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Figure S1. Enrichment curves for Max, Mean scheme and Common Hit Approach for molecules
ranking in virtual screening. Levels for OR-consensus models are given (pharmacophores with
precision greater than 0.5 and 0.9 are left). The number of corresponding ChEMBL bioassay is
provided. Compounds that were not selected by any pharmacophore models were ignored and not
considered in enrichment computation.
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Figure S2. Precision curves for Max, Mean, and CHA scheme of molecules ranking in virtual

screening for selected targets. OR-consensus (pharmacophores with precision greater than 0.5 and

0.9 are left) values are given for comparison. Percent of selected compounds is given as argument.
The numbers of corresponding ChEMBL targets are provided. Compounds that were not selected



by any pharmacophore models were ignored and not considered in precision computation. Thus,
precision at 100% (all compounds selected by at least one pharmacophore models are considered as
predicted active) is not equal to 1.
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Figure S3. Recall curves for Max, Mean, and CHA scheme of molecules ranking in virtual screening

for selected targets. OR-consensus (pharmacophores with precision greater than 0.5 and 0.9 are left)

values are given for comparison. Percent of selected compounds is given as argument. The numbers

of corresponding ChEMBL targets are provided. Compounds that were not selected by any

pharmacophore models were ignored and not considered in recall computation.
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Figure S4. BEDROC curves for Max, Mean, and CHA scheme of molecules ranking in virtual
screening for selected targets. Alpha values for BEDROC computation were adjusted for every ratio
of selected compounds (z) based on equation 47 from [Truchon ].-F., Bayly C.I. Evaluating Virtual
Screening Methods: Good and Bad Metrics for the “Early Recognition” Problem//J. Chem. Inf.
Model. 2007. Vol. 47, Ne 2. P. 488-508]. Compounds that were not selected by any pharmacophore



models are considered as having probability of activity equal to zero. The numbers of
corresponding ChEMBL targets are provided.
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Figure S5. Histogram of areas under ROC curve (AUC) values for Max, Mean, and CHA scheme of
molecules ranking in virtual screening for selected targets. OR-consensus (pharmacophores with



precision greater than 0.5 and 0.9 are left) values are given for comparison. Notice that in
CHEMBL1994 no pharmacophores with precision greater than 0.9 were left and corresponding
value was excluded. Compounds that were not selected by any pharmacophore models are
considered as having probability of activity equal to zero. The numbers of corresponding ChEMBL
targets are provided.
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Figure S6. ROC curves for Max, Mean, and CHA scheme of molecules ranking in virtual screening
for selected targets. OR-consensus (pharmacophores with precision greater than 0.5 and 0.9 are left)
values are given for comparison. Notice that in CHEMBL1994 no pharmacophores with precision



greater than 0.9 were left and corresponding value was excluded. Compounds that were not
selected by any pharmacophore models are considered as having probability of activity equal to
zero. The numbers of corresponding ChEMBL targets are provided.



