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Using NAMD with CHARMmMm force field, molecular dynamics simulations over 5 ns were applied to fou PubMed

different systems——single nine peptides of coagulation Factor XII(FXIl), nine peptides of FXIl with
hydrophobic, hydrophilic or zwitterionic material. According to the analysis of the RMSD, conformational
energy and dihedral energy etc, the zwitterionic material and hydrophilic material are suitable for
keeping the natural behavior of nine peptides of FXII.
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