Supplementary Table 1. Analysis of druglikness properties of 100 physiochemical compounds.

S.No

10

11

12

13

Compound
Names

Apigenin

Berberine

Beta-sitosterol

Bisdemethoxyc
urcumin
Brachyamide B

Calebin-A

Campesterol

Chavicine

Cirsilineol

Cirsimaritin

Cordifolioside A

Cordioside

Crategolic acid

Physiochemical properties

Pharmacokinetics

Formula

C15H1005

C20H18NO4

C29H500

C19H1604

C20H25N03

C21H2007

C28H480

C17H19NO3

C18H1607

C17H1406

C22H32013

C26H34012

C30H4804

Molecul
ar
Weight
(g/mol)

270.24

336.36

414.71

308.33

327.42

384.38

400.68

285.34

344.32

314.29

504.48

538.54

472.7

Num.
heavy
atom

20

25

30

23

24

28

29

21

25

23

35

38

34

Num.
arom.
heavy
atom
s
16

16

12

12

16

16

Fracti
on
Csp3

0.25

0.93

0.05

0.45

0.14

0.93

0.35

0.17

0.12

0.64

0.69

0.9

Num.
rotata
ble
bonds

10

Num.
H-
bond
accep
tors

13

12

Num.
H-
bond
donor
s

Molar
Refract
ivity

73.99

94.87

133.23

89.82

99.9

103.89

128.42

85.47

91.44

84.95

116.08

126.02

137.82

Lipophi
licity
[Log
Po/w

(XLOGP

3)]
3.02

3.62

9.34

3.26

4.78

3.27

8.8

3.46

34

3.32

-1.76

-0.47

6.51

Water
Solubili
ty
(mol/1)

1.14E-
04

2.83E-
05

1.26E-
08

1.60E-
04

2.89E-
05

9.85E-
05

2.90E-
08

1.84E-
04

4.72E-
05

6.35E-
05

4.72E-
02

2.60E-
03

1.56E-
07

Solubi
lity
Class

Solubl
e
Mode
rately
solubl
e
Poorl
y
solubl
e
Solubl
e
Mode
rately
solubl
e
Mode
rately
solubl
e
Poorl
y
solubl
e
Solubl
e
Mode
rately
solubl
e
Mode
rately
solubl
e
Very
solubl
e
Solubl
e
Poorl
y

Gl
absor
ption

High

High

Low

High

High

High

Low

High

High

High

Low

Low

High

BBB
perm
eant

No

Yes

No

Yes

Yes

No

No

Yes

No

No

No

No

No

P-gp
substr
ate

No

Yes

No

No

No

No

No

No

No

No

No

Yes

Yes

CYP1
A2
inhibi
tor

Yes

Yes

No

Yes

No

No

No

Yes

Yes

Yes

No

No

No

CYP2
C19
inhibi
tor

No

No

No

No

Yes

No

No

Yes

No

No

No

No

No

CYP
209
inhi
bitor

No

No

No

Yes

Yes

Yes

No

Yes

Yes

Yes

No

No

No

CYP2
D6
inhibi
tor

Yes

Yes

No

No

Yes

No

No

No

Yes

Yes

No

No

No

CYP3A
4
inhibit
or

Yes

Yes

No

Yes

Yes

Yes

No

No

Yes

Yes

No

No

No




14

15

16

17

18

19

20

21

22

23

24

25

26

27

28

29

30

31

32

33

Curcumin

Cyclocurcumin

Demethoxycurc
umin
Eriodictyol
Eugenitin
Flavonol

glucoside
Guineensine

Hesperetin
Isochavicine
Isopiperine
Isothymonin
Isothymusin

Jatrorrhizine

Kaempferol
Magnoflorine

Oleanolic acid

Orientin

Pentadienoylpi
perdine (1-
Pentadienoylpi
perdine)
Piperamine(Ba
mipine)

Piperettine

C21H2006

C21H2006

C20H1805

C15H1206

C12H1204

C21H2008

C24H33NO3

C16H1406

C17H19NO3

C17H19NO3

C18H1608

C17H1407

C20H20NO4

C15H1006

C20H24N0O4

C30H4803

C21H20011

C10H19NO

C19H24N2

C19H21NO3

368.38

368.38

338.35

288.25

220.22

400.38

383.52

302.28

285.34

285.34

360.31

330.29

338.38

286.24

342.41

456.7

448.38

169.26

280.41

311.37

27

27

25

21

16

29

28

22

21

21

26

24

25

21

25

33

32

12

21

23

12

12

12

12

10

16

12

16

16

16

16

12

16

12

0.14

0.19

0.1

0.13

0.25

0.29

0.46

0.19

0.35

0.17

0.12

0.25

0.4

0.9

0.29

0.9

0.37

0.32

13

11

102.8

100.78

96.31

73.59

60.93

102.07

116.75

78.06

85.47

85.47

93.47

86.97

97.33

76.01

101.87

136.65

108.63

55.08

93.87

94.61

3.32

2.02

2.45

1.23

6.81

2.6

3.46

3.46

2.58

2.61

3.42

1.9

2.74

7.49

-0.15

1.94

4.13

1.15E-
04

9.71E-
05

1.20E-
04
5.54E-
04
7.16E-
04
5.73E-
04
1.55E-
06

2.38E-
04
1.84E-
04
1.84E-
04
1.29E-
04
1.49E-
04
4.28E-
05

4.90E-
04

1.22E-
04

4.74E-
08

2.01E-
03

1.42E-
02

4.58E-
05

5.99E-
05

solubl
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Solubl
e
Solubl
e
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e
Solubl
e
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e
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e
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e
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e
Solubl
e
Solubl
e
Mode
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solubl
e
Solubl
e
Solubl
e
Poorl
y
solubl
e
Solubl
e
Very
solubl
e

Mode
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solubl
e

Mode
rately

High
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High
High
High
High

High

High
High
High
High
High

High

High

High
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High

High

High

No

No

No

No

Yes

No

Yes

No

Yes

Yes

No

No

Yes

No

Yes

No

No

Yes

Yes

Yes

No

No

No
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No

No

No

Yes

No

No

No

No
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No

Yes

No

No

No

No

No

No

No
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No
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No

No

Yes

Yes

Yes
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Yes

Yes

Yes

No

No

No

Yes

Yes

No

No

No

No

No

No

No

No

Yes

Yes

No

No

No

No

No

No

No

No

No

Yes

Yes

Yes

Yes

No

No

No

Yes

No

Yes

Yes

Yes

Yes

No

No

No

No

No

No

No

Yes

No

No

No

No

No

No

Yes

No

No

No

Yes

Yes

Yes

Yes

No

No

No

No

Yes

No

Yes

Yes

Yes

Yes

No

No

Yes

Yes

No

No

Yes

Yes

Yes

Yes

Yes

No

No

No

No
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34

35

36

37

38

39

40

41

42

43

44

45

46

47

48

49

50

51

Piperine
Piperolein

(piperolein A)

Piperolein B

Quercetin
Retrofractamid
eA

Rhamnetin
Rosmarinic acid
Somniferine A

(Somniferine)

Stigmasterol

Tinocordifoliosi
de

Tinocordioside
Tinosporide
Trichostachine

Ursolic acid

Vicenin
(Vicenin-2)
Withaferin A

Withanolide

Withanolide B

C17H19NO3

C19H25NO3

C21H29NO3

C15H1007

C20H25N0O3

C16H1207

C18H1608

C36H36N207

C29H480

C21H3208

C25H3409

C20H2207

C16H17NO3

C30H4803

C27H30015

C28H3806

C28H3806

C28H3805

285.34

315.41

343.46

302.24

327.42

316.26

360.31

608.68

412.69

412.47

478.53

374.38

271.31

456.7

594.52

470.6

470.6

454.6

21

23

25

22

24

23

26

45

30

29

34

27

20

33

42

34

34

33

16

16

12

12

16

0.35

0.53

0.57

0.35

0.06

0.11

0.47

0.86

0.86

0.72

0.7

0.31

0.9

0.44

0.79

0.79

0.79

15

11

85.47

95.56

105.18

78.03

97.53

82.5

171.39

132.75

102.01

118.47

89.54

80.67

136.91

139.23

127.49

127.53

126.33

3.46

4.17

5.25

1.54

5.55

1.87

2.36

2.61

8.56

-0.22

131

1.33

3.11

7.34

-2.26

3.83

4.66

1.84E-
04

7.02E-
05

1.38E-
05

6.98E-
04

1.10E-
05

4.35E-
04

3.63E-
04

5.53E-
06

3.46E-
08

1.01E-
02

3.33E-
04
8.51E-
04
3.64E-
04
5.89E-
08

8.83E-
03

1.07E-
05

2.56E-
05

3.45E-
06

solubl
e
Solubl
e
Mode
rately
solubl
e
Mode
rately
solubl
e
Solubl
e
Mode
rately
solubl
e
Solubl
e
Solubl
e
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solubl
e
Poorl
y
solubl
e
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solubl
e
Solubl
e
Solubl
e
Solubl
e
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y
solubl
e
Solubl
e
Mode
rately
solubl
e
Mode
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e
Mode
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High
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High

High
High
High
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High

High
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Yes

Yes

Yes

No
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No

No

No

No

No

No

No
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No

No

No

No

No

No

No

No

No

No

No

No
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No

Yes

Yes

Yes

No

No

No

Yes

Yes

Yes

Yes

No

No

Yes

Yes

Yes

No

No

No

No

No

No
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No

No

No

No

No

Yes

Yes

No

No

Yes

No

No

No

No

No

No

No
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No

No

No

No

No

Yes

Yes

Yes

No

Yes

No

No

No

Yes

No

No

No

No

No

No

No

No

Yes

No

Yes

Yes

Yes

No

Yes

No

No

No

No

No

Yes

No

No

No

No

No

No

No

No

Yes

Yes

Yes

Yes

No

No

No

No

No

No

No

No

No

No

No

No




52

53

54

55

56

57

58

59

60

61

62

63

64

65

66

67

68

Withanone

Thymoquinone
Eugenol

Glycyrrhizin

Anthraquinone
Baicalin

Honokiol

Myricetin
Andrographolid
e

Naringenin

6-Gingerol

Bavachinin

Neobavaisoflav
one

Isobavachalcon
e

4'-0-
methylbavachal
cone

Psoralidin

corylifol A

C28H3806

C10H1202

C10H1202

C42H62016

C14H802

C21H18011

C18H1802

C15H1008

C20H3005

C15H1205

C17H2604

C21H2204

C20H1804

C20H2004

C22H2404

C20H1605

C25H2604

470.6

164.2

164.2

822.93

208.21

446.36

266.33

318.24

350.45

272.25

294.39

338.4

322.35

324.37

352.42

336.34

390.47

34

12

12

58

16

32

20

23

25

20

21

25

24

24

26

25

29

12

16

12

16

12

12

16

12

12

17

16

0.79

0.4

0.2

0.86

0.24

0.11

0.75

0.13

0.59

0.29

0.15

0.15

0.23

0.15

0.24

10

16

11

127.53

47.52

49.06

202.84

59.75

106.72

84.14

80.06

95.21

71.57

84.55

97.74

95.69

96.04

104.98

97.53

119.25

3.05

2.2

2.27

2.8

3.39

4.98

2.52

2.76

4.45

4.4

5.1

5.76

4.69

6.25

2.84E-
05

6.64e-

03
3.47E-
03
5.70E-
07

1.51E-
04
3.87E-
04
1.81E-
05

9.88E-
04
6.67E-
04
3.21E-
04
1.11E-
03
1.47E-
05

1.24E-
05

7.87E-
06

2.93E-
06

5.61E-
06

6.16E-
07

solubl
e
Mode
rately
solubl
e
Solubl
e
Solubl
e
Poorl
y
solubl
e
Solubl
e
Solubl
e
Mode
rately
solubl
e
Solubl
e
Solubl
e
Solubl
e
Solubl
e
Mode
rately
solubl
e
Mode
rately
solubl
e
Mode
rately
solubl
e
Mode
rately
solubl
e
Mode
rately
solubl
e
Poorl
y
solubl
e

High

High

High

Low

High

Low

High

Low

High

High

High

High

High

High

High

High

High

No

Yes

Yes

No

Yes

No

Yes

No

No

No

Yes

Yes

Yes

No

Yes

No

No

Yes

No

No

Yes

No

Yes

No

No

Yes

Yes

No

No

No

No

No

No

No

No

No

Yes

No

Yes

No

Yes

Yes

No

Yes

Yes

No

Yes

Yes

Yes

Yes

No

No

No

No

No

Yes

No

Yes

No

No

No

No

Yes

No

No

Yes

Yes

Yes

No

No

No

No

No

No

Yes

No

No

No

No

Yes

Yes

Yes

Yes

Yes

No

No

No

No

No

No

No

Yes

No

No

No

Yes

Yes

No

No

No

No

No

No

No

No

No

No

No

Yes

Yes

No

Yes

No

Yes

Yes

Yes

Yes

No
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69

70

71

72

73

74

75

76

77

78

79

80

81

82

83

84

85

lycorine
kappa-
Carrageenan

lamda-
Carrageenan

beta-
Carrageenan

Nelfinavir

Hinokinin

Luteolin

Aloe-emodin

Hypericin

Glabridin

Sageone

Psoralidin

Emodin

Cinanserin

Liquiritigenin
Lapachol

Hibiscus Acid

C16H17NO4

C24H36025S52

C14H26019S3

C14H2409

C32H45N304S

C20H1806

C15H1006

C15H1005

C30H1608

C20H2004

C19H2403

C20H1605

C15H1005

C20H24N20S

C15H1204

C15H1403

C6H607

287.31

788.66

594.54

336.33

567.78

354.35

286.24

270.24

504.44

324.37

300.39

336.34

270.24

340.48

256.25

242.27

190.11

21

51

36

23

40

26

21

20

38

24

22

25

20

24

19

18

13

12

12

16

12

22

12

17

12

12

12

0.5

0.56

0.35

0.07

0.07

0.3

0.53

0.15

0.07

0.25

0.13

0.2

0.5

12

11

12

25

19

78.4

143.4

107.87

73.14

166.17

91.23

76.01

69.92

144.83

93.25

89.49

97.53

70.78

104.21

69.55

69.95

34.87

-0.02

-8.35

-3.94

-1.79

5.67

3.65

2.53

1.82

5.71

3.89

3.67

4.69

2.72

4.09

2.3

2.79

-1.23

1.51E-
02

2.10E+
01

4.81E-
01

2.93E-
01

4.34E-
07

3.85E-
05

1.97E-
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9.12E-
04
1.02E-
07

2.48E-
05

7.07E-
05

5.61E-
06

2.12E-
04
4.97E-
05

5.26E-
04
6.10E-
04
7.73E-
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e
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e
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e
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86

87

88

89

90

91

92

93

94

95

96

97

98

99

100

Hydroxytyrosol

Carvacrol
Cinnamic
Methyl
Cinnamate
Thymohydroqui
none

Thymol
Cinnamaldehyd

e
Ajoene

Allicin

Diallyl Trisulfide

Saikosaponin

Myricitrin
Corydine
Aloin

Catechin

C8H1003

C10H140

C9H802

C10H1002

C10H1402

C10H140

C9H80

C9H140S3

C6H100S2

C6H10S3

C42H68013

C21H20012

C20H23NO4

C21H2209

C15H1406

154.16

150.22

148.16

162.19

166.22

150.22

132.16

234.4

162.27

178.34

780.98

464.38

341.4

418.39

290.27

11

11

11

12

12

11

10

13

55

33

25

30

21

16

12

12

12

0.25

0.4

0.1

0.4

0.4

0.33

0.33

0.33

0.95

0.29

0.4

0.38

0.2

13

12

41.42

48.01

43.11

47.43

50.03

48.01

41.54

67.41

45.88

52.78

199.82

111.02

100.47

101.96

74.33

-0.72

3.49

2.62

2.94

33

1.9

1.71

1.31

2.64

2.52E+

00

0.51

2.57

-0.12

0.36

2.43E-
01

4.92E-
04
4.25E-
03
2.15E-
03
9.40E-
04
6.49E-
04
6.79E-
03
1.44E-
02

4.56E-
02

6.12E-
03
1.34E-

6.29E-
04
1.85E-
04
3.50E-
03
5.98E-
03

Very
solubl
e
Solubl
e
Solubl
e
Solubl
e
Solubl
e
Solubl
e
Solubl
e
Very
solubl
e
Very
solubl
e
Solubl
e
Mode
rately
solubl
e
Solubl
e
Solubl
e
Solubl
e
Solubl
e

High

High
High
High
High
High
High

High

High

High

low

Low
High
Low

High

No

Yes

Yes

Yes

Yes

Yes

Yes

No
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Yes

No

No
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