Supplementary tables

Table S1: Validation of the models modelled using Modeller and refined by ModRefiner
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Table S2: Screening of lead molecules from natural sources by molecular weight and drug likeliness
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Table S3: ADME tests was carried out for the lead compounds that qualified drug likeliness using PreADMET tool

Human .

Blood  caco-2  Intestinal Plasma Skin
Compounds Brain (nm/sec) Absorption Protein Permeability

Barrier (%) Binding (%)  (cm/hour)
1,3-Dihydroxy-2-methyl-6- 05921 21111  92.817 92.6597 135063
methoxy-9,10 anthraquinone
Apigenin 0.5651 10.5468 88.2283 97.2534 -4.1457
Apigenin 0.5611 10.5468 88.122 97.2534 -4.1457
Apritone 10.242 56.217 100 100 -0.8142
Azaphilone 0.2280 13.7151 89.223 82.5614 -3.1495
Baicalein 0.7708 1.2802  88.1054 98.9832 -4.1355
Bereberine 0.6931 55.5786 97.8846 58.5420 -4.3731
Buddledin A 0.8570 38.3918 98.2232 94.7561 -1.5493
Buddledin B 3.0719 26.1097 95.3083 92.7976 -1.2977
Buddlejone 6.6770 26.8354 95.6751 100 -1.8875
Caffeic acid phenethyl ester 1.2427 22.0658 93.0360 87.8756 -2.232
Capsaicin 4.0987 37.371  92.4846 92.8564 -1.8899
Chrysin 0.9325 2.4782  92.6439 95.0956 -3.3464
Cianidanol 0.3949 0.6569  66.7079 100 -4.2930
Cinnamodial 0.6724 21.2557 91.0823 79.3048 -2.9222
Cinnamosmolide 0.6891 21.072  92.9940 80.3581 -3.5947
Cocaine 0.0135 27.0183 98.2902 49.5809 -3.7082
Colchicine 0.0143 37.4451 96.902 65.422 -3.9639
Cudraflavanone B 1.8042 17.8119 85.0191 100 -3.1415
Cudraxanthone S 0.1904 20.8695 81.0600 95.9378 -3.8074
Emerimidine A 0.3796 19.5459 87.9189 54.1613 -4.5060
Eugenol 2.2554 46.8865 96.7744 100 -1.3109
Eugenol 2.2554 46.8865 96.7744 100 -1.3109
Ferulic acid 0.7584 21.1177 90.60 50.4142 -1.8720
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Galangin
Genistein
Helenalin
Hesperetin
Honokiol
Hyoscyamine
Levomenol
Magnolol
Masoprocol
Mescaline
Omacetaxine
Pestafolide A
Phloretin
Phloretin
Piperine
Quercetin
Quercetin
Reserpine
Rhein
Rotiorinol C
Rubrorotiorin
Scutifoliamide A
Scutifoliamide B
Tamaridone
Terpinen-4-ol

0.6713
0.1782
0.5734
0.2227
8.8512
0.0508
10.5531
8.8187
3.9349
0.7995
0.0166
0.3797
0.7380
0.738
0.0503
0.1727
0.1727
0.0984
0.4085
0.0410
0.0354
0.5886
0.0374
0.0737
5.5395

3.7058
5.7471
20.8664
7.0037
26.5692
28.2833
51.1062
27.8519
15.8894
14.94
26.1699
0.7469
18.1041
18.1041
52.383
3.4129
3.1429
45.5921
2.8446
21.5788
26.993
41.237
28.091
15.7166
50.8078

88.1226
88.1228
94.6875
87.1929
93.6476
95.4038
100
93.6473
84.2771
95.1730
94.4875
88.2453
78.9809
78.9809
98.1801
63.4852
63.485
94.8014
82.9613
94.6939
97.8512
95.2669
95.9735
87.82
100

88.1221
89.7381
66.1637
96.7928
100
35.2645
90.29
100

100
27.8292
47.4193
50.3000
100

100
90.4489
93.2361
93.2361
78.5407
88.5191
71.6247
90.8407
86.6667
84.7090
85.8158
100

-4.1908
-4.2201
-3.6910
-4.1875
-1.4144
-3.6597
-0.7935
-1.4193
-2.6101
-2.4912
-2.7161
-4.7352
-3.6207
-3.7207
-3.4147
-4.4334
-4.4334
-4.2182
-3.7464
-3.2701
-3.0360
-3.0197
-2.8511
-3.84

-1.3052

Table S4: Toxicity tests were carried out for the lead compounds that qualified ADME test using PreADMET tool

Compounds

Ames
test Mouse Rat

Carcinogen test

hERG
inhibition

Daphn
la test

Fish toxicity

Meda Minno Alga
e test

ka

TA100_10

RLI

TAL00_

NA

TA1535_10
RLI

TA1535_

NA
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1,3-
Dihydroxy-2-
methyl-6-
methoxy-
9,10
anthraquinon
e

Apigenin

Apigenin

Apritone

Azaphilone

Buddledin A
Buddledin B

Buddlejone

Caffeic acid
phenethyl
ester

Cinnamodial

Cinnamosmo
lide

Non
mutage

Mutage
Mutage

Non
Mutage

Non
Mutage

Mutage
Mutage
Mutage

Non
Mutage

Non
Mutage

Non
Mutage

negati
ve

Positiv
e
Positiv
e

Negati
ve

Positiv
e

Positiv
e
Positiv
e
Negati
ve

Negati
ve

Positiv
e

Positiv
e

negativ
e

Positiv
e
Positiv
e

Positiv
e

Negati
ve

Positiv
e
Positiv
e
Negati
ve

Negati
ve

Negati
ve

Negati
ve

Medium
risk

Medium
risk
Medium
risk

Low risk

Medium
risk

Low risk

Low risk

Low risk

Medium
risk

Low risk

Low risk

0.0994

0.1301

0.1301

0.0877

0.1124

0.0881

0.1664

0.0208

0.0488

0.5312

0.4024

0.016

0.028

0.028

0.009

0.023

0.011

0.036

0.000

0.004

0.367

0.213

0.0097

0.0152

0.0152

0.0046

0.0436

0.0029

0.0072

0.0011

0.0066

0.2466

0.1896

0.03
58

0.05
27
0.05
27

0.01
37

0.02
77

0.03
90
0.03
34
0.01
13

0.02
04

0.10
55

0.06
81

Positive

Positive

Positive

Negative

Negative

Negative
Negative
Negative

Negative

Negative

Negative

Positive

Positive

Positive

Negative

Negative

Negative
Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative
Positive

Positive

Negative

Negative

Negative

Nsegative

Negative

Negative

Negative

Negative

Negative
Negative

Negative

Negative

Negative

Negative

21



Cocaine
Cudraflavano

ne

Cudraxanth
one S
Ferulic acid

Honokiol

Hyoscyamine

Levomenol

Magnolol

Masoprocol

Mescaline

Omacetaxine

Pestafolide A

Non-
Mutage
n

Non
Mutage
n
Mutag
en
Mutage
n

Non-
Mutage
n

Non
Mutage
n

Non
Mutage
n

Non-
Mutage
n

Non-
Mutage
n
Mutage
n

Non-
Mutage
n
Mutage
n

Negati
ve

Negati
ve

Positiv
e
Negati
ve

Positiv
e

Positiv
e

Negati
ve

Positiv
e

Negati
ve
Positiv
e

Negati
ve

Negati
ve

Positiv
e

Negati
ve

Negati
ve
Negati
ve

Negati
ve

Positiv
e

Negati
ve

Negati
ve

Negati
ve

Negati
ve

Negati
ve

Negati
ve

Mediumr
isk

Medium
risk

Medium
risk

Low risk

Lowrisk

Medium
risk

Low risk

Low risk

Mediumr
isk

Low risk

Ambiguo
us

Low risk

0.2431

0.0207

0.0590

3.9511

0.0043

0.3701

0.0586

0.0041

0.0245

0.8078

0.0826

2.0043

0.085

0.000

0.006

18.09
19

4.16E
-05

0.188

0.004

3.83E
-05

0.001

0.757

0.014

4.551

0.1069

0.0010

0.0069
16.178

4.37E-
05

0.2765

0.0058

4.30E-
05

0.0007

0.7036

0.0399

2.6958

0.10
07

0.00
50

0.02
90
0.13
83

0.01
62

0.07
84

0.01
14

0.01
66

0.00
49

0.09
67

0.00
81

0.08
99

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Positive

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Positive

Negative

Negative

Negative

Positive

Negative

Negative

Negative

Negative

Negative

Positive

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

22



Quercetin

Reserpine

Rotiorinol C

Rubrorotiorin

Scutifoliamid
eA

Scutifoliami
de B

Tamaridone

Mutage
n

Non-
Mutage
n

Non
Mutage
n

Non
Mutage
n
Mutage
n

Non
Mutag
en

Non
Mutage
n

Negati
ve

Negati
ve

Positiv
e

Positiv
e
Positiv
e
Positiv
e

Positiv
e

Positiv
e
Positiv
e

Positiv
e

Negati
ve
Positiv
e

Negati
ve

Positiv
e

Medium
risk
Mediumr
isk
Medium
risk
Medium
risk
Medium
risk
Medium
risk

Medium
risk

0.2143

0.0079

0.2415

0.0396

0.1261

0.1787

0.1207

0.778

0.000

0.105

0.003

0.023

0.050

0.025

0.0335

0.0007

0.3406

0.0106

0.0291

0.0720

0.0181

0.03
78

0.00
25

0.04
24

0.01
91

0.03
78

0.04
37

0.02
76

Negative

Negative

Negative

Negative

Positive

Negative

Negative

Positive

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative

Negative
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