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Why convert ?

Why open-format ?

Why open-source ?

Why open-data ??



Because :

OPEN-SCIENCE
is the 

FUTURE





Galileo, Isaac Newton
Kepler

Secret science

Philosophical Transactions of the Royal Society

1665 1991 - 2001- ...



Living articles

J. Colomb and B. Brembs F1000Research 3, 176; 2014

http://dx.doi.org/10.12688/f1000research.4263.2
http://dx.doi.org/10.12688/f1000research.4263.2
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Open projects

Mission "to support open research, education, publication, 
and discussion in biological sciences and engineering." 
http://openwetware.org/

The vision of OSDD: Open Source Drug Discovery 
aims to provide affordable healthcare for neglected diseases.
The mission of OSDD: Our mission is to foster 
innovation on neglected diseases. We aim to bring openness 
and collaborative spirit in the research and development 
process with the objective of keeping cost low.
The motto of OSDD is “affordable health care for all”.

http://www.osdd.net

http://openwetware.org
http://openwetware.org
http://www.osdd.net
http://www.osdd.net


2011, Todd’s lab, University of Sydney

«Thus the iterative cycle of analog synthesis in response to biological 
data that is normally guided by luck and medchem intuition is now 
guided by the intuition of the collective.»



Linus’s law

« Given enough eyeballs,
all bugs are shallow. »





















Open-source in MS
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.wiff .d .RAW .raw .mgf .mzXML .netCDF
binary, vendor-controlled text or XML based
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Open-source in MS

? ??

http://www.ionsource.com/howifixedthat/

http://www.ionsource.com/howifixedthat/
http://www.ionsource.com/howifixedthat/
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Tool of the trade

http://proteowizard.sourceforge.net/

msconvert
- command line tool
-GUI

http://proteowizard.sourceforge.net/
http://proteowizard.sourceforge.net/






binary XML







32bits precision
9.4 Mo

64bits precision
10.6 Mo



conversion of  Waters .RAW files
is not made correctly with Proteowizzard



Same Waters .RAW file converted with 
Databridge Proteowizzard 

> 0.1 Da difference











gomme

touche Enter

objet lourd

Guillaume Marti & Samuel Bertrand (unpublished work)



https://github.com/stanstrup/chemhelper
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Open-format in MS

using open-format allows:

-acces to a range of data treatment solutions
-treat files from different vendors on same plateform (collaboration)
-share your data with the community, reproducibility of data 
treatment
-support of old file format (no data rot)

main open format in metabolomics:

-many of them but .mzXML is the standard (opinions ?)

to convert to mzXML:

-msconvert in Proteowizzard (be careful with Waters .RAW files)



.mzXML .mzDATA

.mzML



more on MS formats :

Open-format in MS



Open-format in MS

Some open-format are designed to organize MS study 
results AFTER the analysis

.mzTAB



Open-format in MS

.mzTAB



Open-format in MS

.isaTAB



Open-format in MS

.isaTAB



Open-format in MS

.isaTAB direct submission of study to Metabolights
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Open-format in MS

.isaTAB direct submission of study to Metabolights



Where to find open ressource & tools for MS ?



http://www.ms-utils.org

http://www.ms-utils.org/wiki/pmwiki.php/Main/SoftwareList
http://www.ms-utils.org/wiki/pmwiki.php/Main/SoftwareList


https://github.com/

https://github.com/
https://github.com/


http://sourceforge.net/

http://sourceforge.net/
http://sourceforge.net/


A nice solution ...



Questions ?
Discussion ?

Merci !
A demain !


