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THE ELECTRONIC STRUCTURE AND SPECTRAL
CHARACTERISTICS OF NagSiy, BagSiys CLATHRATES

AND HYPOTHETICAL MogSiys CLATHRATE
Borsch N. A., Pereslavtseva N. S., Kurganskii S. I

In this work the results of electronic structure calculations of NagSis, BagSiss clathrates and
hypothetical MogSiss clathrate are presented. In calculation the linearized augreement plane wave method
was used. Band structure, total and partial density of states and x-ray emission Si Kg;3,- and Si L3-
spectra was obtained as results of calculation. The comparison of calculated and experimental spectra for
NagSiye are presented.



