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Table 1. Per-run Centroid distance data. All the values under their respective servers are represented in Å
	Protein
	ligand ID
	no.of runs
	Molmoda
	SwissDock
	GalaxyDock
	PatchDock
	ParDock

	
	
	1
	0.162
	2.899
	1.768
	4.553
	0.742

	1IA1
	TQ3
	2
	0.162
	2.965
	1.621
	4.553
	0.742

	
	
	3
	0.162
	2.926
	1.583
	4.553
	0.742

	
	
	1
	0.196
	0.599
	2.116
	2.479
	1.516

	1S3V
	TQD
	2
	0.196
	2.335
	4.045
	2.479
	1.516

	
	
	3
	0.196
	0.27
	2.924
	2.479
	1.516

	
	
	1
	0.009
	3.637
	7.566
	6.362
	2.503

	1T40
	ID5
	2
	0.009
	1.499
	7.057
	6.362
	2.503

	
	
	3
	0.009
	0.201
	7.06
	6.362
	2.503

	
	
	1
	0.027
	0.175
	0.1
	3.704
	0.438

	1T46
	STI
	2
	0.027
	0.235
	0.119
	3.704
	0.438

	
	
	3
	0.027
	0.226
	0.396
	3.704
	0.438

	
	
	1
	0.368
	0.041
	0.198
	0.097
	2.075

	1OPK
	P16
	2
	0.368
	0.04
	0.573
	0.097
	2.075

	
	
	3
	0.368
	0.062
	0.366
	0.097
	2.075

	
	
	1
	0.426
	0.332
	0.392
	1.58
	1.278

	1YWR
	L19
	2
	0.426
	0.428
	0.677
	1.58
	1.278

	
	
	3
	0.426
	0.501
	0.708
	1.58
	1.278

	
	
	1
	0.294
	0.357
	0.333
	0.87
	0.863

	1SJ0
	E4D
	2
	0.294
	0.153
	0.365
	0.87
	0.863

	
	
	3
	0.294
	0.275
	0.481
	0.87
	0.863

	
	
	1
	0.366
	0.309
	0.077
	0.079
	0.899

	1S19
	MC9
	2
	0.366
	0.295
	0.063
	0.079
	0.899

	
	
	3
	0.366
	0.33
	0.094
	0.079
	0.899

	
	
	1
	0.189
	0.198
	0.366
	0.572
	0.403

	1SQN
	NDR
	2
	0.189
	0.206
	0.413
	0.572
	0.403

	
	
	3
	0.189
	0.198
	0.302
	0.572
	0.403

	
	
	1
	0.148
	0.157
	0.176
	0.776
	

	1Z95
	198
	2
	0.148
	0.167
	0.139
	0.776
	

	
	
	3
	0.148
	0.159
	0.251
	0.776
	





Table 2. Per-run In-place RMSD data. All the values under their respective servers are represented in Å.
	Protein
	ligand ID
	no.of runs
	Molmoda
	GalaxyDock
	SwissDock
	PatchDock
	ParDock

	
	
	1
	0.2578
	2.8495
	3.8421
	5.8497
	3.1197

	1IA1
	TQ3
	2
	0.2578
	3.1157
	3.9897
	5.8497
	3.1197

	
	
	3
	0.2578
	2.8603
	3.8574
	5.8497
	3.1197

	
	
	1
	0.3513
	4.6219
	2.2311
	5.48
	6.576

	1S3V
	TQD
	2
	0.3513
	5.0166
	3.5192
	5.48
	6.576

	
	
	3
	0.3513
	3.4745
	1.8776
	5.48
	6.576

	
	
	1
	0.314
	8.9141
	4.9661
	8.0417
	7.9999

	1T40
	ID5
	2
	0.314
	8.5675
	3.7168
	8.0417
	7.9999

	
	
	3
	0.314
	8.3733
	0.9438
	8.0417
	7.9999

	
	
	1
	0.2172
	0.2819
	0.5624
	13.0975
	4.6643

	1T46
	STI
	2
	0.2172
	0.3099
	0.453
	13.0975
	4.6643

	
	
	3
	0.2172
	0.6125
	0.4439
	13.0975
	4.6643

	
	
	1
	1.8165
	0.4944
	0.5227
	0.5017
	2.4006

	1OPK
	P16
	2
	1.8165
	0.8144
	0.524
	0.5017
	2.4006

	
	
	3
	1.8165
	1.0157
	0.502
	0.5017
	2.4006

	
	
	1
	0.5045
	0.547
	0.446
	5.962
	3.7944

	1YWR
	L19
	2
	0.5045
	0.7608
	0.5356
	5.962
	3.7944

	
	
	3
	0.5045
	0.7779
	1.0252
	5.962
	3.7944

	
	
	1
	1.3165
	1.8415
	1.0684
	1.2365
	4.86

	1V0P
	PVB
	2
	1.3165
	1.714
	1.7832
	1.2365
	4.86

	
	
	3
	1.3165
	2.0728
	1.2021
	1.2365
	4.86

	
	
	1
	0.5015
	0.6658
	1.5894
	1.3551
	1.9884

	1SJ0
	E4D
	2
	0.5015
	0.6697
	0.8606
	1.3551
	1.9884

	
	
	3
	0.5015
	0.7569
	1.462
	1.3551
	1.9884

	
	
	1
	0.4545
	0.4082
	0.8585
	0.4455
	3.9872

	1S19
	MC9
	2
	0.4545
	0.393
	0.8562
	0.4455
	3.9872

	
	
	3
	0.4545
	0.1556
	0.9147
	0.4455
	3.9872

	
	
	1
	0.2363
	1.0317
	0.3836
	1.0142
	2.5935

	1SQN
	NDR
	2
	0.2363
	1.0842
	0.387
	1.0142
	2.5935

	
	
	3
	0.2363
	0.9715
	0.3833
	1.0142
	2.5935

	
	
	1
	0.6265
	0.3062
	0.3378
	0.8026
	

	1Z95
	198
	2
	0.6265
	0.3385
	0.3403
	0.8026
	

	
	
	3
	0.6265
	0.3618
	0.3373
	0.8026
	





Table 3. Per-run aligned pose data. All the values under their respective servers are represented in Å.
	Protein
	ligand ID
	no.of runs
	Molmoda
	GalaxyDock
	SwissDock
	PatchDock
	ParDock

	
	
	1
	0.1065
	1.1907
	0.9934
	0.0004
	1.2835

	1IA1
	TQ3
	2
	0.1065
	1.189
	0.9932
	0.0004
	1.2835

	
	
	3
	0.1065
	1.2066
	0.9957
	0.0004
	1.2835

	
	
	1
	0.2442
	1.2995
	1.9751
	0.0005
	1.7407

	1S3V
	TQD
	2
	0.2442
	1.5031
	2.0909
	0.0005
	1.7407

	
	
	3
	0.2442
	1.4824
	1.8495
	0.0005
	1.7407

	
	
	1
	0.2413
	1.3631
	2.6424
	0.0007
	2.7821

	1T40
	ID5
	2
	0.2413
	1.8066
	2.6578
	0.0007
	2.7821

	
	
	3
	0.2413
	1.418
	0.9128
	0.0007
	2.7821

	
	
	1
	0.1878
	0.263
	0.446
	0.0005
	1.9322

	1T46
	STI
	2
	0.1878
	0.28
	0.3294
	0.0005
	1.9322

	
	
	3
	0.1878
	0.4127
	0.3289
	0.0005
	1.9322

	
	
	1
	1.7172
	0.4424
	0.4938
	0.0005
	1.0946

	1OPK
	P16
	2
	1.7172
	0.4423
	0.4947
	0.0005
	1.0946

	
	
	3
	1.7172
	0.9005
	0.4842
	0.0005
	1.0946

	
	
	1
	0.1669
	0.2684
	0.2882
	0.0004
	2.55

	1YWR
	L19
	2
	0.1669
	0.1869
	0.3053
	0.0004
	2.55

	
	
	3
	0.1669
	0.2176
	0.7982
	0.0004
	2.55

	
	
	1
	1.1103
	1.5502
	0.8502
	0.0007
	3.1113

	1V0P
	PVB
	2
	1.1103
	1.6029
	1.6509
	0.0007
	3.1113

	
	
	3
	1.1103
	1.8485
	1.0142
	0.0007
	3.1113

	
	
	1
	0.305
	0.3818
	1.2634
	0.0004
	1.473

	1SJ0
	E4D
	2
	0.305
	0.3762
	0.7205
	0.0004
	1.473

	
	
	3
	0.305
	0.4944
	1.1758
	0.0004
	1.473

	
	
	1
	0.2195
	0.4082
	0.7568
	0.0005
	2.854

	1S19
	MC9
	2
	0.2195
	0.3481
	0.7579
	0.0005
	2.854

	
	
	3
	0.2195
	0.0791
	0.8397
	0.0005
	2.854

	
	
	1
	0.0078
	0.0067
	0.1611
	0.0005
	1.5051

	1SQN
	NDR
	2
	0.0078
	0.0065
	0.1625
	0.0005
	1.5051

	
	
	3
	0.0078
	0.0223
	0.1614
	0.0005
	1.5051

	
	
	1
	0.5824
	0.19
	0.2625
	0.0005
	

	1Z95
	198
	2
	0.5824
	0.2642
	0.2612
	0.0005
	

	
	
	3
	0.5824
	0.2175
	0.2681
	0.0005
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