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Prototype BazCgo

AFLOW prototype label AB20_c¢P126_223_c_k21-001
ICSD 70063

Pearson symbol cP126

Space group number 223

Space group symbol Pm3n

AFLOW prototype command aflow --proto=AB20_cP126_223_c_k21-001
—Tparams=a, Y2, 22, T3, Y3, 23, L4, Y4, 24

Other compounds with this structure

Sr3Ceo

e The barium atoms are on the chromium sites in the A15 (Cr3Si) structure, while the fullerene molecules are centered on
the silicon site.
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Simple Cubic primitive vectors

a; = ax
as = ay
az = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ja1+tag = 10X+ a2z (6¢) Ba I
B, = Sa+4ag = Sax+ a2 (6¢) Ba I
B; = fa;+ jap = sa%k+3ay (6¢) Bal
B, = laj+3a, = tax+3ay (6¢) Bal
Bs = la)+1a; = 3043+ jaz (6c) Bal
By - N - Loy + oz 6)  Bat
B, = Yo g + 29 a3 = aysy + azs Z (24k) CI
Bs = —ysag + 22 a3 = —ays ¥ +azo Z (24k) CI
By = Yo Ay — 29 a3 = aysy — azo Z (24k) CI
Bio = —Yz a2 — z2 a3 —ay2 ¥ —az2Z (24k) ClI
Bi1 = zg9aj + yo ag azo X + ays Z (24k) ClI
B, = z9a; — Yo ag azo X — ays Z (24k) Cl
Biz = —z2a1 + Y2 a3 —azX+aysZ (24k) Cl
Bis = —zza1 — Y2 a3 —az X —ayzZ (24k) ClI
Bis = Yo a1 + 22 ag aya X+ aze § (24k) CI
Big = —ysaj + 2o as —ays X+ azy (24k) Cl
Bir = Y2a1 — 222 ay2X —azy ( ) CI
Bis = —Yy2a; — 22a —ay2 X —azy (24k) CI
By = (yg—i—%) al+%32—(22_%) az = a(m—!—%)i—l—%a&—a(zz—%)i (24k) CI
By = f(yg—%) a1+%a27 = fa(yg—%)i+%ayfa(22—%)i (24k) ClI
(22 - 1) 2
Bai = (pp+i)a+iart(zn+i)a = aly2+3) x+2ay+a(za+3)2 (24k) CI
B = —(y2—3) a1+ sas+ = —a(yo—3)X+2ay+a(zn+i)2 (24k) CI
(22 + %) as
Boz = %a1+(22—|—%) ag—(yg—%) ag = %af{—l—a(z'g—l—%)y—a(yg—%)i (24k) CI
B2y = %a1+(22+%) a2+(y2+%) ag = %ai+a(22+%)y+a(y2+%)2 (24k) CI
By = %al—(ZQ—%)ag—(yg—%)ag, = %afc—a(zg—%)y—a(yg—%)i (24k) CI
Bog %al—(zg—%)ag—i—(yg—i—%)ag = %ai—a(zQ—%)y—i—a(yg—i—%)i (24k) CI
Byr = (m+3)ai+(pp+i)a+ia; = a(za+3)x+a(y+1)y+iaz (24k) CI
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