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ABSTRACT

A modified interpolation scheme for the band structure
of transition metals was developed. It combines features of
Hodges' scheme for accounting for the tight-binding d-bands,
the pseudo-potential conduction bands and their hybridization
together with features of Mueller's scheme for accounting for
the orthogonalization effects, An algebraic procedure was also
developed to extract the interpolation parameters explicitly.
The new "hybrid" scheme was tested with the case of
paramagnetic fcc copper by numerical computation on a digital
computer, The interpolated bands reproduced the reference
bgndé with very good accuracy, the largest deviation being
0,07 rydberg, Rms deviation for the six lowest bands at
89 points in the Brillouin zone was 0.18 ev, The scheme is
very efficiqnt and takes 9 minutes on an IBM=-360 to reproduce

the full band structure of copper.
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