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Jin, Z. et al. Nature (2020).
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Compound. AG Kcal/mole Receptor Interaction
Amino acid/ Bond Distance E
A Kcal/mole
Aliskiren -8.4965 GLU 166 (A)/ pi-H 4.50 -0.8
SE
Dipyridamole -8.1152 GLU 166 (A)/ H-donor 3.21 -1.8
WREILE MET 165 (A)/ H-donor 3.71 -0.9
HIS 41 (A)/H-pi 4.21 -0.6
GLU 166 (A) /pi-H 3.96 -1.0
Mopidamole -7.7676 MET 165 (A)/ H-donor 3.24 -1.2
BREET CYS 145 (A)/ H-donor 3.40 16
GLY143 (A) / H- 3.06 23
Acceptor 3.43 -0.6
HIS 163 (A) H- 4.31 -0.8
acceptor 4.28 -0.9
GLU 166 (A)/ pi-H
GLU 166 (A)/ pi-H
Rosuvastatin -7.7865 GLU 166 (A)/ H-donor 2.85 -3.9
Eaar i fthiT CYS 145 (A)/ H-donor 3.13 -1.3
Metamizole -6.5052 HIS163(A)/H-acceptor 3.07 -2.5
kb HIS163(A)/H-acceptor 3.40 -3.4
HIS163(A)/ ionic 3.07 -4.0
HIS163(A) / ionic 3.40 2.3
HIS 41 (A) H-pi 4.68 -0.8
Rolitetracycline -7.1222 Cg$s1115 ( '(A/-)\/)HI-(Ij—donor 4.05 -0.7
5 -donor
BHAR HIS 41 (AYH-pi 392 09
HIS 41 (A) H-pi 3.73 -0.6

E: AGHRAGBARNATLE &#HT,

v SFEEBFREFEREREREREN, MAECEMproEREESBHERK, AG=
8.4965 kcal/mol, HEARIFIZ X MprofIE=M DM FEMIFEHNEG D F o
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$E@SARS-CoV-2 EEHBEEMprofYRIEL Y

ZIND ID Commercial name Current use Grid score Cluster size Previous Experimental
theoretical evidence
report
49841054 Carfilzomib RIEFEXK Anticancer vz -98.58 10 Yes'8 No
85537014 Cobicistat A tbE b HIV treatment enhancer -98.47 8 Yes'8 No
A b=t g
29416466 Saquinavir J>ZEBBE HIV treatment 3 %%iaYT -97.62 33 No No
3830276 Tessalon 1RHE Flu symptoms relief it/ -94.82 27 No No
4393164 Aliskiren FIRIZH S Hypertension S IEATT -92.15 33 No No
95564694 Naloxegol opioid-induced -91.37 11 No No
constipation treatmentpa /-
BEENNETT
29571072 Isavuconazonium 30 B Antifungal IREH® -90.51 23 No No
9164421 Ceftolozane L&+ Antibiotic i %X -89.67 38 Yes'8 No
3943297 Pradaxa J&LbinEfEs Anticoagulant #u£E -88.81 25 No No
49933061 Dronedarone RZiXME cardiac arrhythmias -88.73 26 No Yes'®
treatment FOMERE
150338698 Capreomycin BHEZX Antibiotic #i4%XR -87.42 31 No No
3941496 Atazanavir fIFL383E HIV treatment X #%a7T -83.78 34 Yes'8 Yes'?
3951740 Lopinavir & ItAB% HIV treatment 3 %5R8Y7 -79.87 15 Yes's Yes'9

T AHRFRAGH scorei T A FXIEITS, AERTANUES, EERFALE, THERNERESNHE.
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7¥: Cobicistat-2&, Ceftolozane-41 €&,
Carfilzomib-& £, Aliskiren-15

u BIIRMSDERES TN 1 IFRIEZL M EMproEHEEE SR EYE, ERER
Cobicistat. Ceftolozane. Carfizomib. Aliskiren&EfE FIRESREERBENE
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Local or systemic
infection or sepsis

SARS-CoV-2
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Angiotensin Il ARBs
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Acute lung injury
Adverse myocardial

remodeling
Viral entry, replication, Vasoconstriction
and ACE2 down-regulation Vascular permeability

Vaduganathan, M. et al. New England Journal of Medicine
(2020).
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thanks for your attention.



