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Fig. S1. RMSD analysis of the top docking compounds complexed individually with the MP™,
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Fig. S2. RMSF analysis of the top docking compounds complexed individually with the MP™.



ChEMBL275592 Montelukast
0.7
0.30 A
0.6
0.25 A
g 3 0.5
5 ]
5 0.20 £}
T g 0.4
i I
2015+ e
k] =
& 0.10 1 & 451
0.05 014 |
0.00 I_‘ . 0.0 - . .
0 2 4 6 8 10 0 4 6 8 10
Hydrogen Bond Hydrogen Bond
ChEMBL288347 Bromocriptine
0.35 4
0.30 4 0.6
Z 0.251 L 051
= o
El ]
Z 020 5 0.4+
£ £
2 015 v 0.3
= 1
@ o
< 0.10 Yool |
0.05 A 014
0.00 r - - -
0 2 4 6 8 10 0.0 T . :
Hydrogen Bond 0 4 6 8 10
Hydrogen Bond
Saquinavir Zafirlukast
0.40 - — 0.5
0.351
0.4 4
-4 >
E\ 0.30 5
3 025 E
o Y T 0.34
@ o
i I
e 0.20 4 g
= 3 0.2 4
8 015 +— <
o o
0.10 A o]
0.05 A
0.00 : . - . 0.0 . . .
0 2 4 6 8 10 0 4 6 8 10
Hydrogen Bond Hydrogen Bond
Bosentan Doismin
— 0.35 4
0.6
0.30 A
B >
z 0.5 2025 |
2 g
T 0.4+ =4
g g 0.201
o [
o3 2 0.15 4
£ %
[
EXER “ 0.10
0.1 ’_’_l—‘ 0.05 A
0.0 T r T 0.00 T T T
0 2 4 6 8 10 0 4 6 8 10

Hydrogen Bond

Fig. S3. Averaged hydrogen bond interactions of the top docking compounds complexed
individually with the MP™ during the 100 ns NPT ensemble.
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Fig. S4. (a) ChEMBL275592, (b) montelukast, (¢) ChEMBL288347, (d) bromocriptine, (e)
saquinavir. (Left) representative pose of the stable compounds of the last frame of the 100 ns NPT
ensemble, where, the protein surface is colored based on the electrostatic potential. (Right) the red
dashed line represents hydrogen bond interactions of the stable compounds in complex with the
Mpro.
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Fig. S5. The time-dependent evolution of the contact surface area during the 100 ns NPT
ensemble.
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Fig. S6. RMSD, averaged hydrogen bond interaction, and the contact surface area of lopinavir (a),
ritonavir (b), and remdesivir (c) complexed individually with the Mpro.
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Fig. S7. (a) lopinavir, (b) ritonavir, (c) remdesivir. (Left) representative pose of antiviral drugs of
the last frame of the 100 ns NPT ensemble, where, the protein surface is colored based on the
electrostatic potential. (Right) the red dashed line represents hydrogen bond interactions of
antiviral drugs in complex with the Mpro.



