Table S5. The descriptions of the molecular fingerprints used in the study.

Fingerprint Number Description
CDK fingerprint 1024 Fingerprint of length 1024 and search depth of 8
CDK extended 1024 Extends the Fingerprinter with additional bits describing
fingerprint ring features
Substructure 307 Presence of SMARTS Patterns for Functional Group
fingerprint Classification by Christian Laggner
Substructure Count of SMARTS Patterns for Functional Group

307
fingerprint count Classification by Christian Laggner






