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Valence Bond Theory Research for the Relationship of Borate

Crystal Structure and Properties
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2. Graduate University of Chinese Academy of Sciences Beijing 100039 China;
3. Qinghai Geological Exploration Institute of Hydrogeology and Engineering Xining 810008 China)

Abstract: Because of its various crystal structure types excellent physical and chemical properties borate

is widely used in many sectors of national economy. With the in-depth understanding of the crystal the

importance of the realtionship between crystal structure and properties is self-evident. Though quantum

chemical calculations with an important role in the study of crystal chemical bond analysis method has its

advantages for the simplicity and can quantitatively describe the realtionship between crystal and proper—

ties especially in the study of complex systems. This study has been made a simple description of complex

system’ s dielectric chemical bond theory analyzed the research methods of the relationship between the

borate crystal structure and properties and done an outlook in the study of borate crystals’ valence bond

theory.
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