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Here the geometries of before and after relaxation of PE strains are reported, in the format of
CRYSTAL input, as well as the basis set of Gaussian functions used in the calculations. In Figure
S1 additional views of the PE structures before and after relaxation of the strains are depicted, as
a complement to Figure 2 of the manuscript.
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Optimized Geometry of Structure (before relaxation)
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Optimized Geometry of Structure (after relaxation)
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Figure S 1: Other views of Polyethylene chains. Complementary to Figure 2 in the manuscript, here additional views of
unrelaxed (left panels) and relaxed (right panels) structure of PE are shown.



