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Inhibitor development of Pseudomonas aeruginosa MurD using a novel molecular
design method targeting the conformation changing process.

Fukuhara, Hideo

3,300,000

MurD
MurD

MD MurD
1C50

MurD

1C50

MurD, which is one of the cell wall synthases, is a promising target for
antibacterial drug agents against Pseudomonas aeruginosa. While MurD recognizes substrates
specifically, no inhibitors with sufficient efficacy have been developed. In this study, we have
determined the crystal structure of Pseudomonas aeruginosa MurD. Based on this, some inhibitors were

designed and evaluated using MD simulation, enzymatic assay, and binding analysis. As a result, we
found a promising lead compound showing lower IC50 than known inhibitors.
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