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ZERC R OMEEE (3530) @ The Bradykinin Bl receptor (BIR), belonging to GPCR family, plays
an important role in the pathophysiological process of pain and inflammation. Because
of these reasons, we aimed to the clarification of the mechanism of action of BIR. First,
we constructed the structural models of the Bl receptor. Then, velutinol A was docked
in the models of the Bl receptor, followed by energy—minimization and
structure—optimization with molecular dynamic calculations. From this docking
simulation, we could anticipate the important substituent of velutinol A for the binding
to BIR. On the other hand, we have also started the synthesis of velutinol A. Finally
we could synthesize the key intermediate for the following synthesis and SAR study. Now
we are pushing on the total synthesis of velutinol A and its analogs for the study of
mechanism of action of BIR.
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