Table S4. Running time (in minutes) and running time fold improvement for new ZDOCK versions
3.0.1, 3.0.2f, and 3.0.2 (versus ZDOCK 3.0) for all test cases in docking Benchmark 4.0.
L/R Switch indicates switching of ligand and receptor for that test case in ZDOCK 3.0.2.

ZDOCK 3.0 ZDOCK 3.0.1 ZDOCK 3.0.2f ZDOCK 3.0.2
Test Case Time Time Fold Improve| Time Fold Improve| Time Fold Improve L/R Switch
1A2K 130.8 21.37 6.1 20.05 6.5 21.45 6.1 Y
1ACB 73.35 17.38 4.2 9.97 7.4 10 7.3 N
1AHW 302.63 50.28 6.0 45.5 6.7 35.22 8.6 Y
1AK4 96.75 21.25 4.6 21.15 4.6 12.48 7.8 Y
1AKJ 170.65 23.48 7.3 23.47 7.3 18.83 9.1 N
1ATN 165.6 20.62 8.0 20.68 8.0 19.33 8.6 N
1AVX 72.17 16.57 4.4 15.67 4.6 12.87 5.6 Y
1AY7 48.52 8.42 5.8 8.4 5.8 7.55 6.4 N
1AZS 178.35 35.17 5.1 34.5 5.2 25.58 7.0 Y
1B6C 122.18 27.28 4.5 25.95 4.7 15.23 8.0 Y
1BGX 391.65 66.13 5.9 60.32 6.5 46.72 8.4 Y
1BJ1 248.68 33.72 7.4 32.22 7.7 28.57 8.7 N
1BKD 296.85 24.5 12.1 22.75 13.0 23.73 12.5 N
1BUH 131.17 19.13 6.9 21.12 6.2 15.12 8.7 N
1BVK 103.12 19.97 5.2 19.5 5.3 12.83 8.0 N
1BVN 130.12 16 8.1 16.1 8.1 12.32 10.6 N
1CGI 76.7 9.7 7.9 9.53 8.0 9.57 8.0 N
1CLV 97.93 11.73 8.3 11.87 8.3 8.58 11.4 N
1D6R 72.8 13.97 5.2 10.88 6.7 9.97 7.3 N
1DE4 541.57 99.28 5.5 98.7 5.5 62.07 8.7 Y
1DFJ 166.35 27.83 6.0 26.32 6.3 21.15 7.9 Y
1DQJ 163.82 24.07 6.8 20.72 7.9 15.5 10.6 N
1E4K 211.43 37.28 5.7 31.72 6.7 24.98 8.5 N
1E6E 164.33 18.43 8.9 15.82 10.4 18.35 9.0 N
1E6] 128.77 16.72 7.7 14.75 8.7 14.43 8.9 N
1E96 130.3 22.88 5.7 23.9 5.5 20.82 6.3 Y
1EAW 57.82 10.23 5.7 9.52 6.1 9.53 6.1 N
1EER 249.03 53.42 4.7 53.75 4.6 29.82 8.4 Y
1EFN 42.25 7.03 6.0 5.8 7.3 5.8 7.3 N
1EWY 83.65 13.22 6.3 14.93 5.6 10.2 8.2 N
1EZU 133.22 25.75 5.2 25.73 5.2 17.53 7.6 Y
1F34 125.73 21.43 5.9 22.47 5.6 20 6.3 N
1F51 131.18 17.98 7.3 19.07 6.9 13.8 9.5 N
1F6M 131.28 16.23 8.1 17.97 7.3 11.78 11.1 N
1FAK 449.83 53.73 8.4 47.03 9.6 41.22 10.9 N
1FC2 163.65 28.25 5.8 28.03 5.8 18.33 8.9 Y
1FCC 128.48 16.82 7.6 15.25 8.4 14.38 8.9 N
1FFW 48.32 9.88 4.9 9.85 4.9 7.17 6.7 Y
1FLE 47.88 10.2 4.7 8.53 5.6 7.68 6.2 N
1FQ1 127.77 22.32 5.7 21.13 6.0 15.8 8.1 Y
1FQJ 163.5 27.43 6.0 21.32 7.7 19.78 8.3 N
1FSK 172.45 23.9 7.2 22.78 7.6 22.28 7.7 N
1GCQ 83.77 12.52 6.7 11.78 7.1 9.7 8.6 N
1GHQ 132.57 21.93 6.0 21.93 6.0 16.3 8.1 Y
1GL1 77.22 13.57 5.7 9.23 8.4 8.53 9.1 N
1GLA 163.43 23.45 7.0 20.5 8.0 16.45 9.9 N
1GP2 249.3 49.55 5.0 34.5 7.2 29.67 8.4 Y
1GPW 102.55 20.22 5.1 20.08 5.1 18.88 5.4 Y
1GRN 131.43 22.62 5.8 23.1 5.7 16.72 7.9 N
1GXD 245.43 39.5 6.2 29.47 8.3 26.88 9.1 N
1H1V 394.47 58.87 6.7 54.2 7.3 40.33 9.8 Y
1H9D 96.85 24.42 4.0 14.78 6.6 12.08 8.0 Y
1HCF 167.78 43.17 3.9 23.65 7.1 18.2 9.2 Y
1HE1 133.25 16.73 8.0 16.67 8.0 16.8 7.9 Y
1HE8 246.88 32.1 7.7 30.05 8.2 22.37 11.0 N
1HIA 58.45 11.48 5.1 10.05 5.8 10.05 5.8 N
112M 124.03 25.58 4.8 25.1 4.9 22.82 5.4 Y
114D 655.48 67.83 9.7 44.1 14.9 30.15 21.7 N
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