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Development of urease inhibitors considering halogen bonding

Ishikawa, Yoshinobu
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We planed analysis of structure-activity relationship among halogenated
3-formylchromones showing urease activity. The 3-formylchromones with a halogen atom at 8-position
shows 40 times more potent inhibitory activity than ones with a halogen atom at 6-position. The
analysis of potential energy maps of the halogenated 3-formylchromones and molecular docking studies

suggest that the potent urease activity should be due to the strong interaction with the halogen
bonding between the halogen atom at 8-position of the 3-formylchromones and the backbone carbonyl
oxygen atom of GIn635 of Jack bean urease.
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