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BASIC RESEARCH FOR STRUCTURE CHEMISTRY
Xu Xiaojie and Han Wanshu

(Peking University and NSFC)

Abstract

The project of basic research for structure chemistry started in 1986. Peking University is in
charge of this project. Professor Tang Youchi is the director. Fudan University, Jiling University,
Nanjing University, Institute of Chemistry, Institute of Chemical Metallurgy, Fujian Institute of
Matter Structure join this project.

The progresses have been made in the structure determinations of biological macromolecule.
A series of crystal structures of the complexes for Bowman—Birk inhibitor and trypsin have been
determined. It is the first time in the world to describe the structure featue of Bowman—Birk
inhibitor and three dimentional graphics for inhibiting the active site of trypsin.

Recently, surface science is one of the most active fields. According to the rules that “oxides
and their salts tend to disperse on the surface of supports” proposed by Peking University group.
it is necessary to develop new experimental methods to study the microscopic structure of the
monolayer dispersive phase and the mechanism of its formation. On the basis of these mechanisms
some useful absorbents are to be prepared and applied in chemistry.

The reactive intermediate occupies an important place in information science, energy resource
science, life science, environmental science and materials science. It is a muitidisciplinary and fron-
tier subject. The research methods for the structures and properties of free radical intermediates in
gas and liquid and trapping technique of free radical intermediates have been established.

Many kinds of structure database and program package molecular design have been estab-
lished. Some progresses on several drug molecular designs have been made. The program system
for structure predictions and molecular design of protein have been formed.



