The present invention relates to a nethod for identifying nmetabolites
present in a set of sanples. The nethod may include: (a) formng a
plurality of peak-groups, wherein each peak-group conprises nass peaks
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List of detected peaks with their nv/z, RT, intensities, ,
s/n and run numbers

( Step (a): Robust Peak Matching and RT Alignment
- Slice by RT, group peaks by m/z

- Select representative peak-groups

- Estimate RT deviation and correct
- Repeat with smaller slice width
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Step (b): Forming lonization Product Clusters

- Find clusters of peak-groups with similar : Original LC- ;
chromatographic profiles across all runs | MSdata !
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Step (c): Metabolite Mass Prediction and Matching " Metabolite N
- Generate mass candidates based on known IP types ! or molecular :
- Generate predictions based on matching candidates  (¢——! formulae |
- Score, rank and filter predictions ' database
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List of metabolite mass predictions, their constituent
IPs, and their putative identities based on database
matches

FIGURE 1

(57) Abstract: The present invention relates to a method
for identifying metabolites present in a set of samples. The
method may include: (a) forming a plurality of peak-
groups, wherein each peak-group comprises mass peaks
representative of a specific ion in each chromatographic
run; (b) forming a plurality of clusters, wherein each
cluster comprises at least one peak-group of (a) each hav-
ing similar chromatographic profiles; and (c) generating a
list of metabolite predictions, wherein each metabolite pre-
diction is selected from the plurality of clusters of (b).
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