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Prototype BayCaCuyHgO7

AFLOW prototype label A2BC2DE7_tP13.123_g_b_h_c_ahi-001
ICSD 74142

CCDC 1634887

Pearson symbol tP13

Space group number 123

Space group symbol P4/mmm

--params=a, c/a, 24, 25, 26, 27

AFLOW prototype command aflow --proto=A2BC2DE7_tP13_123_g_b_h_c_ahi-001
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Other compounds with this structure
TlBagCaCu206+5

We use the data of (Huang, 1993) taken at 10K.

The O-I (1c) site, in the layer with the mercury atoms, is fractionally occupied, with § = 0.219 for the present sample.

(Huang, 1993) refer to the (2i) Wyckoff position for the O-I1T site, but this should be (4i).

(Villars, 2016) give T1BasCaCusQOg4s as the prototype for this system, but we can find no information for that structure,
even in that reference.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (1la) Ol1I
B, = 1ag = ica (1b) Cal
By = sa;+jap = zaX+3ay (1c) Hgl
B, = Z4 A3 = Ccz4 7 (2¢) Bal
By = —2z4 a3 = —Ccz4 Z (2g) Bal
Bg = fa;+1as+ 2543 = tax+iay+casz (2h) Cul
B = 3a;+ 3as — 25a3 = 30X+ 50¥ —cz52 (2h) Cul
Bs = %al—k%ag—kz@ag = %ai—k%af’—kc%z (2h) oIl
By, = l1a;+1a;— a3 = lax+iay —c2 (2h) on
Bio = fas+ 27a3 = lay+cz (4i) O 111
By, = fa; +27a; = saX + czr 2 (4) O I
Bi» = las — 2723 = lay —cx2 (4i) O III
Bz = fa; —27a3 = lax —czr 2 (4i) O III
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