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Mutations of SARS-CoV-2 RBD may alter its molecular
structure to improve its conformation
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Figure S1. The solvent accessible surface area (SASA) was plotted against time (ps) for WT (black), ,N501Y (red), L452R
(light green), S477N (blue), N439K (green), and E484K (cyan) RBDs.
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Figure S2. Number of secondary structure as a function of time (ps) for WT (black), ,N501Y (red), L452R (light green),
S477N (blue), N439K (green), and E484K (cyan) RBDs during the 100-ns MD simulations.
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Figure S3. Dictionary of Protein Secondary Structure (DSSP) was used to monitor secondary structures changes during
the 100-ns MD simulations for each system.
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Figure S4. Number of hydrogen bonds was plotted as a function of time (ps). For comparison, number of H-bonds of WT
RBD aligned with either N501Y (a), L452R (b), S477N (c), N439K (d), or E484K (e) RBDs.
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Figure S5. Ramachandran plot for modeled mutant RBDs L452R (a), 5477N (b), N439K (c), and E484K (d) were obtained.
The plot showed highly preferred observation more than 95% for all mutant RBDs.
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Figure S6. ProSA analysis showed z-score of -6.14, -6.13, -5.9, and -6.2 for L452R (a), S477N (b), N439K (c), and E484K (d)
RBDs, respectively.
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Figure S7. Verify3D was used to test the 3D structures for modeled mutant RBDs. All mutants RBDs passed the verifica-

tion.
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