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Gas Diffusion in Polyethylene Terepthalate By Molecular
Dynamics1 SIMON BUTLER, DAVID ADOLF, School of Physics & Astronomy,
University of Leeds, Leeds, LS2 9JT, UK — Molecular dynamics simulations of
the diffusion of small penetrants through PET have been performed utilising the
anisotropic united atom model [1] and a virtual liquid technique. [2] The accuracy
and reliability of these two approaches has been assessed in terms of the improve-
ment in equation of state behaviour and of diffusion co-efficients and solubilities.
The effect of the diffusion of nitrogen, carbon dioxide, and oxygen on the local dy-
namics of PET have been investigated as a result. Attention has been focused on
the dual mode effect [3] observed during mixed gas diffusion.
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