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Table S1. HET groups that were excluded in this study.
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Table S2. Docking performance for the protocols tested in this study. The success rates listed are the
percentage of complexes for which the top-ranked GOLD solution is within 2A of the experimental
binding mode, averaged over 20 runs. Errors in the mean are given in parentheses. Results are given
for the Goldscore function and for the Chemscore function, and for three GA settings that are
described in Proteins 52 (2003), 609-623.

Goldscore Chemscore

default 4 default3 defaultl default4 default3 defaultl
Standard (6A) 77.6(0.8) 79.9(0.6) 80.5(0.5) 75.3(0.6) 78.9(0.6) 80.9(0.5)
Smaller site (4A) 85.0(0.7) 86.5(0.4) 86.5(0.4) 79.8(0.6) 82.9(0.5) 84.1(0.3)
Larger site (10A) 70.8(0.8) 78.2(0.5) 80.4(0.5) 685(05) 715(0.4) 76.7(0.4)
Pre-optimised polar Hs ~ 82.6(0.5) 84.5(0.5) 86.9(0.3) 77.0(0.4) 80.5(0.6) 82.2(0.5)
X-ray waters present 96.4(0.2) 98.2(0.2) 98.6(0.1) 885(0.5) 93.1(0.5 96.4(0.4)
Corinaligand geometry ~ 70.6(0.5) 72.8(0.7) 75.2(0.4) 70.6(0.5) 73.4(0.6) 75.2(0.5)




Table S3. Docking times for the standard protocol, averaged over the 85 complexes in the Astex
Diverse Set. Timings are in minutes and do not include protein initialisation time.

Goldscore Chemscore

default 4 default3 defaultl default4 default3  default 1

Standard (6A) 0.62 1.74 471 0.23 0.77 2.35




Table S4. Number of runs out of 20 for which top-ranked GOLD solution was within 0.5A, 1.0A, 1.5A or
2.0A of the experimental binding mode, using the standard protocol and the Goldscore function. Results
are shown for al 85 complexesin the Astex Diverse Set.

Entry RMSD<0.5A RMSD<1.0A RMSD<1.5A RMSD<2.0A
1g9v 0 0 1 1
1gkc 0 14 20 20
1gm8 0 0 0 0
1gpk 7 7 7 7
ljla 0 19 20 20
1hnn 0 0 20 20
1hp0 0 10 10 10
1hg2 20 20 20 20
lhvy 0 0 0 0
1hwi 14 20 20 20
Thww 20 20 20 20
lial 18 20 20 20
1ig3 0 2 20 20
1j3 7 20 20 20
1jdo 0 0 0 20
ljje 0 10 10 12
1ke5 8 20 20 20
1k3u 20 20 20 20
1kzk 10 16 20 20
112s 0 0 0 3
117f 14 20 20 20
1lpz 0 15 20 20
1lrh 0 0 20 20
1m2z 10 20 20 20
1meh 0 13 20 20

Immv 3 14 20 20
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Figure S1. Distributions for ligand molecular weight (MW), ligand calculated logP (CLogP), number of
donors in ligand (NDON), number of acceptors in ligand (NACC), ligand polar surface area (PSA) in A2,
and number of direct hydrogen bonds between protein and ligand (NHBONDYS) for the Astex Diverse Set.



