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Fig. S1. Molecular interaction between spike protein of SARS-CoV-2 and potent phyto-molecules. Representation of molecular interaction
between spike protein of SARS-CoV-2 and phytomolecules based on molecular docking. Figure (A) representing h-bonding and Figure (B) showing the
cavity blocking by ligand in surface representation. In figure, 1=Remdesivir; 2= Hydroxycloroquine; 3= Ginsenoside; 4= Glycyrrhizic acid; 5=
Etoposide; 6= Taniposide; 7= Podophyllotoxin; 8= Rutin; 9= Colchicine; 10= Hespiridin and 11= Tribulosin.



JOURNAL OF FOOD AND DRUG ANALYSIS 2021;29:559—580 573

=]
-
o
=
&
<
]
=
Z
o
&=
o

Fig. S2. Ligand leads with highlighted moieties.
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CE) Table S1. ADMET properties of most potential leads

ﬁ Parameters Ampelopsin Berberine Colchicine Etoposide Ginsenoside Glycyrrhizic

> acid

=~

= Ames mutagenesis - — — — — —

Q Acute Oral Toxicity (c) II III III III II v

= Androgen receptor binding + + + + + +
Avian toxicity - — - — — —
Blood Brain Barrier — + + — — —
BRCP inhibitior - - — — — —
Biodegradation — — — — — —
Caco-2 — + + — — —

Carcinogenicity (binary) - — — — — —
Crustacea aquatic toxicity - +
CYP1A2 inhibition + + — — — —
CYP2C19 inhibition - -
CYP2C9 inhibition - — - — — —
CYP2C9 substrate - — — - — —

CYP2D6 inhibition - + - — — _

CYP2D6 substrate — — - — — —

CYP3A4 inhibition + — — — — _

CYP3A4 substrate - + + + + +

Eye corrosion — - — — - —

Eye irritation + — — — — _
Hepatotoxicity + + + — — _

Human Intestinal Absorption + + + + — 4

Human oral bioavailability = — + + — _

Acute Oral Toxicity 3.246833086 1.5449361 2.2246482 2.6902423 3.159646034 2.132831097
P-glycoprotein inhibitior - + — — + +
P-glycoprotein substrate - - + + — —
OATP1B1 inhibitior + + + + + _
OATP1B3 inhibitior + + + + + -
OATP2B1 inhibitior — — — — — —

OCT1 inhibitior — + — — — _

OCT2 inhibitior — - - — — +
P-glycoprotein inhibitior - + — — T +
P-glycoprotein substrate — — + + — _

Plasma protein binding 1.067124009 0.8344979 0.4847819 0.8784482 0.985907972 0.931964338
Subcellular localization Mitochondria Mitochondria Nucleus Mitochondria Mitochondria Mitochondria
Thyroid receptor binding + + + + — —

Water solubility —2.99937319 —2.97369 —2.560883 —3.507494 —4.333252 —4.512803577
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Hespiridin Hydroxy- Meliacarpin Podophyllotoxin ~ Remidesvir ~ Rutin Taniposide Tribulosin
chloroquine

- + + - - - + -

III I 1 I III III I I

- - + + + + + +

- + + + + - + -

+ J— — p— p— p— J— p—

- + + - + - - +

— — J— + — — — —

p— + J— — p— p— J— p—

+ + + + + + + +

+ - - + + + + -

+ + + + + + + -

pa— + — p— p— p— — p—

2.257097 2.664962053 4.12018585 1.972803831 3.42793131 2.593124 2.90450954 4.589214

- - - - + - - +

- + + - + - + -

+ + + + + + - +

+ + + + + + - +

p— + J— — p— p— J— p—

- - - - - - - +

- - - - + - - +

- + + - + - + -

1.0964364 0.756124914 0.94871801 0.936204255 1.18216193 0.982454 0.96763605 0.725269

Mitochondria ~ Lysosomes Mitochondria ~ Mitochondria Lysosomes  Mitochondria = Mitochondria ~ Mitochondria

+ + + + + + + -

—2.648535 —3565742248 359128747  —3.47339466 —3.4735559  —2.7724 —3.198662 —3.4138
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