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Developments of computational chemistry methods and software in China
Jiang Fan Wu Yundong
(Peking University Shenzhen Graduate School s Shenzhen 518055)
Abstract Currently, theoretical and computational chemistry is progressing rapidly, in which the develop-

ment of new methods and software has a fundamental role, similar to the development of advanced scientific

instruments in experimental sciences. In recent years, dozens of research groups in China have developed

various new computational methods in electronic structure calculations, dynamic simulations., molecular

force fields, drug design, and prediction of material structures and properties. Some of themare comparable

or better thanstate-of-the-art methods, in certain aspects. Many of them also have great practical values.

On the other hand, most of them rely on foreign software as a foundation or platform. Developing compu-

tational chemistry software platforms with independent intellectual properties will enhance the influence of

these new methods and promote their widespread applications.
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