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OPLS-DA model
CV-ANOVA p < 5%

Dereplication and statistics : identifying the 
compounds of interest
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EpicoccamideMS2 level : fragments give 
structural information



Molecular barcodes
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Many molecular barcodes, very informative, but ...
( ≈ 10000 MS2 scans in a 10 min run)



Information overload



What is information ?



MS2 data : from information to knowledge
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Spectral Networks package - UCSD Bioinformatics

J. Watrous et al. “Mass spectral molecular networking of living microbial colonies.,” PNAS, vol. 109, no. 26, 
pp. E1743–52, 2012.
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Spectral Networks package - UCSD Bioinformatics



J. Watrous et al. “Mass spectral molecular networking of living microbial colonies.,” PNAS, vol. 109, no. 26, 
pp. E1743–52, 2012.

356.19

386.16

354.17

Spectral Networks package - UCSD Bioinformatics



Molecular networks
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Molecular networks
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Molecular networks
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Penicillium vulpinum
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Trigonostemon cherrieri (Ecorces)

This cluster is restricted to ions from Trigonostemon 
cherrieri.
Various masses corresponding to trigocherrin and 
trigocherriolides series could be highlighted.

chemo-taxonomic input
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no specific pattern
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bio-chemical input

bioactive cluster matching no standards

EC50 (µg/ml)
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50 < EC50



bio-chemical input

bioactive cluster with unassayed analogues

EC50 (µg/ml)
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1 < EC50 < 3 
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How to generate molecular networks

On your laptop :

Spectral Networks package - UCSD Bioinformatics
http://usa.ucsd.edu:8080/projects/sps/jcanhita/Download/sps.html

Online : GNPS http://gnps.ucsd.edu

http://usa.ucsd.edu:8080/projects/sps/jcanhita/Download/sps.html
http://usa.ucsd.edu:8080/projects/sps/jcanhita/Download/sps.html
http://usa.ucsd.edu:8080/projects/sps/jcanhita/Download/sps.html
http://usa.ucsd.edu:8080/projects/sps/jcanhita/Download/sps.html
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Merci pour votre attention !


