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Molecular Dynamics Simulation of the Norfloxacin-DNA Complex
MA Guo-Zheng*'L, JANG Yong-Jun?, YU Qing-Sen?
(1 School of Chemistry & Environment, South China Normal University, Guangzhou 510006)

(2 Key Laboratory for Molecular Design and Nutrition Engineering of Ningbo City, Ningbo Institute of Technology,
Zhgjiang University, Ningbo 315100)

Abstract Molecular dynamics (MD) simulations were used to investigate the interaction of norfloxacin with the DNA
oligonucleotide d[ATATCGATAT],,. Theinitial binding structure was built with molecular modeling based on the

experimental results. A 2 ns MD calculation was performed to study the norflox-acin-DNA complex and the results
indicated that norfloxacin was inserted in the minor groove of DNA, binding to the region of duplex TCGA bases. The
possible H-bonds between carbonyl and carboxy! group of norfloxacin and amine group of the guanine base support a
minor-groove complex for the compound in GC DNA sequence. Molecular dynamics studies complement the structural
analysis and provide a clear picture of the norfloxacin-DNA complex.
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