ENSEMBLE SUMMARY

Average StDev 1Cs50 Li d
Score® | Cpd | Bin |Crash| Polar Score|Crash| Polar (nM) 'gan
98 23 0 -1.48 3.36 0.97 0.63 0.54 57 35
928 38 0 -1.26 3.19 225 045 1.00 60 S-5
888 45 0 -1.52 3.29 0.60 0.54 0.57 60 R-5
7 1 -1.71 3.24 0.60 0.40 0.47 88 R-36
9 1 -1.81 3.32 0.64 0.48 0.48 88 S-36
2 1 -1.12 3.84 0.73 0.36 0.52 180 R-13
15 1 -1.56 3.53 0.46 0.64 0.73 180 S$-13
979 25 1 -1.79 2.89 0.76 0.49 0.51 200 R-33
979 26 1 -2.05 299 0.72 0.44 0.53 200 $-33
1 1 -1.25 3.12 0.70 0.39 0.25 210 R-12
13 1 -1.79 3.10 0.51 0.50 0.34 210 S-12
14 1 -1.69 3.01 0.76 0.34 0.42 290 34
959 30 O -1.73 3.38 0.91 0.61 0.57 300 23
791 56 0 -0.57 3.08 1.83 0.19 0.77 360 24
996 21 1 -1.13 3.42 0.69 0.36 0.56 400 S-4
976 27 1 -1.27 294 0.69 0.33 0.28 400 R-4
973 29 1 -1.12 3.37 0.93 0.46 0.52 400 29
R 18 1 -1.88 3.07 091 1.26 0.43 750 S-14
973 28 1 -2.44 3.26 246 125 0.86 750 R-14
948 34 1 -1.83 3.68 1.18 0.62 0.85 _ 1160 R-28
820 54 0 -205 315 1.00 0.77 0.71 _ 1160 s-28
B 17 1 -1.45 3.10 1.32 1.08 0.50 _ 1180 7
943 36 1 -1.08 3.31 1.19 0.52 0.46 _ 1200 S-3
9.08 41 1 -1.21 3.62 2.26 0.39 0.95 _ 1200 R-3
9.96 22 1 -221 3.45 0.88 0.67 0.85 _ 1220 R-32
868 50 O -1.97 3.12 216 0.78 0.83 _ 1220 S$-32
- 4 0 -1.80 3.21 1.84 0.78 0.66 _ 1250 R-15
12 1 -2.06 3.04 068 0.78 0.45 _ 1250 S-15
914 40 1 -0.95 294 3.15 0.43 1.06 1280 6
956 31 1 -0.86 3.20 0.79 0.37 0.49 _ 1300 2
6 0 -1.33 3.21 1.04 0.54 0.29 _ 1360 R-10
8 0 -1.20 3.41 0.85 0.58 0.23 _ 1360 R-9
16 0 -2.01 3.12 060 0.83 0.19 _ 1360 S-10
11 0 -1.10 3.41 0.89 0.34 0.32 _ 1380 R-31
19 1 -1.71 3.26 0.51 0.51 0.57 _ 1380 s-31
980 24 1 -1.50 3.09 0.57 0.69 0.26 _ 1380 S-9
- 3 0 -091 3.24 0.65 0.29 0.18 _ 1410 S-11
5 0 -1.11 3.23 1.04 0.51 0.22 _ 1410 R-11
947 35 1 -1.63 2.67 0.71 055 0.34 _ 1420 S-18
851 51 1 -1.94 243 220 069 0.71 _ 1420 R-18
955 32 1 -1.52 3.58 0.77 0.54 0.45 _ 1460 R-27
9.01 42 1 -1.01 3.43 1.02 0.37 0.48 _ 1460 25
878 46 1 -1.85 3.39 0.78 0.48 0.49 _ 1460 s-27
10 0 -1.56 3.45 146 1.32 0.50 1580 8
9.97 20 O -1.57 3.92 0.76 0.59 0.48 _ 2300 S-17
897 43 1 -1.64 3.20 2.74 1.87 0.36 _ 2300 R-17
895 44 1 -240 258 0.79 1.03 0.40 _ 2770 S-19
874 47 1 -2.72 259 150 1.23 0.42 _ 2770 R-19
932 37 1 -0.74 3.14 0.80 0.31 0.51 _ 3200 1
826 53 1 -3.49 291 227 229 0.66 _ 3370 S$-20
809 55 1 -353 271 222 173 0.62 _ 3370 R-20
952 33 1 -0.88 3.28 0.84 0.28 0.36 _ 3500 R-22
919 39 1 -0.90 3.18 0.55 0.17 0.47 _ 3500 s-22
490 58 1 -7.32 271 3.15 4.29 0.91 _ 4200 s-21
461 59 1 -7.69 261 3.54 387 0.79 _ 4200 R-21
869 49 1 -1.64 3.40 2.23 059 0.98 _ 5710 $-30
827 52 1 -1.66 3.43 1.00 0.68 0.66 _ 5710 R-30
429 60 1 -826 258 295 261 058 _ 7200 R-16
368 | 61 1 -857 256 2.88 275 0.45 _ 7200 S-16
870 48 1 -1.37 3.63 1.06 0.35 0.56 _ 14300 S-26
750 57 1 -1.50 3.21 2.30 0.88 1.03 14300 R-26
BINNING ANALYSIS
BIN SUM_[% CORRECT BINNING
ENSEMBLE SUMMARY 45 74%

*Score: Surflex-Dock uses an empirical scoring function that approximates -log (Ky).
The scoring function is described in detail in reference 21.
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