
Ullmanite (NiSSb, F01) Structure:
ABC cP12 198 a a a-001
This structure originally had the label ABC cP12 198 a a a. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-

graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/VHP8

https://aflow.org/p/ABC cP12 198 a a a-001

Prototype NiSSb

AFLOW prototype label ABC cP12 198 a a a-001

Strukturbericht designation F01

Mineral name ullmanite

ICSD 44606

Pearson symbol cP12

Space group number 198

Space group symbol P213

AFLOW prototype command aflow --proto=ABC_cP12_198_a_a_a-001

--params=a, x1, x2, x3

Other compounds with this structure
AsBaPt, AsCoS (cobaltite), AsPdS, AsPdSe, BiIrS, BiIrSe, BiNiSe, BiPdSe, BiPtSe, BiRhS, BiRhSe, CaPtSi, CrPtSb, EuPtSi,
IrLaSi, IrPSe, IrSSb, IrSSe, IrSbSe, PRhSe, PdSSb, PdSbSe, RhSSb, RhSbSe, (Co, Ni)SbS

• (Ewald, 1928) originally designated CoAsS as Strukturbericht F1. This was later changed to F01. We follow (Parthé,
1993) in using NiSbS as the prototype for this structure.
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• The Sb (4a) Wyckoff parameter (x3) has been corrected from 0.875 to 0.625, which matches the bonding distances given
by (Y. Takéuchi, 1957) (corrected on 2021/05/10).

Simple Cubic primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = a ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + x1 a2 + x1 a3 = ax1 x̂ + ax1 ŷ + ax1 ẑ (4a) Ni I
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B9 = x3 a1 + x3 a2 + x3 a3 = ax3 x̂ + ax3 ŷ + ax3 ẑ (4a) Sb I
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[3] Parthé, L. Gelato, B. Chabot, M. Penso, K. Cenzula, and R. Gladyshevskii, Standardized Data and Crystal Chemical
Characterization of Inorganic Structure Types, Gmelin Handbook of Inorganic and Organometallic Chemistry, vol. 2 (Springer-
Verlag, Berlin, Heidelberg, 1993), 8 edn., doi:10.1007/978-3-662-02909-1 3.

2

https://doi.org/10.2465/minerj1953.2.90
https://doi.org/10.1007/978-3-662-02909-1_3

