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The NEO-DFT method is implemented in | SR S S K < o
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an all-electron electronic structure code,
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The ab initio materials
simulation package

well as a resolution of the identity scheme
to enhance computational efficiency.

NEO Hamillortar integration for protons. Both calculations show degenerate
proton eigenvalues of -27.348 eV. 5

No. k point -___E_
ENEO-DFT/y (ev) 0.361 0.459 0.462 0.462 /i 0.462

% .
" .
------------------------

This also numerically validates the I'-point only sampling of BZ
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