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Table S1. Top-7 (those with better Fit Score) human proteins found for compounds I-VIII

Rank PDBID Target Name Number of Features Fit Score Normalized Fit Score z'-score
I
1 1F86 Transthyretin 3 2.984 0.9947 0.77242
2 3DEJ Caspase-3 3 2977 0.9922 0.91843
. 1PQ9 Oxysterols receptor LXR-beta 3 297 0.9901 0.83174
4 2VWU  Ephrin type-B receptor 4 3 2.968 0.9892 0.88698
5 1VEC Probable ATP-dependent RNA helicase 3 2957 0.9857 0.92884
DDX6
6  qupy COMP-specific 35-cyclic 3 2.953 0.9842 0.84906
phosphodiesterase
U 1IPMV  Mitogen-activated protein kinase 10 3 2951 0.9837 0.53892
I
1 2AGT Aldose reductase 3 2.992 0.9974 0.84748
2 1BM6  Stromelysin-1 3 2978 0.9927 0.58522
3 1LBK Glutathione S-transferase P 3 2974 0.9913 0.6646
“ 1PQ9 Oxysterols receptor LXR-beta 3 2.968 0.9894 0.68102
. 1UNH  Cyclin-dependent kinase 5 activator 1 3 2.964 0.988 0.76718
6 1IPMV  Mitogen-activated protein kinase 10 3 2961 0.9868 0.35032
u 1IPME  Mitogen-activated protein kinase 1 3 2.959 0.9863 0.57058
m
1 1LBK Glutathione S-transferase P 3 2.987 0.9956 0.76515
2 1DVZ  Transthyretin 3 2.986 0.9954 0.74064
3 3DEJ Caspase-3 3 2.982 0.9939 0.82835
4 2C3I P.roto—or?cogene serine/threonine-protein 3 2979 0.993 076856
kinase Pim-1
5 qupy CMPspedific 35-cyclic 3 2,979 0.9929 0.81934
phosphodiesterase
6 1VEC Probable ATP-dependent RNA helicase 3 2978 0.9925 0.88084
DDX6
u 1PMV  Mitogen-activated protein kinase 10 3 2974 0.9912 0.47884
v
1 1VEC Probable ATP-dependent RNA helicase 3 2971 0.9904 0.92058
DDX6
2 2UYI Kinesin-like protein KIF11 3 2971 0.9903 0.86973
. 1PMV  Mitogen-activated protein kinase 10 3 297 0.9898 0.54878
& 1PQ9 Oxysterols receptor LXR-beta 3 2.968 0.9894 0.78082
5

1Dbvz Transthyretin 3 2961 0.987 0.72532
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1UKI Mitogen-activated protein kinase 8 3 2.949 0.983 0.50611

2Q08  Carbonic anhydrase 2 3 2.948 0.9827 0.69319



