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ELECTRONIC STRUCTURE AND MAGNETIC PROPERTIES
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Ce;CuPbg crystallizes in the hexagonal Hfs CuSns-type structure (sp. group P6s/mem)
with two different cerium sites: 4d and 6g positions. To give insight into electronic and
magnetic structures of Ce;CuPbs system we employed the full potential local orbital
(FPLO [1]) and full potential linear augmented plane wave (FP LAPW [2]) methods.
The calculations were performed with and without spin polarization. Starting from
the generalized gradient approximation (GGA), we additionally tested either an orbital
polarization (OP) correction [3] and the GGA+U approach [4] with Coulomb repulsion
energies U varied from 0 to 6 eV within the Ce 4f electron shell.
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