B-CuAlCly Structure:
AB4C_oP24 33_a_4a_a-001
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Prototype AlIC14Cu

AFLOW prototype label AB4C_oP24_33_a_4a_a-001
ICSD 165607

CCDC 121549

Pearson symbol oP24

Space group number 33

Space group symbol Pna2,

AFLOW prototype command aflow --proto=AB4C_oP24_33_a_4a_a-001
--params=a, b/a, c/a,x1,y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24, T5, Y5, 25, T6, Y6, 26

Other compounds with this structure

[-CuAlClyBry, 8-CuAlCl3Br, 8-CuAlCIBrs, 8-CuGaCly

e This is a meta-stable structure of CuAlCly. The ground state is the tetragonal a-CuAlICly structure.
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Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = ar1 X+ by y +cz z (4a) All
B, = —x1a; —yyas + (z1 + %) as = —amli—byly—i—c(zl + %) Z (4a) All
Bs = (mi+3)ai—(y1—1%)a+tzia; = a(zi+3)&—bp—2)y+enz (4a) AlT
By = —-(@m-Ya+m+Hat = —al@m-Lx+b(pi+3)g+c(zn+3)2 (4a) All
(=1 +3) as
B; = Toay + ygas + 2o as = aro X+ by y +czoZ (4a) Cll
Bsg = —Toa; —ysas + (z2 + %) as = —axgi—bygy—i—c(zg + %) 2 (4a) ClI
B, = (:v2+%) alf(y f%) as+zpaz = a(x2+%)§cfb(y 7%)5"}’6222 (4a) Cll
Bs = —(mo-Ya+(p+iat = —a(@m-3)%+b(p+3)9+c(a+3)2 (4a) Cl1
(zg + %) as
By = r3ay + yzas + 23 a3 = arz3X +bysy +cz32 (4a) ClII
Bio = —r3a; —ysas + (23 + 3) as = —azsX —bysy +c(z+3) 2 (4a) cla
Bii = (z3+3)ai—(y3—3) astzzas = a(zs+3) %x—bys—2) §+caz (4a) CllI
Biz = —(zs—3)ai+(ys+3)as+ = —a(zs—3)%+b(ys+3)I+c(zs+3)2 (4a) cu
(s 1) o
Bz = Tgay + ygas + 24a3 = ary X +bysy +cz42 (4a) Cl II1
Bis = —z4a; —ysaz + (21 + 3) a3 = —azs R —bys 9 +c(za+3) 2 (4a) ClIII
By = (m—l—%) al—(y4— %) as+z4a3 = a(u—{—%) :Tc—b(y4— %) y+czz (4a) Cl III
Bie = —(mu—3a+m+ti)a+ = —a(@—23)%+b(mu+3)F+c(za+3)z  (4a) Cl1III
(24 + %) as
By, = Tsa; + ysas + 25 as = ars X + bys y + cz5 Z (4a) Cl1v
Bis = —Tsa; —ysas + (25 + %) as = —axsX —bysy +c¢ (25 + %) Z (4a) Cl1v
By = ((E5+%) al—(y —%) astzsag = a($5+%) )‘(—b(y5—%) y+cziz (4a) Cl1v
Beo = —(zs—3)ar+(ys+3)as+ = —a(zs—3) &%+b(ys+3) I+c(z+3)2 (4a) Cl1v
(z5 + %) ag
By, = Tgay + Y as + 2 as = areX + byg y + cz6 (4a) Cul
By, = —zga; —ysas + (26 + 1) as = —azeX —bys ¥ + ¢ (26 + 3) 2 (4a) Cul
Bos = (ac(;—l—%) al—(yG—%) as+zgag = a(mﬁ—&—%) i—b(yﬁ—%) y+czz (4a) Cul
Boy = —(mg—%) a; + (yg—I—%) a+t+ = —a (x6— %) 5c+b(y6—|—%) v+c (26—1—%) Z (4a) Cul
(26 + 3) as
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