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Application of molecular simulation in polymeric membrane science

WANG Jun, ZHU Yu, LU Xiao-hua
(College of Chemical Engineering, Nanjing University of Technology, Nanjing 210009, China)

Abstract: A brief review of the application of molecular simulation in the study of polymeric membranes over last 15 years

was given.The new explanation of macroscopic experimental phenomena and the new idea of functionalizing and designing poly-

meric membrane were analyzed , and some problems existing in the current study of molecular simulation under present computa-

tional facilities were discussed .
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