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Prototype Be3Nb

AFLOW prototype label A3B hR12 166 ach bc-001

ICSD 58723

CCDC 1622726

Pearson symbol hR12

Space group number 166
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Space group symbol R3m

AFLOW prototype command aflow --proto=A3B_hR12_166_ach_bc-001

--params=a, c/a, x3, x4, x5, z5

Other compounds with this structure
DyNi3, ErNi3, GdNi3, HoNi3, LaNi3, NdCo3, PrNi3, PuCo3, PuNi3, SmCo3, SmNi3, TaBe3, TbNi3, ThFe3, TiBe3, TmNi3,
YNi3, YbNi3

• The ICSD uses PuNi3 as the prototype for this structure.

• Hexagonal settings of this structure can be obtained with the option --hex.
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B1 = 0 = 0 (1a) Be I
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2c ẑ (1b) Nb I

B3 = x3 a1 + x3 a2 + x3 a3 = cx3 ẑ (2c) Be II

B4 = −x3 a1 − x3 a2 − x3 a3 = −cx3 ẑ (2c) Be II

B5 = x4 a1 + x4 a2 + x4 a3 = cx4 ẑ (2c) Nb II

B6 = −x4 a1 − x4 a2 − x4 a3 = −cx4 ẑ (2c) Nb II
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(6h) Be III

B11 = −x5 a1 − x5 a2 − z5 a3 = − 1
2a (x5 − z5) x̂−

√
3
6 a (x5 − z5) ŷ −
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