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METLINMETLIN
Evolving	nature	of	

METLINMETLIN
‐ interpretation	of	LC‐MS	data	and	other	features

H. Paul Benton

What is METLIN

• Accurate mass database

• Endogenous Metabolites - 243,123

• Tandem mass spectra - 11,698
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Adducts

Explanation of adduct 
characterisation
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How accurately can we find 
Adducts?

• Adducts were manually found 
for spiked in standards

• Across file correlation

• Lowest AUC 89.6% %

• very good!

Software to do Automate 

• CAMERA - R package - Steffen Neumann group

• AStream - R package - Sara Marsal group

• xcms Online - Also matches to Metlin hits
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Understanding 
Fragmentation spectra

• Fragmentation spectra are complex

• Q: From this wheel can we tell that the car which 
smashed into the brick wall is a Ferrari or a Ford?

• This is essentially what fragmentation spectra 
are!! 

How CID works
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x-rank algorithm

• Many different algorithms available• Many different algorithms available

• X-rank is unique in that it ranks the peaks and uses the 
ranks not true intensity values

• A very good way to match spectra to reference spectra

• X-rank asks what is the probability that the 
experimental spectra is the same as the reference 
spectra given that a fragment is/is not in the reference 
spectra.

http://www.ncbi.nlm.nih.gov/pubmed/19702277
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• If time permits show live demo of metlin batch 
search

• Also show getting data from tandem MS2 files

Upcoming features

• Save searches

• Similarity searching

• Integration with Online XCMS

• Predicted amino acid fragmentation spectra

• Isotope work


