247 Superconductor” (YoBayCuzOq5) Structure:
A4BTC16D2.0C58.65 2h b3g_ac5e2h h-001
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Prototype BasCu;015Y2

AFLOW prototype label A4B7C16D2_0C58_65_2h_b3g_acbg2h_h-001
ICSD 69254

CCDC 1631124

Pearson symbol 0oC58

Space group number 65

Space group symbol Cmmm

AFLOW prototype command  aflow --proto=A4B7C16D2_oC58_65_2h_b3g_acbg2h_h-001
--params=a, b/a, c/a, v4, 5, Te, T7, Ts, T9, T10, T11, T12, T13, 14, T15, T16

Other compounds with this structure
PrgBa4Cu7015

e We use the ambient pressure data from (Hewat, 1990) taken at 22K. The stoichiometry of this system is YoBasCuzO15.6,
and here the O-1 (2a) site is only occupied 84% of the time, while the O-II (2¢) occupation is 24%.

e Traditionally this structure is shown in the Ammm setting of space group #65 so that the long axis in the z-direction.
The standard orientation is C'mmm, and we use FINDSYM and AFLOW to rotate the structure, putting the long axis in
the z-direction.

Base-centered Orthorhombic primitive vectors

1.6 1ps
ai = 306X — §b y [
1o 1715
az = zaX+3by
ag = cz
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) OI
B, = fa;+jap = jax (2b) Cul
B; = %a1+%a2+%ag = %ai—l—%ci (2¢) O1II
By, = Taa1 + T4 a0 = axrs X (4g) Cull
By = —T4a; — T4an = —azrs X (4g) Cu Il
Bsg = rsay + rsas = axs X (4g) Cu III
B, = —Tsa; — Tsas = —ars X (4g) Cu III
Bs = Tgay + Tgas = axreX (4g) Culv
By = —Zga, — Tg Ay = —axg X (4g) Culv
B = T7a; + T7as = axy X (4g) O III
B = —T7a; — Ty ag = —ar7X (4g) O III
B = Tgay + rgas = axrg X (4g) o1V
Bz = —Tga] — Tg Ay = —axg X (4g) o1V
By = Tgay + Tga = arg X (4g) oV
Bis = —Xga; — Xg As = —axg X (4g) ov
Big = Ti0a1 + Tio A2 = arigX (4g) O VI
By = —T10a1 — T1p A2 = —arig X (4g) O VI
Bis = T11 a1 + T11 Qs = ar; X (4g) O VII
B = —Z11a1 — 211 Az = —ari X (4g) O Vil
By = T12a1 + T1282 + 5 ag = a2 X + 3c2 (4h) Bal
By = —Zi9a] — T2 a2 + %ag = —azria X + %ci (4h) Bal
By, = r13a; + Tri3as + %ag = axr13 X + %ci (4h) Ba II
Bos = —Ti3a] — Ti3as + %83 = —ari3 X + %ci (4h) Ba IT
By = Ti4a; +T4az + 3 ag = ari X+ 3c2 (4h) O VIII
Bos = —Zi48] — T4 a9 + %ag = —ar14a X + %CZ (4h) O VIII
Bog = Tisa + Ti5as + %ag = axris X + %CZ (4h) O IX
Bor = —Ti5a] — Ti5a + %83 = —azris X + %ci (4h) O IX
Bos = Tigal + Tigas + % as = arie X + %ci (4h) YI
Boy = —T1ga1 — Tig A2 + %ag = —arie X + %CZ (4h) YI
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