Supplementary table

Table S1. Binding site and grid box of the IL-I, IL-6, TNF-a of human and Main protease
of SARS-CoV-2.

S. No

Name of the
protein

Grid box

Y

Binding site residues

1

IL-1

37.40

11.60

14.92

Chain A: Argll, GInl4, GInl5, Lys27,
GIn32, Gly33, GIn34, Glu128

Chain B: Alal, Agr4, Glu51, Lys93, Lys94,
Glu105, and Asn108

N

IL-6

-6.86

-13.37

0.2

GInl175, Argl79, Glul78, Argl82,

TNF-a

-18.62

74.43

42.05

Chain A: Leu57, Tyr59, Ser60, Tyr119,
Leul20, Gly121, Tyr151

Chain B: Leu55, Leu57, Tyr59, Ser60,
Tyrl19, Leul20, Gly121, Tyr151

Main protease

-10.28

12.57

68.21

Thr24, His41, Phel40, Leul41, Asn142,
Gly143, Cys145, His163, His164, Met165,
Glu166, Pro168, GIn189, His172, GIn189,
Thr190, Alal191, GIn192






