(®)
2016 2018

Computational design of novel proteins with weak interactions

Kasahara, Kota

2,800,000

PDB
35 MD

15 14 50 1 1

Candidates of amino acid sequences was screened from the Protein Data Bank

in terms of intermolecular and intramolecular contacts. We identified 35 peptides and examined their
interaction stability by using canonical and multicanonical molecular dynamics simulations. We
obtained three pairs of peptides with weak interactions. We synthesized these peptides, and their
interactions were examined with the fluorescence correlation spectroscopy. In preliminary results of
this experiment, we confirmed that at least one designed peptide pair interacted. We have published
15 articles (14 of them were peer reviewed), performed 50 presentations in conferences, wrote 1
book, submitted 1 domestic patent.
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