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Prototype BagCusOr7Y

AFLOW prototype label A2B3C8D_tP14.123_h_bg_egi_c-001
ICSD 68045

CCDC 1629994

Pearson symbol tP14

Space group number 123

Space group symbol P4/mmm

AFLOW prototype command aflow --proto=A2B3C8D_tP14_123_h_bg_egi_c-001
~Tparams=a, C/a7 24, 25, 26, 2T
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Other compounds with this structure
CaBaQCU3O7_;E, DyBaQCH:),O7_gC7 ErBagCu307_y, GdBaQCU3O7_y, HgBaQCU3O7_y, HoBagCu307_z, LaBaQCU3O7_y, LuBaQCU3O7_?7
NdBagCu307_x, PI"B&QCU307_$, SmBa2Cu307_y, SrBagCu307_y, TmBazCu307_y, YbBaQCU307_x

e This is the high temperature phase of BagYCus_,07_,, stable above 575°C. (Nakai, 1987a). At lower temperatures is
transforms into the superconducting orthorhombic 1212C structure.

e As with all of the high-T. cuprates there is considerable disorder. In this sample the copper site has 9% vacancies, and
the O T (2e) site has 20% occupation, givin 2 = 0.6.

e In some compounds the Cu I and Cu II sites are occupied by different species. The ICSD lists these under the
BayYCus_,O7_, prototype, but we have separated those compounds out, creating the [Hg-1212 prototype.

e AFLOW shifted the origin of the experimental report of the structure, moving the Cu I atom from the (1a) to the (1b)
site.

Simple Tetragonal primitive vectors

oKl
a; = ax
a = ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag = icz (1b) Cul
B, = fa;+ 1 a = zaX+3ay (1c) YI
B = las+3ag = lay+icz (2e) Ol
B, = l1a;+1a; = lax+ ez (2e) Ol
B; = Z4 A3 = cz4 % (2¢) Cull
Bg = —24 a3 = —cz4 2 (2¢) Cull
B, = 25 as = cz5Z (2g) OlII
Bgs = —25 as = —c25% (2g) O1II
By = 381+ 38 + 223 = 30X+ 3a¥ + 22 (2h) Bal
By = 3ai1+ 3as — zga3 = 30X+ 30§ — cz 2 (2h) Bal
By = las+ 2723 = lay+cxz (4) O I
B2 = 1a; + 27a3 = lax+ czr 2 (4i) O III
Bis = tas — 2723 = lay —cz2 (4i) O III
By = la; —27a3 = taX —car i (4i) O III
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