pXtract User Guide

Introduction

pXtract2.0 is a portable application which means you can use it without installation. After
downloading the software, you need to unzip the file. There are two executable files,
pXtract.exe and xtract.exe. pXtract.exe provides an user interface, while xtract.exe actually
do the job of data extraction. You can either choose to use the user interface or directly use
the kernel program (xtract.exe). To use the kernel program well, this user guide can give you
some instructions.

xtract2.0.0.5 is a command line program used to extract text-plain spectra from binary
Thermo Scientific RAW files. The supporting output formats are MS1, MS2, MGF, and PFD.
Xcalibur must be installed first due to the invocation of Thermo’s Xcalibur APIs in this
program. In order to obtain data generated on an LTQ-Orbitrap or LTQ-FTMS, Xcalibur v2.0.5
or a later version is required, and Xcalibur v2.2 is a must for data from a QE equipment.

Usage

This program runs in two ways. One way (see Use Configuration File) is

xtract.exe configuration_file_path

The other way (see Use Console Switches) is

xtract.exe [OPTION]... [FILE]...

In terms of the first way, parameter configuration file_path is the path of the configuration
file, which you need to set some values, including basic options that you must assign values
to as well as advanced options if you would like to use them. For the second way, all files to
be converted follow up the command name directly, and switches are designed to control
the options as in the first way. The Next two sections will contain a detailed instruction for
the use of options in the first manner and switches in the second manner.

Use Configuration File

Basic Options

The basic options part starts with a header named [required] followed by two options.
One of them is extension, and the other is input_file path. Each option should go
in a newline, and any line begins with # will be regarded as annotations. Go to the
Configuration File Sample part for an institutive understanding of these rules.

extension=MS1 |MS2

This option specifies which export format to get and the legitimate value can be one of the
following four values, which are MS1, MS2, MGF, and PFD, or their combinations, which are



separated by a vertical line. Since these values are case insensitive, mgf, or Mgf would be
fine.

input_file path=F:\data\directory\|F:\data\raw\data.raw

This option guides you to set the RAW files you want to convert. You can set directory paths
or the whole file paths. When directory is set, all files of .raw in that directory will be in
account. Several locations are separated by a single vertical line. The conflict of file name
should be avoided.

Advanced Options
The following six options go under a header named [optional], which means these
options can be omitted. When they are not showed up, the default value will be taken.

output file path=F:\data\output\

This option instructs the program to export all of the outputs in the directory you set. If the
directory does not exist, the program will create one. When this option is omitted, all of the
outputs will be in the same directory with its own RAW file.

activation=NONE

This option orders the program to export a particular type of activation spectra of MS/MS.
The allowed values are NONE and ALL. The default is NONE, which means to put different
activation types in different files. ALL means put different activation types in one file. It
should be noticed that this option only take effect when you want to export MS/MS spectra.

centroided=0N

This option specifies whether the exported spectra should be centroided or not. If the RAW
itself is centroided, what value of this option is taken matters nothing. However, when the
RAW file is profile, setting on this option will do take effect. The legitimate value could be
ON and OFF. Default is ON.

mz="/

This option specifies the decimal place of m/z ratio. Its value goes from 1 to 9, and the
default value is 7.

intensity=6

This option specifies the decimal place of intensity. Its value goes from 1 to 9, and the
default value is 6.

charge=2-3

This option specifies the charge range of the spectra whose charge would not be decided by
the Xcalibur APIs, and then it will be exported several same spectra peaks lists with different
charge which goes in this range. The range could be any interval between 1 and 9. Default is
2-3.



Configuraiton File Sample

# xtract.ini

# The following setting order program to extract MS1 spectra

# from RAWs in the directory of F:\dataldirectory\ and also

# the RAW F:\data\raw\data.raw. The results will be holding in
# the directory F:\dataloutput\. Since it is going to export

# MS1, activation setting will be negelected. All spectra will
# export as centroided. The decial place of m/z ratio and

# intensity will be 7 and 6. The charge range will be 2 to 3.
[required]

extension=MS1

input file path=F:\data\directory\|F:\data\raw\data.raw
[optional]

output file path=F:\data\output\

activation=ALL

centroided=0ON

mz="/

intensity=6

charge=2-3

Use Console Switches
xtract.exe support 13 switches, which have the same functions as the options in previous
section.

-a
Take effect for MS/MS. Turn on this switch to hold different activation types spectra
in one file. Turn off to split in different files. Same duty as activation.
-c
Make results centroided. In deault case, this switch is on. Same as centroided.
--help
Get help information.
-i
The decimal place of intensity. The value goes from 1 to 9. Default is —i 6.
-m
The decimal place of m/z ratio. The value goes from 1 to 9. Default is —m 7.
-mgf
Export MGF extension file(s).
-ms
Export MS1 and MS2 files.
-msl



Export MS1 files.

-ms2
Export MS2 files.
-0
Outputs directory. E.g. —o F:\data\output\.
P
Make results profile. In default case, this switch is off.
-pfd
Export PFD files.
-z

Charge range of the spectra. The range could be any interval between 1 and 9.
Default is —z 2-3.
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# xtract.ini
# The following setting order program to extract MS1 spectra
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# from RAWs in the directory of F:\dataldirectory\ and also

# the RAW F:\data\raw\data.raw. The results will be holding in
# the directory F:\dataloutput\. Since it is going to export

# MS1, activation setting will be negelected. All spectra will
# export as centroided. The decial place of m/z ratio and

# intensity will be 7 and 6. The charge range will be 2 to 3.
[required]

extension=MS1

input file path=F:\data\directory\|F:\data\raw\data.raw
[optional]

output file path=F:\data\output\

activation=ALL

centroided=0N

mz="/

intensity=6

charge=2-3
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