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Supplementary Table 1: Results of the QSAR model.
	S.D
	R^2
	RMSE
	Q^2

	0.5584
	0.6646
	0.5626
	0.6625




Supplementary Table 2: Test and Train Dataset for the QSAR model.
	ID Set Y(Obs) Y(Pred) Error Name

	1 train 7.2900 7.4694 0.1794 Compound 1

	2 test 6.3800 6.9312 0.5512 Compound 2

	3 train 6.2000 5.9214 -0.2786 Compound 3

	4 test 6.2000 6.1118 -0.0882 Compound 4

	5 test 5.9000 5.4506 -0.4494 Compound 5

	6 test 4.7000 5.4943 0.7943 Compound 6

	7 train 5.4000 5.8102 0.4102 Compound 7

	8 test 6.0000 5.0849 -0.9151 Compound 8

	9 train 7.0200 6.6893 -0.3307 Compound 9

	10 train 6.6500 6.2442 -0.4058 Compound 10

	11 train 6.2800 5.6124 -0.6676 Compound 11

	12 train 8.0000 7.4627 -0.5373 Compound 13

	13 train 6.5000 6.0106 -0.4894 Compound 14

	14 train 6.4200 6.6317 0.2117 Compound 15

	15 train 6.1100 6.7364 0.6264 Compound 16

	16 train 5.7000 6.3720 0.6720 Compound 17

	17 train 4.9000 4.3445 -0.5555 Compound 18

	18 train 5.0000 5.1221 0.1221 Compound 19

	19 test 4.9400 5.0456 0.1056 Compound 20

	20 train 4.6000 5.1381 0.5381 Compound 21

	21 train 5.6000 5.3119 -0.2881 Compound 22

	22 train 5.0000 5.1467 0.1467 Compound 23

	23 test 8.0500 7.2334 -0.8166 Compound 24

	24 train 8.0500 7.1221 -0.9279 Compound 25

	25 train 8.5200 7.9886 -0.5314 Compound 26

	26 train 4.7000 5.1770 0.4770 Compound 27

	27 train 6.2200 6.4974 0.2774 Compound 28

	28 test 6.1700 6.4439 0.2739 Compound 29

	29 test 6.4800 6.6042 0.1242 Compound 30

	30 test 6.9200 6.6146 -0.3054 Compound 31

	31 train 6.9600 6.2556 -0.7044 Compound 32

	32 train 7.2400 6.3012 -0.9388 Compound 33

	33 test 8.3900 6.9850 -1.4050 Compound 34

	34 train 6.6800 6.8962 0.2162 Compound 35

	35 train 4.7400 5.4953 0.7553 Compound 36

	36 train 5.6300 5.6166 -0.0134 Compound 37

	37 test 6.2700 5.9173 -0.3527 Compound 38

	38 train 6.9800 7.0126 0.0326 Compound 39

	39 train 6.8900 7.1729 0.2829 Compound 40

	40 train 5.2500 5.9106 0.6606 Compound 41

	41 test 5.6000 5.1911 -0.4089 Compound 42

	42 train 7.2700 7.1359 -0.1341 Compound 43

	43 train 7.8200 7.8474 0.0274 Compound 44

	44 train 6.3200 6.9312 0.6112 Compound 45

	45 train 6.1300 6.7576 0.6276 Compound 46

	46 test 7.5200 6.6101 -0.9099 Compound 47

	47 test 6.8200 6.9098 0.0898 Compound 48

	48 train 7.8000 7.1444 -0.6556 Compound 49

	49 train 6.1000 5.8071 -0.2929 Compound 50

	50 train 6.5400 6.2441 -0.2959 Compound 51

	51 train 6.8200 6.7889 -0.0311 Compound 52

	52 train 5.9000 5.4718 -0.4282 Compound 53

	53 train 5.3000 6.2155 0.9155 Compound 54

	54 train 5.9000 6.0029 0.1029 Compound 55

	55 train 8.1000 7.1967 -0.9033 Compound 56

	56 test 7.7000 7.2971 -0.4029 Compound 57

	57 train 5.4800 6.2844 0.8044 Compound 58

	58 train 6.7400 6.3052 -0.4348 Compound 59

	59 train 7.0000 6.3749 -0.6251 Compound 60

	60 test 6.5400 6.3650 -0.1750 Compound 61

	61 train 6.9400 6.7733 -0.1667 Compound 62

	62 train 6.2500 6.6699 0.4199 Compound 63

	63 test 6.7100 6.5124 -0.1976 Compound 64

	64 train 6.2000 5.9367 -0.2633 Compound 65

	65 train 6.5000 5.9242 -0.5758 Compound 66

	66 train 6.8500 7.4169 0.5669 Compound 67

	67 train 6.0200 6.6693 0.6493 Compound 68

	68 test 8.3700 7.4198 -0.9502 Compound 69

	69 train 7.6600 6.9175 -0.7425 Compound 70

	70 train 6.4400 6.5898 0.1498 Compound 71

	71 train 7.5400 7.2830 -0.2570 Compound 72

	72 train 5.7700 6.5970 0.8270 Compound 73

	73 train 6.7700 7.0464 0.2764 Compound 74

	74 train 7.9200 8.1049 0.1849 Compound 75

	75 train 7.2700 7.5999 0.3299 Compound 76

	76 train 7.5200 7.4361 -0.0839 Compound 77

	77 train 6.4700 7.0518 0.5818 Compound 78

	78 train 7.3000 7.0582 -0.2418 Compound 79

	79 train 6.9200 7.1251 0.2051 Compound 80

	80 test 7.1400 7.1170 -0.0230 Compound 81

	81 test 6.0900 6.4024 0.3124 Compound 82

	82 train 6.4100 6.6139 0.2039 Compound 83

	83 train 6.2300 6.3866 0.1566 Compound 84

	84 train 6.1200 6.3163 0.1963 Compound 85

	85 train 6.4600 6.5812 0.1212 Compound 86

	86 train 6.6800 6.0160 -0.6640 Compound 87

	87 train 6.1900 6.6821 0.4920 Compound 88

	88 train 7.0600 6.5938 -0.4662 Compound 89

	89 test 7.2800 7.2392 -0.0408 Compound 90

	90 train 5.8500 7.1780 1.3280 Compound 91

	91 test 6.9700 7.5999 0.6299 Compound 92

	92 train 7.0500 7.9711 0.9211 Compound 93

	93 train 7.7900 6.9312 -0.8588 Compound 94

	94 train 6.0400 6.1495 0.1095 Compound 95

	95 train 8.4100 7.0778 -1.3322 Compound 96

	96 train 7.4500 6.9312 -0.5188 Compound 97

	97 train 8.1100 7.7294 -0.3806 Compound 98

	98 test 5.2000 5.3379 0.1379 Compound 99

	99 train 4.8000 5.4042 0.6042 Compound 100




