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Fig. 1 (a): Crystal structure of SARS-CoV?2 spike ectodomain protein (open state) (PDB ID: 6VYB) and

papain-like protease protein (PDB ID: 6W9C)



RNA-dependent RNA polymerase

Main protease protein

Fig. 1 (b): Crystal structure of SARS-CoV?2 main protease protein (PDB ID: 6YB7) and RNA-dependent
RNA polymerase (PDB ID: 7BTF)
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Chloroquine (-)-Apparicine

Fig. 2: 2D structures of Hydrochloroquine and chloroquine with its analog as phytochemicals
from Medicinal Plants IMPPAT database

Apparicine 12-Chlorotabersonine



spike ectodomain protein papain-like protease protein

Fig. 3 (a): Active site of spike and papain-like protease protein of SARS-CoV2 using CASTp
server



main protease protein RNA-dependent RNA polymerase

Fig. 3 (b): Active site of main protease protein and RNA-dependent RNA polymerase of SARS-
CoV2 using CASTp server
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Fig. 4 (a): Three-dimensional representation of intermolecular interaction between SARS-CoV2 proteins and
pytochemicals A) spike ectodomain protein with 1) Apparicine 2) 12-Chlorotabersonine , B)papain-like
protease protein with 1) ACINSULH 2) Vindolininol,
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Fig. 4 (b): Three-dimensional representation of intermolecular interaction between SARS-CoV?2 proteins and
pytochemicals C) main protease protein with 1) Vindolininol and D) RNA-dependent RNA polymerase 1)
ACINSULH
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Fig. 5 (a):‘Two-dimensional’ representation of SARS-CoV?2 proteins residues forming hydrogen bonds
(labelled bold) during interaction with atoms of pytochemicals A) spike ectodomain protein with 1)

Apparicine 2) 12-Chlorotabersonine



Bl B2

GLU GLY
C:161 A:160 VAL
(’llig A”:g(';'g A:159
LEU & \ zASN
B:162 g)
GIv), 6T S
. s
BG_'{}" B:160 C:160
st ASN9
. C:10
. GLU
‘o’ A:161
LEUN "
116 ASN
B:109
VAL
LEU E
A:162 GLU B:159
B:161 (™
GLU
THR A:l161 A:162
A VAL ASP
B:158 B:159 B:108
Interactions Interactions
D TR a ey - Pi-Anion :] van der Waals D Pi-Donor Hydrogen Bond
- Conventional Hydrogen Bond :] Pi-Alkyl
- Conventional Hydrogen Bond - Amide-Pi Stacked T ——
E] Carbon Hydrogen Bond I:] Alkyl s—

Fig. 5 (b): “Two-dimensional’ representation of SARS-CoV?2 proteins residues forming hydrogen bonds
(labelled bold) during interaction with atoms of pytochemicals B)papain-like protease protein with 1)
ACINSULH 2) Vindolininol
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Fig. 5 (¢):“Two-dimensional’ representation of SARS-CoV?2 proteins residues forming hydrogen bonds
(labelled bold) during interaction with atoms of pytochemicals C) main protease protein with 1)
Vindolininol and D) RNA-dependent RNA polymerase 1) ACINSULH
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