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Fig.3 The radial distribution functions for atoms in NC/PEG

blended system model
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Interaction between Components in NC /PEG Blended System and Its Microscopic Structure

Ql Xiao-fei' , WANG Li-gang', GUO Xin', YAN Ning', YAN Qi-long', ZHANG Jun-ping’

(1. Xi'an Modern Chemistry Research Institute, Xi'an 710065, China; 2. School of Natural and Applied Sciences, Northwestern Polytechnical University, Xi'an
710072, China)

Abstract: The blend of nitrocellulose (NC) and polyethlene glycol (PEG) was prepared by solution blending method. The inter-
action between the two components PEG and NC, and the microscopic structure of the blend were characterized via infrared spec-
troscopy and polarizing microscope. Results show that there is a strong interaction between NC and PEG, and PEG fragmentary
crystallites disperse in the blended system. The mechanism of the interaction between NC and PEG was studied by molecular
dynamics simulation, and the microscopic structure and density distribution were obtained by the mesoscopic dynamic simulation.
The above two simulations have a good accordance with the experimental results. Molecular interaction and microstructure of
NC/PEG system can be characterized by molecular dynamics and mesoscopic dynamic simulation.

Key words: physical chemistry; nitrocellulose (NC); polyethlene glycol (PEG); molecular dynamics simulation; mesoscopic
dynamic simulation
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