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e This is the stable structure of iron sulfide below 242K. Above that temperature it is in the [zincblende (B3) structure.

(Wintenberger, 1978).

e This data was taken at 81K. We follow (Villars, 2016) and rearrange the axis, as well as reversing the positions of the

iron and sulfur atoms.
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Face-centered Orthorhombic primitive vectors

al
83
a3 = %b v+ %02
a, =— %a X+ %c Z
ag = %a X+ %by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Fel
B, = a1+ jax+ ;a = TaX+3by + ez (4c) S1
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