Marcasite (FeSy, C'18) Structure:
AB2_0P6_58_a_g-003

This structure originally had the label AB2_oP6_58_a_g.FeS2. 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/USY5

https://aflow.org/p/AB2_0P6_58_a_g-003

Prototype FeS,

AFLOW prototype label AB2_0P6_58_a_g-003
Strukturbericht designation C18

Mineral name marcasite

ICSD 109374

Pearson symbol oP6

Space group number 58

Space group symbol Pnnm

AFLOW prototype command aflow --proto=AB2_oP6_58_a_g-003
--params=a, b/a, c/a, 3, ys

Other compounds with this structure
CoAsg, CoTeq, CrShy, CuSy, FeAsy, FePa, FeSby, FeSey, FeTey, NiAsy (rammelsbergite), NiSy, NiSba, OsAss, OsP3, OsShs,
RuAss, RuPs, RuSby, RuTe,

e FeS, has been found in at least four forms:

— atriclinic (P1 #1) phase,
— a low temperature orthorhombic pyrite phase,

— the most commonly observed state, lcubic pyrite (C2), and
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— orthorhombic martensite (C'18)| (this structure).

e Hydrophilite (CaCls, C35), [n—FeoC, and marcasite (FeSo, C'18)| have the same AFLOW prototype label, AB2_oP6_58_a._g.
They are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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