13/6/2020 Hijacking SARS-Cov-2/ACE2 receptor interaction by natural and semi-synthetic steroidal agents acting on functional pockets on rec...
Cold

i, bioRyiv

THE PREPRINT SERVER FOR BIOLOGY

HOME | ABOUT | SUBMIT| NEWS & NOTES | ALERTS / RSS | CHANNELS

Search Q

Advanced Search

bioRxiv is receiving many new papers on coronavirus SARS-CoV-2. A reminder: these are preliminary reports that have not
been peer-reviewed. They should not be regarded as conclusive, guide clinical practice/health-related behavior, or be reported
in news media as established information.

New Results ¢ Comment on this paper

Hijacking SARS-Cov-2/ACE2 receptor interaction by natural and semi-synthetic
steroidal agents acting on functional pockets on receptor binding region

@ Adriana Carino, ® Federica Moraca, @ Bianca Fiorillo, ® Silvia Marcans, ® Valentina Sepe, ® Michele Biagioli,
® Claudia Finamore, Silvia Bozza, Daniela Francisci, Eleonora Distrutti, ® Bruno Catalanotti, (iD) Angela Zampella,
® Stefano Fiorucci

doi: https://doi.org/10.1101/2020.06.10.144964

This article is a preprint and has not been certified by peer review [what does this mean?].

Info/History Metrics [ Preview PDF

Abstract

The coronavirus disease 2019 (COVID-19) is a respiratory tract infection caused by the severe
acute respiratory syndrome coronavirus (SARS)-CoV-2. In the light of the urgent need to identify
novel approaches to be used in the emergency phase, a largely explored strategy has been the
repurpose of clinically available drugs as new antivirals, by targeting different viral proteins. In
this paper, we describe a drug repurposing strategy based on a virtual screening of druggable
pockets located in the central B-sheet core of the SARS-CoV-2 Spike protein RBD supported by in
vitro tests identifying several steroidal derivatives as SARS-CoV-2 entry inhibitors. Our results
demonstrate that several potential binding sites exist in the SARS CoV-2 S protein, and that the
occupancy of these pockets reduces the ability of the S protein RBD to bind to the ACE2

consensus in vitro. In particular, natural occurring and clinically available steroids as
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load. All together, these results might help to define novel approaches to reduce the viral load by
using SARS-CoV-2 entry inhibitors.
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