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Prototype As2Ni

AFLOW prototype label A2B oP24 61 2c c-003

Mineral name pararammelsbergite

ICSD 34851

Pearson symbol oP24

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=A2B_oP24_61_2c_c-003

--params=a, b/a, c/a, x1, y1, z1, x2, y2, z2, x3, y3, z3

• This is the room temperature structure of NiAs2. Above 871K it transforms into rammelsbergite, β-NiAs2, which has the
marcasite (C18) structure. (Predel, 1991; Downs, 2003).

• Pararammelsbergite (NiAs2), β-TeO2 and brookite (C21, TiO2) have the same AFLOW prototype label,
A2B oP24 61 2c c. They are generated by the same symmetry operations with different sets of parameters (--params)
specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors
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a1 = a x̂

a2 = b ŷ

a3 = c ẑ
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type

B1 = x1 a1 + y1 a2 + z1 a3 = ax1 x̂ + by1 ŷ + cz1 ẑ (8c) As I
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ŷ + cz2 ẑ (8c) As II

B17 = x3 a1 + y3 a2 + z3 a3 = ax3 x̂ + by3 ŷ + cz3 ẑ (8c) Ni I
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