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Prototype CFe4

AFLOW prototype label AB4 cP5 215 a e-001

ICSD 44729

Pearson symbol cP5

Space group number 215

Space group symbol P43m

AFLOW prototype command aflow --proto=AB4_cP5_215_a_e-001

--params=a, x2

Other compounds with this structure
Co4N, Fe4N, Mn4N

• When x2 = 1/4 the iron atoms are at the positions of the face-centered cubic lattice. In Fe4C, x2 is about 0.265.

Simple Cubic primitive vectors

1

http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/WNQX
https://aflow.org/p/AB4_cP5_215_a_e-001


a1 = a x̂

a2 = a ŷ

a3 = a ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) C I

B2 = x2 a1 + x2 a2 + x2 a3 = ax2 x̂ + ax2 ŷ + ax2 ẑ (4e) Fe I

B3 = −x2 a1 − x2 a2 + x2 a3 = −ax2 x̂− ax2 ŷ + ax2 ẑ (4e) Fe I

B4 = −x2 a1 + x2 a2 − x2 a3 = −ax2 x̂ + ax2 ŷ − ax2 ẑ (4e) Fe I

B5 = x2 a1 − x2 a2 − x2 a3 = ax2 x̂− ax2 ŷ − ax2 ẑ (4e) Fe I
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