	Comp
	No of clusters
	Cluster
	No of conformations
	Best binding energy (∆Gbind)

	Human x-ray structure (1fdtB)
	

	12
	3
	1
	2


	-4.77

	
	
	2
	45
	-4.65

	
	
	3
	3
	-4.58

	19
	5
	1
	24
	-5.94

	
	
	2
	1
	-5.44

	
	
	3
	19
	-4.98

	
	
	4
	1
	-4.92

	
	
	5
	5
	-4.87

	Marmoset monkey homology model
	

	12
	3
	1
	21
	-5.60

	
	
	2
	27
	-5.41

	
	
	3
	1
	-5.0

	
	
	4
	1
	-4.59

	19
	5
	1
	7
	-5.79

	
	
	2
	33
	-5.74

	
	
	3
	3
	-5.11

	
	
	4
	5
	-4.41

	
	
	5
	2
	-4.10


