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Prototype BagS7Zr,

AFLOW prototype label A3B7C2_0C48_66_el _2g] 1-001
ICSD 69854

CCDC 1631691

Pearson symbol 0C48

Space group number 66

Space group symbol Ccem

AFLOW prototype command  aflow --proto=A3B7C2_0C48_66_el_f2gl_1-001
--params=a, b/a, c/a, T3, T4, Ts5, Y5, T6, Y6, L7, Y7

e The individual layers of this structure resemble cubic perovskite (E24), and orthorhombic BazZrsSy is a
Ruddlesden-Popper structure.

e At low temperatures this transforms to a tetragonal structure.

e AFLOW shifts rotates the reported structure by 90° about the z-axis, so that the long axis in now in the x-direction, and
then shifts the origin by (a/2,0,0).
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Base-centered Orthorhombic primitive vectors

a3
a2

a; = zaX—3by
az = lax+1by ﬁl
ag = cz —
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 3 as = jaX+ by (4e) Ba I
B, = la;+3a; = lax—Ltby+1icz (de) Bal
Bs = la, - Lok —Lby (4f) ST
B, = %ag—k%ag = ia&—kiby—i—%ci (4f) S1I
B; = r3a; +xzaz + 1 ag = arzX + jc2 (8g) SII
Bg = —rgza; —Trgas + % as = —ax3 X+ %ci (8g) S1I
B, = —r3a; —r3as + % as = —ax3 X+ %ci (8g) S1I
Bg = r3a; +r3as + %ag = axs3 X + %ci (8¢) S1I
By = r4a; +x4az + 1 ag = ars X + jc2 (8g) S III
B = —z4a; — Tqan + % as = —ary X+ %ci (8g) S III
Bi1 = —T4a; — Tqan + % as = —ars X+ %ci (8g) S III
B = T4a1 + T4a0 + %ag = axs X + %ci (8¢) S II1
Bz = (x5 —ys) a1 + (z5 + y5) a2 = arsX + bys ¥ (81) Ba II
Bis = — (x5 —y5) a1 — (5 + y5) a2 = —ars X —bys§ (81) Ba II
Bis = —(z5+ys) a — (r5 —ys) ag + = —azsX+bys § + 1cz (81) Ba II
2 a3
Bis = (z5+ys)ai+(zs —ys) astsas = azs X —bys § + sc2 (81) Ba II
Bz = (z6 — ¥6) a1 + (z6 + yo) a2 = aze X + bys ¥ (81) S IV
Bis = —(z6—vs)ar—(z6+ys) az = —areX — by ¥ (81) SV
Big = — (%6 +ys) a1 — (6 —ys) a2+ = —azgR+bys§ + 5c2 (81) S IV
283
Bzo = (w6+ys) a1+(x6—ys) az+3as = azeX —bys ¥ + icz (81) SV
B21 = (z7 —y7r) a1 + (z7 +y7) a2 = ar7X +byr y (81) Zr 1
Ba: = —(vr—yr)a—(v7r+yr)ay = —ar7X —byry (81) Zr1
Bas = —(zr+uyr)ar— (7 —yr)as+ = —az7 X +byr ¥ + icz (81) Zr 1
283
Bas = (zr+yr) ai+(zr—yr) ax+gas = axrX —byr ¥ + ez (81) Zr 1
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