YBaCuFeOs Structure:
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Prototype BaCuFeOs5Y
AFLOW prototype label AB2C2D5E_tP11_123_a_h_h_ci_b-001
ICSD 79350
Pearson symbol tP11
Space group number 123
Space group symbol P4/mmm

AFLOW prototype command  aflow --proto=AB2C2D5E_tP11_123_a_h_h_ci_b-001
--params=a, ¢/a, 24, 25, 26

e The copper and iron (2h) sites are each only 50% occupied.

Simple Tetragonal primitive vectors

al
L
a2

ai; — aX

az = ay

ag = CcZ

Basis vectors


https://aflow.org/p/K0VP
https://aflow.org/p/AB2C2D5E_tP11_123_a_h_h_ci_b-001

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, 0 0 (1a) Bal
B, Lag lea (1b) Y1
B; lTa+3a lax+Lay (1c) 01
B4 %a1+%a2+z4a3 %ai—i—%ay—i—c,aﬁ (2h) Cul
Bs %a1+%a2—z4a3 %ai—i—%ay—cai (2h) Cul
Bs 3a1+ 3as+ 25a3 jaX+ay +ca2 (2h) Fel
B~ %a1+%a2725a3 %af{Jr%ayfcz‘gZ (2h) Fel
Bs % ar + zg a3 %ay + cz6 Z (4i) OlII
By % a; + zg as %af( + cz6Z (4i) O1II
Bio % as; — zg as %ay —cz6 2 (41) O1II
B %al — 2g a3 %af(fcz(;i (4) OlII
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