Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD

D R, A | Ngy converged median
scr doc scr doc scr doc ref scr doc scr doc
121p | 1.54 8 0.35 0.85 541 2934 | -16.2 -164 -18.2 1.7 1.4 2.59 1.50
186l 1.80 3 1.00 1.00 241 345 -5.3 -55 -55 0.8 0.8 0.78 0.78
1a28 | 1.80 1 1.00 1.00 5.1 104 | -109 -109 -10.9 0.4 0.4 0.40 0.40
1a4q | 1.90 8 1.00 1.00 324 1184 | 111 -11.2 -11.2 0.7 0.5 0.50 0.40
1abw | 1.80 4 1.00 1.00 9.7 14.7 -71 -7.1 =71 0.8 0.7 0.82 0.71
1a9u | 2.50 3 0.95 0.95 253 36.1 -9.2 94 -9.5 0.5 0.5 0.46 0.43
laaq | 2.50 17 | 0.45 0.50 | 5774 9984 | -124 -122 -13.2 1.4 1.4 2.27 1.97
1labe | 1.70 0.75 0.95 54 7.2 -7.0 -7.1 -7.2 0.7 0.5 0.82 0.65

5.7 7.4 -7.4 -7.2 -7.5 1.1 1.1 1.11 1.12
1.00 1.00 3.5 5.9 -7.8 -7.8 -7.8 0.6 0.7 0.64 0.65
085 0.75 5.7 15.2 -6.2 -6.2 -6.2 1.3 1.3 1.22 1.52
30.3 188.8 - - -7.0 - - 476  4.81
lacm | 2.80 6 1.00 1.00 11.7 177 | -11.2 112 -113 0.5 0.4 039 0.35
laco | 2.05 4 1.00 1.00 5.5 8.5 -9.7 -9.7 -9.7 0.5 0.3 0.37 0.30
ladd | 2.40 2 0.85 0.95 13.2 19.6 -7.6 -1.7 -7.8 0.5 0.5 048 0.55
ladf | 2.90 10 | 0.05 0.00 | 514.8 858.8 | -12.8 - -12.3 1.9 - 7.73  6.06
laec | 1.86 13 | 1.00 1.00 | 101.6 1053 | -84 -8.6 -8.5 0.9 0.9 0.94 0.82
laha | 2.20 0 1.00 1.00 2.9 6.0 -6.1 -6.1 -6.1 0.3 0.3 029 0.28
lake | 1.90 16 | 015 0.10 | 6286 1290 | -225 -21.7 -255 1.7 1.9 239 262
lace | 1.60 3 1.00 1.00 8.8 18.1 -1.7 -1.7 -1.7 0.5 0.5 0.53  0.51
lapb | 1.76 0 0.95 1.00 5.7 7.7 -7.2 -7.2 -7.4 1.1 1.1 1.21 1.20
lapt | 1.80 17 | 0.05 0.00 | 4859 8185 | -11.9 - -12.0 1.2 - 9.94 9.83
lapu | 1.80 14 ] 0.15 0.05 | 351.6 638.6 | -9.9 -9.5 -9.7 0.9 1.0 3.94 894
lapv | 1.80 14 |1 045 050 | 3923 6745| -11.3 -11.6 -11.7 0.9 0.8 297 213
1lapw | 1.80 14 1 020 0.20 | 376.0 604.3 | -10.8 -10.7 -111 0.7 0.9 5.22 3.64
9 065 085 | 473 2432 | -8.1 -8.1 -8.2 1.3 1.3 1.40 1.21
5 1.00 1.00 9.2 14.0 -6.9 -6.8 -6.8 0.3 0.3 034 0.32
1atl 1.80 9 0.90 090 | 311 2053 | -9.2 -8.9 -9.2 1.3 1.3 1.36 1.37
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1.00 1.00 | 22.2 88.5 -9.0 -9.1 -8.5 1.2 1.2 1.15 1.22
0.55 0.55 6.2 21.6 -1.7 -1.7 -7.9 1.3 1.4 1.84 1.95
1b40 | 2.20 15 1 1.00 1.00 | 496.5 7100 | -140 -14.0 -13.9 1.2 1.2 1.39 1.19
1b58 | 1.80 15 1 1.00 1.00 | 505.5 8821 | -15.7 -15.6 -15.7 1.1 1.1 1.05 1.10
1b59 | 1.80 6 1.00 1.00 | 329  38.1 -6.4 -6.4 -6.4 0.6 0.6 0.61 0.61
1b6j 1.85 13 ] 080 0.65 | 569.2 8725 | -15.7 -163 -16.7 0.9 0.9 0.85 0.96
1b6k | 1.85 12 | 0.95 1.00 | 562.1 8441 | -155 -153 -155 0.9 1.0 0.91 0.92
1b6I 1.75 7 08 090 | 514 2105]| -131 -13.0 -131 0.9 0.9 098 0.92
1b6m | 1.85 11 075 0.70 | 944 4517 | -136 -13.8 -14.2 0.9 0.9 1.06 1.07
1baf | 2.90 5 060 030 | 356 1383 | -6.3 -6.3 -6.3 1.4 1.4 1.45 7.09
1bap | 1.75 0 0.85 0.95 54 7.3 -6.8 -6.9 -71 0.6 0.5 0.57 048
1bbp | 2.00 8 1.00 1.00 | 356 1553 | -154 -155 -155 1.2 1.2 1.34 1.23
1bkm | 2.00 16 | 0.00 0.00 | 4473 778.2 - - -12.9 - - 329 273
1blh | 2.30 6 1.00 1.00 10.9 15.6 -5.5 -6.5 -56.3 1.2 1.2 1.34 1.35
1bma| 1.80 12 | 0.95 100 | 88.0 3424 | -115 -115 -114 0.9 0.9 086 091
1bra | 2.20 0 1.00 1.00 2.7 5.1 -6.2 -6.2 -6.1 1.2 1.1 1.27 1.12
1byb | 1.90 10 | 035 065 | 9369 1657 | -163 -1564 -16.9 1.4 1.4 3.02 1.65
1c1b | 2.50 6 0.95 1.00 149 216 -9.7 -9.7 -9.7 0.5 0.5 054 048
1cle | 1.90 0 1.00 1.00 3.6 6.0 -10.7  -10.8 -10.8 0.3 0.3 0.31 0.31
1c3i 1.83 12 ] 085 095 | 732 2539 | -129 -135 -127 1.3 1.1 1.26 1.12
1c5¢c | 1.61 0 0.95 1.00 53 10.3 | -10.1  -10.1  -10.1 0.3 0.3 023 0.24
1cSp | 1.43 0 1.00 1.00 3.3 7.5 -5.9 -5.9 -5.9 0.3 0.3 029 0.32




Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD
R, A | Ng converged median
ID scr doc scr doc scr doc ref scr doc scr doc
1cbx | 1.75 1.00 1.00 3.8 7.2 -9.3 -9.3 -9.3 0.2 0.2 0.24 0.22
1c83 | 1.80 0.95 1.00 9.1 13.2 -8.2 -8.1 -8.2 0.4 0.3 0.35 0.33
1c84 | 2.35 0.90 1.00 8.6 12.3 -8.4 -8.4 -8.5 0.8 0.7 0.88 0.79
1c86 | 2.30 0.80 1.00 4.9 8.3 -9.8 -9.8 -9.8 0.7 0.7 0.73 0.71

0.95 1.00 8.6 13.5 -8.5 -8.8 -8.8 0.6 0.4 045 045
050 0.95 5.8 10.1 -8.9 -8.8 -8.7 0.6 0.5 1.90 0.54
0.15 0.15 17.2 253 -7.9 -7.9 -7.8 1.0 1.0 578 5.78
1.00 1.00 4.7 8.9 -9.7 -9.7 -9.8 0.7 0.7 0.72 0.72
0.85 1.00 7.9 10.9 -9.6 -9.6 -9.5 0.7 0.7 0.75 0.74
39.2 2033 | -8.7 -8.7 -8.5 1.4 1.2 1.44 1.33
030 090 | 2574 5244 | -7.9 -6.4 -6.3 1.2 1.6 5.87 1.62
0.35 0.55 13.4 19.9 -8.6 -8.5 -8.3 0.8 0.8 3.91 1.06
0.00 0.00 | 741 269.0 - - -9.5 - - 6.57 6.56
0.85 1.00 14.0 18.5 -8.4 -8.4 -8.5 0.8 0.6 0.87 0.67
1.00 1.00 4.8 7.9 -10.3  -10.3 -104 0.5 0.4 0.41 0.39
095 095 | 291 97.5 -9.0 -9.1 -9.0 0.9 1.0 0.87 1.01
0.05 0.05 156 226 -7.0 -7.0 -7.2 1.8 1.3 7.61 7.64
0.90 1.00 10.9 15.8 -9.4 -9.4 -9.4 0.7 0.7 0.78 0.70

—
Q
o
(0]
N
[0)]
o
N OO O O » ©O W P O T =~ NDNDNDNDNDNDNO
-
o
o
-_—
o
o

1dol | 1.97 11 | 045 050 | 3655 6476 | -10.5 -106 -10.8 1.6 1.6 2.65 1.90
1d3d | 2.04 9 0.05 0.00 | 686 256.1| -11.4 - -11.8 0.9 - 289 297
1d3h | 1.80 4 1.00 1.00 12.0 16.9 -8.7 -8.7 -8.4 1.4 1.3 1.36 1.39
1d3p | 2.10 11 [ 0.00 0.20 | 3385 45438 - -10.9  -10.9 - 1.6 3.02 281
1d7x | 2.00 095 095 | 277 106.0| -94 -9.4 -9.3 0.8 0.8 0.81 0.82
1d8f | 2.40 0.95 1.00 | 344 1263 | -10.2 -10.1 -10.1 1.2 1.2 1.16 1.16
1dbb | 2.70 1.00 1.00 5.2 11.3 -9.0 -9.1 -9.2 0.6 0.6 0.61 0.63
1dbj | 2.70 0.90 0.95 4.6 6.9 -9.2 -9.2 -9.2 0.9 0.9 094 095
1dbk | 3.00 1.00 1.00 4.1 7.1 -8.6 -8.6 -8.6 1.3 1.3 1.32 1.33
1dbm | 2.70 090 095 | 283 1020| 111 -111 -10.9 1.9 1.9 1.94 1.90

090 080 | 350 1182 | -126 -128 -12.7 1.7 1.7 1.71 1.71
070 050 | 419 1591 | -10.8 -109 -10.9 1.2 1.1 1.16 1.75
1.00 1.00 170 241 | 113 -114 -114 0.6 0.7 0.58 0.62
045 055 | 20.2 79.2 -7.2 -7.4 -7.2 0.4 0.3 3.1 0.42
1.00 1.00 9.2 13.7 -7.4 -7.8 -7.8 0.9 0.8 0.88 0.88
0.05 0.15 | 5639 9779 | -128 -139 -14.0 1.6 1.7 3.19 3.13
1.00 1.00 4.6 9.1 -9.5 -9.5 -9.5 0.2 0.2 023 0.23
0.65 0.80 9.5 13.2 -8.0 -7.9 -8.0 0.4 0.5 0.40 0.39
0.70 0.85 11.5 16.6 -7.2 -7.3 -7.2 1.3 1.5 1.53 1.53
-5.7 -5.7 -5.7 0.5 0.5 048 050
035 090 | 594 2859 | -99 -10.0 -101 0.7 0.8 409 074
0.75 1.00 | 538 1574 | -11.4 -11.7 -116 1.6 1.6 1.70 1.67
040 0.05 6.1 11.2 -6.7 -6.7 -6.9 1.0 1.6 468 4.69
0.85 1.00 | 338 2165 | -10.1 -103 -10.2 0.9 0.9 093 0.88
1.00 1.00 6.4 49.3 -8.6 -8.6 -8.3 1.6 1.6 1.64 1.64
1.00 1.00 8.7 12.6 -8.5 -8.5 -8.5 0.5 0.5 048 044
025 0.20 | 585.1 1032 | -10.9 -10.7 -11.5 1.3 1.5 515 8.94
1.00 1.00 11.8 175 | -104 -104 -10.3 0.7 0.6 0.56 0.55
095 0.70 | 59.7 288.0| -10.9 -109 -10.8 0.9 0.9 0.86 0.92
0.00 0.00 | 410.8 6244 - - -8.1 - - 527 521
0.00 0.00 | 433.2 654.9 - - -7.0 - - 7.05 7.01
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Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD

D R, A [Ng converged median
scr doc scr doc scr doc ref scr doc scr doc
1ele 1.80 7 1.00 1.00 301 1219 | -99 -9.9 -9.9 0.9 0.8 0.85 0.84
1epb | 2.20 1 1.00 1.00 4.7 9.3 -9.8 -9.8 -9.8 1.0 1.2 1.00 1.16
leta 1.70 5 0.50 0.65 16.1 232 | 109 -11.0 -10.9 1.5 1.5 2.00 1.89
letr | 2.20 8 0.50 1.00 572 2839 -11.0 -11.0 -11.2 0.8 0.7 2.09 0.67
lets | 2.30 7 0.75 1.00 55.3 163.8 | -125 -126 -12.8 0.6 0.5 0.48 0.37
lett 2.50 5 0.55 0.60 23.7 358 | -10.2 -10.2 -10.3 0.7 0.7 1.14 1.04
lezq | 2.20 8 0.30 0.60 623 1781 | -13.0 -126 -134 1.8 1.7 8.87 1.87
1for | 2.10 4 0.40 0.85 189 276 | -116 -11.7 -117 1.5 1.8 2.28 1.84
1f0s | 2.10 4 0.35 0.60 17.7 285 -9.9 -9.9 -9.5 1.5 1.5 4.72 1.74
1f0t 1.80 4 0.30 0.60 19.8 285 -9.1 -9.1 -9.2 1.5 1.4 5.14 1.93
1f0u 1.90 8 0.30 0.55 754 1933 | -92 -101 -1041 1.3 1.7 3.18 1.92
1f3d 1.87 2 0.85 0.90 6.9 21.3 -6.4 -6.4 -6.4 0.7 0.8 0.80 0.78
1fen 1.90 1 1.00 1.00 5.7 203 | -104 -104 -104 0.9 0.8 0.88 0.80
1th8 | 1.95 2 0.95 1.00 245 96.3 -8.6 -8.7 -9.0 1.1 0.6 0.84 0.49
1th9 | 1.72 2 0.15 0.85 26.2 2379 | -92 94 -9.9 0.7 0.5 5.17 0.42
1fhd 1.90 2 0.60 0.60 26.3 1206 | -86 9.5 -9.6 1.0 0.7 1.67 1.50
1fjs 1.92 8 0.35 0.25 73.8 2124 | 115 -11.8 -11.8 1.7 1.8 2.22 2.33
1fkg | 2.00 10 | 0.50 095 | 474 2615 -10.3 -10.5 -10.6 1.4 1.4 1.87 1.42
1tki 2.20 0 1.00 1.00 5.8 9.1 -121 121 1241 0.2 0.2 0.23 0.23
1flr 1.85 2 1.00 1.00 9.1 20.5 -6.4 -6.4 -6.4 0.4 0.4 0.39 0.39
195 | 2.40 10 | 0.90 1.00 86.6 438.7| -16.6 -16.5 -16.9 0.3 0.2 0.29 0.20
1frp 2.00 4 0.85 0.85 326 1206 | -9.6 -9.6 -9.6 1.1 1.0 0.96 0.97
1fvt 2.20 2 1.00 1.00 136 415 -94 -9.4 -9.4 0.7 0.6 0.66 0.65
1945 | 1.83 3 0.15 0.15 13.3 205 -8.3 -8.8 -7.8 1.4 2.0 3.71 2.22
1946 | 1.84 3 0.05 0.00 13.0 19.5 -8.2 - -7.8 1.7 - 463 4.69
1948 | 1.86 3 0.20 0.00 12.3 191 -8.6 - -8.8 1.6 - 2.89 2.84
194j 1.84 3 0.75 0.80 134 205 | -10.3 -104 -101 1.1 1.1 1.1 1.07
1gdo | 1.96 3 0.25 0.45 13.1 19.7 -8.3 -8.3 -8.4 0.7 0.7 433 420
1952 | 1.80 3 0.55 0.40 11.7 19.0 -9.1 -9.0 -9.3 1.0 1.1 1.57 4.20
1953 | 1.94 3 0.30 0.15 13.3  20.6 -8.7 -8.7 -8.7 1.1 1.3 465 482
1954 | 1.86 3 0.35 0.35 124 18.7 -9.8 98 -10.0 1.1 1.1 2.55 5.15
1g9v | 2.00 6 0.00 0.15 19.1 27.0 - -7.7 -7.2 - 1.6 5.45 5.36
1ghb | 1.90 4 0.55 0.50 8.6 13.2 -8.2 -8.3 -8.1 1.1 1.3 1.94 1.98
1gkc | 1.80 8 1.00 1.00 372 1094 | -9.0 -9.0 -9.1 1.3 1.2 1.22 1.21
1glp | 2.20 10 | 0.60 1.00 | 493 2644 | -83 -8.5 -8.7 1.4 1.3 1.56 1.33
1glg | 2.30 13 | 015 015 | 3235 5174 | -10.7 -10.9 -11.3 1.4 1.7 2.36 2.45
1gm8| 2.20 4 0.00 0.00 121 17.2 - - -6.8 - - 5.94 5.27
1gpk | 2.50 0 0.05 0.00 5.1 8.9 -7.3 - -7.5 0.5 - 3.60 3.59
1gsp | 2.20 2 0.85 0.95 12.1 18.1 -9.4 -9.6 -9.6 0.6 0.5 0.51 0.50
1hbv | 1.56 14 | 0.50 0.70 | 479.8 733.7| -129 -13.0 -131 1.1 1.2 1.91 1.27
1hdc | 2.90 6 1.00 1.00 293 1107 -11.8 -11.8 -11.8 1.4 1.5 1.48 1.60
1hdy | 2.70 0 1.00 1.00 3.0 17.2 -5.1 -5.0 -4.8 1.5 1.5 1.48 1.47
thef | 2.70 19 | 0.00 0.05 | 729.9 1179 - -13.2  -144 - 20 3.58 3.77
1hfc | 2.70 9 0.90 1.00 | 452 1246 | 116 -11.7 -117 1.3 1.2 1.38 1.20
1hgg | 2.20 3 1.00 1.00 8.0 14.7 -1.0 -1.0 -1.0 0.7 0.7 0.71 0.73
1hgh | 2.30 3 1.00 1.00 8.1 14.9 -1.1 -1.1 -1.0 0.8 0.8 0.80 0.80
1hgi 1.90 3 1.00 1.00 8.0 14.2 -1.3 -1.3 -1.3 0.7 0.7 0.71 0.71
1hgj | 2.00 3 1.00 1.00 8.0 14.1 -1.1 -1.1 -1.1 0.6 0.6 0.64 0.65
1hih | 3.00 15| 065 090 | 367.0 7027 | -13.0 -134 -13.9 1.3 1.1 1.75 1.10
[ thon | 100 | 1 | 100 100 | 64 183 | -68_ 69 68| 07_ 06 | 070_ 071




Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD

D R, A [Ng converged median
scr doc scr doc scr doc ref scr doc scr doc
1hp0 | 2.00 2 0.65 0.60 13.5 19.3 -9.8 -9.8 -9.9 0.6 0.5 0.67 0.64
thps | 1.89 16 | 0.35 0.65 | 4689 856.2 | -12.7 -124 -13.2 1.5 1.6 3.77 1.83
thpv | 2.80 11 1.00 1.00 | 284.2 4986 | -11.7 -11.7 -11.8 0.9 0.9 0.95 0.86
1hpx | 2.20 14 | 0.05 0.05 | 4794 8235 -139 -135 -144 1.9 2.0 2.62 2.62
1hg2 | 2.80 1 0.80 0.85 6.5 17.1 -9.1 -9.2 9.2 0.5 0.5 0.60 0.48
1hri 1.80 9 0.55 0.65 31.0 1159 | -7.9 -7.9 -7.9 1.3 1.3 1.89 1.35
thsb | 1.70 7 0.65 0.85 36.3 1297 | -7A1 -7.4 -7.5 1.3 1.2 1.52 1.33
thsg | 1.74 12 | 0.60 0.90 | 400.1 776.0 | -128 -13.1 -144 1.2 1.2 1.48 1.20
1hsl 1.70 3 095 0.65 7.3 11.7 -7.3 -7.3 -7.3 0.6 0.8 0.46 1.19
1hte | 2.50 8 0.15 0.05 | 481 1596 | -9.0 -8.6 -8.6 1.1 0.9 5.67 6.99
1hitf | 2.20 12 | 0.05 0.20 | 4119 6426 | -11.4 -114 -114 1.6 1.6 8.71 8.43
1hti 2.40 3 1.00 1.00 12.0 57.3 -4.7 -4.8 -4.7 1.2 1.2 1.13 1.15
thvr | 2.40 8 0.95 1.00 | 424 3121 | 142 -143 -143 0.5 0.5 0.45 0.49
1hvy | 1.80 5 0.60 0.70 15.5 218 | -10.7 -10.8 -10.3 1.9 1.9 1.94 1.93
1hwi | 2.40 8 0.80 1.00 | 445 2363 | -11.3 -114 -117 1.1 1.0 1.24 1.01
1Thww [ 2.40 0 0.85 0.90 5.6 6.9 -7.3 -7.6 -7.7 0.5 0.3 0.37 0.31
1hyt | 1.82 5 0.85 1.00 7.9 11.5 -6.9 -6.9 -6.5 1.1 1.1 1.03 1.06
1ia1 1.90 2 0.95 1.00 9.2 31.0 -8.9 -8.9 -8.9 0.6 0.4 0.44 0.34
licn | 2.06 15 | 0.00 0.05 | 2225 387.7 - -7.9 -7.6 - 1.9 8.94 6.93
lida 1.65 14 | 0.60 0.60 | 520.1 9714 | -150 -149 -159 1.3 1.4 1.54 1.62
1ig3 | 2.10 4 0.90 0.75 12.5 19.6 -8.6 -8.2 -8.9 1.5 1.6 1.84 1.88
1igj 1.60 3 0.60 0.50 321 2410 -88 -8.8 -8.8 1.5 15 1.64 2.04
1imb | 1.80 2 0.25 0.20 134 66.3 -8.4 -8.6 -74 1.9 2.0 2.31 2.07
1ivb 1.90 3 1.00 1.00 8.6 12.9 -6.3 -6.4 -6.4 0.8 0.7 0.85 0.63
live | 2.20 1 0.85 1.00 6.0 10.9 -4.9 -4.9 -5.0 1.3 1.2 1.26 1.16
1ivd 1.80 3 0.00 0.00 8.0 194 - - -4.7 - - 469 475
1ive | 2.00 2 0.55 0.60 6.2 17.5 -4.2 -4.2 -3.9 1.6 1.8 1.99 1.98
1ivf 2.70 5 0.65 1.00 258 1908 | -85 -8.5 -8.4 1.7 1.7 1.71 1.69
1j3j 2.10 2 1.00 1.00 7.5 17.8 -9.1 -9.1 -9.1 0.4 0.3 0.34 0.32
1jap | 2.00 7 0.90 0.85 50.0 1405 -7.2 -7.3 -7.6 1.2 1.0 1.29 1.12
1jd0 1.90 1 0.10 0.00 8.9 30.7 -7.1 - -6.8 0.3 - 424 434
1jje 1.90 7 0.45 0.55 224 928 | -11.7 -119 -12.2 1.1 1.1 3.55 1.77
1jla 210 7 1.00 1.00 322 1130( -101 -10.1 -1041 0.5 0.5 0.52 0.50
1k3u | 1.80 6 0.65 0.70 143 223 -8.5 -8.6 -8.9 1.1 0.8 1.89 0.77
1ke5 | 1.60 1 1.00 1.00 6.3 17.2 -9.8 -9.8 -9.8 0.5 0.4 0.34 0.33
1kel 1.90 10 | 0.90 0.80 379 2030 -7.9 -8.0 -8.2 1.6 1.6 1.63 1.78
1kzk | 2.40 9 0.85 0.95 70.7 3632 | -119 -120 -129 1.2 1.0 1.60 0.82
112s 1.80 3 1.00 1.00 11.7 34.6 -8.1 -8.1 -8.0 0.7 0.8 0.74 0.73
117§ 2.05 7 1.00 1.00 298 133.7| -109 -109 -10.9 0.5 0.5 0.45 0.49
1lah | 2.80 4 1.00 1.00 14.6 18.8 -8.2 -8.2 -8.2 0.6 0.7 0.75 0.78
1lcp 1.70 3 0.55 0.80 10.4 16.4 -8.2 -8.5 -8.1 1.0 1.0 1.21 1.03
1ldm | 1.80 1 1.00 1.00 3.3 214 -5.7 -5.7 -5.1 0.6 0.6 0.64 0.62
1lic 210 15| 045 060 | 2206 3784 | -7.7 -7.8 -7.7 1.5 1.6 5.88 1.69
1imo | 2.10 6 0.00 0.00 | 2825 551.8 - - -7.2 - - 8.54 8.57
1lna | 2.30 8 0.90 0.90 327 2191 | -7A1 -7.3 -7.2 1.5 14 1.60 1.49
1lpm | 2.50 9 1.00 1.00 21.8 26.6 -7.3 -7.3 -7.3 0.9 1.0 0.92 0.93
1lpz 1.63 4 0.45 0.70 187 266 | -126 -125 -12.6 0.8 0.7 219 0.69
1irh 1.60 2 1.00 1.00 4.6 15.9 -7.0 -7.0 =71 0.5 0.5 0.46 0.42
1lst 1.60 5 1.00 1.00 15.5 73.3 -8.4 -8.3 -8.2 0.9 0.9 0.94 0.93
tm2z| 160 | 2 | 100 100 | 188 184 | 17 17 18] 03 03 | 033 03




Docking performance of Lead-Finder

PDB o Time, s dG, kcal/mol RMSD RMSD

D R, A [Ng converged median
scr doc scr doc scr doc ref scr doc scr doc
1mbi | 2.00 0 1.00 1.00 2.7 15.8 -3.6 -3.7 -3.7 0.4 0.3 0.43 0.25
1mer | 1.80 5 0.40 0.50 14.6 21.0 -6.3 -6.4 -6.1 1.6 1.9 2.04 2.02
1mdr | 1.90 2 1.00 1.00 5.8 17.3 -5.7 -5.6 -55 1.4 1.3 1.58 1.56
1meh | 2.20 6 0.05 0.00 23.0 245 -8.1 - -8.3 0.8 - 2.74 2.49
1mfe | 1.80 6 0.00 0.00 | 446.5 8249 - - -7.8 - - 5.98 6.05
imid | 1.70 5 1.00 0.95 9.6 13.7 -8.2 -8.2 -7.9 1.3 1.3 1.37 1.38
1Tmmgqg| 1.70 6 1.00 1.00 | 446 1548 | -10.2 -105 -10.5 0.7 0.4 0.61 0.40
1mmv| 1.80 8 0.65 0.65 | 406 129.0 | -8.7 -8.8 -9.1 1.4 1.3 1.42 1.35
1fmnc| 2.00 9 1.00 1.00 374 1265 | -104 -104 -10.2 1.1 1.0 1.08 1.01
1imrg | 1.80 0 0.95 1.00 3.8 9.1 -5.1 -5.1 -5.1 0.5 0.5 0.51 0.49
Tmrk | 1.80 2 0.85 0.90 16.4 221 -8.2 -8.2 -8.3 1.2 1.2 1.27 1.20
Tmts | 2.00 6 0.85 1.00 376 1236 | -10.0 -104 -104 1.2 1.2 1.20 1.28
Tmup| 1.80 2 0.50 0.65 6.1 254 -5.1 -5.1 -5.0 1.8 1.9 1.97 1.99
Tmzc | 1.95 7 0.35 050 [ 489 1653 | -99 -103 -10.2 0.7 0.7 4.40 3.29
Tn1m| 1.90 2 0.95 1.00 7.4 11.1 -7.4 -74 -7.4 0.6 0.7 0.52 0.53
1n2j | 2.40 3 0.10 0.05 7.6 10.9 -4.8 -4.8 -4.7 0.7 0.9 2.82 3.33
1n2v | 1.90 3 0.50 0.40 9.2 32.8 -6.9 -7.3 -7.3 1.0 1.2 1.71 2.35
146 | 1.60 4 1.00 1.00 136 202 | 121 -122 -12.2 0.4 0.4 0.37 0.34
1nav | 2.30 5 0.85 0.95 140 219 | -109 -109 -10.9 0.5 0.5 0.50 0.48
1nco | 1.70 8 0.35 0.55 80.7 4126 | -13.7 -140 -14.2 1.1 0.6 7.25 1.23
1nis 1.90 5 0.90 0.95 8.9 13.6 -7.9 -8.2 -8.1 1.1 0.9 1.19 0.71
innb | 1.65 5 0.65 0.95 284 1736 | -8.1 -8.1 -8.2 1.2 14 1.62 1.51
insc | 1.78 5 0.85 1.00 286 1910 -94 94 -9.5 1.2 14 1.39 1.56
1nsd | 1.80 5 0.60 0.90 26.6 1747 | -8.1 -8.1 -8.5 1.3 1.2 1.38 1.19
1lodw | 2.60 16 | 0.60 0.60 | 410.8 7575 | 114 -11.3 -121 1.1 1.2 1.80 1.71
10f1 2.65 2 1.00 1.00 9.0 13.3 -9.0 -9.1 -9.0 0.5 0.5 0.39 0.40
10f6 | 2.90 3 1.00 1.00 9.6 13.4 -8.2 -8.3 -8.3 0.5 0.5 0.48 0.47
1okl | 2.70 2 0.90 0.90 12.0 37.2 -7.7 -7.7 -7.8 0.5 0.6 0.43 0.42
1opk | 2.30 2 1.00 1.00 11.1 306 | -13.1  -131 -13.2 0.6 0.6 0.58 0.56
1og5 | 1.90 4 0.55 1.00 15.2 226 | -11.3 112 -11.3 0.7 0.7 095 0.74
1owe | 1.80 2 0.70 0.55 11.2 36.1 -8.3 -8.3 -8.6 0.9 0.8 1.50 1.64
1oyt | 1.80 3 0.80 1.00 124 174 | 122 122 122 0.7 0.7 0.77 0.77
1p2y | 1.90 1 0.90 1.00 4.5 16.5 -6.6 -6.6 -6.7 1.3 1.5 1.80 1.83
1p62 | 1.80 2 0.70 0.75 10.4 15.9 -7.9 -7.9 -7.6 0.8 0.7 0.82 0.69
1pbd | 1.80 1 1.00 1.00 29 5.1 -4.4 -4.3 -4.3 0.5 0.5 0.46 0.44
1pgp | 1.90 7 0.50 0.65 | 1958 3614 | -10.0 -102 -95 1.8 1.8 1.96 1.92
1pha | 1.80 8 0.45 0.55 328 1123 | -95 -9.6 -9.2 1.1 1.1 2.14 1.23
1phd | 1.40 1 1.00 1.00 3.6 10.7 -5.7 -5.7 -5.8 1.0 0.9 0.96 0.95
1phf | 2.00 1 1.00 1.00 4.1 15.6 -5.8 -5.8 -5.3 1.1 1.1 1.21 1.20
1phg | 1.90 3 0.90 0.90 8.7 28.0 -7.2 -7.7 -8.1 1.2 0.8 1.31 0.81
1pmn| 1.90 6 1.00 0.95 391 1299 | 122 -122 -123 0.8 0.8 0.71 0.85
1poc | 2.75 | 23 | 0.05 0.00 | 596.2 976.5| -13.4 - -13.4 1.9 - 2.55 2.70
1ppc | 1.90 7 0.70 1.00 655 1811 | -11.2 -111  -11.0 1.0 1.3 1.25 1.27
1pph | 1.80 5 0.45 0.60 25.7 38.6 -9.9 -9.9 -9.9 0.5 0.5 2.90 0.74
1ppi 1.70 11 0.00 0.15 | 1582 2432 - -16.1  -18.1 - 1.3 513 4.99
1ppk | 1.70 14 | 035 055 | 3585 570.0| -9.9 -98 -10.0 0.9 0.9 4.61 1.18
1ppl | 2.40 18 | 045 0.65 | 4869 8266 | -126 -128 -13.1 1.4 1.3 2.16 1.51
1ppm | 2.40 17 | 0.05 0.10 | 4493 8179 | -11.0 -114 -117 0.9 1.6 5.51 4.51
1pro | 1.85 10 | 0.80 095 | 2871 5276 | -144 -144 -144 0.5 0.5 0.48 0.47

| tpso| 220 | 22 | 005 000 | 8008 1403 | 124 - _ 30| 16 _ - | 1249 1314




Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD

R, A [Ng converged median
ID scr doc scr doc scr doc ref scr doc scr doc
191g | 2.20 3 1.00 1.00 144 214 | -10.7 -108 -11.0 0.8 0.5 0.74 0.47
1941 | 1.87 0 1.00 1.00 5.3 8.4 -8.6 -8.6 -8.5 0.3 0.3 0.31 0.32
194g | 1.63 3 1.00 1.00 7.3 21.2 -8.0 -8.1 -7.7 0.9 0.9 0.86 0.92
1gbr | 1.40 6 0.95 1.00 | 420 2092 | 170 -171 -17.2 0.3 0.3 0.30 0.27
1gbu | 2.90 8 0.85 1.00 | 488 3419 | -144 -146 -145 0.8 0.8 0.76 0.75
1rith | 2.00 9 075 090 | 454 2612 | -114 -112 -116 1.2 1.3 1.32 1.25
155 | 1.80 8 0.85 090 | 438 1315 | -9.6 -9.6 -9.4 1.3 1.3 1.37 1.39
158 | 1.90 7 0.60 0.50 525 1473 | -9.8 -9.9 -9.0 1.2 1.2 1.34 2.13
1% | 1.90 3 1.00 1.00 8.7 28.3 -7.4 -7.5 -6.6 1.0 1.0 0.93 0.92
1rbp | 2.00 2 1.00 1.00 71 9.5 -109 -109 -10.8 0.6 0.6 0.61 0.61
1rds | 2.80 8 0.90 0.80 | 4781 5831 | -116 -11.8 -121 1.0 1.0 0.77 1.03
1rhl 3.10 4 0.75 0.95 389 1529 | -84 -84 -8.5 1.1 1.3 1.40 1.50
1rls 1.90 4 0.95 1.00 31.8 1043 | -95 -9.5 -9.5 0.6 0.7 0.67 0.67
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7134 1149 | -15.8 -152 -15.6 1.3 1.4 6.64 1.77
imt | 2.25 4 075 090 | 405 1519 | -8.6 -8.6 -1.7 1.6 1.5 1.71 1.65

1.00 1.00 7.3 12.1 -6.3 -6.3 -6.0 0.8 0.9 0.65 0.97
1.00 1.00 12.0 16.9 -9.2 -9.2 -9.2 0.2 0.2 023 023
1.00 1.00 | 553 140.7 | -144 -144 -146 1.4 1.5 1.64 1.66
1.00 1.00 8.0 1.7 -8.8 -8.8 -8.8 0.5 0.5 0.52 0.53
1.00 1.00 52 18.4 -4.2 -4.2 -4.2 1.0 0.9 0.97 0.91

1rob 2.88 4 1.00 1.00 30.2 106.3 | -8.3 -8.4 -8.0 1.1 1.1 1.09 1.09
1s19 1.80 4 1.00 1.00 16.8 1774 | -143 -143 -144 0.8 0.7 0.69 0.65
1s3v | 3.00 5 0.15 0.55 19.3 26.4 -9.6 -9.6 -9.6 0.8 0.6 7.83 0.73
1sbg | 3.00 14 1.00 1.00 | 3216 6419 | -122 -121 -124 0.8 0.7 0.82 0.61
1sbp | 1.60 0 1.00 1.00 3.6 55.1 -5.1 -5.1 -5.0 0.4 0.4 0.37 0.38
1sg0 1.60 0 1.00 1.00 7.5 14.3 -8.5 -8.5 -8.6 0.8 0.7 0.93 0.79
1sj0 2.10 6 1.00 1.00 51.8 1473 | -134 -134 -135 0.7 0.8 0.75 0.74
1slt 3.00 5 0.70 090 | 256.8 508.6 | -6.3 -6.3 -5.7 1.7 1.7 1.89 1.83
1snc 1.71 6 0.55 0.65 30.3 97.7 | -120 -11.6 -123 1.3 1.1 1.75 1.24
1s95 | 2.10 6 0.00 0.00 25.1 93.0 - - -5.5 - - 4.34 4.31
1sqn | 2.50 1 1.00 1.00 57 8.8 -10.6 -10.7 -10.6 0.4 0.3 0.27 0.21
1sre 2.40 1 1.00 1.00 4.8 8.2 -71 -71 -71 0.5 0.5 0.43 0.44
1srj 1.75 1 0.85 1.00 6.2 11.7 -6.8 -7.2 -7.2 0.8 0.8 0.84 0.85
1stp 2.00 5 1.00 1.00 11.1 16.8 -8.8 -8.9 -8.9 0.6 0.6 0.63 0.61
1t40 1.70 5 1.00 1.00 14.0 220 | -14.0 -141 -14A1 0.5 0.5 0.45 0.37
1t46 1.90 3 1.00 1.00 12.3 18.1 -145 -145 -144 0.7 0.6 0.74 0.59
1t9b 1.90 2 1.00 1.00 9.1 32.2 -8.1 -8.3 -8.3 0.8 0.7 0.83 0.77
1tdb 2.90 4 0.95 0.95 16.8 24.5 -6.7 -7.3 -71 1.1 1.2 1.06 1.13
1thy 1.90 4 0.50 0.50 14.9 21.8 -6.1 -6.2 -6.0 0.7 0.8 1.94 1.84
1tka 1.70 8 0.90 0.95 55.1 1388 | -13.9 -141 -13.8 1.3 1.3 1.42 1.27
1tlp 1.90 11 0.25 0.20 | 522.7 7522 | -11.7 -11.7 -114 1.7 1.8 2.35 7.66
1tmn | 2.40 13 0.70 0.70 | 368.7 5152 | -116 -115 -12.0 1.7 1.6 1.78 1.66
1tng 2.90 1 1.00 1.00 5.0 14.0 -6.4 -6.4 -6.4 1.0 0.9 0.99 0.99
1tnh 1.70 1 1.00 0.95 5.2 14.2 -6.2 -6.2 -6.1 0.6 0.6 0.61 0.57
1tni 1.78 4 0.65 0.35 10.2 14.6 -6.5 -6.5 -6.5 1.0 1.2 1.22 2.31
1tnj 2.70 2 1.00 0.95 7.7 23.0 -5.9 -5.9 -5.8 14 1.5 1.40 1.57
1tnk 2.50 3 1.00 1.00 7.6 11.5 -6.2 -6.2 -6.2 0.9 0.9 0.91 0.95
1tnl 1.80 1 1.00 1.00 4.9 12.7 -6.4 -6.3 -6.5 0.5 0.5 0.53 0.52
1tow | 3.00 4 1.00 1.00 9.1 13.0 -7.0 -7.0 -7.0 0.9 0.9 0.82 0.80
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Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD

D R, A [Ng converged median
scr doc scr doc scr doc ref scr doc scr doc
1uic | 1.80 6 1.00 1.00 24.6 99.3 -9.6 -9.8 9.7 1.3 1.6 1.47 1.66
1udd | 2.08 0 1.00 1.00 5.2 10.2 -7.5 -7.5 -7.5 0.3 0.4 0.34 0.35
1ukz | 1.90 4 0.55 0.55 296 1104 | -11.8 -11.8 -11.9 0.6 0.6 0.84 0.81
1ulb | 2.40 0 0.50 0.80 3.5 8.2 -6.0 -6.0 -5.9 0.7 0.6 2.01 0.58
fuml | 1.83 8 0.45 0.65 59.6 168.0 | -10.4 -10.7 -10.0 1.2 1.3 6.44 1.62
1unl | 2.30 6 1.00 1.00 313 1216 | -93 -9.3 -9.3 0.5 0.5 0.55 0.46
1uou | 1.60 2 1.00 1.00 8.0 26.3 -8.2 -8.2 -8.2 1.4 1.4 1.50 1.50
1vOp | 1.67 6 1.00 1.00 372 1320 -104 -104 -104 0.7 0.8 0.60 0.62
1v48 | 2.00 6 0.85 0.85 21.0 31.2 -9.2 -94 9.7 1.1 0.8 1.16 0.79
1v4s | 1.80 2 0.90 1.00 10.1 331 | -10.5 -10.8 -10.7 1.0 1.0 0.72 0.81
1vgj 2.00 7 1.00 1.00 315 2222 -104 -104 -10.3 0.9 0.9 0.96 0.95
1vgc | 2.20 5 1.00 1.00 255 29.6 -74 -7.5 -7.4 0.6 0.5 0.55 0.54
1wip | 1.60 0 1.00 1.00 3.3 8.4 -5.0 -5.0 -4.9 0.3 0.3 0.34 0.34
1w2g | 1.67 2 1.00 1.00 9.5 14.1 -8.5 -8.5 -8.5 0.9 0.8 0.90 0.82
1wap | 2.00 3 0.95 1.00 9.9 13.1 -7.9 -7.9 -7.9 0.5 0.5 0.38 0.42
1x8x | 2.00 3 0.95 1.00 11.1 16.0 -7.6 -7.6 -7.7 0.7 0.6 0.59 0.57
1xid 1.90 2 1.00 1.00 6.9 10.8 -7.9 -7.7 -7.7 0.9 0.9 1.06 0.98
1xie 1.49 1 1.00 1.00 6.5 10.2 -7.8 -8.0 -8.1 0.5 0.5 0.52 0.48
1xm6 | 2.50 5 0.00 0.00 10.4 15.4 - - -7.9 - - 2.51 2.53
1xoq | 1.60 6 0.90 0.85 19.3 31.2 | -10.1 -10.1  -10.0 0.7 0.7 0.68 0.67
1xoz | 1.97 1 1.00 1.00 7.9 22.0 -8.2 -8.1 -8.2 0.7 0.6 0.43 0.40
1y6b | 2.80 6 0.70 1.00 26.5 36.1 | -11.8 -119 -121 0.6 0.5 0.61 0.53
1ygc | 2.00 8 1.00 1.00 | 1128 2771 | -129 -13.0 -129 1.5 1.6 1.65 1.64
1yqy | 2.30 4 0.55 0.90 11.5 186 | -10.6 -10.6 -10.9 0.9 0.7 1.75 0.73
1yv3 | 2.00 0 1.00 1.00 5.2 8.5 -10.3  -10.2 -104 0.4 0.4 0.37 0.38
1yvf | 2.50 4 1.00 0.95 12.2 17.8 -9.8 -9.8 -9.9 0.7 0.8 0.54 0.57
Tywr | 1.95 5 0.90 0.95 22.9 348 | -120 -121 -123 0.5 0.6 0.55 0.56
1295 | 1.80 6 1.00 1.00 236 1246 -121 -122 -12.2 0.5 0.5 0.48 0.48
2ack | 2.40 2 1.00 1.00 5.8 15.7 -5.6 -5.6 -5.6 0.9 1.0 0.90 0.99
2ada | 240 2 0.90 1.00 243 95.1 -9.2 -9.3 -94 0.4 0.3 0.35 0.31
2ak3 | 1.85 4 045 0.75 30.8 1094 | -9.2 9.2 -9.2 0.7 0.6 2.84 0.75
2bm2| 2.20 6 0.95 0.95 399 1295| -10.8 -10.7 -10.9 0.6 0.7 0.49 0.59
2br1 2.00 5 1.00 1.00 19.1 26.6 -8.4 -8.4 -8.4 1.4 14 1.38 1.35
2bsm | 2.05 4 1.00 1.00 17.1 238 | -10.0 -10.0 -10.0 0.8 0.8 0.79 0.79
2cgr | 2.20 7 1.00 1.00 258 1203 | -6.9 -7.0 -6.9 0.7 0.7 0.75 0.74
2cht | 2.20 2 1.00 1.00 5.9 10.5 -8.7 -8.7 -8.7 0.4 0.4 0.44 0.38
2cmd | 1.87 5 1.00 1.00 10.1 15.6 -8.3 -8.4 -8.4 1.4 1.3 1.41 1.40
2cpp | 1.63 0 1.00 1.00 2.6 5.0 -5.9 -5.9 -5.9 0.5 0.5 0.51 0.51
2ctc 1.40 3 1.00 1.00 5.9 8.6 -6.8 -6.9 -6.9 0.7 0.7 0.65 0.67
2dbl | 2.90 6 1.00 1.00 24.9 885 | -11.5 -115 -115 0.8 0.9 0.87 0.88
2er6 | 2.00 | 29 | 0.05 0.00 | 2213 3038 | -13.4 - -13.6 1.3 - 9.89 10.71
2fox | 1.80 7 0.90 1.00 50.8 2771 { -11.0 -111 -113 0.7 0.6 0.71 0.55
2gbp | 1.90 1 1.00 1.00 16.0 725 -9.3 -9.3 -9.3 0.3 0.3 0.32 0.31
2h4n | 1.90 1 0.95 0.85 6.9 27.2 -7.6 -7.7 -7.6 1.0 1.2 1.34 1.57
2ifb 2.00 14 | 0.65 0.80 | 203.7 3428 | -7.9 -7.9 -7.9 1.5 1.6 1.67 1.76
2igs | 2.80 4 0.70 0.80 9.4 13.8 -6.8 -6.8 -6.7 0.7 0.6 0.70 0.67
2mep | 3.10 4 1.00 1.00 6.1 9.6 -4.6 -4.7 -4.5 1.6 1.6 1.57 1.66
2mth | 1.90 2 0.80 0.90 5.6 18.0 -5.1 -5.1 -5.2 1.1 1.1 1.06 1.06
2phh | 2.70 1 1.00 1.00 3.6 6.4 -5.3 -54 -54 0.6 0.6 0.60 0.59
| 2pka | 225 | 5 | 100 100 | 116 180 | 57 67 54| 10 10 | 095 004




Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD
R, A | Ngy converged median
ID scr doc scr doc scr doc ref scr doc scr doc
2plv | 2.88 15 | 0.00 0.00 | 3134 5919 - - -8.0 - - 9.12 8.46
2qwk [ 1.80 1.00 1.00 14.9 72.3 9.4 9.4 -9.5 0.7 0.6 0.52 0.52

055 0.75 | 419 1208 | -9.0 -9.1 -9.0 1.7 1.6 1.79 1.65
065 0.70 | 29.2 106.3 | -91 -9.1 -9.0 1.6 1.7 1.81 1.81
-8.9 -9.1 -8.9 1.3 1.4 1.53 1.46
0.60 0.80 10.9 17.7 -8.4 -8.7 -8.3 1.2 1.2 1.61 1.32
1.00 1.00 | 233 956 -8.8 -8.8 -8.9 0.6 0.5 0.47 045
0.2 025 | 732 1244 | 125 127 -128 1.8 2.1 218 2.18
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1.00 1.00 8.0 40.7 =71 -71 -7.0 0.6 0.5 0.39 0.38
075 080 | 550 1457 | 115 -116 -115 1.3 1.2 1.36 1.32
1153 1223 - - -10.4 - - 3.70 3.71

2upj | 3.00 13 ] 030 0.60 | 376.7 5546 | -109 -109 -10.7 1.8 1.9 2.06 1.97
2xis 1.71 4 1.00 095 | 242 932 -6.9 -6.9 -7.0 0.6 0.7 0.37 0.38
2yhx | 2.10 3 0.95 1.00 199 953 | -108 -10.9 -10.8 1.2 1.2 1.26 1.28
2ypi | 2.50 3 1.00 1.00 14.0 65.1 -5.5 -5.6 -5.2 1.0 1.1 0.97 1.07
3aah | 2.40 3 0.90 0.90 7.6 123 | 124 125 -126 0.6 0.6 0.64 0.63
3cla 1.75 6 0.00 0.00 | 28.7 110.6 - - -6.4 - - 6.29 7.55
3cpa | 2.00 5 045 080 | 264 986 -9.2 -9.0 -9.0 0.8 0.8 214 085
3dfr 1.70 7 080 085 | 446 1505 | 122 -123 -124 0.6 0.8 0.69 0.80
3ert 1.90 8 1.00 1.00 | 366 1131 | -11.1  -111  -11.2 1.6 1.5 1.57 1.53
3gch | 1.90 2 1.00 1.00 5.9 9.9 -5.6 -5.6 -5.6 0.4 0.4 042 042
3hvt | 2.90 1 1.00 1.00 5.2 12.0 -8.0 -8.0 -8.0 0.4 0.4 033 034
3mth | 1.90 2 0.70 0.45 5.7 18.3 -5.1 -5.1 -5.1 1.0 1.0 112 420
3ptb | 1.70 0 1.00 1.00 2.9 5.6 -6.2 -6.2 -6.2 0.1 0.1 0.14 0.14
3tpi 1.90 6 1.00 1.00 | 20.3 89.0 -9.0 -9.0 -9.2 0.5 0.4 043 041
4aah | 2.40 3 0.85 0.95 10.1 135 | 122 122 -12A1 0.7 0.7 0.73 0.67
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4fab | 2.70 2 0.75 0.70 7.9 20.2 -6.7 -6.7 -6.7 0.9 0.9 093 094
4fbp | 2.50 4 035 050 | 304 106.4 | -8.6 -8.6 -9.1 1.4 1.4 2.74 1.99
4fxn 1.80 7 0.95 1.00 | 459 2694 | -11.8 -11.8 -11.7 0.8 0.6 0.87 0.61
4hmg | 3.00 3 1.00 1.00 8.0 14.4 -1.3 -1.3 -1.3 0.4 0.5 040 040
4phv | 2.10 12 | 025 025 | 4425 7894 | -128 -1560 -153 1.6 0.9 3.96 4.02

7.5 12.1 -7.4 -7.5 -71 1.2 1.3 1.26 1.28
0.65 0.65 10.2 16.2 -5.9 -6.2 -5.7 1.8 1.9 1.91 1.97
380.3 6003 | -126 -12.1 -13.0 1.3 1.4 6.65 6.51
1.00 1.00 13.8 203 -8.6 -8.6 -8.6 0.6 0.6 0.60 0.59
0.95 1.00 9.7 14.1 -71 -7.2 -6.1 0.7 0.7 0.60 0.73
16.0 70.3 -8.2 -8.3 -8.3 0.7 0.6 0.56 0.46
1.00 1.00 27 4.8 -6.0 -5.9 -5.9 1.1 1.3 0.94 1.41
1.00 1.00 9.0 454 -8.0 -8.0 -8.0 0.3 0.2 025 0.24
5p2p | 240 | 20 | 0.80 0.70 | 4780 7715 | -128 -128 -131 1.4 1.6 1.45 1.75
5tim 1.83 0 0.00 0.00 4.8 25.6 - - -5.7 - - 299 3.00
5tin 2.30 8 0.90 1.00 | 451 2448 | -9.0 -9.0 -9.0 1.3 1.4 1.34 1.32
5tmn | 1.60 14 | 015 0.05 | 336.7 5010 | -126 -126 -12.8 1.7 0.8 224 223
6abp | 1.67 0 095 0.95 5.4 7.2 -6.8 -6.9 -7.0 0.7 0.8 054 0.83
6cpa | 2.00 12| 050 050 | 714 2903 | -133 -134 -13.8 1.1 1.0 250 247
6rnt 1.80 4 090 090 | 334 1487 | -74 -7.5 -7.5 0.9 1.0 0.85 0.90
6rsa | 2.00 2 1.00 1.00 94 14.4 -7.1 -71 -7.2 0.8 0.8 0.75 0.80
6tim | 2.20 4 1.00 1.00 10.3 16.9 -7.4 -7.4 -71 1.1 1.1 1.14 1.18
6tmn | 1.60 14 | 0.05 0.00 | 324.2 500.5| -11.1 - -11.3 2.0 - 277 272
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Docking performance of Lead-Finder

PDB o P Time, s dG, kcal/mol RMSD RMSD
D R, A | Ngy converged median
scr doc scr doc scr doc ref scr doc scr doc

7cpa | 2.00 15 ] 025 0.70 | 358.6 6678 | -144 -141 -14.6 1.8 1.6 2.66 1.86
Tcpp | 2.00 0 1.00 1.00 3.3 16.9 -4.5 -4.5 -4.5 1.3 1.3 1.30 1.30
7tim 1.90 3 1.00 1.00 7.6 121 -6.0 -6.1 -6.5 1.1 1.0 1.13 1.08
Tupj | 2.00 5 045 055 | 210 300 | 129 -97 -10.0 1.2 1.3 2.15 1.35
8abp | 1.49 1 1.00 1.00 154 699 -8.2 -8.2 -8.4 0.6 0.5 0.61 0.52
8atc | 2.50 6 1.00 1.00 12.3 185 | -128 -125 -13.0 0.7 0.8 0.75 0.76
8gch | 1.60 8 1.00 1.00 | 46.8 527 -9.5 -9.5 -9.5 0.3 0.3 028 0.28
9abp | 1.97 1 1.00 1.00 158  70.1 -8.2 -8.3 -8.3 0.7 0.4 049 0.39
Shvp | 280 | 20 | 0.70 0.35 | 707.5 1148 | -154 -151 -153 1.7 1.7 1.83 220

Docking performance of Lead-Finder was benchmarked on the set of 407 protein-ligand complexes
in the default docking (doc) and screening (scr) regimes. Column ‘PDBid’ contains PDB codes

of protein-ligand complexes used for current benchmarking studies, and column ‘R’ — structure
resolution in A; column ‘Nz’ contains the number of freely rotatable ligand bonds; column ‘P’ —
probability of successful ligand docking (with RMSD of 2 A and less) determined by 20 independent
docking runs; column ‘Time’ contains time needed for ligand docking (Linux x86_64, Intel Core2Duo
2.4GHz); column ‘dG’ lists binding energies (dG-score) for the top-ranked poses (ref — reference
ligand pose from PDB structure); column ‘RMSD converged’ contains RMSD of top-scored ligand
poses from the corresponding reference poses averaged over successful docking runs (those of 20
independent runs, for which RMSD of 2 A and less was obtained), while ¢ ‘RMSD median’ contains
data averaged over all 20 independent docking runs.



