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Review on Molecular Dynamics Simulation for Chemical Substances

Migration in Packaging Materials

SUN Kuikui', WANG Yucui', CAI Jinlong', ZHOU Xuecheng’, XIANG Hong'

(1. College of Food Science, South China Agricultural University, Guangzhou 510642, China;

2. Guangzhou Biaoji Packaging Equipment Co., Ltd., Guangzhou 510730, China )

Abstract: The fundamentals and applications of molecular dynamics(MD) simulation method were summarized.

On this basis, the research status of molecular dynamics simulation was reviewed in packaging materials such as

high barrier materials, slow release material packaging and high performance polymer materials on the migration of

chemical substances. The future application direction of molecular dynamics simulation method in packaging material

migration of chemical substances was put forward as: further research of modeling method in the defect state, complex

environment, constantly improving the migration model base, using higher performance computer to build larger

molecular weight model, verifying and improving models and providing more physical property data in order to get the

information which could not be realized under some extreme conditions or experiments.

Keywords: molecular dynamics simulation; packaging material; chemical; substance migration
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