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Repurposing of antiparasitic drugs for Candidate SARS-CoV-2 
Main Protease Inhibitors by combined in silico Method

Milan Sencanski*, Jelena Milicevic, Vladimir Perovic and Sanja Glisic

VINCA Institute of Nuclear Sciences, National Institute of the Republic of Serbia, University of Belgrade, Mike 
Petrovića Alasa 12-14, 11351 Belgrade, Serbia

Abstract
The SARS-CoV-2 outbreak that is spreading rapidly around the world requires urgently effective treatments. 
Therefore, in silico drug repurposing represents a powerful strategy to enable the acceleration of the identi-
fication of drug candidates with already known safety profiles. The SARS-CoV-2 main protease is essential 
for viral replication and an attractive drug target. This study used the virtual screening protocol with both 
long-range and short-range interactions to select candidate SARS-CoV-2 main protease inhibitors. The In-
formational spectrum method developed for small molecules was first applied for searching the Drugbank 
database of antiparasitic agents and further followed by molecular docking. After in silico screening of drug 
space, we propose several drugs as potential SARS-CoV-2 main protease inhibitors for further experimental 
testing.
Keywords: 
SARS-CoV-2, main protease, virtual screening, drug repurposing, antiparasitics

 *Corresponding author, e-mail: sencanski@vin.bg.ac.rs


