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Development of a data processing system for LC-QgQ/MS based metabolomics
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Multiple Reaction Monitoring

MRMPROBS

i ) We developed a data processing pipeline for widely targeted metabolomics by using
the multiple reaction monitoring (MRM) mode. Widely targeted metabolomics became increasingly popular in

metabolomics for the simultaneous analysis of several hundred metabolites at high sensitivity and
selectivity. However, the identification criterion to distinguish the target metabolites from the
isomeric metabolites or background noise has not been developed. In addition, a user-friendly software to
deal with the large-scale data sets is required. MRMPROBS was therefore developed for the assessment of
large-scale MRM data applicable to any instrument or experimental conditions.
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