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The efficient transformation from cyclic peptide to lead ligand
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The research purpose is to develop the efficient transformation from cyclic
peptide to lead ligand in low molecular size. By the crystal structure of a cyclic peptide and
target protein and the analysis based on Molecular Dynamics, the critical parts of amino acid
residue and spacial arrangement were determined. The library of virtual compounds was designed with
the cyclopropane frames that effectively restricted the molecular conformation, and screened by the
model prepared as the above mentioned. A specific frame showed better agreement than the others. The

synthesis of the focused library compounds was conducted. After many consideration, the preparation
of common intermediate was accomplished.
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