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Abstract

The Severe acute respiratory syndrome coronavirus 2 (SARS-CoV-2) infection is one of
the common factors of mortality worldwide in the 21st century. A lot of research is
being done in the world with the aim of introducing new and effective SARS-COV-2
antiviral compounds, especially herbal compounds. The purpose of this study to
screening main protease (Mpro) inhibitors and spike glycoprotein from among plant
phenolic and terpenoid compounds using bioinformatics tools.Three dimension and
chemical structures of virus proteins and plant phenolic and terpenoid compounds were
retrieval from Protein Data Bank and Pubchem database respectively. Finally, plant
compounds on the main protease (Mpro) and virus S virus, molecular docking was
investigated using iGemdock 2.1 software and then,In the next step, physicochemical
properties of the candidate plant compounds for permeability, solubility and
gastrointestinal absorption were predicted using SwissADME software.4 terpenoid
compounds, glycyrrhizic acid, Saikosaponin B2, Polyphyllin I and Withaferin A and 7
phenolic compounds, EGCG . Rosmarinic acid . Silibinin . Chlorogenic acid .

Proanthocyanidin . Procyanidin B2 , Anthocyanin with Strong binding energy compared

to reference medicinal compounds such as Azithramycine and Remdesivir are good
candidate for inhibiting spike Glycoprotein and the main protease of the virus
(Mpro).According to results both phenolic and terpenoid compounds compared to
standard chemical drugs had good inhibitory effects for Mpro proteinase and Spike
glycoprotein virus and can be good candidates for in vitro and in vivo studies.

Key words: SARS-COV-2, Mpro proteinase, Spike glycoprotein, Phytochemical
compounds, Molecular Docking
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