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Figure S1. Graphical representation of the RMSD values (Å) in the last 40 ns of MD 

simulation time: Apo enzyme (blue line), RT-Cp1 (blue line) and RT-Cp21 (red line). 
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Figure S2. (A) RMSD plot as a function of the simulation time during 100 ns of MD 

simulations of CP1 (0.85 ± 0.43 Å) system (highlighted in green); (B) 20 ns of simulation; 

(C) 40 ns of simulation; (D) 70 ns of simulation; (E) 100 ns of simulation. 
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Figure S3. Per-residue decomposition analysis of the van der Waals interaction decomposition 

with the MMBGSA method. (A) RT-Cp1 and (B) RT-Cp21. 
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