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A MODELLING SYSTEM FOR ELECTRONIC STRUCTURES
OF MOLECULES

Wu Jing  Zhu Minhui
(Institure of Elecironics, Academia Sinica, Beijing 100080)
Ye Xueqi
(Graduate School USTC, Academia Sinica, Beijing 100039)

Abstract A practical electronic structiral modelling system is presented. This system
<can be used to study the distribution of intermolecular microscopic properties, such as electron
densities and intermolecular potentials. It includes calculation and representation of molecular
properties. Display of map is represented as isometric 3D mesh surface and fuzzy cloud dot
map. This system has been used to study the anti-tumor drug, and some results are obtained.

Key words Computer application; 3D modelling system; Molecular graphics; Drug
design



