
9/13/23, 10:19 PM Artecanin of Laurus nobilis is a novel inhibitor of SARS-CoV-2 main protease with highly desirable druglikeness: Journal of Biom…

https://www.tandfonline.com/doi/abs/10.1080/07391102.2022.2030801 1/5

 On Monday 18 September, 06:00-22:00 GMT, we’ll be making some site updates on Taylor & Francis
Online. You’ll still be able to search, browse and read our articles, where access rights already apply.

Registration, purchasing, activation of tokens, eprints and other features of Your Account will be
unavailable during this scheduled work.

  Cart

Volume 41, 2023 - Issue 6
Journal of Biomolecular Structure and Dynamics 

160
Views 

1
CrossRef citations to date 

7
Altmetric

Research Articles

Artecanin of Laurus nobilis is a novel inhibitor

of SARS-CoV-2 main protease with highly

desirable druglikeness
,Mohammed Baqur S. Al-Shuhaib  ,Hayder O. Hashim

 &Jafar M. B. Al-Shuhaib Daniel H. Obayes
Pages 2355-2367 | Received 12 Oct 2021, Accepted 12 Jan 2022, Published online: 22 Jan 2022

 Cite this article   https://doi.org/10.1080/07391102.2022.2030801  

    

 

 Full Article  Figures & data   References  Citations   Metrics

  Reprints & Permissions Read this article

Abstract

Main protease (M ) is a critical enzyme in the life cycle of severe acute respiratory

syndrome Coronavirus −2 (SARS-CoV-2). Due to its essential role in the maturation of

the polyproteins, the necessity to inhibit M  is one of the essential means to prevent

the outbreak of COVID-19. In this context, this study was conducted on the natural

compounds of medicinal plants that are commonly available in the Middle East to �nd

out the most potent one to inhibit M with the best bioavailability and druglikeness
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out the most potent one to inhibit M  with the best bioavailability and druglikeness

properties. A total of 3392 compounds of sixty-six medicinal plants were retrieved

from PubChem database and docked against M . Thirty compounds with the highest

docking scores with M  were chosen for further virtual screening. Variable

druglikeness and toxicity potentials of these compounds were evaluated using

SwissADME and Protox servers respectively. Out of these virtually screened

compounds, artecanin was predicted to exhibit the most favourable druglikeness

potentials, accompanied by no predicted hepatoxicity, carcinogenicity, mutagenicity,

and cytotoxicity. Molecular dynamics (MD) simulations showed that M -artecanin

complex exhibited comparable stability with that observed in the ligand-free M . This

study revealed for the �rst time that artecanin from Laurus nobilis provided a novel

static and dynamic inhibition for M  with excellent safety, oral bioavailability, and

pharmacokinetic pro�le. This study suggested the ability of artecanin to be used as a

potential natural inhibitor that can be used to block or at least counteract the SARS-

CoV-2 invasion.

Communicated by Ramaswamy H. Sarma
 Keywords: Artecanin docking M natural inhibitor SARS-CoV-2
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