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Abstract

X!Tandem software is an open-source software to performed peptides/proteins identifications from MS/MS
mass spectra. To easily performed automated search using predefined parameters in a local version, we de-
veloped this perl script. This system is an alternative to install an local server of the Global Proteome
Machine (GPM)

X!Tandem Batch Analysis script applied database searching with defined parameters in a list of
MS/MS analysis with a list of protein databases.
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1 INSTALLATION

1 Installation

1.1 Windows

1. If not installed, download and installed Active-perl (Version 5.8.XXX) using this link.
Warning : The script need version 5.8, and does not work on 5.10 or 5.12!!!!

2. Download the archive and unzip it.

3. Move the complete ”Benperl/” folder directly at the C:/

4. Inside, go to the folder Benperl/installation/

5. Install perl library using Perl-library-installation.pl script1

1.2 Linux

Requirements

• Installed libwx-perl package

Ubuntu

• Add this software repository

• Installed the xtandem-tornado package

Other distribution

• Download source of the X!Tandem and followed the instruction of compilation.

Script adaptation

1. Download the archive and unzip it.

2. Move the complete ”benperl/” folder in your /home/user/ folder

3. Inside, go to the folder Benperl/

4. Open on a text editor the perl script xtandem-batch-analysis.pl and modified the path to the X!Tandem
executable and to the folder containing the model (xml files).

1.3 License

Copyright (C) 2010 Valot Benoit
This program is free software: you can redistribute it and/or modify it under the terms of the GNU General
Public License as published by the Free Software Foundation, either version 3 of the License, or (at your option)
any later version.
This program is distributed in the hope that it will be useful, but WITHOUT ANY WARRANTY; without
even the implied warranty of MERCHANTABILITY or FITNESS FOR A PARTICULAR PURPOSE. See the
GNU General Public License for more details.

1Simply double-clic it
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2 UTILIZATION

2 Utilization

It permits to analysis a list of peak list files on a list of protein database using the X!Tandem software. Three
successive box permit to select mzXML file or other peaklist, to select protein databases and finally the folder
were results are stored. The databases must be proteins, X!Tandem doesn’t work on DNA database.

2.1 Running Script

To performed analysis, start the perl script xtandem-batch-analysis.pl2

1. Select peak lists files to be analyzed. (See 2.2)

2. Select databases files to be searched. (See 2.3)

3. Select the folder to save the results files.

4. Select in the model containing searching parameters. (See 2.4 and Fig 1)

Figure 1: Model selection

2.2 Peak lists

X!Tandem works with open peak list files like mzXML, mgf, mzData, mzML or pkl files.

2.3 Databases

X!Tandem software uses only protein database in fasta format. It does’t work with EST3 sequences. You can
transform your database using our application Protein database manager, available here, or for direct running.

2Simply double clic it.
3Expressed Sequenced tag
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2.4 Models 2 UTILIZATION

2.4 Models

To performed database searching, you must created or edited a model xml file. Some example are presents in
the ”/benperl/Xtandem” folder. Each xml file in this folder could be select in the terminal during analysis
(Fig 1).
To modified the parameter xml file, open it in a text editor (Fig 2) and then follow the documentation at the
X!Tandem web site.

Figure 2: Model edition

To used complete performance of our computer, specify the number of cpu in the model at the line :
type=”input” label=”spectrum, threads”.
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3 RESULTS

3 Results

3.1 Database searching

Each peak list files are analyzed in series. You can follow advance of the processing in the terminal (Fig 3). To
stop processing, simply close the terminal windows.

Figure 3: Database searching progress

3.2 Viewing result

The result are in xml format, you can view results on the GPM web site (Fig 4).

3.3 Automated export result

To automated processing the result files in excel view, you can used our application My Xtandem parser available
here.
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3.3 Automated export result 3 RESULTS

Figure 4: Viewing results on GPM site
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