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Table S1. The distance of center distance between benzene rings from the first MHET
unit of substrate and W185/Y87 during the 100 ns simulation. (unit:A )
Model B C D E F
Y87

575+036 5.82+048 6.02+049 581+£0.54 5.71%+0.37

WIBSH 5474032 5164039 5284036 5264038 5204034

WIBS: 5264035 5224047 5184038 5354034 5.07+0.40
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Fig. S1 RMSD results of the substrate and protein (Model B-F) during 100 ns of MD

simulation, respectively.
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Fig. S2 Schematic diagram of restraint forces applied between a monomer (MHET),
(a), trimer (MHET); (b), pentamer (MHET)s (c) and IsPETase during the MD

simulation.
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Fig. S3 The structure diagram that represents each model and the time evolution of

protein and substrates (Y87/M161/S160) distances along MD simulations.
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Fig. S4 The calculation process diagram of MM-GBSA. solligand and

sol,protein,

AG o1, complex represent the Gibbs free energy required for the protein, ligand and

complex to transition from vacuum to the solvated state, respectively. AGpindvacuum

and AGpind,soww represent the Gibbs energy required for ligand and protein binding in

vacuum and solution, respectively.
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Fig. S5 The binding free energy of the five models (Model B-F)).
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Fig. S6 The change of center distance and the included angle between benzene rings

from the first MHET unit of substrate and W185/Y87 during the 100 ns simulation.



