Description of Additional Supplementary Files

File Name: Supplementary Data 1

Description: FigS9b_input_replical: The input coordinate file for the MD simulation replica 1
on the rotation of peptide terminal amino group in the A pocket of FA20..8mer.
FigS9b_output_replical: The final output coordinate file for the MD simulation replica 1 on
the rotation of peptide terminal amino group in the A pocket of FA20..8mer.
FigS9c_input_replical: The input coordinate file for the MD simulation replica 1 on the
rotation of peptide terminal amino group in the A pocket of FV20..8mer.
FigS9c_output_replical: The final output coordinate file for the MD simulation replica 1 on
the rotation of peptide terminal amino group in the A pocket of FV20..8mer.
FigS10a_input_replica2: The input coordinate file for the MD simulation replica 2 on the
rotation of peptide terminal amino group in the A pocket of non-disulfide bonded
FA20..8mer. FigS10a_output_replica2: The final output coordinate file for the MD
simulation replica 2 on the rotation of peptide terminal amino group in the A pocket of non-
disulfide bonded FA20..8mer. FigS10b_input_replica2: The input coordinate file for the MD
simulation replica 2 on the rotation of peptide terminal amino group in the A pocket of non-
disulfide bonded FV20..8mer. FigS10b_output_replica2: The final output coordinate file for
the MD simulation replica 2 on the rotation of peptide terminal amino group in the A pocket

of non-disulfide bonded FV20..8mer.

File Name: Supplementary Data 2

Description: minim: The parameter file for the energy minimization stage in MD simulations

on all the systems. nvt: The parameter file for the NVT thermal equilibration stage in MD



simulations on all the systems. npt: The parameter file for the NPT thermal equilibration
stage in MD simulations on all the systems. md: The parameter file for the production run in

MD simulations on all the systems.



