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Supplementary Data 

 

Supplementary Table S1: 2D representation of the interaction between phytocompounds and SARS-CoV-2 

Spike (S) glycoprotein (6LZG) and Main Protease3CLpro (7BQY). The ligand is shown in sticks and the 

interacting amino acid residues with their numbers are shown inside circles. Each colour of amino acid residues 

and interaction markers indicates different types of interaction. 
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Nelfinavir G -7.2 

 

Nelfinavir G -7.7 
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ii 

3,4-Dicaffeoylquinic acidG -6.6 

 

3,4-Dicaffeoylquinic acidG -8.7 

 

 

5-O-Caffeoylquinic acidG -7.0 

 

5-O-Caffeoylquinic acidG -7.3 

 

 

Vicenin-2G -6.7 

 

Vicenin-2G -8.2 
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iii 

 

IsoschaftosideG -6.7 

 

 

IsoschaftosideG -8.9 

 

 

SchaftosideG -6.9 

 

 

SchaftosideG -8.3 

 

 

Zijusesquilignan A G -7.2 

 

 

Zijusesquilignan A G -7.8 
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iv 

ZijusesquilignanBG -7.2 

 

 

ZijusesquilignanBG -6.5 

 

 

 

ZijusesquilignanCG -6.9 

 

 

 

ZijusesquilignanCG -7.8 

 

 

 

Bornyl acetate G -4.6 

 

 

Bornyl acetate G -4.9 
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v 

 

 

α-terpineolG -5.0 

 

 

α-terpineolG -4.8 

 
 

 

 

TriacetonamineG -4.8 

 

 

TriacetonamineG -4.6 
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vi 

 

EmetineG -7.3 

 
 

 

EmetineG -7.8 

 

 

GlycyrrhizinG -7.6 

 

GlycyrrhizinG -7.8 

 
 

BorneolG -4.7 

 

BorneolG -4.1 

 
 


