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Prototype B3Ni4

AFLOW prototype label A3B4 mC28 15 ef 2f-001

ICSD 24308

CCDC 1600351

Pearson symbol mC28

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A3B4_mC28_15_ef_2f-001

--params=a, b/a, c/a, β, y1, x2, y2, z2, x3, y3, z3, x4, y4, z4

• Ni4B3 is found in two forms (Rundqvist, 1967):

– An orthorhombic structure, and

– this monoclinic structure.
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• While the monoclinic structure is stoichiometric, with chains of boron atoms, the composition of the orthorhombic phase
is Ni4B3−x, with vacancies on the boron sites. The exact phase depends on the stoichiometry.

Base-centered Monoclinic primitive vectors
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1
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(8f) B II

B7 = (x3 − y3) a1 + (x3 + y3) a2 +
z3 a3

= (ax3 + cz3 cosβ) x̂+ by3 ŷ + cz3 sinβ ẑ (8f) Ni I
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B9 = − (x3 − y3) a1 − (x3 + y3) a2 −
z3 a3

= − (ax3 + cz3 cosβ) x̂− by3 ŷ − cz3 sinβ ẑ (8f) Ni I
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(8f) Ni I

B11 = (x4 − y4) a1 + (x4 + y4) a2 +
z4 a3

= (ax4 + cz4 cosβ) x̂+ by4 ŷ + cz4 sinβ ẑ (8f) Ni II
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B13 = − (x4 − y4) a1 − (x4 + y4) a2 −
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(8f) Ni II
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