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Abstract

Several months ago, an outbreak of pneumonia of unknown aetiology was detected in Wuhan City
(China) and the aetiological agent of the atypical pneumonia was isolated by the Chinese authorities
as novel coronavirus (2019-nCoV or SARS-CoV-2). The WHO announced this new disease was to be
known as "COVID-19." When looking for new antiviral compounds, knowledge of the main viral
proteins is fundamental. The major druggable targets of SARS-CoV-2 include 3-chymotrypsin-like
protease (3CLpro), papain-like protease (PLpro), RNA-dependent RNA polymerase, and spike (S)
protein. Quercetin inhibits 3CLpro and PLpro with a docking binding energy corresponding to -6.25
and -4.62 kcal/mol, respectively. Quercetin has a theoretical, but significant, capability to interfere
with SARS-CoV-2 replication, with the results showing this to be the fifth best compound out of 18
candidates. On the basis of the clinical COVID-19 manifestations, the multifaceted aspect of quercetin
as both antiinflammatory and thrombin-inhibitory actions, should be taken into consideration.
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FIGURE 1 Chemical
structure of quercetin

 

FIGURE 2 A reasonable
target for structure-
based…

Related information

MedGen
PubChem Compound (MeSH Keyword)

LinkOut - more resources

Full Text Sources

Europe PubMed Central
Ovid Technologies, Inc.
PubMed Central
Wiley

Miscellaneous

NCI CPTAC Assay Portal

https://www.ncbi.nlm.nih.gov/pmc/articles/instance/7675685/bin/PTR-9999-na-g001.jpg
https://www.ncbi.nlm.nih.gov/pmc/articles/instance/7675685/bin/PTR-9999-na-g002.jpg
https://www.ncbi.nlm.nih.gov/medgen/?linkname=pubmed_medgen&from_uid=33034398
https://www.ncbi.nlm.nih.gov/pccompound/?linkname=pubmed_pccompound_mesh&from_uid=33034398
http://europepmc.org/abstract/MED/33034398
http://ovidsp.ovid.com/ovidweb.cgi?T=JS&PAGE=linkout&SEARCH=33034398.ui
https://www.ncbi.nlm.nih.gov/pmc/articles/pmid/33034398/
https://doi.org/10.1002/ptr.6887
https://assays.cancer.gov/CPTAC-438

