High-Temperature UPy Structure:
A2B_ tP6_129_ac_c-002
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Prototype PoU

AFLOW prototype label A2B_tP6_129_ac_c-002
ICSD 648244

CCDC 2138750

Pearson symbol tP6

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=A2B_tP6_129_ac_c-002
--params=a, c/a, z2, 23

Other compounds with this structure

AmSs, AmSe;, AmTes, CeSsy, CeSey, CeTey, CmSs, CmSey, CmTey, DySs, DySes, DyTes, ErSy, ErSes, ErTes, GdS,, GdSes,
GdTey, HfSby, HoSs, HoSes, HoTey, LaSs, LaSes, LaTes, LuSs, LuSes, LuTes, NdSes, NdTes, NpAss, NpTes, PaAs,, PaPs,
PaSbs, PrSes, PrTes, PuSs, PuSes, PuTey, SmSes, SmTey, ThSs, ThTes, ThAss, ThBip, ThSby, TmSs, TmSes, TmTey, UAs,,
UBiQ, UPQ, USbQ, UTGQ, Yng, YbSeQ, YbTeg, YSQ, YSGQ, YTGQ
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e At temperatures below 83°C UP; transforms into its low-temperature structure| (Gerward, 1990).
e The atomic positions are not explicitly given in (Gerward, 1990), so we take them from the ICSD entry.

e CuySb (C38), [UP4, and LaSe; g5 have similar AFLOW prototype labels, A2B_tP6_129_ac_c for the first two and
AB2_tP6_129_c_ac for the third. They are generated by the same symmetry operations with different sets of parameters
(--params) specified in their corresponding CIF files.

e We consider all of these to be binary forms of Matlockite (£0;)/PrOIL
e We somewhat arbitrarily assign

— Structures with ¢/a < 2 to the CuaSbh prototype,
— Structures with 2 < ¢/a < 3 to the UP5 prototype, and
— Structures with c¢/a ~ 4 to the LaSe; g5 prototype.

e The ICSD distinction between CuySb and UPj is not the same as ours, and they often assign binary compounds to the
ternary prototypes.
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