 256 columns, and the batch table exceeds this limit. Please
adjust the column number to 256 or less in order to export to Excel workbook."

Agilent MassHunter Quantitative Analysis

] Excel worksheet is limited to 256 columns, and the batch kable exceeds this limit, Please adjust the column number to 256 or less in
[ order to export to Excel workbool,

This problem will occur using both MS Excel 2003 and 2007 (Excel 2003 does not support more
than 256 columns, thus this restriction was unfortunately hard-coded into Quantitative Analysis).

As a workaround, the user can export the Batch Table (with more than 256 columns) as a .csv
(comma separated value) file. This .csv file can then be opened in MS Excel and saved as an .xIs
file. However, the user has to remove the Quantitation Message Summary column and Qutlier
Summary column before exporting. These two columns disturb the MS Excel format when the user
opens the exported .csv file.

3.2.15 Error while installing .NET Framework component during Quantitative
Analysis installation

During the installation of Quantitative Analysis, the user may see an error while installing the
Microsoft .NET Framework component. A specific version of .NET Framework is required by
MassHunter programs in order to operate.
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The solution is to open up the Windows Control Panel->Add or Remove Programs and uninstall all
versions of Microsoft .NET Framework.

&Md or Remove Programs N |\ =] lﬁj
Ei _
@j Currently installed programs: [J show updates Sort by: |Name w |
Change or
Remove #3 Microsoft .NET Framework 1.1 A
Programs ﬁl Microsoft .MET Framework 1. 1 Hotfix (KB9283686)
E ﬁl Microsoft .MET Framework 2.0 Service Pack 1 Size  135.00ME
ﬁdd‘l-‘\l ﬁl Microsoft Compression Client Pack 1.0 for Windows XP Size 14.03MB
Mew
Programs E} Microsoft Office 2007 Primary Interop Assemblies Size 8.54MB

Then install the version on the Quantitative Analysis installation media. Finally, continue with the
installation of Quantitative Analysis.

3.2.16 “Relative response is beyond the range of the calibration curve” when
generating Cal Curve

This error typically occurs while using a Quadratic Fit for a compound’s Calibration Curve. It means
that the response is outside of the range that can be effectively quantitated with that curve fit type.
For example:

: Calibration Curve x
| (]| Type: Quadratic ¥ Origin: Include ¥ ‘Weight: 1/x ¥ | IsTD IE'
I N e 3
4 B-Dinitro-2-methylphenal - 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 0 OCs
$u10-1 | y=-00245"%"2 +01810* % -0.0078
§ 1 R"2=0.99375925
S 4
é 375
o 3.5
% 3,254 peasured L
™ 34 pelative response
= 275
2.5
2.254 calibration
2 Curve range
1.754
1.54
1.25-
14
0.754
0'5- 1 L T 1 1 Ll 1 l 1
0 05 1 15 2 25 3 35 4
Relative Concentration
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The solution is to change to a better curve fit type, e.g. to power law or second-order log fit.

3.2.17 Quantitative Analysis rev. B.03.0x constantly converting data files

On revisions B.03.0x, some users noticed that every time they would load a batch it would convert
the data files in the batch. In actuality, it should only convert the data files the first time that they
are added to the batch.

The reason this occurs is if the data files are only in profile mode. When the Quantitative Analysis
program converting, it is actually creating an index to speed up access to the data. Even with
indexing, profile data takes about ten times as long as centroided data to work with. The indexer
runs out of memory trying to index the profile data.

The next time the batch is loaded, Quantitative Analysis notices that it does not have the index
files and thus tries to convert the data files again. This is why it is constantly converting the data
files, but is not successful in doing it.

In revision B.04.00 and later, the indexer does not try to convert profile data, only centroid data. If
no centroid data is available, then it does not attempt to convert the profile data.

As a workaround in revisions B.03.0x for data that has already been collected in profile only mode,
it is possible to turn off the data indexing:

1) Close MassHunter Quantitative Analysis.

2) Make a copy of the file QuantAnalysis.exe.config in the C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin folder.

3) Open C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin\QuantAnalysis.exe.config using the
Notepad editor or an editor specific for XML files.

4) Search for the line
<add key="UselndexedDataAccess" value="true"/>
Change the "true" to "false", i.e.
<add key="UselndexedDataAccess" value="false"/>
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3.2.18 Quantitative Analysis converts many different data files, not just the ones in
the batch

Users will sometimes complain that Quantitative Analysis is converting many data files, not just
the data files that have been added to a batch. This has to do with the location of the batch file.

If the user’s data files are in a folder “David P. Saturday Runs”, then the batch should be in a folder
called QuantResults underneath that, i.e. D:\MassHunter\Data\David P. Saturday
Runs\QuantResults\Mybatch.quantresult.bin. When a batch for QQQ data is created or opened in
Quant B.03.01 or greater, it goes through the conversion process. The Quant program pre-indexes
the chromatograms and saves them under the data file folder in a binary file named MSTree.bin (or
MSTree2.bin for Quant B.04.00 or greater). This makes the Analyze Batch step five to ten times
faster.

The Quant program looks one folder above QuantResults to figure out which data files to convert
(e.g. D:\MassHunter\Data\David P. Saturday Runs). Once they have been converted, they should
not be converted again—that step should be skipped. However, if the batch file is very high up
(e.g. D:\MassHunter\QuantResults) it will try to convert all data files at that level and in all
subfolders. This will take a very long time and is a waste of effort, as they will not be used in the
current batch.

The solution is to only create new batches at the level of the data files that will be added to the
batch.

3.2.19 Quantitative Analysis rev. B.03.02 crashes when adding samples to batch
created in rev. B.01.04

Quantitative Analysis rev. B.03.02 may terminate with an error "Failed to enable constraints. One or
more rows contain values violating non-null, unique, or foreign-key constraints." when adding
samples to a batch originally created with rev. B.01.04.

The problem will not occur with every batch created with Quantitative Analysis rev. B.01.04. It will
also not occur when loading the B.01.04 batch into the older version of Quantitative Analysis rev.
B.03.01 Build 170.0.

The problem sequence is as follows:
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1) The user loads a batch originally created in Quantitative Analysis rev. B.01.04 Build 126.0 into
Quantitative Analysis rev. B.03.02 Build 170.21.

2) The user attempts to add a sample to the batch by selecting the File-->Add Samples menu item.

3) Quantitative Analysis will terminate with a message "Failed to enable constraints. One or more
rows contain values violating non-null, unique, or foreign-key constraints."

There is a workaround for the problem:

1) Load the batch originally created in Quantitative Analysis rev. B.01.04 into B.03.02

2) Save a copy of the quantitative method by selecting the Method-->Edit menu item (or F10
button), then selecting the Save As... button and saving the quantitative method as a
*.quantmethod.xml file.

3) Return to the Batch Table view (Exit button) and create a new batch (File-->New Batch menu
item)

4) Add all samples of interest to the new batch (File-->Add Samples)

5) Apply the method from the existing (old) batch (Method-->0pen-->0pen Method from Existing
File then select the *.quantmethod.xml file created in Step 2).

3.2.20 Problem opening MassHunter Quantitative Analysis rev. B.01.03 batches in
rev. B.04.00

When the user opens a batch from MassHunter Quantitative Analysis rev. B.01.03 in revision
B.04.00, the runs in the batch may have Compound Information panes which state "***NO DATA
POINTS***".

The problem is caused by the conversion of the data to the indexed data format. The older data
has an Instrument Type set to "Unknown" (this was fixed in subsequent versions of MassHunter
Acquisition). A fix is under investigation to fix the index converter to correctly convert on
Instrument Type of Unknown.

The workaround is to turn off the indexed converter. This is done by:
1) Close MassHunter Quantitative Analysis.

2) Make a copy of the file QuantAnalysis.exe.config in the C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin folder.
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3) Open C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin\QuantAnalysis.exe.config using the Notepad
editor or an editor specific for XML files.

Search for the line

<add key="UselndexedDataAccess" value="true"/>

Change the "true" to "false", i.e.

<add key="UselndexedDataAccess" value="false"/>

4) Restart MassHunter Quantitative Analysis and begin using it.

The defect was fixed in Quantitative Analysis rev. B.05.00. However, it is necessary to delete the
corrupt MSTree2.bin file under each data file’s \AcqData folder so a new one can be generated.

3.2.21 Quant B.04.00 crashes with positive-negative switching dMRM LC/QQQ
rev. B.04.01 data

On MassHunter Workstation LC/QQQ Acquisition rev. B.04.01, positive-negative switching dynamic
MRM (or dMRM) is possible. However when using MassHunter Quantitative Analysis rev. B.04.00
and creating batches with positve-negative dMRM data, changing the quantifier in the quant
method causes Quantitative Analysis to terminate (crash).

The workaround for this problem involves editing a file that sets Quantitative Analysis method
setup and user interface defaults. The workaround needs to be implemented once for creating the
quantitative method and then back when reprocessing the data. To edit this file:

1) Close MassHunter Quantitative Analysis.

2) Make a copy of the file QuantAnalysis.exe.config in the C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin folder.

3) Open C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin\QuantAnalysis.exe.config using the Notepad
editor or an editor specific for XML files.

Search for the line

Author: Steve Madden Agilent Restricted Page 33 of 92
LC/MS Product Support
Version 2.0 — September 1, 2011 Printed Copies are Uncontrolled



< add key="UselndexedDataAccess" value="true"/ >
Change the "true" to "false", i.e.
< add key="UselndexedDataAccess" value="false"/ >

(Creating the quantitative method using the Method-->New-->New Method from
Acquired MRM Data menu item will take longer, but the problem will not occur.)

4) Create the quantitative method
5) Save the method and apply to the batch

(NOTE: At this stage, there is only one transition per compound.)

6) Open again C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin\QuantAnalysis.exe.config using the Notepad
editor or an editor specific for XML files.

Search for the line

< add key="UselndexedDataAccess" value="false"/ >

Change the "false" back to "true", i.e.

< add key="UselndexedDataAccess" value="true"/ >

(At this point, all transitions per compound should be visible and changing quantifiers should not
crash Quantitative Analysis.)

3.2.22 6400 QQQ Data acquired with B.04.0x analyzes slower with Pre-B.04.00
Quant

Data acquired using MassHunter Acquisition for QQQ rev. B.04.0x will process three to five times
slower using a pre-B.04.00 version of MassHunter Quantitative Analysis. This means that when a
user presses the "Analyze Batch" button in MassHunter Quantitative Analysis they will notice that
it takes three to five times longer to complete than data from a pre-B.04.0x Acquisition for QQQ
(e.g. B.03.02).
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The reason is that the previous versions of MassHunter Quantitative Analysis are unable to index
data from the newer version of MassHunter Acquisition for QQQ. As a result, it does not create an
MSTree2.bin file under the *.d\AcqData folder. When the user presses the "Analyze Batch"
button, the program must extract the chromatograms from the designated signals in the method
rather than looking them up in the index created when the samples were added to the batch. This
takes much more time.

The solution is to upgrade to MassHunter Quantitative Analysis rev. B.04.00 under Service Note
G3335AA MASSHUNTER SOFTWARE-62A "Release of Agilent MassHunter Quantitative Analysis
Software Rev. B.04.00 Build 225.0". Per that Service Note, the upgrade is provided under warranty
including time and travel. It includes all new features and defect fixes for that release.

For Windows XP SP3 and Windows Vista SP2 systems, apply Service Pack 2 (SP2) for MassHunter
Quantitative Analysis.

For Windows 7 Professional (64-bit) systems, apply Service Pack 3 (SP3) for MassHunter
Quantitative Analysis.

3.2.23 Quantitative Analysis rev. B.04.00 SP2 is unable to open a batch

A problem has been found where MassHunter Quantitative Analysis rev. B.04.00 SP2 is unable to
open a batch or create a new batch for specific users. For some users, when they try to either
open a batch or create a new batch in MassHunter Quantitative Analysis rev. B.04.00 Service Pack
2 (SP2), they will see an error message

QuantAnalysis has encountered a problem and needs to close. We are sorry for the inconvenience.

However, when other Windows users log onto the PC, they will be able to successfully open a
batch or create a new batch.

The problem is caused by corrupt user-specific files that control the Ul display in MassHunter
Quantitative Analysis rev. B.04.00 SP2. Reinstalling MassHunter Qualitative Analysis will not fix
the problem.

To fix the problem:

1) Select the "Restore Default Layout™ button in the Batch Table view which appears when
MassHunter Quantitative Analysis starts up. Then try to open a batch or create a new batch.
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If 1) above does not fix the problem

2) Delete the corrupt files so they can be recreated with default values
a) Shutdown MassHunter Quantitative Analysis
b) Delete the files in the folder

C:\Documents and Settings\<user name>\Application Data\Agilent
Technologies_Inc\QuantAnalysis.exe\4.0.225.19

(where "user name" is the name of the user currently logged into Windows, e.g. Administrator.)

c) Restart MassHunter Quantitative Analysis. The files will have been recreated and the user
should now be able to open batches and create new batches.

3.2.24 Problem that qualifiers are not drawn to scale

In a targeted compound analysis, whether the data is acquired on a TOF, Q-TOF or QQQ, one of the
steps in the confirmation process is to view the Quantifier and Qualifier ion ratios and make certain
that the ratios are within a specified range. In MassHunter Quantitative Analysis, the default view
is in the ‘Normalize’ view. The default view gives an image like this:
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Although the header in the qualifier window (right window) indicates that the ratio between the
quantifier ion (127.0 - 109.0 transition) and the qualifier (127.0->95.0 transition) is 32.2 and this is
96.8 of the expected ratio, the graphic representation does not indicate this ratio.

To change this situation, right click on the qualifier window and go to Properties.
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Remove the Normalize checkbox (red arrow), click Apply and OK and the new window shows the
desired graphic representation with the ions drawn to scale for faster visual inspection:
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3.3 Qualitative Analysis

3.3.1 Qualitative Analysis (pre-B.04.00) is unable to run in 64 bit Windows

The Qualitative Analysis program (pre-B.04.00) is unable to run in 64 bit versions of the Microsoft
Windows programs. When a user tries to run Qualitative Analysis on a 64 bit version, when the
Open Data File dialog comes up they will see an error message “Failed to read the Workflow name
from the external file at c:\agilent\configuration\QualWorkflowConfiguration.txt”

Agilent MassHunter YWorkstation Software Qualitakive El

Agilent b aszHunter Workstation Software Qualitative Analvziz encountered an eror. The
@ program will attempt to continue ignoring thiz error, Howeser we recommend saving the data
and restarting the pragram.
The log has been created at C:\tempAgtE morlogs.

Copy |

Date and Time: B/23/2003 251 P -
Frogram: Agilent M aszHunter Wworkstation Software Gualitative Analysis B.02.00
Build Caonfiguration: Releaze
Meszzage: Failed to read the WWorkflow name fram the extermnal file at
c: hagilentconfigurationhE uahsfork flovConfiguration. bt
Stack Trace: at
Agilent. b aszS pectrometiy. D atadnalyziz. Qualitative. S ettingsE ditarConfig.  nitialize(]
ak
Agilent. b azzS pectrometn. D atatnalyzis. Qualitative. S ettingzE ditarConfig.get_kMethodS ettingl terns]

]
ak
Agilent. b azzS pectrometn. D atatnalyziz. Qualitative. AualCommandB aze. Creates ettingzModes(S ettLI

The solution is to instead install Qualitative Analysis (pre-B.04.00) on one of the supported versions
of 32 bit Microsoft Windows or upgrade to rev. B.04.00 or greater.

3.3.2 Dropouts in baseline using centroid data in Qualitative Analysis

This problem can be caused by having an ion which is just at the edge of the acquired mass range.
At certain points, the baseline will show sudden drops which then will quickly restore themselves:
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This is because the ion at the edge occasionally is not condensed into the range of the detected
ions. This will especially apparent if that ion is one of the major ions.

The solution is to change the scan range settings in Acquisition. If the ion is important, than the
range should be extended say, 10 amu more than the ion. If the ion is considered noise, then the
scan range should be narrowed 5 amu away from the ion.

3.3.3 “NO DATA POINTS"” when extracting peak spectra

This problem can occur depending on the method settings if TOF data is saturated (i.e. above the
readable values for the TOF's detector). For example, in the situation below the user is trying to
Extract Peak Spectra from a TIC. The MS Spectrum Results Windows displays “NO DATA
POINTS™:
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If the user turns on Walk the Chromatogram and pulls up the spectrum closest to the apex of the
chromatographic peak, they will see that the two most abundant ions are saturated (they are

labeled with an asterisk (*):
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There are two possible choices for a solution:
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1)

excluded if they are above a threshold of saturation (not recommended):

Adjust the Qualitative Analysis method parameters to not require that spectra are
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2) Change the Acquisition conditions to not acquire saturated spectra.

3.3.4 Not enough compounds found during Molecular Feature Extraction (MFE)

The Molecular Feature Extraction (MFE) algorithm surveys MS data and pulls out “features” which
map to chemical compounds. The user can then do further processing of the compounds, e.g.
Molecular Formula Generation (MFG).

In some cases, a user will perform MFE on some data and find very few or no compounds at all. At
this point, it is important to do two things:

1) Inspect the MS data to make sure it is not saturated. Saturated data has poor mass
accuracy, which interferes with the MFE algorithm’s ability to pull out features. You can do

this by pulling up spectra from the data file and making sure that the most abundant mass
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peaks do not have an asterisk (*) next to them. This means it has exceeded the range of
the TOF detector and the user should adjust the sample amount introduced.

2) If the data do not indicated saturation, carefully inspect each of the MFE parameters to
make sure that none are set to erroneous values.

Some typical problems with MFE parameters are:

@' Method Editor: Find Compounds by Molecular Feature

P e v 4 | () v| Method tems~ | (5 [
Buraction |lon Species | Charge State | Compound Fiters | A Mass Fitters | Mass Defect | Results

BExtraction algorithm

Target data type Small molecules (chromatographic) W

Small molecules {infusion

Input data range Large molecules (proteins, oligos)
Small molecules {chromatographic)

[ ] Restrict retention time to minutes
[ ] Restrict miz to miz
Peak filters
() Use peaks with signal-to-noise B=

(Profile spectra only)
(*) Use peaks with height == (100 counts

(Profile and centroid spectra)

Target data type is set to the wrong value (for example, to Large molecules when the user is
extracting small, chromatographic data.
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Al RA

Allowed ion species

@'Hﬂﬂmﬂ&ht&r Find Compounds by Molecular Feature
| (¥) =| Method Items~ | = [
A Bdraction | lon Species |Charge State | Compound Fitters | A Mass Fitters | Mass Defect | Results

Positive ions Megative ions Meutral losses
W[ H20
+Ma +Cl [JH3PO4
+K []+Br
+HH4 []+HCOOD

[ ]+CH3COO

[ ]+CF2C00

X X

L) L) L [J

[] Salt dominated positive ions (M+H may be weak or missing)

lon Species are incorrect (ions are not selected as Allowed ion species or M+H is not the
dominant ion so “Salt dominated positive ions” is not selected).
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Method Editor: Find Compounds by Molecular Feature
Py @ - | (b)) v| Method Ttems~ | (5 (3§
A BEdraction || lon Species | Charge State | Compound Fiters | & Mass Fitters

Mass fitters
Filter mass list A& 5.000 ppm
Include onby these massies) L

Source of masses

) These masses:

(type @ comma-separated list of masses like "142.1012, 253.4003)

(*) Database A
[OMassHurter databases default csv D

s

Mass Filters are set to filter by a Database which does not contain any of the features of
interest—the user should deselect the “Filter mass list” button and try MFE again not filtering any
data by mass.

3.3.5 “Too many” compounds found during Molecular Feature Extraction

A user may complain that they ran MFE on a “pure” sample (e.g. caffeine) but found many
compounds. The function of MFE is not to be selective but to cast a wide net and try to identify as
many compounds as possible (given the parameters). For the example of caffeine, the “pure”
compound may be the major component, but there will be other components including (but not
limited to), the methylene chloride used to extract it from the coffee or tea leaves, the reaction
byproducts, breakdown products of caffeine, contaminates that are in the mobile phase,
metabolites from microorganisms that contaminated the coffee/tea mixture, etc.

If a user wants to limit the number of compounds found during MFE, the best way to do it is with
the Compound Filters tab in the MFE parameters:
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@ Method Editor: Find Compounds by Molecular Feature
DA @ -9 o[ (¥) +| Method Ttems~ | (5 3
A Bdraction || lon Species || Charge State A Compound Fitters A Mass Fitters | Mass Defect | Results

Height
Relative height >= |2.500 5L
Absolute height =__ (5000 counts

Limit to the largest A ] @

Compound location

[ ] Restrict retention times to minutes
Charge states
[ ] Restrict charge states to i

MHD file filtering
) Lpply all filters to MHD file
(*) Do not filter MHD file

For example, they could limit to the largest 5 compounds found.

3.3.6 Find by AutoMSMS and then MFG gives the wrong or no formula

In this case, the user runs Find by AutoMSMS on Q-TOF data, then performs Molecular Formula
Generation (MFG) on the Compounds found. MFG finds either the wrong formula, or no formula at
all. Itis possible that finding Compounds by Molecular Feature Extraction (MFE) and then MFG
may find the right formula.

The cause is that the Acquisition settings are incorrect for what they want to achieve. For
example, if the Isolation Width MS/MS is set to Narrow:
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Then the Find by AutoMSMS would not find all of the isotopes. Missing these isotopes throws off
MFG such that it would get an incorrect or no formula. The solution is to change the Isolation
Width to a wider value like Medium.

3.3.7 Problems using Molecular Formula Generation (MFG) on regular and
halogenated compounds

In MassHunter Qualitative Analysis, once the user has generated a compound it is possible to run
Molecular Formula Generation (MFG) on the compound. This can provide the user with a set of
candidate molecular formulas for the compound.

However, some earlier versions of the MFG algorithm would not find some valid compounds. The
reason is that in order to search the “formula space” more efficiently, the algorithm would restrict
the size of the “formula space” with some rules. These rules turned out to be overly restrictive and
ended up excluding some valid formulas, especially for halogenated compounds.
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Organometallic compounds present special problems for MFG vs. regular organic compounds.
These often involve the need to tweak the input parameters in order to get correct results, usually
around the Isotope Model and MS ion electron state. For more details, see the Agilent publication
5989-7409EN “Superior Molecular Formula Generation from Accurate-Mass Data” available in
LSCA eLibrary and the article “Molecular Formula Generation on Organometallic Compounds” in
LC/MS Support News # 202.

3.3.9 Error occurs during Extract Peak Spectra (UV) “0Object reference not set to
an instance of an object.”

This error will occur on pre-B.03.01 versions of Qualitative Analysis when extracting peak spectra if
there is not an UV spectrum at the apex of the UV peak. This may occur if the UV data points are
being acquired at a slow rate (e.g. one spectrum for every 6 to 16 UV data points). When
MassHunter goes to the apex of the UV peak to extract a spectrum, it does not find one there and
throws this exception. For B.03.01 and greater, it will simply extract an empty spectrum and not
create an error.

The workaround is to change the integrator settings to not integrate the UV peak without the
spectrum at the apex (it will typically be small).

The solution is to change the UV acquisition settings to acquire UV spectra more frequently to
reduce the chance that a peak would be created without a UV spectrum at its apex.

3.3.10 User interface is missing expected dialogs and/or panels

This problem might present itself by the user complaining that some Ul element is missing, for
example they are unable to extract UV spectra because there are not tabs with parameters to set
that up. The most common cause of this problem is that the particular technique is not configured
in the User Interface Configuration dialog, available from the Tools—>User Interface Configuration
menu item:
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User Interface Configuration

Mark all of the following that apply to the data you wish to analyze. Your choices control the tools
that are enabled as well as the initial values for some parameters in the default method.
Separation types Mass accuracy
[[GC Other (for example, CE) Unit mass (3, QQQ)
LC Mone (for example, infusion) Accurate mass (TOF, GQ-TOF)
lonization type M5 levels
El ar other “hard” ionization technigue MS (any)
Cl, APCI, ESI|, MALDI or other "soft”™
iomization technique MS/MS (QQQ, G-TOF)
Optional software features Mon-M5 detectors
[ ] Peptide Seguence Editor CJuv A
BioConfirm Software ADC
Cther
[] Show advanced parameters
0K || Cancel |

3.3.11 Error during Find by Formula “not enough elements in parent molecule to
subtract from”

This error message may occur while doing Find by Formula using Qualitative Analysis rev. B.02.00
on compounds which have formulas with no hydrogens (e.g. some pesticides).

Agilent MassHunter Workstation Software Qualitative Analysis gl

1 ) not enough elements in parent molecule to subtract from
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If the user has enabled in their method the —H deduct ion, and Find by Formula attempts to
subtract a hydrogen from a formula without any hydrogens in it, the algorithm fails. The problem is
fixed in Qualitative Analysis rev. B.03.01 and greater.

The workaround for Qualitative Analysis rev. B.02.00 is to remove the M-H deduct ion from the
Negative lons tab and save the method:

11 Ak m

: |57 Method Editor: Find Compounds by Formula - Options

{EI Find Compounds by Formula -| - | € ~ 14 -| Method ltems = | = 5

| Formula Source | Formmula Matching | Positive lons | Megative lons |Scuring | Flesuhsl

Charge camiers MNeutral losses

+&lectron D_
m-H
+C|

+Br

[ +HCOO

[]+CH3COOD
]

+CF3C00

=) X [+] [X]

Charge states, if not known Aggregates
[C] Dimers eq., [2M-HJ-
[] Trimers e.g., [3M-HJ-

Charge state range  1-2

3.3.12 Error “PCDL may not be installed on this system” when library searching

When running an Accurate Mass Library search in Qualitative Analysis, the user may see an error
message like “C:\MassHunter\Library\SulfasLib.cdb cannot be loaded. PCDL may not be installed
on this system.”

Agilent MassHunter Workstation Software Qualitative Analysis il

@ [nMassHunkeriLibrary SulFasLib, cdb cannot be loaded. PCOL may naot Be inskalled on this swskem,

This will only happen when searching CDB format libraries introduced with Qualitative Analysis
rev. B.03.01, not the older CSV and MTL formats. The reason for this error message is that the PC
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with Qualitative Analysis does not have correct version of Microsoft SOL Compact Edition installed.
This component is necessary to search CDB format libraries. It is installed (if not already present)
when installing the Personal Compound Database and Library (PCDL). PCDL is the database and
library editor for accurate mass data.

To get rid of this error message, install PCDL on the PC.

3.3.13 User interface elements are missing from a particular user account

This problem may occur when one Windows user logs into the PC (e.g. Admin) and is able to see
particular user interface elements that another user cannot. For example, if a user can see the
Chromatogram Peak Survey workflow but another user on the same PC cannot.

The problem is caused by the user-specific files becoming corrupt. The solution is to restore them
to defaults by:

1. Shutting down MassHunter Qualitative Analysis

2. Navigating to the folder C:\Documents and Settings\<Windows user name>\Application
Data\Agilent Technologies, Inc\and delete the CoreDefinitions and QualDefinitions folders.

3. Restarting MassHunter Qualitative Analysis. The user-specific files will be recreated with
default values.

3.3.14 Error “There are no chromatograms currently highlighted” when opening
data file or running worklist

Agilent MassHunter Workstation Software Qualitative Analy... lé]

B There are ne chromatograms currently highlighted.

\ L 'I Please highlight cne or more chromatograms first.

|
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This error message occurs because the Define Chromatograms area has no chromatograms
defined that can be extracted:

@ Method Editor: Define Chromatograms
i (V) Extract Defined Chromatogram = | {5} | ©) » 0 | Method Items ~ | = (3§

Defined chromatograms

A
Add
Chromatogram definition
Type: |TIC VI ] Qﬁgg&dwhen
MS Chromatogram |Aa:|van-:ed I Excluded Masses|
MS level: .Pq.ll—v Polarity: | Both -
Scans: IPJI scan types v]
m'z of interest: Ay
miz value(s):

Do cycle sum

When the user either opens a data file with the “Run ‘File Open’ actions from selected method”
checkbox checked, or runs a worklist, one of the typical actions is “Extract Defined
Chromatograms”. However, since no chromatogram is defined then none is extracted.

The next action like “Integrate and Extract Peak Spectra” attempts to operate on a chromatogram
highlighted in the Data Navigator that does not exist. As a result, it returns this error message.

The solution is to define a chromatogram for the method in the Define chromatograms field by
pressing the Add button.

3.3.15 BioConfirm differences in mole fractions

The BioConfirm application uses mole fraction information from the U.S. National Institute of
Standards and Testing (NIST). In some cases, customers have reported that there are slight
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differences in results vs. other tools (e.g. Expasy) because those tools use values from a different
standard setting organization. For example, the numbers for MoleFraction for C12 differ between
NIST and IUPAC:

NIST 98.89%
[UPAC 98.93%

IUPAC reports that its value can vary due to natural occurrence of isotopes by up to 0.08%. This is
in fact how carbon dating of fossils, etc is done—by analyzing the proportion of carbon isotopes in
the samples. Unfortunately, there is no easy solution for these mole fraction differences because
they reflect the values in the natural world.

3.3.16 Error “Retention time values must be monotonically increasing”

This error will typically occur while loading a data file in Qualitative Analysis. One possible cause
is creating snapshots in Dynamic MRM (d(MRM) mode. The solution is to not do this, but instead
to wait until the data file is done acquiring.

3.3.17 Error while installing Qualitative Analysis Service Pack

While trying to install a Qualitative Analysis Service Pack, a user saw the following error:

Windows Script Host @

@ Loading scripk "CDOCUME~ 1 instaliLOCAL S~ 1) Temph Scripksipatch, vbs" Failed (Access is denied, .

It was determined that the cause of the error was the customer’s anti-virus software. The user
temporarily disabled his anti-virus software and could then successfully install the Service Pack.

3.3.18 Error when trying to uninstall Qualitative Analysis

One error seen when trying to uninstall or repair Qualitative Analysis is “Installshield Error 1628:
Failed to complete script based install”. To get rid of the error message, try the following:
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1) Reboot the PC.
2) Delete temporary files; that is, all files in C:\Windows\Temp.
3) Try again.

Another problem due to an incomplete uninstallation of MassHunter Qualitative Analysis was
when the user started up Qual they saw this error message:

; l v CAWindows\Microsoft. MET\Frameworkiv2 050727 dw20. exe

QK Cancel

When they pressed 0K, the user then saw:

AgtQual.exe - No debugger found.

Mo registered JIT debugger was specified.

Click on Retry to have the process wait while attaching a debugger
rmanually.
Click on Cancel to abort the JIT debug request.

Retry Cancel

The cause was that the .NET Framework 2.0 had become corrupted and could neither be installed
nor uninstalled. The solution was to delete all MassHunter folders and run a Microsoft tool called
the .NET Framework Cleanup Tool available from:

http://blogs.msdn.com/b/astebner/archive/2008/08/28/8904493.aspx

The user then installed Qualitative Analysis and was able to use it successfully.
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3.3.19 Error “Unable to read file” when installing, uninstalling or generating
reports

While installing, uninstalling or generating Excel-based reports with MassHunter Qualitative
Analysis, the user may see an error message of “Unable to read file":

B Microsoft Office ...

! E Unable to read file,

If the user is generated an Excel-based report, then clicking OK will cause the report to be
generated as normal.

This problem is typically caused by a temporary copy of the MassHunter Reporting Qualitative
Analysis Add-in in the C:\Program Files\Microsoft Office\Office12\Library folder. The temporary
Add-in usually has “~S" appended to the front of it, e.g. ~SMassHunter Reporting Qual.xlam. Excel
is complaining that it is unable to read the corrupted Add-in.

First, shut down MS Excel and Qualitative Analysis completely (This step is very
important! You do not want to accidently delete a valid temporary add-in). Make

sure MS Excel is completely shut down by opening the Windows Task Manager (using
the Ctl-Alt-Delete keys and pressing the Task Manager button). In the Processes tab find
any processes named EXCEL.EXE, highlight them, and press the End Process button.
Press Yes to any warning asking you if you really want to terminate the process.

Finally, go to the C:\Program Files\Microsoft Office\Office12\Library folder and delete the file
~SMassHunter Reporting Qual.xlam. It should be very small (1-2 KB).

3.3.20 Qualitative Analysis hangs when opening data file with saved results

When a user installs Quantitative Analysis rev. B.04.00 and then opens Qualitative the software
may hang like below:
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-
i File Edit Y%ew Find Identify Chromatograms Spectra Method Segquence Actions  Tools  Help

Bl EdE a-MEE Y o PR[EE[ALE M AN AR DR S Rl

i #A DataNavigator % ||¢ /% Chromatogram Results

Sart by Data File v & e tlaﬁwlwlgleew ||

= sulfas_Past5.d .
= User Chiomatograms %108 |+ESI TIC Scan Frag=125.00 sulfaz_PostS.d
1

B.44
[] Backaround Spectra B2

[] Compaunds 6
[] Matched Sequences 5.8

5.6
5.4 I

L, O[] % % % i

Operation in Progress

94% Loading 'Matched 5 equences’

[IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

E& Method E xplorer: Defautm

+ Chromatogram
+ Spectrum ;;
+ General 3

- = 28
The reason is that Quantitative Analysis rev. B.04.00 installs Microsoft .NET Framework 3.5 SP1.
Microsoft designed the .NET Framework as a programming platform for Windows
applications. One of its design goals is that different revisions of the .NET Framework should be

installed and run independently on the same PC. For example, MassHunter Qualitative Analysis
revisions B.03.01 and 4.00 install and use .NET Framework 2.0.

Unfortunately, the Quantitative Analysis rev. B.04.00 version of .NET Framework (3.5 SP1) “breaks”
a functionality in other versions. The symptom in MassHunter Qualitative Analysis is that when
opening a data file with saved results, the operation will freeze with the progress bar at
approximately 95%. The problem could happen anytime .NET Framework 3.5 SP1 is installed (e.g.
for a different application on the PC besides Quantitative Analysis). In order to correct this
behavior please follow the instructions in Service note G3335AA MASSHUNTER SOFTWARE-50
and download the Microsoft HotFix for the problem:
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E? LSCA SNViewer
s & B

Hide Back Fiint  Options

LContents ] Search ]

- £3 G3I3358A MASSHUNTER S0 A
5] 5N 633358460 “msdn | MSDN Home |
[£] sM azasms-aa

[E] 5M 3235867
@ SN GI3358A-56 MSDN Code Gallery: Code Gallery Home Browse Gallery Share Code Help and FAQs
[£] 5M 533358455
[£] 5M G3335A4-54

[£] sM Gazasma-a3 KB957543 -

Egﬁggjg:ﬁgf DomainLocalModule::EnsureDynamicClassIndex
[E] 5N G333588-50 in .NET 3.5 SP1 installed

[£] aM aza5ma-49 Horne | Downloads | Discussions | People | License

[E] 5M G3235mA-48

[£] 5M aaasmn 47 1]
5 5N 63335A4-46 veresin | KB957543
Release
[£] 5N Ga335R8- 454 (breakdawn)
[£] aM azanms-44
B ShB3335A% 43 Fles NOP2OSP2-KBOS7E43-486
bt - -x86.exe
[£1 M 633358842 }Eo:z runtime binary, 5861K, uploaded Dec 1 2008 - 1119 downloads
[£] sM Gazases-41
[E] &M 633354440 vl NDPZOSPZ-KB9S7S43-x64 X8
@ SN 33354838 I&I runtirne binary, 12427K, uploaded Dec 1 2008 - 232 downloads
[E1 5N Ga3asas-038 b NDP2ZOSP2-KBOSTE43-1464.exe
[E] 5N 5333544 37A viet| runtime binary, 15178k, uploaded Dec 1 2008 - 73 downloads

3.3.21 Error when running “Find Targets by: MFE + Database Search” Wizard

One of the features added with MassHunter Qualitative Analysis rev. B.04.00 is the “Find Targets
by: MFE + Database Search” Wizard. On some PCs, when it is run it will fail with the error
message: "Qualitative Analysis has encountered a problem and needs to close. We are sorry for
the inconvenience"

The problem is due to a Microsoft issue with .NET Framework 2.0 SP2.

Microsoft has posted a HotFix for the problem at:
http://support.microsoft.com/kb/972259

Shut down MassHunter Qualitative Analysis and execute the two files in the ZIP file. Then restart
MassHunter Qualitative Analysis and begin using it.
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3.3.22 Mass peaks are not labeled in mass spectrum

In this mass spectrum, the mass peaks on the left side of the apex are not labeled:

e
%103 |-ES| Sean (10.232-10.286 min, 10 scans) Frag=275.00 12AUG2010_RO1..
3.75
3.5
325+
34
275

Y R R |

2053 2054 2055 2056 2057 2058
Counts vs. Mass-to-Charge (m/z)

This is because the centroiding algorithm (which is the same as the peak labeling algorithm—it is
the “peak picker”) walks up the peak looking for the apex. If the signal does not go down enough
(the default is 40 % of the height of the proposed apex), it continues looking for the apex. In this
case, it found the apex at 2055.4392 and labeled it. It then found some other minor peaks with a
valley less than 40% along the slope of the major peak. It is a lot easier to go down below 40% on
the downslope of a peak than an upslope.

It is possible by tweaking parameters to make the minor peaks on the upslope be labeled. If the
Required Valley parameter is set to 0.9, a lot more show up:
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: [Z7 Method Editor: Exiract (MS) x
P4 ¥ w4 | (¥ *| Method Items~ !

Manual Bdraction | Peak Spectrum Bdraction (M5)
A Pesk Location | A Peak Fiters | Charge State

Peak location
Maximum spike width: 2

Required valley: SA

%103 |-BESl Scan (10.238-10.386 min, 10 scans) Frag=275.0V 1248UG2010_R01..

2 2020558655

025+

2053 2054 2055 2056 2057 2058
Counts vs. Mass-to-Charge (miz)

3.3.23 Differences in extraction of profile and centroid data with the same
extraction window

Occasionally, there will be questions from field about extracting chromatograms in Qualitative
Analysis in either centroid (aka peak-detected) or profile mode. Profile is the entire set of data
points from the Smartcard, such that when you zoom into a mass peak it looks like a
chromatographic peak:
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;111 MS Spectrum Resulis

118 B#¢[Haloc 1 [mf[e]s mi# % % k=l

x108

+ES| Scan (1.225 min) Frag=125.0V sulfas_PosMS.d Subtract

3
28 311.0804
264
244
224

24
1.8
16
144
1.24

3109 31095 an 31105 31

3115

32 31125 3113 31135

Counts vs. Mass-to-Charge (m'z)

3114

31145 3115 31155

Centroid is a summarizing of these data points into a dimensionless line for each mass peak:

m

: 1li MS Speetrum Resulis
fe o QB ¢ [Halo e 1 x[mle]e mik% % @l s S
x1D§ +ESI Scan (1.225 min) Frag=125.0V sulfas_PosMS.d Subtract
284 311.0804
254
244
224
24
184
154
144
124
‘1,
05|
0.6
0.4
0.2
ol | . ) ) .
3109 31035 3l 3105 3111 31115 3112 3125 3113 31135 314 31145 3115 31155
Counts vs. Mass-to-Charge (m/z)

One way of visualizing the calculation of centroids is to imagine if you were to print a profile
spectrum and cut out all the mass peaks with scissors. Then if you took each peak and balanced it
on the edge of a knife, the line where the blade touched the paper would be the weighted center of

mass, the centroid.

In MassHunter Qualitative Analysis, it is possible to set in the method whether profile or centroid
data will be used; this is in the Spectrum—>Extraction Data Format pane:
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jr =

Em el ! 57 Method Editor: Extraction Data Format
: (¥ Disabled - | {3j | ¥ ~ ™4 -| Methodltems~ | (= 34

BioConfirm Workflow

Chromatogram Chromatogram data famat

@ Centroid when available, otherwise Profile

- Spectrum (") Profile when available, otherwise Centroid
Extract (M5) (©) Centroid only

Extract (MS/MS) i) Profile only

Extract (V)

Mass spectral data format

Deconvolute (M3): Maximum Entropy )
@ Centroid when available, otherwise Profile

Deconvolute: Resolved |sotope ]
() Profile when available, ctherwize Centroid

Extraction Data Format ]

=) Centroid only
Gener, -
& — () Profile only
Reports

(Prior to Qualitative Analysis rev. B.04.00, this was in the General->Extraction Data Format pane).

When the user extracts chromatograms from a data file, a slightly different algorithm is used
depending on whether centroid or profile data is being extracted. This can become especially
apparent if the user sets an extremely small extraction window, e.g. +/- 1.0 ppm in the Single m/z
expansion for this chromatogram field:

Extract Chromatograms @
List of opensd data files
sulfas_PosMS.d | :
S ntegrate when
Type: [E": v] [ extracted
Advanced | Excluded Masses
Fragmentor: Ay - lomization:
Collizion energy: Ay 1
I Single m.z expansion for this chromatogram 1
{ [S'_.'Tnme‘tric {ppm}) v] £ 1.0 -
| |
OK || Cancel |
—
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For example, if the example data file sulfas_PosMS.d (which contains both centroid and profile data) is
extracted as centroid at 311.1150 m/z +/- 1.0 ppm (311.1147 to 311.1153) it will show ZERO
ABUNDANCE:

(2o 20 E %A DC 1ox e T b )% % % B e Minues M=)

HEI- D S

+ESl EIC(311.1150) Scan Frag=125 0V sulfas_PosMSd  ~~ZERO ABUNDANCE™
144

0.9
0.8

0.6
0.5
0.4
0.3
0.2
0.1

m

n

01 02 03 0 05 06 07 08 03 i 11 12 13 14 15 1% 17 1B 19 2
Counts vs. Acquisition Time (min) -

If it is extracted as profile at 311.1150 m/z +/- 1.0 ppm (311.1147 to 311.1153) it shows a well-
defined chromatographic peak at 1.225 min:

AC.hmmamngmdls x

ie ot QB @ C[Eal0 e 1 -] ei[EdA s L% % B s M x i3

105 |+ESI EIC(311.1150) Scan Frag=125.0V sulfas_PosMS.d -
84 )

7.54
6.5
[
5.5
54
45
44
354
a4
2.5
24
1.5
14
0.5+
0

01 02 03 04 05 06 07 0 03 i 11 12 13 14 15 1% 17 18 13 3
Counts vs. Acquisition Time (min)

4 [Lm

Looking at the centroid spectrum at 1.225 min we see that there is no data in the range of 311.1147
to 311.1153 m/z (+/- 1.0 ppm):
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However, looking at the profile spectrum under the same conditions we see that there is a
response at that m/z:

¢ 1ll MS Spectrum Resulls
fe e tlQB¥IC[EAalo e 1 om]]e]E D[R] % % @ =l
x10% |+ES| Scan (1.225 min) Frag=125.0V sulfas_PosMS.d Subtract
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224 311.0804
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0.2
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Counts vs. Mass-to-Charge (m'z)

For extremely narrow extraction windows, the extraction of profile data will actually “snap to” the
nearest data point, even if the point is not within the extraction window (e.g. there are no data
points in the range 311.1147 to 311.1153 m/z). It will use the abundance of this nearest data point
to create the chromatographic peak, not of the data point at the apex of the mass peak. If the
extraction window includes two or more data points it will sum these data points to create the
chromatogram.

As a result, when the user extracts EICs with a narrow extraction window, they may see
differences between centroid and profile data. These differences become less as the extraction
window becomes wider as both centroid and profile data chromatogram extractions include more
data points.
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3.3.24 Unable to display SIM chromatograms in Qualitative Analysis rev. B.03.01

When the user extracts chromatograms in MassHunter Qualitative Analysis rev. B.03.01 (by right-
clicking on a chromatogram and choosing the Extract Chromatograms menu item) they have the
choice of different type of chromatograms to extract. If they choose "SIM" in the Type dropdown,
and then "All" in the SIM ion dropdown, they may see that some of the SIM chromatograms
extracted are labeled "***ZERO ABUNDANCE***".

The workaround is to extract the individual signals by selecting each one in the SIM ion dropdown
and extracting its chromatogram.

The defect is fixed in Qualitative Analysis rev. B.04.00.

3.3.25 Error upon opening the Recalibration dialog box in Qualitative Analysis rev.
B.03.01

Qualitative Analysis has the capability of recalibrating TOF or Q-TOF data. This will allow the user
to select a mass list and perform a manual recalibration of the tuning to reduce the mass error.
However, under certain circumstances when the user tries to open the Recalibration dialog (by
right-clicking on a spectrum and selecting Recalibrate) an error may occur. This error is

Program: Agilent MassHunter Workstation Software Qualitative Analysis  B.03.01
Build Configuration: Release
Message: Object reference not set to an instance of an object.

The problem is caused by leaving the Recalibration dialog open when shutting Qualitative Analysis
rev. B.03.01 down. The next time that Qualitative Analysis starts up and the user tries to open the
Recalibration dialog, they will see the error message.

The workaround is to close the Recalibration dialog (by clicking on the X in the upper right corner)
prior to shutting down Qualitative Analysis. The defect is fixed in Qualitative Analysis rev. B.03.01
Service Pack 3 (SP3). See Service Note G3335AA MASSHUNTER SOFTWARE-63 for details.

3.3.26 Error when running Find by Formula with CEF file as Formula Source in
Qualitative Analysis rev. B.04.00
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In MassHunter Qualitative Analysis rev. B.04.00 while running Find Compounds by Formula using a
CEF file as the Formula Source (aka "Find by lon") an error may occur. The error is “Object
reference not set to an instance of an object.” The Find Compounds by Formula operation will
terminate with no results (compounds).

The problem does not occur while using MassHunter Qualitative Analysis rev. B.03.01. Find by lon
is a very common operation for customers using Mass Profiler Professional (MPP) who wish to do
recursion in MassHunter Qualitative Analysis. The problem will not occur on all data sets, but is

possible in those containing CEF files with compounds that have multiple adducts (e.g. M+H+K+1).

The defect is fixed in Qualitative Analysis rev. B.04.00 Service Pack 2 (SP2). See Service Note
G3335AA MASSHUNTER SOFTWARE-109 for details.

3.3.27 Problem that graphics are “clipped” in Qualitative Analysis on Windows 7

There have been reports on non-Agilent bundle PCs that graphics in MassHunter Qualitative Analysis are
“clipped off.” For example in the Find Compounds by Molecular Feature’s lon Species tab they are
missing the checkboxes to select the adducts for Negative ions and Neutral losses:

i |7 Method Editor: Find Compounds by Molecular Feature
i (») Find Compounds by Molecular Feature = (| ¥ » ™ | Method items~

Extraction | lon Species | Charge State I Compound Filters | Mass Filters ] Mass Defect I

Allowed ion species
Positive ions Negative ions Neutral losses
vEIEE DI O
v|+Na +Cl H3PO4
vi+K +Br
V| +NH4 +HCOO

+CH3CO0

+CF3C00

X > x
Salt dominated positive ions (M+H may be weak
of missing) +

P A e S T _ 11

In addition, the bottom portion of the Open File dialog is missing:
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(Note: Text has been deleted in the graphic above to protect the privacy of the user).

Investigation has determined that the problem is caused by the Dots Per Inch (DPI) setting in Windows
7. The default setting (as set on Agilent bundle PCs) is Smaller - 100%. When the DPI is set to other
values in Windows 7 (like Medium — 125%) the distortion in Qualitative Analysis occurs.

To examine and change the DPI setting, right-click on the Windows Desktop and select Screen
resolution. In the Screen Resolution dialog, choose Make text and other items larger or smaller:
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! "’-_}\' !J + Control Panel » Appearance and Personalization » Display » Screen Resolution e Search Control Panel P

Change the appearance of your display

Identify

Display: 1 LA2205

Resolution: 1600 % 1200 -

Advanced settings

I

In the Display dialog, if the value is other than 100%, change it to 100%.
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@u-v‘ B » Control Panel » Appearance and Personalization » Display - |4,| ‘ Search Control Panel

.;@;. o

II Control Panel Home . . .
Make it easier to read what's on your screen

Adjust resolution You can change the size of text and other items on your screen by cheosing one of these options. To

_ temporarily enlarge just part of the screen, use the Magnifier toel.

# Calibrate color

Change display settings

. @ Smaller - 100% (default) Preview
Connect to a projector B
Adjust ClearType text

Set custom text size (DPI) o Medium - 125%

o

o Larger - 150%

See also
Personalization

Devices and Printers

This should make the graphics problems go away.

3.3.28 Performance problems that are solved by upgrading to Windows 7

There have been some performance problems with Qualitative Analysis when using some of the
more data-intensive algorithms like Molecular Feature Extraction (MFE), and Find by Formula. It
has been found that performance is improved with Qualitative Analysis rev. B.04.00 when using
Windows 7 Professional 64-bit.

For a customer data set running MFE on an 85 minute Q-TOF run:

Operating System RAM Result
Windows XP SP3 32-bit 4 GB System out of memory error
Windows 7 Professional 64-bit 8 GB Finished and found 2774 compounds

For an internal metabolomics data set containing 53 data files run in a worklist with MFE and
export to CEF:
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Operating System RAM Result

Windows XP SP3 32-bit 4 GB Failed at least once during the worklist

Windows 7 Professional 64-bit 8 GB Always completed

(Please note that Windows XP 32-bit cannot use more than 4 GB of RAM. Windows 7 Professional
64-bit can use up to 192 GB of RAM.)

For more details, see Service Note G3335AA MASSHUNTER SOFTWARE-102.

3.3.29 Generating and saving results takes a very long time for Molecular Feature
Extraction (MFE)

Sometimes when doing Molecular Feature Extraction (MFE), users will encounter a problem that it
takes a very long time (hours) to generate results. Then when they save the results to the hard
disk in Qualitative Analysis, it can also take hours before they can use Qualitative Analysis again.
Occasionally, they will find that the process will stop with an out of memory error.

This is more likely to happen when doing MFE and extracting MS/MS spectra. The problem with
the results is that the MS/MS spectra have many many mass peaks. The huge amount of
MS/MS mass peaks is not a problem for the MFE or other algorithms, but when the algorithms go
to extract the MS/MS spectra the memory on the PC is filling up.

The solution is to use the MS and MS/MS peak filters to restrict the Product lon spectra for
results to 100 mass peaks. There is no loss of data for the user because it does not affect the
operation of the algorithm, just how many mass peaks get extracted and placed in the Product lon
spectra in the Data Navigator’'s results. To restrict them, use the SpectrumaExtract(MS) and
Extract(MS/MS) areas in the Method Editor. Check the box in the Peak Filters tab for Limit (by
height) to the largest and enter 100 in the field:
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L ..l
! [Z Method Editor: Exiract (MS)
i (¥} Extract Peak Spectrum = | 5} | ¥ - 4 | Method ltems - | (2 35
| Manual Extraction I Peak Spectrum Bdraction (MS) I Peak Location | A Peak Fiters Charge State

. @ M Heighit filters
E ethod Elp.lﬂlﬂ'. test?m
Absolute height »= 100 counts
BioConfirm Workflow . .
Relative height = 5000 % of largest pesk

Chromatogram

Maximum number of peaks

i Limit (by height) to the largest A 100

Exctract (MS)

Extract (MS/MS)

Exctract (LUV)

Deconvolute (M5): Maximum Entropy
Deconvolute: Resolved |sotope

Extraction Data Format

Il ac |l
: |5 Method Editor: Extract (MSMS)
: (W) Euxtract Peak Spectrum ~| {3} | ¥) » (¥ | MethedItems ~ | [ (3§
| Peak Spectrum Extraction (M5/MS) | Peak Location | A Peak Fitters |D"|arge State

: Height fitt
 [Z4 Method Explorer: test2m SIS
Absolute height »= 10 counts
BioConfirm Workflow ) i
Relative height = 000 % of largest pesk

Chromatogram

Maxdmum number of peaks

~ Spectrum Limit (by height) to the largest A 100
Extract (M)
Extract (MS/MS)
Exctract (LV)

Deconvolute (MS): Maximum Entropy

Deconvolute: Resolved Isatope

Extraction Data Format

This will speed up both the running of the MFE algorithm and the saving of results in Qualitative
Analysis.
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3.4 MassHunter Reporting

Note: The MassHunter Reporting User Information CD (P/N G6845-60005) that ships with every
MassHunter software kit contains a significant amount of troubleshooting information for reports.
This is usually found in the Tips and Troubleshooting section of each lesson. The CD is also

available through Agilent SubscribeNet.

3.4.1 MS Excel may cause a reboot during reporting when using the PCL6 printer

driver

When using a PCL6 printer driver, there is a problem that the system will reboot when printing from
MassHunter Workstation Qualitative Analysis software. One solution is to go back to the PCL5

driver which shipped with the system originally.

There is a printer driver setting that causes this, so changing it may make the problem go away.

HP P3005d Printer

Select ‘Start’ - ‘Settings’ > ‘Printers and Faxes’

*® Printers and Faxes E@

File Edt View Favorites Tools Help

€] D ¥ O seun Folders | [T31)~
Address |2 Printers and Faxes V| &d =
2 2 @ & 9

- 520175050t bwODOLon  eas: PDF SDK  HP Laserdet  HP LaserJet
[B] Add aprinter oncspsl.c... cspsl.cos s 1020 2200 Seri... |Gk

3 See what's printing
Select printing
nces

Pause Printing

13’ Pause printing
& Share this prinker sharing..

]} Rename this printer Use Printer Offine
¥ Delete this printer
{2y Set printer properties

Create Shortcut
Delete:

Propertizs
See Also

€N Go to manufacturer's

Other Places

B contral Panel
Sy Scanners and Cameras
I3 My Documents

(2] My Pictures

My Computer -
CHUT463FQT

Choose the desired printer, right-click on it and choose ‘Printing Preferences...’
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& HP LaserJet P3005 PCL 6 Printing Preferences

Advanced | Printing Shartcut:

3 | Paper/Quality || Effects ” Finishing ” SEW\CES‘

@ HP LaserJet P300S PCL 6 Advanced Document Settings
[& Paper/Cutput
@ Graphic
= i’& Document Options
Advanced Printing Features: Enabled

Print Opi W ERS | Enabled h
(=4, Printer Features
REL: On

Print All Text as Black: Disabled

Send True Type as Bitmap: Disabled
= Layout Options

Page Order: Front to Back,

Apply

In the resulting window, choose the ‘Advanced’ tab and then change the ‘Print Optimizations:’
from the default ‘Enabled’ to ‘Disabled’. Click ‘OK" and you are done.

HP LaserJet 2200d

Select ‘Start’ - “Settings’ = ‘Printers and Faxes’

*® Printers and Faxes

Fie Edt View Favorites Tools Help

Q Q- ¥ Pseuch [7 rorers | [T~

#ckdress | Printers and Faxes

Printer Tasks

@ Add a prinker
5 Ses what's prinking

Select printing
preferences

4! Pause printing

23 shars this printer
Em Rename this prinker
3 Delete this printer
(g et printer properties

See Also

&8 Go to manufacturer’s
web site

Other Places

B contral Panel

Sy Scanners and Cameras
My Documents

1 My Pictures

My Computer -
CRUT463FQT

HP Laserdet [
1020 B2 setas Default Printer
Fause Frinting

Sharng...
Use Printer OFffline

Create Shartcut
Delete
Rename

Froperties

v‘ EYao
- jm )= i e JRy jmy
T] f;é'# fzi'# = = [s=1 =1
Open
s2017505rt bur00DL on  easyPDF SDK rosoft
onespslc.. cspslocos.... 5 Doc

Right-click on the desired printer and choose ‘Printing Preferences...’
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& HP LaserJet 2200 Series PCL Printing Preferences EJE|
Layout | Paper/Quality

Orientation

(& Portrait
(O Landscape

Page Order
(&) Front to Back
(O Back to Front

Pages Per Sheet: | 1 ~

Choose the ‘Advanced...” button on the ‘Layout’ tab

@ HP LaserJet 2200 Series PCL Advanced Document Settings
= % Paper/Cutput
Paper Size: Lether

Copy Count: 1 Copy
= IE Graphic
Print Quality: 600 x 600 dots per inch
TrueType Font: Substitute with Device Fonk
= ﬂ.ﬁg Document Options
Advanced Printing Features: Enabled
Halftoning: Auto Select
L= | Enabled v
= g% Printer Features
Cptimize For: Plain
Economade: OFf

Choose the ‘Print Optimizations:” option and change from ‘Enabled’ to ‘Disabled’. Click OK.

3.4.2 Printer will not print complete report and job eventually needs to be deleted

This problem exhibits itself in that a printer will report that it is attached to a port named “D0OT4".
MassHunter reports will not print correctly under these conditions—it will print three pages, then
the job will need to be deleted. After a couple times of deleting printer jobs, MassHunter or
Windows needs to be restarted.

The problem appears to happen when the user attaches the printer to the PC Workstation using a
USB port. In some cases, when the printer is attached to the PC Windows reports:

Found new hardware
Created new virtual port "DOT4 USB"
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Also created HP LJ2420 (Copy1), attached to Virtual Port DOT4 USB.

The solution is to use Control Panel->Printers and Faxes to change the printer port from DOT4 to
the regular USB port. Reports should then print normally.

3.4.3 MassHunter will not print report in PDF format

For this problem, when the user attempts to print a report and selects the PDF format in
MassHunter, it will not print the report (no PDF file is created). The most common reason is that
the user has not installed the PDF Add-in to enable Print to PDF. This is required in order to print
to PDF from MassHunter. In many MassHunter installations, a reminder screen pops up at the end
of the installation to tell the user to install the Add-in. Licensing rules for the Add-in do not allow
the installer to install the PDF Add-in as part of the MassHunter installation.

3.4.4 MassHunter reports are not generated after installing MS Excel 2003

This problem is typically caused by installing the wrong version of Microsoft Excel 2003. The only
version of MS Excel 2003 that will work with MassHunter reports is MS Excel 2003 Professional.
This version has the MS Excel components to manipulate the XML files used by MassHunter for
reporting. MS Excel 2003 Standard will not work. No reports will be generated.

For more information on the different version of MS Excel 2003 and how to identify them in the
box, please see the article in “Why We Need Excel 2003 Professional and Why Excel 2007 Is
Different” in LC/MS Support News # 190.

There is only one version of MS Excel 2007 and it has all necessary components for MassHunter
Reporting.

3.4.5 Extra blank page is printed with every report

This is usually caused by there being too much text for the width of the page in the template so it
wraps around. If it is completely blank, then it might be a case where it is just the slightest bit
over. One possibility is if the user is accidently using a Letter template on A4 paper, as the Letter
size is slightly wider than the A4. Check the template used vs. the paper size.

If this is not the case, the template may have been modified (e.g. had an extra column added) so
that the template wraps around. Open the MS Excel template for that report, select Process Report
in the Add-ins tab, and Browse to a report.results.xml file:
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38
5 =

(Instructions on how to do this in text and video are available in the MassHunter Reporting User
Information CD (P/N G6845-60005) that ships with every MassHunter software kit). Once a report
has been created, select the Print Preview function in MS Excel (Office Button—=>Print—>Print
Preview) to see if an extra page is created. If so, modify the template by reducing the set widths of
the columns until the extra page is no longer created.

3.4.6 Edits to fields in a MassHunter Reporting template’s table have no effect

With this problem, the user is trying to edit a field in a MassHunter Reporting template, e.g. to
create a function in a specific field. The change can never be saved to the template.

The reason is that the table “collapses” such that the row that the formula would be placed into is
not visible to the user. The user tries to edit the row beneath the table—which is not part of the
table.
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23 Formula * Nami *

24 | Compound p

25 Row 27 is not visible between rows 26
gg PeaklD < Data|~ Sampl=iSamp= | 5,428. The user tries to edit row 28,
29 which is actually not part of the table.

30

The solution is to expand the row to make it visible, then edit and save the template.

23 |Formula * |Nami ¥

24 | Compou E

25

26 |PeakiD «i| Data |~ | sampl| - | Samp| -
27

28

29

30

3.4.7 Changes to A4 templates for Qualitative Analysis cause an error when
printing a report

This problem exhibits itself as the following: a Qualitative Analysis report template is changed, for
example by adding the Areasumpercent from the XML source, the template is saved, but when you
print a report an error will appear “The following error occurred while generating a report for the
file <data file name>. One or more values in ‘Report templates’ are invalid. Change values of
‘Report templates’ and try again”:

B Agilent MassHunter Workstation Software Qualitative Analysis E|

\]::) The following error occurred while generating a report For file 'sulfamix01.d' -

2ne or more valles in 'Report templates’ are invalid.
Please change walues of 'Report templates' and try again.

If the user places the template in D:\MassHunter\Report Templates\Qual\A4 and do not have a
copy of the same template in ...\Qual\Letter, this error will occur. The workaround is to place a
copy of the same modified template in both directories, ..\Qual\A4 and ..\ Qual\Letter.

The solution is to upgrade to a minimum of Qualitative Analysis rev. B.02.00 Service Pack 3 (SP3)
Build 197.7. See Service Note G3335AA MASSHUNTER SOFTWARE-35A for details on SP3.
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3.4.8 MassHunter report graphics appear “clipped” at the top of peaks

This problem is actually not caused by reports or the printer, but by having saturated TOF data. It
has erroneously been attributed to MassHunter Reporting.
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2|
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Del

eleted Scan Frag=100.00
22015 2T
1579 2IEI0E

Deleted Text

214 216 218 22 222 204 226 228 23 232 234 236 238 24 2472 244 246 248 25 252

Rezponze vs. Acquisition Time [min)

(Note: Text has been deleted in the graphic above to protect the privacy of the user).

Viewing the data in Qualitative Analysis and pulling up a spectrum from the “clipped”, flat apex of
the peak shows that it is saturated:
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You can see above that the data is saturated as the most abundant mass peaks have an asterisk
(*) next to them. This means it has exceeded the range of the TOF detector.

The solution is to introduce less of the analyte so that the detector is not saturated.

3.4.9 MS Excel Add-ins tab has no menus or is grayed out and unusable

This problem occurs when the user opens a MassHunter Reporting template and finds that the
Add-ins tab in Microsoft Excel either has no menus:

=l =

Home Insert Page Layout Formulas Data Review View Add-Ins

C

Eluetooth -

Fenu Commands

D13 - fe |

or is grayed out:
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Menu Commands Custom Toolbars
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As a result, the user is unable to use any of its features.
There are several possible reasons for this behavior.
1) VBA was not installed when Microsoft Excel was installed

VBA is installed during the normal MS Excel installation. However, if the user installs
Microsoft Office instead or MS Excel from the Microsoft Office DVD, they need to
specifically install VBA or the Add-ins are unable to be loaded. The solution is to follow the
instructions in the MassHunter software installation guide on how to install VBA when
Excel is installed from Microsoft Office.

2) A valid MassHunter template was not opened
Unless an actual template is opened, the Add-ins tab’s menus will not be active. The user
should check that they have actually opened a template.

3) The Add-ins are not checked in the Add-ins dialog box

If the Add-ins in the Add-ins dialog box are unchecked they will not be loaded when a
template is opened. See the instructions for installing and setting up MS Excel in the
MassHunter software installation guide about checking the Add-ins to prepare the system
for MassHunter Reporting.
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bg
o
(=

-Ins available:

[ ] Analysis ToolPak
[ ] analysis ToolPak - VBA
[ ] Conditional Sum Wizard
|| Eura Currency Tools

Internet Assistant VBA
[ Lookup Wizard
""" Masshunter Addin Loader

Masshunter Reporting Qual Automation. ..

I"-"Iasshunter Reporting Quant

Solver Add-n

Masshunter Reparting Quant

Reporting add-in for Agilent MassHunter software.
(c)Copyright 2006-2007 Agilent Technologies, Inc.

In some cases, the problem of grayed out menus is able to be cleared up by simply restarting
MS Excel and reloading the MassHunter Reporting template. It is possible that for some
reason in that instance the Add-in did not load correctly and a restart clears the issue.

3.4.10 Changes to MS Excel Add-ins are not saved

For this problem, the user checks Add-ins in MS Excel but finds later that they have become
unchecked. As a result, MassHunter Reporting may not generate reports. There are two possible
causes for this.

1) Security software has changed the MS Excel settings
Some companies run security and virus scanning software on Workstation PCs which may
make changes to the Add-ins status. In addition, it is possible that Microsoft Updates may
clear the Add-ins that are checked. The user needs to go back and recheck the Add-ins.

2) Changes were made to MS Excel while a MassHunter application was still running

It has been found that if a MassHunter application is running while modifying setting in MS
Excel, especially for Add-ins, the changes may not be saved when exiting MS Excel. The

Author: Steve Madden Agilent Restricted Page 82 of 92
LC/MS Product Support
Version 2.0 — September 1, 2011 Printed Copies are Uncontrolled



solution is to make sure to shut down all running MassHunter applications prior to starting
up MS Excel to make changes to it.

3.4.11 MS Excel gives error “Programmatic access to Visual Basic Project is not
trusted” during MassHunter Reporting

This error will typically occur because the security settings are not correctly set in MS Excel:

Microsoft Visual Basic

Run-time error '1004"

Pragrammatic access ko Visual Basic Projact is nok brusked

Conkinue End i Debug Help

The cause is that the “Trust access to the VBA project object model” check box is unchecked in
the MS Excel Trust Center dialog:

Trust Center

Trusted Publishers

Macro Settings

Trusted Locations ) ) .
Faor macros in documents not in a trusted location:

Add-ins O Disable all macros without notification

. . '@' Disable all macros with notification
ActiveX Settings
{:} Disable all macros except digitally signed macros

Macro Settings l {:} Enable all macros [not recommended; potentially dangerous code can runj

Message Bar Developer Macro Settings

External Content : :
|:| iTrust access to the VBA project object model:
Privacy Options

As a result, the MassHunter Reporting Add-ins (which are VBA programs) are not allowed to run in
MS Excel.
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The solution is to follow the instructions in the MassHunter software installation guide on how to
set the Trust Center settings in MS Excel.

3.4.12 MS Excel 2003 gives error “Could not load file or assembly

rmn

‘Microsoft.Office.Interop.Excel’” when printing reports

This error typically means that an additional component called the Microsoft Office Interop
Assemblies need to be loaded.

Agilent MassHunter Workstation Software Qualitative

Agilent MazsHunter Work station Software Qualitative Analysis encountered an emor. The
@ program will attempt to continue ignomng thiz eror. However we recommend saving the data
and restarting the program.
The log has been created at C:\emp\AgtEmorLogs.

Copy

Date and Time: 3/21/2007 10:28 AM B
Program: Agibent MassHunter Work station Software Qualitative Analysis B.01.00
Build Configuration: Release
Message: Could not load file or azsembly Microsoft Dffice. | nterop. Excel. Version=11.0.0.0,
Culture=neutral, PublickeyToken=71e3bce111e9429¢" or one of itz dependencies. The systern
cannot find the file specified.
Stack Trace: at
Anilent. b azzSpectrometny. D atadnalysis. ExcellectH andler. A esetE scelH andler]

at dgilent. b assSpectrometny, [ atadinalysis ExcellbjectH andler. Finalze()

/]

The installation for the Interop Assemblies can be found in the root folder of the pre-B.02.00
MassHunter installation CD-ROM (MassHunter rev. B.02.00 and above does not support Excel
2003). See the instructions in the installation guide for that version of MassHunter software.

3.4.13 MassHunter Workstation PC is extremely slow and there are many
EXCEL.EXE processes in the Window Task Manager

With this problem the PC seems to run slower and slower. Checking the Windows Task Manager
shows that there are EXCEL.EXE processes, some of which may be consuming a significant
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amount of CPU time. The problem will continue until the PC is rebooted, but will eventually come
back.

There may be several possible causes to this problem.
1) An additional Add-in from installing a software patch has been checked

When opening the Add-ins dialog, the user will see an additional Add-in _MassHunter
Reporting Quant checked:

Add-Ins

add-Ins available:

ol _Masshunker Reparting Quank
Analysis ToolPak,

Analysis ToolPak - YBA

Conditional Surn Wizard

Euro Currency Tools

Inkernet Assiskank YWEA

Loaokup Wizard

Masshunter Addin Loader

Masshunter Reporting Acg

Masshunter Reporting Qual

Masshunker Reparting Quank

Solver Add-in

o]
Cancel

Browse. ..

X]

Aukarnation. ..

===

_Masshunter Reporting Quant

Feparting add-in For Agilent MassHunter software,
Copyright 2006-2007 Agilent Technologies, Inc.

This Add-in was created when a patch was installed. The problem and solution is fully
described in the article “Problem with Wrong Excel 2007 Add-in Being Checked” in LC/MS
Support News # 196.

2) An Add-in was created from a temporary copy after a software crash

In this case, there is an additional Add-in created by a temporary copy of an Add-in that
was left over after a software crash, usually of Qualitative Analysis, named ~SMassHunter
Reporting Qual:
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Add-Ins EHE
add-Ins available:
""" ~$Masshunter Reparting Cual

Analysis ToolPak,
Analysis ToolPak - YEA
Conditional Sum Wizard
Eura Currency Toals
Inkernet Assistant YEA& Browse. .
Lookup Wizard

Masshunter Addin Loader Automation. ..

Masshunter Reporting Acg
Masshunter Reporting Qual
Masshunter Reporting Quank
Salver Add-in

I

rfMasshunter Reporting Qual

The problem and solution is fully described in the article “Slow CPU Caused by Extra MS
Excel Processes in Memory” in LC/MS Support News # 197.

3) Qualitative Analysis has not shut down MS Excel processes properly

As Qualitative Analysis is printing, it starts up one or more copies of the process
EXCEL.EXE. Versions of Qualitative Analysis prior to rev. B.03.01 did not always properly
shutdown the EXCEL.EXE processes and sometimes would “lose track” of them while
running. As a result, several unused EXCEL.EXE processes would reside in the PC’s
memory, taking up memory space. This would continue until the PC was rebooted.

The solution is to upgrade to a minimum of Qualitative Analysis rev. B.03.01 Build 346.0.

3.4.14 Excel error “Runtime Error ‘5": The object file was not found”

When this error is seen, it is usually when running an Autotune or Checktune. The error will come
up, the user presses 0K, and then the tune report is printed. The following procedure has fixed the
problem at two customer sites:

1) Shutdown MassHunter

2) Open Excel

3) Remove the add-in checkmarks in the check boxes,then click OK
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4) Close Excel

5) Restart Excel

6) Activate the add-ins again (that is, select the Masshunter checkboxes)
7) Restart MassHunter.

3.4.15 Excel error “Runtime Error '5’: Invalid Procedure Call or Argument”

This error was seen at a customer site where the IT department had accidently installed Excel 2007
using the Microsoft Office 2007 CD on top of Microsoft Excel 2007 without telling the FSE. The
specific form of the error was:

Microsoft Visual Basic

Runtime Error ‘5"

Invalid Procedure Call or Argument
<End><Debug<>Help>

Reports were not being generated or printed at all. The FSE investigated the error and found that
the installation was part in C:\Program Files\Microsoft Office and part in C:\Program
Files\Microsoft Office 2007. He uninstalled and reinstalled Excel only in C:\Program
Files\Microsoft Office, configured the add-ins and security settings, and everything started working
correctly.

3.4.16 Excel error “0ld format or invalid type library”

This error has been seen when attemping to print at sites where the customer has changed their
Windows language setting from English (US) to another language which is not supported by
MassHunter software (i.e. other than Japanese and Simplified Chinese). The solution is to
change the Windows language setting back to English (US).

3.4.17 Excel error “Could not load file or assembly 'Microsoft.Office.Interop.Excel,
Version=12.0.0.0""

This error was observed at a customer site where the user had installed Microsoft Excel 2003 with
MassHunter Qualitative Analysis rev. B.03.01 SP3, which is not supported. The supported version
of Microsoft Excel for that version is Excel 2007. The full error message is:
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Could not load file or assembly ‘Microsoft.Office.Interop.Excel, Version=12.0.0.0, Culture=neutral,
PublicKeyToken=71e9bce111e9429c¢" or one of its dependencies. The system cannot find the file
specified.

(Note; “Version=12.0.0.0" is Microsoft’s internal name for Office 2007. Essentially, the
MassHunter Reporting add-in is looking for an Excel 2007 file and not finding it.)

The solution was for the customer to obtain a copy of Microsoft Excel 2007 and install it.

3.4.18 Tune reports do not print out, instead a template pops up at end of tune

In addition to the problem in the title, the user also did not see the add-ins for Acq and Qual in the
Excel Options—>Add-ins dialog box.

This cause was that the user had accidently loaded the 64-bit version of Excel 2010. The only
supported version of Excel or Office 2010 for MassHunter versions B.04.00 and B.05.00 is the 32-bit
version. Fortunately, the default installation from the Excel or Office DVD is the 32-bit
installation—the user has to go out of the way to install the 64-bit installation.

Microsoft, in fact, recommends that users continue to install the 32-bit version of Office if they are
using 32-bit add-ins (like MassHunter Reporting). Otherwise, the add-ins will not work:

http://technet.microsoft.com/en-us/library/ee681792.aspx

3.4.19 MassHunter Quant rev. B.04.00 never generates a report on Windows 7

The symptom for this problem is that MassHunter Quantitative Analysis rev. B.04.00 never
generates a report when run on Windows 7 Professional 64-bit. Instead it will sit in a "Processing"
status until the user cancels the report job. The MassHunter Quant Reporting Add-in will not
appear in the list of add-ins.

The reason for the problem is that the Quant Reporting Service Pack 2 (SP2) was installed before
Excel 2010. If Excel 2010 (32-bit) is not installed before the Quant Reporting Service Pack 2 (SP2),
when the Quant Reporting Service Pack 2 (SP2) is installed, it will install the

MassHunter Quant Reporting Add-in in the wrong folder. It will install the MassHunter

Quant Reporting Add-in in the 64-bit location:

C:\Program Files\Microsoft Office\Office14\Library\
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rather than the correct 32-bit location with the Acquistion and Qualitative Analysis Reporting Add-
ins:

C:\Program Files(x86)\Microsoft Office\Office14\Library\

To fix a situation where the Quant Reporting Service Pack 2 (SP2) has been installed before Excel
2010, copy the MassHunter Reporting Quant Add-in from the 64-bit location:

C:\Program Files\Microsoft Office\Office14\Library\
to the 32-bit location:
C:\Program Files(x86)\Microsoft Office\Office14\Library\

Then follow the directions on page 14 of the Agilent MassHunter Workstation Software — Offline
Installation Guide (P/N G3336-90013) to bring up the Add-ins dialog. Enable the MassHunter
Reporting Quant Add-in.

For more details, see Service Note G3335AA MASSHUNTER SOFTWARE-99.

3.4.20 Excel opens with a report, but not the right report

The symptom for this problem is that the user will attempt to generate a report. Excel will quickly
pop up with a report, but not the correct report the user requested! The reason is that earlier
someone accidently saved a template with a report inside of it (e.g. in Process Report mode while
editing the report). As a result, during report generation it brings up the template with the old
report in it.

The solution is to repair the template by reinstalling it from another location. Users who are
editing templates should always inspect their templates before putting them into production use.

3.4.21 Report is not generated or takes very long time to generate

One cause of this problem is saving after changing the footer or header in the report template. You
must change to normal view before saving the template. Otherwise, saving the template while in
the header/footer view or page layout view corrupts the template.

The solution is to repair the template by reinstalling it from another location.
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3.4.22 Speeding up Quant report generation by upgrading Microsoft Office 2007

A customer complained about the amount of time it took to generate their Quant reports. After
investigation, it was found that the report generation could be sped up by up to six times by
installing the Microsoft Office 2007 SP2 upgrade:

Original set up (Windows XP SP2 Excel 2007): 10 hours 32 minutes
New set up (Windows XP SP3 Excel 2007 SP2): 1 hour 47 minutes

The key is probably the upgrade of Excel 2007 to Excel 2007 SP2 (the Office Service Pack 2).

The only supported operating system for Excel 2007 SP2 is Windows XP SP3 (not SP2), so both
upgrades must be done. The speed-up is probably the result of fixes and optimizations to MS Excel
2007 by Microsoft. It is unclear under what circumstances (e.g. what types of report templates) will
benefit from the speed up. However, if you have a customer complaining of reporting speed issues,
it is worth having them upgrade their Windows and Excel versions.

In addition, the release of Quantitative Analysis rev. B.04.00 introduced a new set of stock
templates called FAST. These templates remove a small amount of flexibility in the templates (that
most customers do not use) in exchange for much faster report generation.
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3.b Automation

3.5.1 Shipping scripts do not show up in worklist's Script dropdown

With this problem, the user attempts to select one of the shipping worklist scripts in the Script
dropdown in the Select Script dialog (available from the Worklist Run Parameters dialog). Instead
of seeing a selecting of the shipping scripts:

Select Script gl
Project: |MH_,&c:q_5cli|:llS.E:-:E j J
Script: |SEF'_InslrumentStandb_l.J ﬂ

SC struments tandby
SCP_Loadldlet ethod
| SCP_PumpsAllOf
Parameters: | oCp TraceOn0ff
SCP_ClearTrace
SCP_ProcessQuantReport
SCP_CTCReset

SCP_Instrume SCP_MSDiverteryalveT oMS

File Help :

Script Help :

Puts the instrument on standby

Clear ‘ ar. | Cancel

They have nothing in the Script dialog.

The problem is usually caused by using non-US English settings for MS Windows. The
configuration files for the shipping scripts is kept in the folder
D:\MassHunter\Scripts\Acq\Config\enu\MH_Acq_Scripts. Because this folder specifies US
English (enu) the MassHunter is unable to find it if another language setting is used.
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3.5.2 UserDefined1 through 9 are not transferred from worklist to Quantitative
Analysis

Please see the description for this problem in the Quantitative Analysis section.
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