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Figure S1: Time courses of helix content (a), coil content (b), solvent accessible surface area (c), 

and RMSD (d) of R2 peptides in the R2-MT complex systems. The data was averaged over five 

independent MD trajectories for each system. 
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Figure S2: Time courses of gyration radius (a), solvent accessible surface area (b) and end-to-end 
distance (c) of monomeric R2 peptides. The data were averaged from five independent MD 
trajectories for each system.
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Figure S3: The distributions of gyration radius, solvent accessible surface area, and end-to-end 
distance of monomeric R2 peptides. Two ensemble statistics were conducted for comparison 
purpose, one using all the last 400 ns (from 100 ns to 500 ns) of all five trajectories (black lines), 
and the other using 300 ns spanning from 100 ns to 400 ns of all five trajectories (red dashed lines).
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Figure S4: Distribution of the distance between R2 peptides and water box bounder in different 
monomeric systems.


