247 Superconductor” (YoBayCuzOq5) Structure:
A4BTC16D2.0C58.65 2h b3g_ac5e2h h-001
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Prototype BasCu;015Y4
AFLOW prototype label A4B7C16D2_0C58_65_-2h_b3g_acbg2h_h-001
ICSD 69254
Pearson symbol 0C58
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, x4, T5, Te, T7, Ts, T9, T10, T11, T12, T13, 14, T15, 16

Other compounds with this structure
PI’QB&4CU7015

e We use the ambient pressure data from (Hewat, 1990) taken at 22K. The stoichiometry of this system is YoBasCuzO1546,
and here the O-I (2a) site is only occupied 84% of the time, while the O-IT (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 Cmmm, and we use FINDSYM and AFLOW to rotate the structure, putting the long axis in
the z-direction.

Base-centered Orthorhombic primitive vectors

a; = zaX—3by
as = sax+iby
ag — cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Ol
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B, = % a; + % a = %a X (2b) Cul
B; = %al—l—%ag—}-%ag = %a)‘c—l—%cz (2¢) O1II
B, = T4a1 + T4 a0 = axrs X (4g) Cull
By = —T4a] — T4 A = —ary X (4g) Cull
Bg = Tsa; + Tsas = axs X (4g) Cu III
B, = —Tsa; — Tsas = —axs X (4g) Cu III
Bg = Tgay + Tgas = axe X (4g) Culv
By = —Tga; — Tgas = —azrgX (4g) Culv
B = T7a; + T7as = axy X (4g) O III
B = —zr7a; — 7 = —ax7 X (4g) O I
B = Tga] + rgas = axrg X (4g) o1V
Bz = —Tga] — Tgay = —axg X (4g) o1V
By = Tgay + Tga = arg X (4g) oV
B = —Tga] — Tg ay = —arg X (4g) oV
Big = Ti0aA1 + T1o A2 = arigX (4g) O VI
By, = —x10a1 — T1o A2 = —ax19X (4g) O VI
Bis = T11a1 + T11 Qs = ar; X (4g) O VII
Biy = —x11 a1 — 71 A = —azn X (4¢) OVl
By = T1281 + T1282 + 5 a3 = a2 X + 3¢2 (4h) Bal
By, = —Zi0a] — T2 a0 + %ag = —aria X + %ci (4h) Bal
By, = r13a; + Tri3as + % as = axr13 X + %02 (4h) Ba I
By = —213a; — T13as + %ag, = —ax13X + %ci (4h) Ba II
Bgy = Ti4a1 + 1422 + 5 ag = a1 X+ 3c2 (4h) O VIII
Bos = —Zj48] — T4 a0 + %ag = —ar14a X + %ci (4h) O VIII
Bog = T15a1 + T15as + %ag = axris X + %ci (4h) O IX
Bar = —15a; — L1582 + 3 a3 = —az15 X + §C2 (4h) OIX
Bos = Ti6al + Tigaz + 3 as = az16X + 5c2 (4h) Y I
Boy = —T1ga1 — T1g A2 + %ag = —arie X + %CZ (4h) Y1
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