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Table S1. The 2D structures, docking scores, Glide energy and Glide Emodel of phytocompounds

of Cistus incanus.
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Epicatechin . -5.265 -31.385 -20.484
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Figure S1. Backbone RMSD of VP40 (A) and ligand RMSD of methyl gallate (B), quercetin (C), and
catechin (D) over 100 ns molecular dynamics simulations. Triplicate runs indicate stable systems
with low fluctuations (mean + SD): backbone (0.332 + 0.026 nm), methyl gallate (0.357 + 0.041 nm),
quercetin (0.307 + 0.065 nm), and catechin (0.326 + 0.029 nm).
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Figure S2. Ligand RMSD within the VP40 binding cavity over the 100 ns MD simulation, illustrating
stable ligand positioning and consistent binding orientation.



