國立中山大學應用數學系
(Dept. of Applied Math., National Sun Yat-sen University)
Talk
Speaker：陳正隆 教授 (Cheng-lung Chen)
中山大學化學系
Title：Some Mathematical Problems in Computational Chemistry
Time：2009/12/24（Thursday,星期四）15：30 ~ 16：30

Place：理學院4樓理4009-1室(教室設備：白板、固定單槍、固定電腦)

(Room 4009-1, Dept. of Applied Math, NSYSU)
Tea Time：15:00~15:30於理4010室 (系辦公室)
Abstract
Computational Chemistry is a rapid developed field along with the developing of computer technology. Many complicated problems can be investigated by computation and usually provide very valuable information which are not easily obtained by experimental methods. Although computing is powerful tool in research Chemistry, it has many mathematical problems remain unsolved, or can be improved.
Some major problems in computational Chemistry will be illustrated. These problems are very common in Quantum Mechanical (QM) Simulation, Molecular Dynamics (MD) Simulation, and Monte Carlo (MC) Simulation. These simulation methods are widely applied in Biochemistry, Material Chemistry, Polymer Chemistry, and many other fields. Their basic principles are very simple but their effectiveness depends significantly on the appropriate mathematical tools.
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