Table-1: The chemical structures of Cyp-A inhibitors with their dock scores, ∆G-binding energies (prime MMGBSA), kd values (dissociation constants) and PHASE predicted activity values.
	S.No
	Structure
	SP
	XP
	Prime
MMGBA
(∆G-bind)
	Kd
	PKd
	Predicted activity

	1a
	

	-6.52
	-6.06
	-72.49
	24.3
	4.61
	4.62

	2a
	

	-5.90
	-5.27
	-66.89
	3.07
	5.51
	5.52

	3a
	

	-4.28
	-4.15
	-50.57
	0.21
	6.67
	6.68

	4a
	

	-3.68
	-3.07
	-60.02
	17.2
	4.76
	4.74

	5a
	

	-5.34
	-4.31
	-57.50
	3.41
	5.46
	5.45

	6a
	

	-5.69
	-2.39
	-72.66
	0.08
	7.09
	6.8

	7a
	

	-4.84
	-4.02
	-68.39
	28.8
	5.08
	5.12

	8a
	

	-5.02
	-2.39
	-72.66
	0.08
	7.09
	6.78

	9a
	

	-4.63
	-4.31
	-63.55
	10.8
	4.96
	5.26

	10a
	

	-4.02
	-4.26
	-66.22
	8.19
	5.08
	5.1

	11a
	

	-4.32
	-4.02
	-63.78
	27.3
	4.56
	4.46

	12a
	

	
-4.82
	
-4.64
	
-72.77
	
41
	
4.38
	
4.38

	13a
	

	0.84
	-1.98
	-54.31
	30.8
	4.51
	4.9

	14a
	

	-4.05
	-4.66
	-74.71
	22.8
	4.64
	4.69

	15a
	

	-5.93
	-4.66
	-74.71
	22.8
	4.64
	4.5

	16a
	

	-1.48
	-4.07
	-71.55
	35.3
	4.45
	4.43

	17a
	

	-4.82
	-3.50
	-70.37
	12.3
	5.88
	6.2

	18a
	

	-4.40
	-4.36
	-52.83
	
6.34

	
5.19

	5.21

	19a
	

	-5.06
	-4.29
	-63.45
	9.33
	5.03
	5.03

	20a
	

	-5.05
	-4.30
	-46.82
	23.2
	4.63
	4.82

	21a
	

	-6.76
	-5.82
	-69.62
	1.23
	5.91
	5.84

	22a
	

	-6.41
	-5.36
	-70.15
	8.99
	5.04
	5.28

	23a
	

	-5.61
	-5.24
	-69.34
	23.4
	4.63
	5.12

	24a
	

	
-2.53
	
-4.82
	
-61.85
	
34.3
	
4.46
	
4.48

	25a
	

	
-4.49
	
-5.68
	
-81.03
	
5.6
	
5.25
	5.24

	26a
	

	
-4.58
	
-4.24
	
-50.67
	
53.4
	
4.27
	4.29

	27a
	

	
-3.41
	
-5.08
	
-49.70
	
12.3
	
4.91
	5.12

	28a
	

	
-3.93
	
-5.11
	
-73.99
	
3.45
	
5.46
	5.44

	29a
	

	
-4.96
	
-4.18
	
-55.57
	
5.64
	
5.24
	5.28

	30a
	

	-5.16
	-4.63
	-65.54
	0.58
	6.23
	6.24


                                                                                                                   …………continued
	
	




	S.No
	R2
	R1
	SP
	XP
	PRIME
 MMGBSA
	Kd
	pKd
	Predicted
activity

	31b
	

	

	-5.088
	-4.808
	-70.585
	1.13
	5.946
	5.82

	32b
	

	

	-4.401
	-3.922
	-62.529
	6.34
	5.197
	5.186

	33b
	

	

	-5.169
	-4.809
	-69.124
	9.33
	5.030
	5.23

	34b
	

	

	-3.803
	-4.562
	-58.339
	23.2
	4.634
	4.88

	35b
	

	

	-4.887
	-3.232
	-61.362
	10.2
	4.99
	4.85

	36b
	

	

	-5.842
	-5.324
	-66.432
	52.3
	4.281
	4.3

	37b
	

	

	-4.492
	-4.420
	-63.902
	4.11
	5.386
	5.43

	38b
	

	

	-5.241
	-4.852
	-64.532
	223
	3.651
	3.45

	39b
	

	

	-4.199
	-4.621
	-77.308
	10.6
	4.974
	4.98

	40b
	

	

	-5.486
	-5.231
	-63.752
	91.3
	4.039
	4.04

	41b
	

	

	-3.936
	-3.075
	-68.219
	1.79
	5.747
	5.71

	42b
	

	

	-3.569
	-3.868
	-72.489
	10.1
	4.995
	4.92

	43b
	

	

	-4.955
	-3.583
	-52.521
	2.25
	5.647
	5.67

	44b
	

	

	-5.532
	-3.733
	-58.893
	3.13
	5.504
	5.51

	45b
	

	

	-5.124
	-4.952
	-60.414
	46.0
	4.337
	4.44

	46b
	

	

	-5.199
	-3.240
	-67.701
	89.5
	4.048
	4.02

	47b
	

	

	-4.651
	-3.869
	-59.426
	14.5
	4.838
	4.829

	48b
	

	

	-4.852
	-4.721
	-63.482
	1.86
	5.730
	5.78

	49b
	

	

	-4.248
	-4.325
	-66.624
	42.4
	4.372
	4.43

	50b
	

	

	-4.048
	-4.828
	-57.154
	7.61
	5.118
	5.12

	51b
	

	

	-4.854
	-4.321
	-54.381
	340
	3.468
	3.44

	52b
	

	

	-3.808
	-5.686
	-74.563
	1.23
	5.91
	5.92

	53b
	

	

	-3.299
	-3.944
	-62.649
	8.99
	5.046
	5.1

	54b
	

	

	-4.865
	-4.327
	-65.247
	37.7
	4.423
	4.42

	55b
	

	

	-4.398
	-3.400
	-46.224
	23.4
	4.630
	4.64

	56b
	

	


	-4.104
	-4.937
	-62.034
	1.06
	5.974
	5.99

	57b
	

	

	-2.927
	-4.742
	-72.223
	0.35
	6.455
	6.46






	


	S,NO
	N
	R10
	R11
	R12

	58c
	1
	COOH
	COOH
	3,5-Dimethoxy-benzoyl

	59c
	1
	CO2CH3
	CO2CH3
	Benzoyl

	60c
	1
	CO2CH3
	CO2CH3
	4-Cl-Benzoyl

	 61c
	1
	CO2CH3
	CO2CH3
	Benzyl

	62c
	1
	COOH
	CO2CH3
	Benzyl

	63c
	1
	COOH
	COOH
	Benzyl

	64c
	1
	-
	-
	3,5-Dimethoxy-benzoyl

	65c
	2
	CO2CH3
	CO2CH3
	3,5-Dimethoxy-benzoyl



	S.NO
	SP
	XP
	PRIME MMGBSA
	Kd
	pKd
	Predicted activity

	58c
	-4.502
	-4.673
	-40.358
	0.58
	6.23
	6.24

	59c
	-4.251
	-4.375
	-53.248
	32.3
	4.49
	4.54

	60c
	-3.540
	-4.313
	-70.820
	140
	3.85
	3.86

	61c
	-4.852
	-5.124
	-67.484
	414
	3.38
	3.39

	62c
	-4.732
	-6.330
	-66.214
	0.23
	6.63
	6.64

	63c
	-5.134
	-5.862
	-68.921
	184
	3.73
	3.74

	64c
	-4.636
	-4.425
	-67.106
	3.33
	5.48
	5.54

	65c
	-5.732
	-5.434
	65.384
	87.5
	4.05
	4.19
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