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The coronavirus pandemic, known as COVID-19, is caused by severe acute respiratory
syndrome coronavirus 2 (SARS-CoV-2). This is a highly pathogenic human coronavirus
(CoV) first reported in Wuhan, China [1]. So far, there is no specific treatment available for
COVID-19 [2]. The discovery of new antiviral agents is extremely important. For the devel-
opment of the anti-SARS-CoV-2 drugs, the fastest way is to find potential molecules from
the marketed drugs by molecular docking studies [3]. A computational study to identify
some potential inhibitors of SARS-CoV-2 main protease from antibacterial and antitumoral
quinolones has been realized. Molecular docking studies have been performed to identify
and visualize the most likely interaction of the ligand with the protein/enzyme receptor.
The docking score and hydrogen bonds formed with the amino acids from of the group
interaction atoms are used to predict the binding modes, the binding affinity, and the orien-
tation of the docked ligands in the active site of the protein/enzyme receptor. The docking
study have been carried out with some quinolones against the SARS-CoV-2 main protease
(PD ID: 5R7Z). The docking study have been carried out with eight 1-ethyl-quinolone
compounds with antimicrobial activity and with four 1-benzyl-quinolone compounds with
antitumoral activity against the SARS-CoV-2 main protease (PD ID: 5R7Z). The study
has been realized relating to two fluoroquinolone compounds known in medical thera-
peutics: ciprofloxacin and moxifloxacin. The docking studies reveals that all compounds
presented good docking score. The best score docking was obtained for 1-benzyl-quinolone
compounds. 6FPQ11compound presents the great docking score (Figure 1). From the
1-ethyl-quinolone compounds, FPQ51 compound has the better docking score (Figure 2) in
comparison with ciprofloxacin (Score: −54.29; RMSD 0.59 Å) and with moxifloxacin (Score:
−51.53; RMSD 0.50 Å).

Figure 1. Docking pose of the 6FPQ11 ligand interacting with amino acid residues (Score −66.38;
RSMD 0.02).
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Figure 2. Docking pose of the FPQ51 ligand interacting with amino acid residues (Score −56.28;
RMSD 0.62).
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