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Table S1: The chemical datasets used for 3D-QSAR model constructions along with its activity values (ChEMBL assay id: 3779852).
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Table S2: Count and percentage of Decoys

%Decoys | 1% | 2% | 5% | 10% | 20%

#Actives | 28 | 28 | 28 | 28 36

%Actives | 68.3 | 68.3 | 68.3 | 68.3 | 87.8
Table S3: Count and percentage of actives

%Results | 1% | 2% | 5% | 10% | 20%

#Actives 5 11 | 24 | 28 28

% Actives | 12.2 | 26.8 | 58.5 | 68.3 | 68.3

Table S4: Enrichment factors with respect to

N% sample size

%Sample | 1% | 2% | 5% | 10% | 20%
EF 13 13 12 6.8 3.4
EF* 70 35 14 6.8 4.4
EF' 82 70 35 16 7.5
DEF 8.8 9.2 12 6.8 3.4

DEF* 69 35 14 6.8 4.4
DEF' 82 70 35 16 7.5
Eff 0.971 |1 0.943 | 0.864 | 0.745 | 0.629
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Figure S1: ROC curve obtained for the model NNRRR against randomly curve.



