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Calculation model of H-Si(111) anode-PC
solvent with Li* interface (389 atoms).
0.0 1.0 2.0 3.0 4.0 5.0 6.0 T. Ohwaki et aI., J. Chem. Phys. 136, 134101 (2012).

' T. Ohwaki et al., J. Chem. Phys. 140, 244105 (2014).
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Open M X Open source package for Material eXplorer
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Kohn Sham eigenvalue (eV)
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-
The ARPES intensity spectrum is well reproduced by the band structure of

planar-like structure more than that of the buckled like structure, especially for
S;, S,, X, and X3 bands.

- J
C.-C. Leeetal., PRB 90, 075422 (2014).
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C.-C. Lee et al., Phys. Rev. B 95, 115437 (2017).
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