Hexagonal High-Temperature NbSy Structure:
AB2 hP6.194 b _{-002
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Prototype NbS2

AFLOW prototype label AB2_hP6_194_b_{-002
ICSD 43697

CCDC 1613169

Pearson symbol hP6

Space group number 194

Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=AB2_hP6_194_b_f-002
--params=a, c/a, z3
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Other compounds with this structure
NbSe2

e This hexagonal structure is stable from 850°C to 1050°C. Below 800°C NbS, takes on the rhombohedral MoSs structure.

e Calny and hexagonal NbSs| have the same AFLOW label, AB2_ hP6_194 b_f. The structures are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.
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