ThCrsSis Structure:
A2B2C_t110.139_d_e_a-003

This structure previously used the label(s) A2B2C_t110.139_d_e_a. Calls to these addresses will be redirected here.
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AFLOW prototype label A2B2C_t110_139_d_e_a-003
ICSD 18157

CCDC 1597713

Pearson symbol tI10

Space group number 139

Space group symbol I4/mmm
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Other compounds with this structure

BaAlgGeg, BaFegASQ, BaFegPQ, BaMgQSig, BaMggGeg, BaMngGeg, BaNiQASQ, BaNigGez, BaRhQBQ, CaAIQan, CaAUQSiQ,
CaFegASQ, CaMngGeg, CaNigGeg, CanQASQ, CeA12Ga2, CGCHQSiQ, CQMDQGGQ, CehaGeg, CeRhQSiQ, CGRHQSiQ, CSCOQASQ,
CSCOQPQ, CSFGQAS27 CSFGQPQ, CSII‘QASQ, CSII‘2P27 CSRhQASQ, CSRhQPQ, CSRUQASQ, CSRUQPQ, DyCI‘QSiQ, EIICOQASQ7 EUCOQPQ7
EUFQQPQ, EuRthg, GdRUQGeg, GdRUQSiQ, (}(31].:{1,1281’127 KNiQSQ, KNiQSGQ, LaCOQPQ, LaRuQPQ, LUFGQBQ, LURUQSiQ, PllCI'QSiQ7
SICOQPQ, SI‘FQQASQ, SI‘FQQP27 SrNiQPQ, SI‘R,hQASQ, SIRhQPQ, SI’RUQPQ, ThCI‘QSiQ, ThCUQSiQ, ThMDQGeg, ThMHQSiQ, ThNiQSiQ7
TICUQSGQ, UCI‘QSiQ, URHQSiQ, YFGQGBQ, YNigGeg

o (Shatruk, 2019) refers to this as “the perovskite of intermetallics.” The list of compounds below is by no means complete.
e This is a ternary form of the D13 (BaAly) structure.

e The structures generally identified as having prototype ThCrsSis actually divide up into two distinct regions, based on
¢/a ratio. We assign structures with ¢/a < 3 to the ThCrsSis structure, and those with ¢/a > 3 to the [T1C05Sy structure.

Body-centered Tetragonal primitive vectors

i
ay = —jaRk+3ay+ e
az = faX—iay+3cz
ag = %af{+%ayf%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Th I
B, = %al+%32+%a3 = %ay—kici (4d) Crl
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