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Table S1. Structural parameters of a, B3, y, and & phases of PVDF with different computational schemes. Relative differences A of computed cell vectors
from the experimental values of Ref. * are also given.
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Table S2. The bandgap of crystal o phase and 3 phase of PVDF obtained with different methods (in eV) compared with available

experimentally measured value for  Phase.

Phase | DFT (B3LYP) DFT (PBE) DFTB (30b-3-1) | Experiment
a 9.10 7.09 11.45 -
B 7.23 5.93 10.48 6.5%
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