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Molecular Dynamics Simulation of Miscibility Evaluation of PS / PE-g-MAH and PS /PE
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Abstract : The miscibility of binary polystyrene (PS)/ polyethylene (PE) blends and PS'/ polyethylene grafted maleic

anhydride (PE-g-MAH) by force chemical reaction. blends were investigated with molecular dynamics simulation (MD). The

solubility parameters, glass transition temperature, radial distribution function (RDF) and the mean square end distance (MSD) in

the blends were analyzed. The results suggested that the miscibility of PS/PE-g-MAH blends were more miscible. The simulation

results are in agreement with the éxperimental results:
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