ThCrsSis Structure:
A2B2C_t110.139_d_e_a-003

This structure originally had the label A2B2C_t110.139_d_e_a. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/LS62

https://aflow.org/p/A2B2C_t110.139_d_e_a-003

Prototype CrySisTh

AFLOW prototype label A2B2C_t110_139_d_e_a-003
ICSD 18157

Pearson symbol t110

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A2B2C_tI10_139_d_e_a-003
--params=a, c/a, 23

Other compounds with this structure

BaAlyGes, BaFesAss, BaFeoPo, BaMgsSia, BaMgyGes, BaMnsGes, BaNipAsy, BaNiaGes, BaRhoBs, CaAlyZng, CaAusSis,
CaFesAsy, CaMnyGes, CaNigGey, CeAlyGay, CeCusSiz, CeRhySiz, CeRusSiz, CsCosAsy, CsCoyPs, CsFesAsy, CsFesPo,
CSII’QASQ, CSITQPQ, CSR,hQASQ, CSRhQPQ, CSR,U.QASQ7 CSRUQPQ, DyCTQSiQ7 EUCOQASQ, EUCOQPQ, EUFGQPQ, EuRthg, KNiQSQ,
KNiQSeg, LaCOQPQ, LaRUQPQ, LUFGQBQ, LURU.QSiQ, PuCI‘QSiQ, SI‘COQPQ, SrFGQAS2, SI‘FQQPQ, SI‘NiQPQ, SI"RhQASQ, SI‘RhQPQ,
SI‘RUQPQ, ThCI‘QSig, ThCUQSiQ, ThMHQGeg, ThMDQSiQ, rI‘hl\IIQSIQ7 TICUQSBQ, UCI’QSiQ, URUQSiQ, YFQQGGQ, YNi2Geg

e (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 ThCrySiy structure, and those with ¢/a > 3 to the T1Co05Ss structure.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/LS62
https://aflow.org/p/A2B2C_tI10_139_d_e_a-003
https://aflow.org/p/A4B_tI10_139_de_a-001
https://aflow.org/p/A2B2C_tI10_139_d_e_a-002

Body-centered Tetragonal primitive vectors

a; = —iak+3iay+ica
az = faX—jay+ jc2
ag = %afc—l—%ay—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) ThI
B, = %al—l—%ag—f—%ag = %ay—l—ici (4d) Crl
B; = %al—l—%ag—i—%ag = %afi—i—ici (4d) Crl
By, = zzai + z3 as = cz3% (4e) Sil
Bs = —z3a; — 23ap = —Cc23% (4e) Sil
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