Table S1: Ligands interaction with their S- scores and error deviation.

	Ligand #
	rseq
	mseq
	S
	rmsd_refine
	E_conf
	E_place
	E_score1
	E_refine
	E_score2

	Ligand #1
	1
	1
	-6.00542
	1.655551
	-25.8626
	-48.2488
	-9.24659
	-26.5766
	-6.00542

	
	1
	1
	-4.98863
	1.971789
	-27.2398
	-39.0988
	-8.93604
	-23.7405
	-4.98863

	
	1
	1
	-4.79045
	1.051487
	-26.3377
	-35.0735
	-9.24767
	-19.9351
	-4.79045

	
	1
	1
	-4.74259
	2.703625
	-26.9164
	-37.8195
	-8.84384
	-28.9739
	-4.74259

	
	1
	1
	-4.72059
	1.42782
	-27.5332
	-37.0105
	-8.93692
	-18.2848
	-4.72059

	
	1
	1
	-4.57486
	3.465353
	-27.5367
	-39.9158
	-9.18148
	-21.098
	-4.57486

	
	1
	1
	-4.46146
	1.079072
	-27.7683
	-29.0162
	-9.30775
	-20.9884
	-4.46146

	
	1
	1
	-4.32392
	1.836077
	-26.6132
	-46.2973
	-9.33657
	-19.9885
	-4.32392

	
	1
	1
	-4.12727
	1.722987
	-27.5569
	-69.7654
	-10.1596
	-16.2224
	-4.12727

	Ligand #2
	1
	3
	-6.58175
	1.644964
	65.84193
	-85.7809
	-7.9375
	-39.8756
	-6.58175

	
	1
	3
	-6.56898
	2.37509
	57.89451
	-34.273
	-7.40558
	-37.0093
	-6.56898

	
	1
	3
	-6.56153
	2.827584
	61.88805
	-50.7996
	-7.80004
	-37.0603
	-6.56153

	
	1
	3
	-6.46737
	2.040575
	59.69231
	-45.3151
	-8.7471
	-30.1101
	-6.46737

	
	1
	3
	-6.40392
	1.601007
	63.29586
	-81.8107
	-7.66717
	-41.8224
	-6.40392

	
	1
	3
	-6.03463
	1.946012
	59.33662
	-65.9468
	-8.46912
	-32.8852
	-6.03463

	
	1
	3
	-6.00669
	2.012074
	54.36927
	-59.2158
	-9.32218
	-31.453
	-6.00669

	
	1
	3
	-5.75845
	1.322773
	56.70125
	-59.6039
	-8.83223
	-31.8525
	-5.75845

	
	1
	3
	-5.39019
	1.593207
	55.001
	-47.2272
	-7.32219
	-29.7038
	-5.39019

	
	1
	3
	-4.9302
	2.768433
	59.41637
	-47.4981
	-7.22654
	-25.3834
	-4.9302

	Ligand #3
	1
	4
	-5.83952
	2.555991
	-57.2913
	-51.3729
	-7.88615
	-28.5482
	-5.83952

	
	1
	4
	-5.01114
	4.157121
	-54.0854
	-33.4683
	-7.94291
	-25.8371
	-5.01114

	
	1
	4
	-4.75706
	1.241723
	-55.2926
	-37.2604
	-7.63734
	-20.4328
	-4.75706

	
	1
	4
	-4.70604
	1.172276
	-59.2428
	-46.2898
	-7.76143
	-23.2353
	-4.70604

	
	1
	4
	-4.61864
	2.788188
	-55.5072
	-41.7666
	-7.55915
	-22.8126
	-4.61864

	
	1
	4
	-4.60697
	1.606134
	-57.8141
	-48.3417
	-7.99685
	-18.1707
	-4.60697

	
	1
	4
	-4.54043
	1.404523
	-59.0387
	-34.3619
	-7.79575
	-19.4536
	-4.54043

	
	1
	4
	-4.48386
	3.237538
	-56.5947
	-37.4356
	-7.71426
	-18.0907
	-4.48386

	
	1
	4
	-4.25322
	1.025318
	-56.4305
	-42.7719
	-8.61955
	-19.5616
	-4.25322

	
	1
	4
	-3.95499
	1.175055
	-57.4005
	-39.3461
	-8.60201
	-16.3074
	-3.95499


