Low-Temperature ZrWsOg Structure:
A8B2C _cP44_198 2a2b_2a_a-001
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C

Prototype OgWoZr

AFLOW prototype label A8B2C_cP44_198 2a2b_2a_a-001
ICSD 262061

CCDC 1719774

Pearson symbol cP44

Space group number 198

Space group symbol P23

AFLOW prototype command aflow —-proto=A8B2C_cP44_198_2a2b_2a_a-001
—Tparams=a, T, T2, T3,T4,T5, L6, Y6, 26, L7, Y7, 27

e Unusually, both ZrW50g and HfW50Og have a negative thermal expansion over temperatures ranging from 0.3K to 693K.
(Evans, 1996)
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e Below ~423K these compounds are in this low-temperature ZrW,Og structure, sometimes referred to as a-ZrWsOs.
e Above the transition the compounds are in the somewhat disordered high-temperature (5) ZrW,Og structure.

e We use the data taken for LT ZrWsOg at 293K.

Simple Cubic primitive vectors

ay; = aX
az = an
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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