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Fig.4 Plot of the transition rate vs. temperature for Fig.5 Plot of the gyration radius of the single
the single chain polymer chain vs. temperature
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MOLECULAR DYNAMICS SIMULATION OF GLASSY
TRANSITION OF SINGLE-CHAIN POLYPROPYLENE

YANG Yong, LI Xianfeng, YANG Xiaozhen
{ Polymer Physics Laboratory, Institute of Chemistry, Academia Sinica , Beijing 100080)

Abstract  Glass transition of single-chain atactic polypropylene, conformational state
transition of backbone bond of the polymer were studied by molecular dynamics simulation
method through different temperatures, thus validating, developing a new method in
characterizing the glass transition of polymers, specially for single-chain glassy particles,
where the volume of the particle is hard to be determined, without the indicator the glass
transition could usually not be obtained
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