
Supplementary material  

The inhibitory potential of ferulic acid derivatives against the main protease (Mpro) of 

SARS-CoV-2: molecular docking, molecular dynamics and ADMET evaluation 

Io Antonopoulou1*, Eleftheria Sapountzaki1, Ulrika Rova, Paul Christakopoulos 

Biochemical Process Engineering, Division of Chemical Engineering, Department of Civil, 

Environmental and Natural Resources Engineering, Luleå University of Technology, SE-

97187 Luleå, Sweden 

*Corresponding author: e-mail: io.antonopoulou@ltu.se  

1: equal contribution 

 





 



Figure S1. Binding modes of the second and third clusters for alkyl and alkenyl FA esters in the active site of Mpro. 



Figure S2. Binding modes of the second and third clusters for fatty acid, polyol, tocopherol and sterol FA derivatives in the 
active site of Mpro. 





Figure S3. Binding modes of the second and third clusters for monosaccharide esters of FA in the active site of Mpro. 





Figure S4. Binding modes of the second and third clusters for disaccharide esters of FA in the active site of Mpro. 



Figure S5. Binding modes of the second and third clusters for trisaccharide and sugar alcohol esters of FA in the active site 
of Mpro. 



Figure S6. Binding modes of the second and third clusters for FOS esters of FA in the active site of Mpro. 

Figure S7. Binding modes of the second and third clusters for FA rutinoside in the active site of Mpro. 









Figure S8. Binding modes of the second and third clusters for chemically synthesized FA derivatives in the active site of 
Mpro. 




