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Foldin?—mechanism—based design of self-assembling channel peptides aided by
molecular dynamics simulations
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This study focuses on the association mechanism of transmembrane a -helices,
the most fundamental phenomenon in membrane protein folding. The assembling process of rationally
designed a -helix peptides in lipid bilayers was analysed by using structural modelling and
molecular dynamics simulations. Based on the simulation results, peptides with redesigned amino acid
sequences were synthesised, and their experimental conditions for structural and functional
analyses were optimised. The obtained results provide new insights into the interaction of the
highly stable designed peptide assemblies with lipid bilayers.
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