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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:Å )

Model B C D E F

Y87 5.75±0.36 5.82±0.48 6.02±0.49 5.81±0.54 5.71±0.37

W1851 5.47±0.32 5.16±0.39 5.28±0.36 5.26±0.38 5.20±0.34

W1852 5.26±0.35 5.22±0.47 5.18±0.38 5.35±0.34 5.07±0.40



Fig. S1 RMSD results of the substrate and protein (Model B-F) during 100 ns of MD 

simulation, respectively.



Fig. S2 Schematic diagram of restraint forces applied between a monomer (MHET)1 

(a), trimer (MHET)3 (b), pentamer (MHET)5 (c) and IsPETase during the MD 

simulation.



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

protein and substrates (Y87/M161/S160) distances along MD simulations.



Fig. S4 The calculation process diagram of MM-GBSA. ,  and Δ𝐺𝑠𝑜𝑙,𝑝𝑟𝑜𝑡𝑒𝑖𝑛 Δ𝐺𝑠𝑜𝑙,𝑙𝑖𝑔𝑎𝑛𝑑

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

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

and  represent the Gibbs energy required for ligand and protein binding in Δ𝐺𝑏𝑖𝑛𝑑,𝑠𝑜𝑙𝑣

vacuum and solution, respectively.



Fig. S5 The binding free energy of the five models (Model B-F)).



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.


