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Processing GC-MS data in Galaxy

 Why using a specific tool for processing GC-MS 
data ?
 GC-MS data have their own specificity

 First one is higer amount of ions in a mass spectra with EI 
compared to ESI

GCMS

LCMS
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 In fine that tool use xcms/CAMERA under metaMS 
R package from R. Wehrens

metaMS : Wehrens, R.; Weingart, G.; Mattivi, F. Journal of Chromatography B.

 with adapted parameters and dedicated outputs
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Peakpicking/grouping quality control
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NIST MSsearch

A MSP export of 

pseudospectras 

readable by NIST or 

Golm Metabolome

http://web11.sb-roscoff.fr/download/w4m/howto/w4m_HowToUseNIST_V01.pdf



 Then go to other databases with the .MSP file

 Or go to statistical analysis with 
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 Can be tested with GCMS_Idealg_FWS_SWS.zip

Only the five first EIC by default 

use 0 to draw all 

Input your data as zip, or as library 

(data should be in CDF, mzXML or 

mzData) and organised in sub 

folders

GC default settings, give it a try

RT range: cut a part of your 

chromatogramme

Can import a DB in MSP format

Calculate Ris need a file with alcane 

RT
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In fact all are xcms/CAMERA parameters
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NIST MSsearch

A MSP export of 

pseudospectras 

readable by NIST or 

Golm Metabolome

http://web11.sb-roscoff.fr/download/w4m/howto/w4m_HowToUseNIST_V01.pdf



Thanks!


