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Fig. S1. Ligand docking behavior of the binary solution containing hevein and GlcNAc3 molecules. The two-dimensional ligand-RMSd (Å) and binding energy (DEbind, kcal/mol) distributions were obtained by combining six simulation runs. Each dot represents a spatial arrangement of the two solute molecules with the average ligand-RMSd and DEbind values obtained from a 1 ns MD trajectory.
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