“124 Superconductor” (YBasCuyOg) Structure:
A2B4CSD 0C30 65 h 20 3gh c-001
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Prototype BayCuysOgY

AFLOW prototype label A2B4C8D_0C30.65_h_2g_3gh_c-001
Pearson symbol 0C30

Space group number 65

Space group symbol Cmmm

AFLOW prototype command aflow --proto=A2B4C8D_oC30_65_h_2g_3gh_c-001
—~params=a, b/a7 C/a7 T2, X3,T4,T5,T6,T7,T8

e Unlike most BCO-type superconductors, the stoichiometry of YBayCuyOg is fixed.
e We use the ambient pressure data from (Bordet, 1989) taken at room temperature.

e Although it is never explicitly stated by (Bordet, 1989), (Nelmes, 1990) notes that this data is given in the Ammm
setting of space group #65, making the long axis in the z-direction. The standard orientation is Cmmm, and we use
FINDSYM to rotate the structure, putting the long axis in the z-direction.

Base-centered Orthorhombic primitive vectors

a; = % X — %by —=a
ag = %a}”(Jr %by
ag = cZz
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = %al—i—%ag—&—%ag = %ai—i—%ci (2¢) YI
B, = Toa; + Toas = ars X (4g) Cul
B; = —Tga; — T as = —ars X (4g) Cul
By, = T3a; + T3 as = axrs X (4g) Cull
By = —r3a; — T3 as = —ar3 X (4g) Cu Il

Bsg = Taa; + T4an = ars X (4g) Ol

B, = —T4a; — T4an = —ars X (4g) Ol
Bgs = T5a; + T5as = axs X (4g) oIl
By = —Tsa; — Ty as = —axs X (4g) OlII
B = Teay + Tgas = axgX (4g) O III
Bi1 = —Tga] — Tg Ay = —areX (4g) O III
B, = r7a; +xrax + 3 ag = axr X + 3c2 (4h) Bal
Bz = —r7a; —T7as + % as = —ax7 X+ %ci (4h) Bal
B = Tga; + rgas + %ag = arg X + %ci (4h) (ONAY
B = —Trga; — Tgag + %33 = —arg X + %ci (4h) o1V
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