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CPMD LDA
pseudo potential Goedecker pseudopotentials CUTOFF 408 eV
MONKHORST -PACK KPOINT  (kx,ky,kz2)=(2,2,2)
x=8.903 ,y=3.799 ,z=63.48 z

HNbsOg
NMR
NH3
Mulliken atomic charges NMR
NH3 NH3
on top
1
H NMR (ppm) [Mulliken NH3
(eV) atomic charges (eV)
6.66 8.3 0.479 2.69
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[1] Atsushi Takagaki.; Kazunari Domen, Chem. Mater. 2005, 17



