S3 Table. The ranks of all cocrystallized proteins of Astex Diverse Set before and after score

normalization in the reverse docking by DOCK, Glide and AutoDock Vina.

Docking Rank before score Normalized Rank after score
Protein Raw score
software normalization score normalization
1lhnn -43.16 11 -1.21 2
1hpO -39.22 3 -0.14 8
1hg2 -34.80 3 0.68 16
1j3j -59.46 5 -1.91 9
1ljla -54.47 1 -2.38 1
1ke5 -40.62 8 -0.57 4
117f -45.34 5 -0.96 3
1lpz -69.99 2 -2.62 2
1m2z -56.44 1 -1.92 1
Inim -41.96 11 -0.73 8
lofl -37.10 3 -0.03 5
lof6 -34.26 16 -0.59 2
1941 -39.17 3 -0.06 5
DOCK

1s19 -35.67 13 -0.41 6
1sgn -40.77 1 -0.73 1
1t40 -49.29 2 -2.00 1
lulc -43.20 3 -0.75 4
lunl -49.19 1 -1.52 3
1v48 -40.73 12 -0.72 8
lvcj -68.06 1 -3.02 1
1w2g -39.72 1 -0.15 5
1xoq -43.24 5 -0.27 10
1ly6b -61.61 6 -3.26 2
1yqy -37.04 10 -0.01 12
1yv3 -41.97 1 -0.54 2
2bsm -44.60 1 -0.84 1
1gkc -6.93 3 -0.73 2
1gpk -8.48 2 -1.40 3
1lhnn -7.67 13 -1.25 7
1hpO -7.25 24 -0.52 21
1hg2 -11.81 1 -3.00 1
1hwi -10.20 2 -4.94 1
Glide lhww -7.56 2 -1.85 1
lial -8.01 6 -1.08 1
lig3 -7.42 15 -1.11 2
1j3j -7.92 5 -0.83 2
ljje -7.39 20 -2.26 1
1ljla -13.05 1 -2.52 1
1k3u -12.53 1 -3.20 1
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lygc -7.97 7 -1.83 1
lyv3 -10.69 1 -2.18 1
1yvf -8.19 5 -1.59 1
lywr -11.35 2 -3.56 2
1295 -11.96 1 -2.71 1
2brl -7.68 6 -1.14 4
2bsm -7.97 9 -1.77 4
1gkc -6.60 21 1.37 39
lhnn -8.90 1 -0.75 2
1hpO0 -8.40 2 0.09 18
1hg2 -9.20 1 -3.38 1
1lhwi -9.20 6 -1.88 1
lig3 -7.30 7 0.42 12
ljla -11.60 1 -2.19 1
1k3u -10.00 1 -1.43 2
1ke5 -9.40 9 -1.32 4
112s -7.80 12 -0.20 9
1lpz -10.30 4 -2.11 2
1irh -7.90 16 -2.14 2
1m2z -12.40 1 -1.94 1
Inim -5.80 20 1.60 21
1n46 -11.80 1 -1.41 3
1nav -10.30 2 -1.05 4
lofl -8.50 4 -1.12 1
lopk -11.90 1 -2.74 1
AutoDock loyt -9.40 6 -1.38 4
Vina 1p62 -7.80 3 -1.28 1
1qlg -9.10 1 -1.15 1
1q4g -9.30 6 -1.29 1
1rlh -9.70 3 -1.99 1
1r55 -6.60 35 0.11 13
1r9 -8.70 12 -0.19 23
1sgn -11.60 1 -1.29
1t40 -11.00 -1.62
1t46 -13.40 1 -3.91
1tow -8.00 16 -0.20 13
luml -10.30 3 -1.51 6
lunl -8.50 11 -0.55 7
1v48 -8.70 -2.22 1
lvcj -7.90 -0.79 1
1w2g -9.10 -0.80 1
1x8x -6.80 14 1.32 29
1xm6 -8.80 -0.27 5
1xoq -9.50 2 -0.67
1xoz -12.50 -2.48 1
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