n-FeoC Structure:
AB2 oP6.58 a g-002

This structure originally had the label AB2_oP6_58_a_g.eta-Fe2C. 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/FF5Q

https://aflow.org/p/AB2_0P6_58_a_g-002
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Prototype Fe,C
AFLOW prototype label AB2_0oP6_58_a_g-002
ICSD 76826
Pearson symbol oP6
Space group number 58
Space group symbol Pnnm

AFLOW prototype command aflow --proto=AB2_oP6_58_a_g-002
--params=a, b/a, c/a, xa,ys

e Classified as bee-related by Hellner and Schwarz (Westbrook, 1995), Vol. I, Chap. 13.

e Hydrophilite (CaCls, C35), n-FeoC, and marcasite (FeSq, C'18)| have the same AFLOW prototype label, AB2_0oP6_58_a_g.
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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a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) ClI
B, = %al—l—%ag—i—%ag = %a&—l—%by—i—%ci (2a) CI
B; = Toay + Yo ag = ars X+ bys ¥ (4g) Fe I
B, = —xoa; — Yo as = —areX —bys y (4g) Fel
By = —(z —%)a11+(y2+%) a+ = —a(ze—3)X+b(y2+3) §+3c2 (4g) Fe I
243
Bs = (s2t3)ai—(p2—3)atzas = afrz+3) %=b(y2—3) 9+ 502 (4g) Fe I
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