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Most proteins work in aqueous solution and the interaction with water strongly affects their structure and function. In
this work we provide a detailed atomistic picture of the water rearrangement dynamics around the peptide linkage in the
two model systems formanilide and acetanilide, which simply differ by the presence of a methyl group at the peptide
linkage. The combination of picosecond pump—probe time-resolved infrared spectroscopy and molecular dynamics
simulations demonstrates that the solvation dynamics is strongly influenced by this small structural difference due to the
efficiency of the kinetic energy redistribution rather than the shape of the potential energy surface.

W - 5) A REFHEARHSR /| A - BIREMEEDRA INR—S 3RS AT IV - PSATOR BEHEE




