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AB3 oP16 62 c cd-001
This structure previously used the label(s) AB3 oP16 62 c cd. Calls to these addresses will be redirected here.
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Prototype CFe3

AFLOW prototype label AB3 oP16 62 c cd-001

Strukturbericht designation D011

Mineral name cementite

ICSD 16593

CCDC 1597152

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB3_oP16_62_c_cd-001

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

Other compounds with this structure
Co3B, Co3C, La3Co, Mn3C, Nd3Co, Ni3B, Ni3C, Ni3Y, Pd3B, Pd3P, Pd3Si, Pr3Co, Pt3Si (HT), Sm3Co
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• Cementite (D011, Fe3C) and orthorhombic ClF3 share the same AFLOW prototype label, AB3 oP16 oP16 c cd. They
are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

• In addition, the ICSD places ϵ-Al3Ni (D020) in the Fe3C (D011) structure type. While both structures are in the same
space group and have the same occupied Wyckoff positions, the lattice constants are very different, so split these
compounds into two classes. In any case the different Strukturbericht entries require two entries in the Encyclopedia.
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ẑ (4c) C I

B3 = −x1 a1 +
3
4 a2 − z1 a3 = −ax1 x̂+ 3
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