Molecular docking data
Table 1. 
Title : Molecular docking results for 50 runs

	Conformation
	Cluster
RMSD
	Reference
RMSD
	Binding_energy(Kcal/mol)
	Vwd_hb_desolv_energy
	Hbond_energy
	Ligand_efficiency
	Unbound_energy

	Number 1
	0.36
	33.54
	-5.65
	-6.84
	-3.751
-0.026
	-0.13
	-2.97

	Number 2
	1.08
	32.44
	-6.09
	-7.28
	-0.658
-1.187
	-0.14
	-2.96

	Number 3
	0.45
	32.84
	-6.38
	-7.75
	-4.225
-1.474
	-0.15
	-2.9

	Number 4
	0.92
	32.51
	-6.04
	-7.23
	3.016
-1.583
	-0.14
	-2.98

	Number 5
	0.48  
	34.91
	-5.33
	-6.52
	-3.682
	-0.13
	-3.07

	Number 6
	0.91
	32.55
	-6.04
	-7.24
	-1.307
-1.15
	-0.14
	-2.99

	Number 7
	0.48
	32.78
	-6.26
	-7.45
	-1.885
	-0.15
	-2.95

	Number 8
	0.00
	33.05
	-5.85
	-7.05
	-4.557
-0.009
	-0.14
	-2.92

	Number 9
	0.00
	31.88
	-5.93
	-7.12
	-4.988
-0.0
	-0.14
	-2.71

	Number 10
	0.00
	35.03       	
	-5.5
	-6.7
	-0.36
-4.854
	-0.13
	-3.12

	Number 11
	1.09
	32.56
	-6.01
	-7.2
	-1.245
-0.811
	-0.14
	-2.97

	Number 12
	0.0
	34.38
	-5.6
	-6.8
	none
	-0.13
	-3.12

	Number 13
	0.7
	32.22
	-5.63
	-6.82
	-5.368
-0.176
	-0.13
	-2.94

	Number 14
	0.0
	31.7
	-5.43
	-6.62
	-4.701
	-0.13
	-2.91

	Number 15

	0.17
	34.98
	-5.41
	-6.6
	-4.503
	-0.13
	-3.12

	Number 16
	1.11
	32.67
	-6.15
	-7.34
	-0.184
-3.781
	-0.15
	-2.94

	Number 17
	0.0
	33.53
	-5.96
	-7.16
	-3.965
-2.128
-0.029
	-0.14
	-2.81

	Number 18
	0.09
	33.48
	-5.96
	-7.15
	-4.5
-2.112
-0.039
	-0.14
	-2.81

	Number 19
 
	0.12
	33.47
	-5.91
	-7.11
	-4.61
-2.052
-0.076
	-0.14
	-2.86

	Number 20
	0.33
	34.04
	-5.55
	-6.75
	none
	-0.13
	-3.12

	Number 21
	0.73
	32.04
	-5.7
	-6.9
	-4.527
-0.221
	-0.14
	-2.95

	Number 22
	0.89
	32.71
	-6.17
	-7.36
	-0.376
-3.157
	-0.15
	-2.96

	Number 23
	0.31
	34.94
	-5.42
	-6.61
	-5.285
	-0.13
	-3.09

	Number 24
	1.09
	32.42
	-6.07
	-7.27
	-0.234
-1.376
	-0.14
	-2.97

	Number 25
	1.09
	32.42
	-6.03
	-7.23
	-0.995
-1.106
	-0.14
	-2.98

	Number 26
	0.82
	32.62
	-6.13
	-7.33
	-1.403
	-0.15
	-2.97

	Number 27
	0.19
	34.9
	-5.46
	-6.66
	-0.614
-4.362
	-0.13
	-3.13

	Number 28
	1.0
	32.66
	-6.15
	-7.34
	-0.241
-3.402
	-0.15
	-2.95

	Number 29
	0.98
	32.68
	-6.13
	-7.32
	-0.271
-3.204
	-0.15
	-2.93

	Number 30
	1.32
	32.56
	-5.97
	-7.16
	-0.0
-3.978
	-0.14
	-2.97

	Number 31
	0.69
	32.03
	-5.72
	-6.91
	-5.7
-0.179
	-0.14
	-2.95

	Number 32
	0.0
	31.79
	-5.37
	-6.56
	-1.055
	-0.13
	-2.87

	Number 33
	0.62
	32.59
	-6.18
	-7.37
	-1.741
	-0.15
	-2.98

	Number 34
	0.48
	28.34
	-5.79
	-6.98
	-7.515
	-0.14
	-2.95

	Number 35
	0.36
	28.35
	-5.76
	-6.96
	-7.335
	-0.14
	-2.96

	Number 36
	0.5
	32.79
	-6.37
	-7.75
	-4.425
-1.84
	-0.15
	-2.9

	Number 37
	0.0
	36.1
	-5.61
	-6.81
	-4.554
	-0.13
	-2.98

	Number 38
	0.21
	28.46
	-5.84
	-7.03
	-0.013
-7.53
-0.002
	-0.14
	-2.97

	Number 39
	0.62
	32.02
	-5.81
	-7.0
	-5.544
-0.239
	-0.14
	-2.86

	Number 40
	1.8
	33.06
	-5.69
	-6.89
	-0.122
	-0.14
	-3.07

	Number 41
	0.26
	31.91
	-5.79
	-6.98
	-5.492
-0.015
	-0.14
	-2.9

	Number 42
	7.974
	27.57
	-5.2
	-6.39
	-0.003
-6.073
	-0.12
	-3.16

	Number 43
	8.243
	32.49
	-6.12
	-7.31
	-2.145
-1.108
	-0.15
	-2.99

	Number 44
	6.145
	28.87
	-5.62
	-6.18
	-7.198
-0.351
	-0.13
	-2.96

	Number 45
	11.142
	28.54
	-5.84
	-7.04
	-7.569
-0.023
	-0.14
	-2.96

	Number 46
	8.132
	32.84
	-6.17
	-7.36
	-0.628
	-0.15
	-2.99

	Number 47
	8.987
	32.78
	-6.09
	-7.28
	-0.305
-2.554
	-0.14
	-2.97

	Number 48
	12.748
	38.53
	-5.21
	-6.4
	-1.117
-0.118
	-0.12
	-3.13

	Number 49
	12.436
	32.72
	-6.38
	-7.57
	-4.827
-1.513
	-0.15
	-2.94

	Number 50
	12.364
	32.5
	-6.26
	-7.45
	-1.975
	-0.15
	-2.97



—----------------------------------------------------------------------------------------------------------------------------
















Table 2
Title : RMSD-Binding energy cluster analysis


	Cluster_rank
	Lowest_binding_energy
	Run
	Mean_binding_energy
	Num_in_clus
	Sub_rank
	Binding_energy_rang_inclus

	1
	-6.38
	49
	-6.13
	22
	2,3,4,6,7,11,16,22,24,25,26,28,29,30,33,36,46,47,43,49,50,40
	0.69

	2
	-5.96
	17
	-5.87
	4
	1,17,18,
19
	0.31

	3
	-5.93
	9
	-5.76
	6
	9,13,21,
31,39,41
	0.30

	4
	-5.85
	8
	-5.85
	1
	8
	0.00

	5
	-5.84
	45
	-5.68
	6
	34,35,38,
42,44,45
	0.64

	6
	-5.61
	37
	-5.61
	1
	37
	0.00

	7
	-5.60
	12
	-5.58
	2
	12,20
	0.05

	8
	-5.50
	10
	-5.42
	5
	5,10,15,
23,27
	0.17

	9
	-5.43
	14
	-5.43
	1
	14
	0.00

	10
	-5.37
	32
	-5.37
	1
	32
	0.00

	11
	-5.21
	48
	-5.21
	1
	48
	0.00
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