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Figure 1. (a) Semi-crystalline PE model. (b) Profile of

mass density along the z-direction, obtained from MD Ref: T. Yamamoto, Molecular dynamics in fiber formation of
simulations. The density was calculated from the analysis polyethylene and large deformation of the fiber, Polymer 2013, 54,
of the final 4 ns of 8 ns NPT simulations, averaged 3086

overruns with 100 starting configurations.
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