0201 [(La,Ba),CuQy] High-T, Structure:
AB2C4 t114 139 a_e ce-001

This structure originally had the label AB2C4_tI14_139_a_e_ce. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/V35A

https://aflow.org/p/AB2C4 _t114_139_a_e_ce-001

Prototype BayCuOy

AFLOW prototype label AB2C4_t114.139_a_e_ce-001
ICSD 68379

Pearson symbol t114

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command  aflow --proto=AB2C4_tI14_139_a_e_ce-001
--params=a, ¢/a, 23, 24

Other compounds with this structure
BaQCu03+5

e The original “high”-temperature (30K) superconductor found by Bednorz and Mueller. Lanthanum (92.5%) and barium
(7.5%) atoms are distributed randomly on the lanthanum sublattice. The ground state structure of the parent compound,
LasCuQy, is alface-centered orthorhombic, base-centered orthorhombicl or base-centered monoclinic| distortion of this
structure.

Body-centered Tetragonal primitive vectors

a3 = —%a&—i—%a”—i—%ci
a; = faX—iay+3cz
ag = iax+iay-—1icz


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/V35A
https://aflow.org/p/AB2C4_tI14_139_a_e_ce-001
https://aflow.org/p/AB2C4_oF28_69_a_g_cg-001
https://aflow.org/p/AB2C4_oC28_64_a_f_ef-003
https://aflow.org/p/AB2C4_mC28_8_2a_4a_4a2b-001

Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 = 0 (2a) Cul
B, = la;+1a; = lay (4c) Ol
B = l1as+1a; = lax (4c) Ol1I
By, = z3ay + zzas = cz3 % (4e) Lal
By = —z3a; — z3as = —cz3 7% (4e) Lal
Bsg = Zaa] + 24 A9 = 24 7 (4e) O1II
B, = —Zz4a] — 24 Ay = —C24 7 (4e) O1II
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