模擬聚合物分子在氧化鋁表面的吸附現象
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An ongoing program in our laboratory has studied to elucidate the effect of polymers on aluminum oxide. The simulations illustrated that the adsorption energy based on the geometric structure of monomers. The value of adsorption energy decreases as the polymer chains with alkyl side groups in the backbone, whereas the polymer chain with functional groups increases adsorption energy. We also resolved the polymer chains with more -CH/sub 2/- or functional groups in the framework that can increase the adsorption energy absolutely. Here, we use molecular dynamics (MD) techniques to carry out the simulations of the interactions of polyalcohol oligomers with idealized alumina surface. The simulations illustrated that decreases the condensed energy of polymer molecule and increases adsorption energy as the polymer chains with suitable alkyl side groups.

