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Prototype

AFLOW prototype label

ICSD

Pearson symbol

Space group number
Space group symbol
AFLOW prototype command

CuNdy Oy
AB2C4.t114.139_a_e_cd-003
69886

tI14

139

I4/mmm

--params=a, c/a, z4

https://aflow.org/p/1V8W

https://aflow.org/p/AB2C4_t114_139_a_e_cd-003

aflow --proto=AB2C4_tI14_139_a_e_cd-003

Other compounds with this structure

EUQCUO4, GdQCuO4, LazCuO4, PI‘QCHO4, SmgCuO4

e This is often referred to as the ‘I’-’ phase of the RE2CuO4 compounds.

e Lattice constants were determined at 80 mK. The value of z4 for the neodymium atom was determined at 0.5K.

Body-centered Tetragonal primitive vectors
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Basis vectors


https://aflow.org/p/1V8W
https://aflow.org/p/AB2C4_tI14_139_a_e_cd-003

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 = 0 (2a) Cul
B, = fa+ 3ag = say (4c) 01
B; = 3as+ 3 as = 0% (4c) Ol
B, = 3a;+tay+lag = lay+ ez (4d) Ol
Bs = Tar+3ay+1ag = lax+ tez (4d) on
Bg = zZ4 a1 + 24 A = cz4 7 (4e) Nd I
B, = —z4a] — 24 Ay = —Cc24 Z (4e) Nd I
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