Supplementary Data

Table S1. The panel of small molecules screened against SARS-CoV-2 E protein.
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Figure S1. RMSF graphs of the five chains of the protein systems.

Residue Number

The presentation of residue numbers are sequential and the graphs are labelled by the respective bound-

ligands. Highest degree of fluctuation observed at the C-terminal end of the TM helix of each monomer

within the protein-ligand complex. The number in the graph title refers to the compound number from

Table 1.
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Figure S2. RMSD graphs of the ligands during MD simulations.
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Figure S3. SMD force profile of a sodium ion pulled through the ligand-bound systems.

Three replicates are shown labelled by ligand-bound to each protein.
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Figure S4. HOLE2 analysis diagram of protein systems bound to ligands.

X-axis represents channel coordinate (A) and Y-axis shows the channel pore radius (A) throughout the
TMD along Z-axis of the protein. The graphs are titled by the compound number bound to the protein.



