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6.1

Al

Energies of the open and folded dimers, stacked dimers and their stacking energies
obtained from the DFTB calculations. The folded PyKC conformer has a stronger
stacking energy. The inter-planar distances obtained after DFTB geometry optimization
and PXRD experiment [Singha et al., 2019] are in good agreement indicating towards
the presence of m — 7 stacking.

Box lengths of the simulated bilayers for AA and CG simulations.
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