Linzhiite (High Temperature FeSiy) Structure:
AB2 tP3.123 a_h-001
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Prototype FeSi,
AFLOW prototype label AB2_tP3_123_a_h-001
Mineral name linzhiite
ICSD 24360
CCDC 1600400
Pearson symbol tP3
Space group number 123
Space group symbol P4/mmm

AFLOW prototype command  aflow --proto=AB2_tP3_123_a_h-001
--params=a, c/a, 23

e This is the high temperature structure of FeSis. The actual composition is Fe,;Sis with x < 1, and the transition
temperature varies with composition between 962 and 1000K. (Villars, 2018) The low temperature structure is
body-centered orthorhombic.
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Simple Tetragonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Fel
B, = 321+ 38 +2ag = 30X+ 30¥ + 222 (2h) Sl
B; = a1+ 5as—zag = 30X+ 30¥ — ez (2h) Sil
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