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CAO Ze xing, WU Wei

(College of Chemistry and Chemical Engineering, Xiamen University, Xiamen 361005, China)

Abstract: Chemistry is a basic subjed of science with a solid and scientifically methodological theory system. With the rapid devet
opments of theoretical and computational chemistry, many chemists pay more and more intentions on this area. The present article
briefly reviews the recent progress of theoretical and computational chemistry at home and abroad, specially focused on the corre
sponding research team in Xiamen University, involving the valence bond theory and computational methods, theoretical simulation of
biological systems and photochemistry of excited states, surface of solids and nanoscale systems, developments of quantum dynamics
and density functional theory on molecules of complex systems combined with research on theory of nuclear magnetic resonance. Our
research fields cover the developments of com putational chemistry theories and methods on complex systems, engineering compute
tional programs and the theoretical simulations for biological science and materials science, and then the strong points of the research
team of Xiamen University are exhibited.
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