Table S3. Molecular docking details of ligands interaction with ACE2.
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CID_10574693 (A1) -6.66 ARG 514 ALA 348 Molecular weight (<500 Da) 430.9
ASP 350 wsTe Lipophilicity (LogP<5) 3.39
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Table S3. Molecular docking details of ligands interaction with ACE2.

CID_118254131 (A4) | -5.74 ARG 514 | ALA 348 Molecular weight (<500 Da) | 440.8
HIS 378 Lipophilicity (LogP<5) 3.58
ASN 394 A% A H bond donor (<5) 0
GLU 398 7\ H bond acceptor (<10) 6
HIS 401 =7 Violations 0
GLU 402 N Lipinski Yes
ARG 514 N ~ Hepatotoxicity No
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[ Conventonal Hydrogen Bond B P+ stacked
[[] Carbon Hycrogen Bond [ Pioao
I:I Pi-Cation
CID_118254232 (A5) | -6.30 - ALA 348 Molecular weight (<500 Da) | 458.8
HIS 378 «w &% pme | Lipophilicity (LogP<5) 3.76
ASP 382 & H bond donor (<5) 0
GLU 398 . " | Hbond acceptor (<10) 7
ARG 514 PN & " | Violations 0
) ;J‘ / V ; — AN LIpInSkI Yes
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Table S3. Molecular docking details of ligands interaction with ACE2.

CID_129895222 (A6) -6.55 ALA 348 HIS 345 . Molecular weight (<500 Da) | 551.37
ASP 382 HIS 378 o - e Lipophilicity (LogP<5) 3.61
GLU 398 & _ H bond donor (<5) 2
HIS 401 Sy L P H bond acceptor (<10) 9
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CID_132286067 (A8) | -6.57 ALA 348 | PRO 346 .. | Molecular weight (<500 Da) | 516.9
ASP 350 | THR 347 . 2 | | ipophilicity (LogP<5) 3.52
ASP 382 HIS 378 n - ) H bond donor (<5) 2
GLY 395 HIS 401 44 T Nt - ~3% | H bond acceptor (<10) 9
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