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Figure S1. Test set compounds.



RMSD=1.16 A

Figure S2. Optimization of docking protocol.



Table S1. Experimental and predicted activity of test set compounds based on hypol.

Compound Fit ExpIC Pred IC Error Experimental Predicted
No. value (nmol/L) (nmol/L) Scale Scale
1 7.1 0.4 24 6 +++ +++
2 6.69 0.82 6.2 7.5 +++ +++
3 6.99 0.92 3.1 33 +++ +++
4 6.79 1 4.9 4.9 +++ +++
5 6.63 1.5 7 4.7 +++ +++
6 6.41 2.1 12 5.5 +++ +++
7 5.62 3 72 24 +++ +++
8 6.47 4 10 2.5 +++ +++
9 6.12 5.9 22 3.8 +++ +++
10 6.76 7.3 5.2 -1.4 +++ +++
11 6.18 12 20 1.6 +++ +++
12 6.38 23 12 -1.9 +++ +++
13 5.91 61 37 -1.7 +++ +++
14 5.63 68 71 1 +++ +++
15 5 110 300 2.7 ++ ++
16 5.3 140 150 1.1 ++ ++
17 4.85 155 420 2.7 ++ ++
18 4.92 170 360 2.1 ++ ++
19 4.96 200 330 1.6 ++ ++
20 4.63 260 700 2.7 ++ +
21 4.67 270 630 2.4 ++ +
22 4.98 290 320 1.1 ++ ++
23 5.01 320 290 -1.1 ++ ++
24 5.02 340 290 -1.2 ++ ++
25 4.57 370 800 2.2 ++ +
26 5.07 380 250 -1.5 ++ ++
27 5.03 440 280 -1.6 ++ ++
28 3.93 950 3500 3.7 ++ +
29 4.09 1200 2400 2 + +
30 3.6 1300 7400 5.7 + +
31 4.56 1500 820 -1.8 + +
32 4.48 1900 990 -1.9 + +
33 3.62 2300 7100 3.1 + +
34 4.3 3000 1500 -2 + +
35 4.45 5500 1100 -5.2 + +
36 3.63 7800 7000 -1.1 + +
37 3.62 8500 7200 -1.2 + +
38 4.51 8900 920 -9.7 + +
39 4.27 9100 1600 -5.7 + +
40 4.36 9900 1300 -7.5 + +




