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Figure S1. RMSFs computed for (a) spike protein and (b) hACE2 in the two
complexes wt-spike: hACE2 and Omicron-spike: hACE-2.
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Figure S2. T-shape (edge-to-face) geometry of pi-pi stacking interaction
between the two tyrosine residues in the spikethACE2 complex, observed
during MD simulation. The blue colour represents hACE2, and orange
represents Omicron spike protein.

Figure S3. The time evolution of center of mass (COM) distance between Tyr
41 (hACE2) and Tyr501 (spike protein). The red colour represents the distance
between the aromatic ring centroid of Tyr41l (hACE2) and the nearest H atom
(HE) of Tyr501 (spike protein). The black colour represents the distance
between the aromatic ring centroid of Tyr 41 (hACE2) and center of mass of
edge-to-face carbon atoms of Tyr501 phenyl group (spike protein).
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Figure S4. Radius of gyration computed for (a) the spike protein and (b) the
hACE2 receptor.



