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Molecular Dynamics Simulation of Methyl Methacrylate — Butyl
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Abstract: Using the molecular dynamics simulation, this paper established the model of methyl methacrylate (MMA)-butyl
(7) and
mechanical properties of the MMA-BA copolymer. The results showed that the 7; of MMA-BA copolymer increased with the

acrylate (BA) copolymer system, and predicted the effect of monomer ratio on the glass transition temperature
increasing molar ratio of MMA to BA, which is consistent with the variation trend of 7; calculated by the Fox equation. The
Young’s modulus, shear modulus and bulk modulus of the MMA-BA copolymer increased with the increasing molar ratio of
MMA to BA, which is consistent with the variation trend of Young’s modulus, shear modulus and bulk modulus of the MMA-
BA copolymer films tested experimentally.
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Fig.4 Temperature—specific volume diagrams of MMA-BA copolymers with different molar ratios of MMA to BA
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