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In silico molecular design of transmembrane peptide induces lipid flipping
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In this study, we performed molecular dynamics (MD) simulations on
transmembrane peptides with multiple Glu residues introduced at the center of a peptide dimer. We
thoroughly analyzed the characteristic structural behavior of these peptides within the membrane and

discussed their impact on scramblase activity. During the MD simulations, the dimer structure
remained intact, and both the orientation angles of the peptides and the angles between the peptides
were restricted. Additionally, specific interactions were observed between the Glu and Trp residues
of the peptides. These observed characteristics were also noted in other highly active model
peptides, suggesting that maintaining the dimer formation of peptides is a crucial factor in
scramblase activity.
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