
Supplementary Tables 

Table S1: Binding affinity details: Gibbs free energy and dissociation constant for 21A Delta, 
21K Omicron and 21L Omicron in Uttar Pradesh, India during the second and third waves. 
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Table S2:  Details of the binding energy and amino acids involved in in silico docking of 21A Delta, 
21K Omicron and 21K Omicron Spike with host ACE2. 
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complex 

Binding Free 
energy 

Amino acids falling 
in Favourable and 
allowed region 

Amino acid 
falling in 
disallowed 
region 

Contacts and interface area 

Delta (21A)  -20.2367±1.118 98.3 
 

 

1.7% 17 amino acids of Delta spike with 18 
aminos acid of ACE2 chain, covering 
1072Å2X1068 Å2, involving 3 salt 
bridges, 6 hydrogen bonds and 125 non 
bonded contacts 

21K 
Omicron 

-13.03±2.196 97.4 2.6% 5 amino acids of 21K Spike with 17 
amino acids of ACE2 chain, covering 
524Å2X667 Å2, involving 0 salt bridges, 
3 hydrogen bonds and 145 non bonded 
contacts 

21L Omicron -61.8833±2.254 98.3 1.7% 13 amino acids of 21L Spike with 17 
amino acids of ACE2 chain, covering 
890Å2X951 Å2, involving 5 salt bridges, 
3 hydrogen bonds and 103 non bonded 
contacts 
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