Exploration of Potent Antiviral Phytomedicines from Lauraceae Family
Plants against SARS-CoV-2 Main Protease

S1. Results and Discussion
S1.1. Structure based virtual screening

Table S1. List of screened compounds using MTiopen screen against the SARS-CoV-2 MP™,

S.no. Compound Model ID Energy nRot
1 12302502 1 -9.3 0
2 129371873 1 -8.8 0
3 13891936 1 -8.6 2
4 442194 1 -8.6 2
5 160502 1 -8.5 2
6 15690954 1 -8.2 2
7 101300 1 -8.2 2
8 489948 1 -8.1 4
9 177744 1 -8.1 2
10 10144 1 -8 0
11 44578390 1 -7.9 0
12 12305138 1 -7.9 2
13 168363 1 -7.9 2
14 14262868 1 -7.8 4
15 14539910 1 -7.8 4
16 14539911 1 -7.8 4
17 197018 1 -1.7 1
18 21222 1 -1.7 4
19 24982202 1 -1.7 16
20 181681 1 -1.7 7
21 16754 1 -7.6 0
22 160500 1 -7.6 4
23 73337 1 -7.6 4
24 439653 1 -7.6 0
25 10154 1 -7.6 4
26 133323 1 -7.6 4
27 10042942 1 -7.6 0
28 160487 1 -7.5 5
29 22179 1 7.5 4
30 31415 1 -7.4 4
31 179491 1 -7.4 4
32 100067 1 -7.4 8
33 12313549 1 -1.4 4
34 65631 1 -7.4 2
35 101289740 1 -7.3 4
36 440595 1 -7.3 5
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Figure S1. 2d image of the reference ligand GC376.

Redocking and Intermolecular interaction analysis

(b)

GLY | asn )
SER - 143 4 7 MY )

-~ 144 J iy
CYs ‘ PHE

145 140

HIS
172
s _/ 2
41
HIS
Asp) a0
187
ARG /H 155
| |
189
GLU
THR

16%.

190
ALA LEU ”/

181 oy PRO ~ 167
192 168

Figure S2. (a) 3D and 2D representation of SARS-CoV-2 docked complexes exhibiting
intermolecular interactions with reference compound GC376. (b) In 2D interaction profiles,
hydrogen bonds (pink arrows), hydrophobic (green), polar (blue), negative (red), positive
(violet) and glycine (grey) interactions are shown to be involved between the docked protein-
ligand complexes.



Molecular dynamics simulation analysis.
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Figure S3. RMSD plots for SARS-CoV-2 MP™ docked with reference compound GC376

extracted from 100 ns MD simulation.
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Figure S4. RMSF plots for SARS-CoV-2 MP™ (a) Cassameridine, (b) Laetanine, (¢) Litseferine,
(d) Cassythicine, and (e¢) GC376- reference compound for the 100 ns MD simulation time.
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Figure S5. RMSF plots for docked complex and reference (a) Cassameridine, (b) Laetanine,
(¢) Litseferine, (d) Cassythicine, and (e) GC376 for the 100 ns MD simulation time.
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Figure S6. (a) Protein-ligand interactions mapping for SARS-CoV-2 docked with reference
compound GC376 inhibitor. (b) Schematic representation for SARS-CoV-2- GC376 complex
for the 100 ns MD simulation time.






