
CDK (default) CDK (extended) CDK (graph−only) CDK (hybridization)

E−state ECFP0 ECFP2 ECFP4

ECFP6 FCFP0 FCFP2 FCFP4

FCFP6 GRAPE/GARLIC Klekota−Roth LINGO

MACCS PUBCHEM
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Monomer composition

Proteinogenic amino acids
Proteinogenic and nonproteinogenic 
amino acids

Polyketide monomers

All three


