CaBeoGesy Structure:
A2BC2_tP10.129_ac_c_be-001

This structure originally had the label A2BC2_tP10_129_ac_c_bc. 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/HOMM

https://aflow.org/p/A2BC2_tP10.129_ac_c_bc-001
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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

BesCaGes
A2BC2_tP10-129_ac_c_bc-001
25337

tP10

129

P4/nmm

aflow —--proto=A2BC2_tP10_129_ac_c_bc-001

--params=a, ¢/a, 23, 24, 25

Other compounds with this structure
BaAuQSng, BaMgQPbQ, BanQSbQ, BaZHQSHQ, CeCUQSHQ, CeRhQASQ, CeRhQPQ, EUAUQAIQ, EuPdQSbQ, EuPtQGGQ, HOPtQSiQ,
LaCugSng, LaPthig, LaPtQGeQ, LaPtQSiQ, LaRthSQ, LaRhQPQ, LlPdQBlQ, NdRhQASQ, NdRthg, PI'RhQASQ, PrRhQPQ,
STAUQSHQ, SYCUQSHQ, SI’PdQSbQ, SI‘PtgASQ7 ThII‘QSiQ, ThPtQSiQ7 UII‘QSiQ7 UPtQSiQ

e This is a ternary form of the D13 (BaAly) structure. The atomic positions are approximately the same as in the
conventional cell of BaAly, but the distribution of the atoms on those sites and the resulting relaxation leads to a

different structure.

e Space group P4/nmm #129 has two settings, but both have the same z-axis origin, so either setting will do here. We

chose our standard setting 2.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/H0MM
https://aflow.org/p/A2BC2_tP10_129_ac_c_bc-001
https://aflow.org/p/A4B_tI10_139_de_a-001
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Sa;+ ay Sak+ fay (2a) Bel
B = ja1+3ay ja%x+jay (2a) Bel
Bs = 3aj+tay+lag jaX+ a0y + ez (2b) Ge I
By = ja1+2ax+ 4 as jo%+ fay + ez (2b) Ge I
Bs = 1a1+ jas+ 2343 10X+ jay ez (2¢) Be II
B = 3a;+3a)— 234 0%+ %0y —cz32 (2c) Be Il
Br = a1+ iast+za; [aX+ ay + ez (2¢) Cal
Bs = Sa;+3a;—za3 jox+fay —cuz (2¢) Cal
By = i1a;+1a+ 2543 tak+tay+ ez (2¢) Ge II
Bio = 3a;+3a)—25a3 S3a%+3ay —cas2 (2¢) Ge I
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