BiySroCaCuyOg (BSCCO) Structure:
A2BC2D8E2_t130_139_e_a_e_2eg_e-001
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Prototype
AFLOW prototype label

Bag CaCu2 Og Srg
A2BC2D8E2_t130_139_e_a_e_2eg_e-001

ICSD 68188
CCDC 1630127
Pearson symbol tI30
Space group number 139
Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A2BC2D8E2_tI30_139_e_a_e_2eg_e-001

——params=a, c/a, 2924, R3y 245 5,265 2T

Body-centered Tetragonal primitive vectors

a1 = —aX+ 50§+ ez
az = faX—iay+3cz
ag = %ai—l—%ay—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 0 = 0 (2a) Cal
B, = zoay + 29 as = c2o Z (4e) Bil
B; = —Z9a] — 29 Ay = —Cc20 Z (4e) Bil
By, = z3a) + zzas = cz3 % (4e) Cul
B = —z3a; — 23ap = —c23% (4e) Cul
Bsg = Zaa] + 24 A9 = 24 7 (4e) Ol
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B, = —z4a] — 24 A9 = —C24 7 (4e) Ol
Bgs = zsa) + z5 as = cz5Z (4e) O1II
By = —zsa; — 25 as = —c252 (4e) OII
By = Zg a1 + 26 As = cz6 Z (4e) Sr1
Bi1 = —zga — 26 A2 = —cz6 7 (4e) Srl
B = (27+3) a1+ 2raz+ 5 a3 = lay+cz (8g) O III
Bz = zrag + (z7 + %) as + %83 = %ax +c2r Z (8¢) O III
By = — (z7 — %) a; — zras + %ag = %ay —czrZ (8g) O III
Bis = —zra; — (27 — %) as + %ag = %af{ —czrZ (8g) O III
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