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Prototype AsFe

AFLOW prototype label AB oP8 62 c c-005

Strukturbericht designation B14

Mineral name westerveldite

ICSD 42451

CCDC 1612117

Pearson symbol oP8

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB_oP8_62_c_c-005

--params=a, b/a, c/a, x1, z1, x2, z2

Other compounds with this structure
AuGa, CoAs, CoP, CrAs, CrP, CrTe, FeP, FeS, IrGe, IrSi, MnAs, MnP, MnTe, NbS, NiGe, NiSi, PRu, PdGe, PdSi, PdSn, PtGe,
PtSi, RhAs, RhGe, RhSb, RhSi, RuAs, RuP, RuSb, SeTi, VAs, VS, WP

1

http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/P0GV
https://aflow.org/prototype-encyclopedia/AB_oP8_62_c_c-005
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=42451&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1612117&DatabaseToSearch=Published


• The B31 (MnP, AB oP8 62 c c) structure is similar to this one. (Brandes, 1992) lists B31 as the primary structure, but
we include FeAs here for completeness.

• We use the data (Selte, 1972) reported at 14K.

• FeAs (B14), GeS (B16), FeB (B27), SnS (B29), MnP (B31), and η-NiSi (Bd) all share the same AFLOW label,
AB oP8 62 c c. 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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ẑ (4c) As I

B5 = x2 a1 +
1
4 a2 + z2 a3 = ax2 x̂+ 1
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