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Figure S1. Root mean square deviation (RMSD) of ACE2 and Omicron spike protein. (A) 
RMSD of ACE2 protein calculated after aligning the Ca atoms of only the ACE2 chain to the 
initial structure. (B) RMSD of Omicron spike protein calculated after aligning the Ca atoms 
of only the S protein to the initial structure. 

 

  



 

 

Figure S2. Comparison of the structure of the ACE2-Omicron spike protein complex from the 
beginning (0 ns) and end (500 ns) of the three MD simulation runs. The final structure was 
aligned to the initial structure in each of these images.  (A) Run 1 (B) Run 2 (C) Run 3. In these 
images the protein chains are represented in cartoon representation. The start (ACE2- pink; S-
gray) and end (ACE2-green; S- cyan) frames are colored differently. 

 

 

Figure S3. Radius of gyration of Omicron spike protein RBD and ACE2 from three 500 ns 
simulations. 
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Figure S4. Solvent-accessible surface area (SASA) of ACE2 and Omicron spike protein from 
500 ns simulations.  

 

Figure S5. Intermolecular hydrogen bonds between Omicron spike protein and ACE2 from 
three 500 ns simulations. 
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