CaCuO9 Structure:
ABC2 tP4 123 a.d_e-001

This structure originally had the label ABC2_tP4_123_d_a_f. Calls to that address will be redirected here.
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Prototype CaCuOq

AFLOW prototype label ABC2_tP4.123_a_d_e-001
ICSD 65066

Pearson symbol tP4

Space group number 123

Space group symbol P4/mmm

AFLOW prototype command aflow --proto=ABC2_tP4_123_a_d_e-001
--params=a, c/a

Other compounds with this structure
(Ba, Sr)CuOs,, (Sr, La)CuOa, (Sr, Ca)CuOy, LaNiOy, NdNiOg, CsNiFy, KNiF,, LiNiF;, NaNiFy, RbNiF,

e As noted in (Siegrist, 1988) this is the parent structure of the high-temperature cuprate superconductors.
e (Siegrist, 1988) give the composition of the Ca (1a) site as Cag.gsSro.14-

e We have shifted the origin from the Cu site to the Ca site.

Simple Tetragonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Cal
B, = laj+lag+Lag = 30X+ fay + 5¢2 (1d) Cul
Bs = Fas+ 3 ag = 303 + 3¢z (2e) Ol
B, = la;+1a; = ja%+ 32 (2e) Ol
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