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In the continuation of previous year we planned to synthesize 2,500 compounds selecting from the
recognition of the interface of three dimentional structure having r wlix mimetics and 2,000
compounds of motif mimetics respectively. For this plan, we could synthesize 2,625 compounds for «
helix mimetics and 2,270 compounds for motif mimetics, then we were able to accomplish and
exceed the plan in this fiscal year. In the course of selecting compounds we identified PPI target
protein complexes by inspecting the 3 dimentional structures of PPI interfaces. As a result we could
find 49 targets for « helix mimetics and 40 for motif mimetics respectively. We selected compounds
by using docking approach against virtual library consisting of 6,618K compounds named K-Library
developed by Kishida Chemicals.

We also analyzed the diversity of obtained compounds based on pricipal moment of inertia, PMI1,
PMI2 and PMI3. Although we just calculated these parameters in this year, we will intend to correct
the diversity of compound in terms of 3 dimentional shape in the later year.

Futhermore we constructed sd(structural data) file of each compound not only structural
information and physicochemical data but also plate information and analytical data of MS at
moment, since number of compounds are only 6,395. We will make relational database in the later

years in this project.
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