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E lectron ic Structure Lattice Dynam ics and
Them odynam ic Properties of BaV S; Can pound

Miao Rendg LiYanbao BaiZhong Wang Liang
( hstitute of Science PLA University of Science and Tedino bgy Nanjing 211101, China)

Abstract The electronic stucture of hexagonal pewvskite BaVS, canpound is studied by fistprinciples calculatbns
based on the pseudopotential and plane wave bask Then the lattice dynan ks and themodynan ical properties

calcu htons have been done w ith the linearresponse approach and calkulations of the interatan ic force constants and
specific heat are reported
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Fig.1 Schematic representation of the hexagonal BaVs,
’ o ’ (a) face sharing VS, octahedra; (b) plan form of BaVS,
> 1 s viewed along the V-V chain. Different layers of Ba and S
¢ atoms are plotted as black and gray spheres respectively
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Fig.2 Band structure for BaVS; Fig.3 Total and partial density of states for BaVS,
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Table 1 Selfforce constants tensor and the component abng
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Table 2 The first-neighbor interatian ic force con stants tensor of
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