Supplementary Fig. 7
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Supplementary Fig. 7. Molecular dynamics simulation trajectories and binding stability of representative flavonoid–target complexes. (A) Center-of-mass distance trajectories for the pocket–ligand and protein–ligand pairs. (B) Rg trajectories showing global protein compactness during the simulations. (C) RMSF profiles showing residue-level structural flexibility. MD, molecular dynamics; Rg, radius of gyration; RMSF, root-mean-square fluctuation.
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