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Prototype CuyO3

AFLOW prototype label A4B3_t128_141_cd_ae-002
Mineral name paramelaconite

ICSD 100566

Pearson symbol t128

Space group number 141

Space group symbol T4y /amd

AFLOW prototype command  aflow --proto=A4B3_tI28_141_cd_ae-002
--params=a, ¢/a, z4

o (O’Keefle, 1968) indicate that the atom they call O(2) (our O-I) is located at the (4a) Wyckoff position, but give the
coordinates of the (4b) Wyckoff position. The coordinates are correct, however we shift the origin so that the O-I atom is
on the (4a) site. This maps their atom Cu(1) to our Cu-II, and Cu(2) to Cu-I.

Body-centered Tetragonal primitive vectors
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a; = —iak+3iay+ica

as = %ai—%ay—i—%ci

ag = iaX+iay-—3cz

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—l—éag—i—%ag %ay—i—%ci (4a) (0N
B, = ia;+Lay+la; lak—tay+ica (4a) OlI
Bs; = 0 0 (8¢) Cul
B, = l1a;+1a; lay (8¢) Cu I
Bs 1ay 10X —tay+ icz (8c) Cul
B = 3 ag jaX+ tay — jcz (8¢) Cul
B; = fa;+jap jc2 (8d) Cu II
Bs = fay+ jag sax (8d) Cu II
By %al —%afi + ia v+ %ci (8d) Cull
B = %al—i—%z@—i—%ag, iai—i—iay—l—ici (8d) Cu Il
Bi: (z4+1) a1+ 2182+ a3 1ay+cuz (8e) O1II
B = zea;+ (za+ 1) ay+ 3 ay lax+tay+c(za—13) (8e) oIl
Bis —(a—32)a; —zga2+ 2 a3 S0y —cz2 (8e) oIl
By = —zpa; — (24— 2) ay + L ag lax—tay—c(za—1 (8e) Ol
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