Supplementary Table 4. Correlation between the biological activities and top scored vs. selected poses on the basis of ligand-protein interaction profiles of compounds from classes A, B and C.
	Class
	Compound
	-log IC50
	Top-pose Gold score
	Selected-pose Gold score

	A
	2
	1.3098
	72.22
	59.86

	A
	8
	0.1871
	77.7
	59.4

	A
	15
	-0.1761
	69.22
	57.68

	B
	14
	-0.1461
	58.04
	56.73

	B
	27
	-0.8388
	62.13
	55.49

	B
	36
	-1.4771
	59.45
	58.13

	C
	1
	1.3979
	60.46
	55.55

	C
	3
	0.699
	49.91
	49.91

	C
	84
	0.88
	55.64
	43.81

	C
	37
	-1.57
	51.489
	45.53
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