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Density-Functional Theory to Study of Polymeric Structures

and Properties

Wang Yuanliang
(Deparitment of Applied Chemistry,Chongqing University  §30044)

Summary With the progress of polymer science for much more theories
the explanation of polymeric properties is sought out. This paper gives a
introduction to density-functional theory which is pending further perfection
but have many advantages, and has a review of applications of this theory to
study of polymeric structures and properties. It is notice. however, that this
subject has been just beginning. So many courses will be to study on.

Key words Density-Functional Theory, Polymer, Chemical Physics
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