Benchmarking of PubChemLite Against Previously Published Datasets

MetFragRL Evaluation Set PubChem 2016
MS/MS only (n=473)

CASMI2016 Category 2 ChemSpider 2016
MS/MS only (n=208)

CASMI2016 Category 3 ChemSpider 2016
MS/MS+RT+References (n=208)

CASMI2016 PubChemlLite tierO
MS/MS,References,Patents,FPSum (n=208)

CASMI2016 PubChemlLite tier1
MS/MS,References,Patents,FPSum (n=208)

MetFragRL Combined PubChem 2016
MS/MS,RT,References,Patents (n=1298)

MetFragRL Combined PubChemlLite tierO
MS/MS,References,Patents,FPSum (n=1298)

MetFragRL Combined PubChemlLite tier1
MS/MS,References,Patents,FPSum (n=1298)
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Note: Rank=2 and missing values unavailable for PubChem2016 data (see text) All values in %

CASMI2016: Schymanski et al 2017; MetFragRL: Ruttkies et al 2016



