Ry AusZn Structure:
A3B_0C32_64_def_d-001
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Prototype AusZn

AFLOW prototype label A3B_0C32_64_def_d-001
ICSD 150693

CCDC 1667836

Pearson symbol 0C32

Space group number 64

Space group symbol C'mce

AFLOW prototype command aflow —--proto=A3B_oC32_64_def_d-001
--params=a, b/a,c/a, 1, T2, Y3, Ya, 24

e AuzZn is known to exist in three forms, depending upon the exact composition and temperature (Hisatsune, 1998):

— The tetragonal R, phase|is stable below ~ 475K with a composition very nearly stoichiometric.

— The orthorhombic Ry phase (this structure) is stable below ~ 550K with a composition range somewhat wider than
the R; phase.

— The tetragonal H phase has the D023 structure/ and is stable at temperatures up to ~ 700K over a considerably

wider range of stoichiometries than either the R; or Ry phases.

o (Iwaskai, 1962) gave structure of the Ry phase in the Abam of space group #64. We used FINDSYM to transform this to
the C'mca setting.
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e (Iwaskai, 1962) gave the lattice constants in kX units. We used the conversion factor 1 kX = 1.00202A. (Wood, 1947)

e We use the orthorhombic lattice constants from (Wilkens, 1958) rather than the pseudo-tetragonal lattice constants of
(Iwaskai, 1962).
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