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Prototype NbSe2

AFLOW prototype label AB2 hP24 194 bh fk-001

ICSD 16305

Pearson symbol hP24

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=AB2_hP24_194_bh_fk-001

--params=a, c/a, z2, x3, x4, z4

• NbSe2 is in the high temperature NbS2 structure above 40K. Below 40K the primitive cell doubles in the a and b
directions, and the niobium atoms are no longer equivalent, giving this structure.
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• The data for this structure was taken at 15K.
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4c ẑ (6h) Nb II

B11 = 2x3 a1 + x3 a2 + 3
4 a3 = 3

2ax3 x̂−
√
3
2 ax3 ŷ + 3
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ẑ (12k) Se II

B24 = x4 a1 − x4 a2 −
(
z4 − 1

2

)
a3 = −

√
3ax4 ŷ − c
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