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Calculations of Hyperfine Coupling Constants for
Substitutional Ni Atom in Diamond II

Nobuhiko Ishii

The hyperfine coupling constants for substitutional Ni atom in diamond
have been calculated using the density-functional theory for negatively
charged NiCgsH74 cluster. The calculated hyperfine coupling constants for !Ni
and '*C are in good agreement with ones estimated from the observed ESR
signals with g = 2.0319 [J.Isoya et al : Phys. Rev. B41, 3905 (1990)]. From
these results I could identify the sites of three observed hyperfine centers and
confirm that the origin of the g=2.0319 signal is substitutional Ni~ ions with S
=3/2.
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