BaTisAs,O Structure:
A2BCD2.tP6_123_h_a_b_e-001

Cite this page as:

e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/1D6EN

https://aflow.org/prototype-encyclopedia/A2BCD2_tP6.123_h_a_b_e-001

Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

L}

Asy;BaOTi,
A2BCD2_tP6_123_h_a_b_e-001
169074

1684829

tP6

123

P4/mmm

aflow --proto=A2BCD2_tP6_123_h_a_b_e-001

--params=a, c/a, z4

Other compounds with this structure

Ba,BiQTiQO7 BaTi2 Sbgo

e BaTizAsyO and |CeCrySisClare both in space group P4/mmm #123, and use the same Wyckoff positions. They differ in

the c¢/a ratio. We follow the ICSD and put them into separate prototypes.
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Simple Tetragonal primitive vectors

al
s a3
a; = ax
as = ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Bal
B, = 1a; = jc2 (1b) Ol
Bs = fay+ jag = 30Y + 3¢z (Ze) Til
B, = %314—%33 = %ai—i—%ci (2e) Til
Bs = tai+tas+za; = 20%+ 50 + ez (2h) Asl
Be = sai+3a; — 2423 = 30X+ 505 — 22 (2h) Asl
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