_AB SCIEX
MetabolitePilot™ 2.0 Alpha Software

Release Notes

MP

RUO-IDV-03-1459-A June 2014



This document is provided to customers who have purchased AB Sciex equipment to use in the operation of such AB Sciex
equipment. This document is copyright protected and any reproduction of this document or any part of this document is
strictly prohibited, except as AB Sciex may authorize in writing.

Software that may be described in this document is furnished under a license agreement. It is against the law to copy, modify,
or distribute the software on any medium, except as specifically allowed in the license agreement. Furthermore, the license
agreement may prohibit the software from being disassembled, reverse engineered, or decompiled for any purpose. Warranties
are as stated therein.

Portions of this document may make reference to other manufacturers and/or their products, which may contain parts whose
names are registered as trademarks and/or function as trademarks of their respective owners. Any such use is intended only
to designate those manufacturers' products as supplied by AB Sciex for incorporation into its equipment and does not imply
any right and/or license to use or permit others to use such manufacturers' and/or their product names as trademarks.

AB Sciex warranties are limited to those express warranties provided at the time of sale or license of its products and are
AB Sciex's sole and exclusive representations, warranties, and obligations. AB Sciex makes no other warranty of any kind
whatsoever, expressed or implied, including without limitation, warranties of merchantability or fitness for a particular
purpose, whether arising from a statute or otherwise in law or from a course of dealing or usage of trade, all of which are
expressly disclaimed, and assumes no responsibility or contingent liability, including indirect or consequential damages, for
any use by the purchaser or for any adverse circumstances arising therefrom.

For research use only. Not for use in diagnostic procedures.
The trademarks mentioned herein are the property of AB Sciex Pte. Ltd. or their respective owners.
AB SCIEX™ is being used under license.

© 2014 AB Sciex Pte. Ltd.
Printed in Canada.

AB Sciex Pte. Ltd.

Blk 33, #04-06

Marsiling Ind Estate Road 3
Woodlands Central Indus. Estate.
SINGAPORE 739256

MetabolitePilot™ 2.0 Alpha Software Release Notes
2 of 10 RUO-IDV-03-1459-A



Contents

L@ 4 =T o =T e B 1o Yo [T ' o 4
LT L 0= 4
LT C=I (o T T A 11« T 4

Chapter 2 REQUIFEMENTS.........ccceiiiiecerrriesssmreressssseeresssssne s e s s s smn e e e s s s ssmeeeessssmneeeassssmneneasssnneneessssnnennsnssnnnnns 5
File COMPALIDIIITY...cveverereieieieieieieieeieiee ettt ettt bbb b bbbt b bbb b et e b e b e b b e b et e b e b e b e b et e b e b e b e b e b nbebebnbebnretas 5

Chapter 3 Installation and Activation...........cooiiiircccrer e e e 6
TRES = LIR T=R LT 1= 6
ACHIVATE The SOTIWAIE......cvii vttt st st st bbb e e b e s se b b s s st b bebese st beb e s st b et e s se b et ens se bt ansse bt ans 6
Change the User Account CONtrol (UAC) SEHHINGS. ...cueriuiereeeeirererseeneressesssssessssssssesesssessssessssssssssssssessssssssessssssssssessssssssessens 7

Chapter 4 NOTES ON USE.......cocccceieriiceerrrrsssssrersssssssrerssssssne s ssssssseesassssneesessssnnessassssmsenessssnenssssssnnennsssssnnens 8
KNOWN [SSUES AN LIMITATIONS. ...civiiitieeitiiice ettt st sttt sa b bbb e b e b b s b ebe b ese b e et e saebesbenesbenesbennabesnenis 8

Chapter 5 RemMOoVe the SOftWAE.......ccccciiciirirrerrrsrr e s sse s s e ssn e s ssn s s s s e e s s ame e s sn e e snsmn e e nnnes 9

TV o T 13 oY 10

Release Notes MetabolitePilot™ 2.0 Alpha Software

RUO-IDV-03-1459-A 30f 10



Introduction 1

The MetabolitePilot™ 2.0 software (Alpha version) is a tool for finding small-molecule metabolites using a variety
of search algorithms. Other features include semi-automated structural elucidation, as well as correlation of
previously generated results files.

Features

This version of the software provides the following functionality:

e High-throughput batch processing of exported Analyst® TF software text files and sample lists created using
the WebMetabase software.

¢ Manual integration of analog data.
e Processing of SWATH™ acquisition data to obtain results.

® Post-processing assignment of ion types to metabolites, excluding protons.

Where to Get Help

e For general information and procedures related to the high-throughput batch feature, click the Help icon in
the bottom left corner of the High-Throughput Batch workspace.

e For general information and procedures related to naming the .wiff files so that the exported file from the
Analyst® TF software batch can be parsed appropriately, click the Help tab on the "Analyst" Naming
Conventions dialog.

e For general information and procedures related to naming the .wiff files so that the sample lists created from
the WebMetabase software protocol can be parsed appropriately, click the Help tab on the "WebMetabase"
Naming Conventions dialog.

e For procedures and troubleshooting information for all other features, open the software and then click Help
> MetabolitePilot Help.

e For general information and procedures related to a specific workspace, click How Do 1? and then select
the appropriate topic.

e For support, contact AB Sciex:
e support@absciex.com

o www.absciex.com
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Requirements 2

e An English (US) version of the Microsoft Windows 7 (32-bit) operating system with SP1 is required.
® Microsoft Windows Installer version 3.1 or later must be installed.

®  Microsoft .NET Framework version 4.0 or later must be installed.

e Alicensed version of the WebMetabase software must be installed.

e Microsoft Word 2007 or later must be installed to create reports.

e Reporter 3.2 software must be installed.

e The user must be logged on to the computer as a Windows user with Administrator privileges to install the
software.
A license file is required to activate the MetabolitePilot™ software (Alpha version). Refer to Activate the
Software on page 6.

e Dell OptiPlex 9010, or a later model provided by AB Sciex, is the recommended computer model.

File Compatibility

This version of the software supports:
e Data files created using the Analyst® TF software, version 1.5 or later.
e Results files created using the MetabolitePilot™ software, version 1.5.

e Correlation files created using the MetabolitePilot software, version 1.5.
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Installation and Activation 3

Note: The user must be logged on to the computer as a Windows user with Administrator privileges to install
the software.

Install the Software

Note: This procedure applies to the standard Windows extraction tool. Other extraction tools can be used but
the steps might be different than those documented below.

1. Log on to the computer as a Windows user with Administrator privileges.
2. Download the MetabolitePilot_2.0_Alpha.zip file from the AB Sciex Web site.

To prevent potential installation issues, it is recommended that you save the file to a location other than the
computer desktop.

3. After the download completes, right-click the MetabolitePilot_2.0_Alpha.zip file.
4. Click Extract All.

By default, the files are extracted to the MetabolitePilot_2.0_Alpha folder in the same location as
MetabolitePilot_2.0_Alpha.zip was saved. A different location can be selected.

5. Browse to the extraction folder and then double-click the MetabolitePilot.msi file.

6. Follow the on-screen instructions.

Activate the Software

Note: Before activating the software, change the User Account Control (UAC) Settings to prevent issues
with installing the license file. Refer to Change the User Account Control (UAC) Settings on page
7.

Tip! Internet access is required to obtain a license for the software. If the computer where the MetabolitePilot™
software is being installed does not have Internet access, then make a copy of the generated computer ID. On
a computer with Internet access, go to http://licensing.absciex.com/activation/MetabolitePilot and then follow
the instructions to obtain a license.
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Installation and Activation

1. Double-click the MetabolitePilot 2.0 Alpha software desktop icon to open the MetabolitePilot software.
The MetabolitePilot™ Software Activation dialog opens.

2. Type the license key from the license certificate in the appropriate field.

3. (Click Generate Computer ID.

This creates a unique identifier for the workstation.

Click Copy ID to Clipboard.

Click the http://licensing.absciex.com/activation/MetabolitePilot link.

Follow the instructions to obtain a license.

After the required information is submitted, a license file is sent to all of the e-mail addresses provided.

Close the browser window.

L ® N o v ok

When the e-mail containing the license file is received, copy the license to the workstation desktop.

10. On the MetabolitePilot™ Software Activation dialog, click Install License File.

11. On the Select the new license file to be installed dialog, browse to and then select the license file.
12. Click Open.

Both the Select the new license file to be installed and the MetabolitePilot Software
Activation dialogs close. The MetabolitePilot 2.0 Alpha software opens.

Change the User Account Control (UAC) Settings

1. Click Start > Control Panel.
2. Click User Accounts > Change User Account Control settings.

3. Onthe User Account Control Settings dialog, move the slider bar to Never notify me when and
then click OK.

4. Continue with Activate the Software on page 6.
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Notes on Use 4

This software has not undergone extensive formal testing at this time. While the main functions of the software
have been verified for correctness, the user might still encounter minor issues when using the software. AB Sciex
assumes no liability or responsibility for any loss howsoever caused in connection with using this software.

In the released research version of the MetabolitePilot™ software, version 1.5, the Analog - % Area values
are calculated based only on those analog peaks that are associated with MS peaks. Therefore, the sum of the
Analog - % Area values of analog peaks associated with MS peaks is 100%.

In this alpha version of the MetabolitePilot software, version 2.0, the Analog- % Area values are calculated
based on all analog peaks, regardless of whether or not they are associated with MS peaks. Therefore, the sum
of the Analog - % Area values of analog peaks associated with MS peaks might be less than 100% because
the % area values from analog peaks not associated with MS peaks are also included in the sum.

Known Issues and Limitations

Everyone should read this section of the Release Notes. This section applies specifically to issues that are known
in the MetabolitePilot™ 2.0 Alpha software.

Note: The numbers in brackets are reference numbers for each issue or feature in our internal tracking system.

e Because an analog peak can be associated with one or more potential metabolites, it might be shown more
than once in the Results Table. Multiple instances of a unique analog peak makes the % area values incorrect
for all analog peaks in the MetabolitePilot software results. This issue will be resolved in the next release of
the software. (MP-193)
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Remove the Software 5

1. Log on to the computer as a Windows user with Administrator privileges.
Make sure that the MetabolitePilot™ 2.0 Alpha software is closed.

Click Start > Control Panel > Programs and Features.

Click MetabolitePilot 2.0 Alpha.

Click Uninstall.

uioA N

The license remains on the computer and is automatically used if the software is installed again.
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Revision History

This log shows the revisions that took place during the preparation of this manual.

Revision

Reason for Change

Date

A

First release.

June 2014
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