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Prototype CuyTis

AFLOW prototype label A4B3_t114.139_2e_ae-001
ICSD 103134

CCDC 1661086

Pearson symbol tI14

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B3_tI14_139_2e_ae-001
--params=a, c/a, 22, 23, 24
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e When ¢ =7 a, zo = 1/7, 23 = 3/7, and z4 = 2/7 the atoms are on the sites of the bcc lattice.

Body-centered Tetragonal primitive vectors

a3 = —%ai—l—%aA—i—%cZ
as = %ai—%ay—&—%ci
ag = i1aX+iay-—3cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Til
B, = 29 a1 + 29 Ay 20 7 (4e) Cul
B; = —Z9a] — 29 Ay —C20 7 (4e) Cul
B4 z3a) + zzas cz3% (4e) Cull
Bs = —z3a; — 23ap —Cc23% (4e) Cu Il
Bg = Zaa] + 24 A9 24 Z (4e) Ti 11
B, = —zga] — 24 An —Cc24 2 (4e) Ti II
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