Monoclinic Pyrrhotite (Fe;Sg) Structure:
ATB8 mC60_15_e3f 41-001
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Prototype Fe;Sg

AFLOW prototype label A7B8_mC60_15_e3f_4f-001
Mineral name pyrrhotite

ICSD 42491

CCDC 1612155

Pearson symbol mC60

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A7B8_mC60_15_e3f_4f-001
—~params=a, b/a7 C/a7 ﬁ7 Y1,22,Y2,22,T3,Y3, 23, L4, Y4, 24, L5, Y5, 25, L6, Y65 265 L7, Y7, 27,
T8, Ys, 28
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o (Tokonami, 1972) say that this is FeS in the B8; (NiAs) structure, with 1/8 of the iron atoms removed in an ordered
array. They gave the structural information in the F2/d setting of space group #15. We used FINDSYM to transform
this to the C2/c setting, halving the size of the conventional unit cell from that in the F2/d setting.

Base-centered Monoclinic primitive vectors
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