Table 4: Drug Likeness Prediction of selected alkaloid bioactive compound
	Molecule
	Formula
	MW
	#Heavy atoms
	#Aromatic heavy atoms
	Fraction Csp3
	#Rotatable bonds
	#H-bond acceptors
	#H-bond donors
	Silicos-IT Log P
	GI absorption
	BBB permeant
	Pgp substrate
	CYP1A2 inhibitor
	log Kp (cm/s)
	Lipinski #violations
	Muegge #violations
	Bioavailability Score
	Leadlikeness #violations
	Synthetic Accessibility

	Berberine
	C20H18NO4+
	336.36
	25
	16
	0.25
	2
	4
	0
	3.74
	High
	Yes
	Yes
	Yes
	-5.78
	0
	0
	0.55
	1
	3.14

	Reserpine
	C33H40N2O9
	608.68
	44
	15
	0.52
	10
	10
	1
	3.94
	High
	No
	Yes
	No
	-7.14
	2
	1
	0.17
	3
	5.92

	Lysergol
	C16H18N2O
	254.33
	19
	9
	0.38
	1
	2
	2
	2.6
	High
	Yes
	Yes
	Yes
	-6.32
	0
	0
	0.55
	0
	3.74

	Tomatidine
	C27H45NO2
	415.65
	30
	0
	1
	0
	3
	2
	3.99
	High
	Yes
	Yes
	No
	-4.43
	1
	1
	0.55
	2
	6.43

	Conessine
	C24H40N2
	356.59
	26
	0
	0.92
	1
	2
	0
	3.34
	High
	Yes
	No
	No
	-5.03
	1
	0
	0.55
	2
	5.84



Table 5: Drug Likeness Prediction of selected coumarin bioactive compound
	Molecule
	Formula
	MW
	#Heavy atoms
	#Aromatic heavy atoms
	Fraction Csp3
	#Rotatable bonds
	#H-bond acceptors
	#H-bond donors
	Silicos-IT Log P
	GI absorption
	BBB permeant
	Pgp substrate
	CYP1A2 inhibitor
	log Kp (cm/s)
	Lipinski #violations
	Muegge #violations
	Bioavailability Score
	Leadlikeness #violations
	Synthetic Accessibility

	Osthole
	C15H16O3
	244.29
	18
	10
	0.27
	3
	3
	0
	4.03
	High
	Yes
	No
	Yes
	-5.09
	0
	0
	0.55
	2
	3.13

	Aegelinol
	C14H14O4
	246.26
	18
	10
	0.36
	0
	4
	1
	2.81
	High
	Yes
	No
	Yes
	-6.45
	0
	0
	0.55
	1
	3.36

	Galbanic acid
	C24H30O5
	398.49
	29
	10
	0.5
	6
	5
	1
	5.22
	High
	No
	No
	No
	-5.09
	0
	1
	0.56
	2
	4.78

	Asphodelin A
	C15H10O6
	286.24
	21
	16
	0
	1
	6
	4
	2.03
	High
	No
	No
	Yes
	-6.74
	0
	0
	0.55
	0
	3.06



Table 6: Drug Likeness Prediction of selected organosulphur bioactive compound

	Molecule
	Formula
	MW
	#Heavy atoms
	#Aromatic heavy atoms
	Fraction Csp3
	#Rotatable bonds
	#H-bond acceptors
	#H-bond donors
	Silicos-IT Log P
	GI absorption
	BBB permeant
	Pgp substrate
	CYP1A2 inhibitor
	log Kp (cm/s)
	Lipinski #violations
	Muegge #violations
	Bioavailability Score
	Leadlikeness #violations
	Synthetic Accessibility

	Sulforaphane
	C6H11NOS2
	177.29
	10
	0
	0.83
	5
	2
	0
	2.16
	High
	No
	No
	No
	-6.38
	0
	1
	0.55
	1
	3.07

	Allicin
	C6H10OS2
	162.27
	9
	0
	0.33
	5
	1
	0
	0.96
	High
	Yes
	No
	No
	-6.36
	0
	1
	0.55
	1
	3.6

	Ajoene
	C9H14OS3
	234.4
	13
	0
	0.33
	8
	1
	0
	2.2
	High
	No
	No
	No
	-6.52
	0
	0
	0.55
	2
	4.33




Table 7: Drug Likeness Prediction of selected terpenes bioactive compound
	Molecule
	Formula
	MW
	#Heavy atoms
	#Aromatic heavy atoms
	Fraction Csp3
	#Rotatable bonds
	#H-bond acceptors
	#H-bond donors
	Silicos-IT Log P
	GI absorption
	BBB permeant
	Pgp substrate
	CYP1A2 inhibitor
	log Kp (cm/s)
	Lipinski #violations
	Muegge #violations
	Bioavailability Score
	Leadlikeness #violations
	Synthetic Accessibility

	Eugenol
	C10H12O2
	164.2
	12
	6
	0.2
	3
	2
	1
	2.48
	High
	Yes
	No
	Yes
	-5.69
	0
	1
	0.55
	1
	1.58

	Carvacrol
	C10H14O
	150.22
	11
	6
	0.4
	1
	1
	1
	2.79
	High
	Yes
	No
	Yes
	-4.74
	0
	2
	0.55
	1
	1

	trans,trans-Farnesol
	C15H26O
	222.37
	16
	0
	0.6
	7
	1
	1
	4.21
	High
	Yes
	No
	Yes
	-3.81
	0
	2
	0.55
	2
	3.17

	Cinnamaldehyde
	C9H8O
	132.16
	10
	6
	0
	2
	1
	0
	2.48
	High
	Yes
	No
	No
	-5.76
	0
	2
	0.55
	1
	1.65



Table 8: Drug Likeness Prediction of selected phenolics bioactive compound
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	Molecule
	Formula
	MW
	#Heavy atoms
	#Aromatic heavy atoms
	Fraction Csp3
	#Rotatable bonds
	#H-bond acceptors
	#H-bond donors
	Silicos-IT Log P
	GI absorption
	BBB permeant
	Pgp substrate
	CYP1A2 inhibitor
	log Kp (cm/s)
	Lipinski #violations
	Muegge #violations
	Bioavailability Score
	Leadlikeness #violations
	Synthetic Accessibility

	Taxifolin
	C15H12O7
	304.25
	22
	12
	0.13
	1
	7
	5
	0.66
	High
	No
	No
	No
	-7.48
	0
	0
	0.55
	0
	3.51

	Resveratrol
	C14H12O3
	228.24
	17
	12
	0
	2
	3
	3
	2.57
	High
	Yes
	No
	Yes
	-5.47
	0
	0
	0.55
	1
	2.02

	Baicalein
	C15H10O5
	270.24
	20
	16
	0
	1
	5
	3
	2.52
	High
	No
	No
	Yes
	-5.7
	0
	0
	0.55
	0
	3.02

	Chlorogenic Acid
	C16H18O9
	354.31
	25
	6
	0.38
	5
	9
	6
	-0.61
	Low
	No
	No
	No
	-8.76
	1
	2
	0.11
	1
	4.16

	Protocatechuic acid 4-glucoside
	C13H16O9
	316.26
	22
	6
	0.46
	4
	9
	6
	-1.76
	Low
	No
	No
	No
	-9.21
	1
	2
	0.11
	0
	4.11

	Sinapinic acid-O-glucuronide isomer
	C17H20O11
	400.33
	28
	6
	0.41
	7
	11
	5
	-1
	Low
	No
	No
	No
	-8.81
	1
	2
	0.11
	1
	4.71

	Salicylic Acid
	C7H6O3
	138.12
	10
	6
	0
	1
	3
	2
	0.74
	High
	Yes
	No
	No
	-5.54
	0
	1
	0.85
	1
	1

	Vanillin
	C8H8O3
	152.15
	11
	6
	0.12
	2
	3
	1
	1.49
	High
	Yes
	No
	No
	-6.37
	0
	1
	0.55
	1
	1.15

	Quinic acid
	C7H12O6
	192.17
	13
	0
	0.86
	1
	6
	5
	-1.82
	Low
	No
	Yes
	No
	-9.15
	0
	2
	0.56
	1
	3.34

	Nonanoic acid
	C9H18O2
	158.24
	11
	0
	0.89
	7
	2
	1
	2.2
	High
	Yes
	No
	No
	-4.84
	0
	1
	0.85
	1
	1.57

	Syringaldehyde
	C9H10O4
	182.17
	13
	6
	0.22
	3
	4
	1
	1.51
	High
	Yes
	No
	No
	-7.42
	0
	1
	0.55
	1
	1.49

	Sinapic acid
	C11H12O5
	224.21
	16
	6
	0.18
	4
	5
	2
	1.33
	High
	No
	No
	No
	-6.63
	0
	0
	0.56
	1
	2.17

	Ellagic Acid
	C14H6O8
	302.19
	22
	16
	0
	0
	8
	4
	1.67
	High
	No
	No
	Yes
	-7.36
	0
	0
	0.55
	0
	3.17

	Caftaric acid
	C13H12O9
	312.23
	22
	6
	0.15
	7
	9
	5
	-0.51
	Low
	No
	No
	No
	-8.16
	0
	1
	0.11
	0
	3.45

	Fertaric acid
	C14H14O9
	326.26
	23
	6
	0.21
	8
	9
	4
	0.03
	Low
	No
	No
	No
	-8.01
	0
	1
	0.11
	1
	3.54

	3-(3-Hydroxyphenyl)propanoic acid
	C9H10O3
	166.17
	12
	6
	0.22
	3
	3
	2
	1.4
	High
	Yes
	No
	No
	-6.35
	0
	1
	0.85
	1
	1.08

	4-Hydroxybenzoic acid
	C7H6O3
	138.12
	10
	6
	0
	1
	3
	2
	0.74
	High
	Yes
	No
	No
	-6.02
	0
	1
	0.85
	1
	1

	Benzoic Acid
	C7H6O2
	122.12
	9
	6
	0
	1
	2
	1
	1.24
	High
	Yes
	No
	No
	-5.72
	0
	1
	0.85
	1
	1

	Salicylic Acid
	C7H6O3
	138.12
	10
	6
	0
	1
	3
	2
	0.74
	High
	Yes
	No
	No
	-5.54
	0
	1
	0.85
	1
	1

	Gallic Acid
	C7H6O5
	170.12
	12
	6
	0
	1
	5
	4
	-0.2
	High
	No
	No
	No
	-6.84
	0
	1
	0.56
	1
	1.22

	Phenylacetic Acid
	C8H8O2
	136.15
	10
	6
	0.12
	2
	2
	1
	1.54
	High
	Yes
	No
	No
	-6.13
	0
	1
	0.85
	1
	1

	Vanillin
	C8H8O3
	152.15
	11
	6
	0.12
	2
	3
	1
	1.49
	High
	Yes
	No
	No
	-6.37
	0
	1
	0.55
	1
	1.15

	2,5-Dihydroxybenzoic acid
	C7H6O4
	154.12
	11
	6
	0
	1
	4
	3
	0.26
	High
	No
	No
	No
	-6
	0
	1
	0.56
	1
	1.1

	3,4-Dimethoxybenzoic acid
	C9H10O4
	182.17
	13
	6
	0.22
	3
	4
	1
	1.23
	High
	Yes
	No
	No
	-6.27
	0
	1
	0.85
	1
	1.55

	Vanillic Acid
	C8H8O4
	168.15
	12
	6
	0.12
	2
	4
	2
	0.73
	High
	No
	No
	No
	-6.31
	0
	1
	0.85
	1
	1.42

	Syringaldehyde
	C9H10O4
	182.17
	13
	6
	0.22
	3
	4
	1
	1.51
	High
	Yes
	No
	No
	-7.42
	0
	1
	0.55
	1
	1.49

	Syringic acid
	C9H10O5
	198.17
	14
	6
	0.22
	3
	5
	2
	0.77
	High
	No
	No
	No
	-6.77
	0
	1
	0.56
	1
	1.7

	2-Hydroxyphenylacetic acid
	C8H8O3
	152.15
	11
	6
	0.12
	2
	3
	2
	1.06
	High
	Yes
	No
	No
	-6.62
	0
	1
	0.85
	1
	1.18

	2-Hydroxyacetophenone
	C8H8O2
	136.15
	10
	6
	0.12
	2
	2
	1
	1.54
	High
	Yes
	No
	Yes
	-6.37
	0
	1
	0.55
	1
	1

	Cinnamic acid
	C9H8O2
	148.16
	11
	6
	0
	2
	2
	1
	1.7
	High
	Yes
	No
	No
	-5.69
	0
	1
	0.85
	1
	1.67

	Ferulic acid
	C10H10O4
	194.18
	14
	6
	0.1
	3
	4
	2
	1.26
	High
	Yes
	No
	No
	-6.41
	0
	1
	0.85
	1
	1.93

	Sinapic acid
	C11H12O5
	224.21
	16
	6
	0.18
	4
	5
	2
	1.33
	High
	No
	No
	No
	-6.63
	0
	0
	0.56
	1
	2.17

	Caffeic Acid
	C9H8O4
	180.16
	13
	6
	0
	2
	4
	3
	0.75
	High
	No
	No
	No
	-6.58
	0
	1
	0.56
	1
	1.81

	Rosmarinic acid
	C18H16O8
	360.31
	26
	12
	0.11
	7
	8
	5
	1.5
	Low
	No
	No
	No
	-6.82
	0
	0
	0.56
	1
	3.38




