B-CuAlCly Structure:
AB4C_oP24 33_a_4a_a-001
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Prototype AlCL,Cu

AFLOW prototype label AB4C_oP24_33_a_4a_a-001
ICSD 165607

Pearson symbol oP24

Space group number 33

Space group symbol Pna2,

AFLOW prototype command aflow —-proto=AB4C_oP24_33_a_4a_a-001
—Tparams=a, b/a7 C/a/y T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

Other compounds with this structure
(-CuAlClyBry, 8-CuAlCl3Br, 8-CuAlCIBrs, S-CuGaCly

e This is a meta-stable structure of CuAlCly. The ground state is the tetragonal a-CuAlICly structure!

Simple Orthorhombic primitive vectors
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a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = rya; + yias + 21 a3 = ar1X+byy+cz1 2 (4a) All
B, = —zia; —yras+ (21 + 1) a3 = —az1 X — by §+c (21 + 1z (4a) AlT
Bs = (m1+3)ai—(y1—1%)axtzia; = a(zi+3)&=byp1—2)y+enz (4a) All
By = —-(@m-Ya+m+i)at+r = —a@m-3)x+b(ni+3)9+c(a+3)2 (4a) AlT
(21 + %) as
B; = Toa + ysas + 2o as = aro X +bysy +czoZ (4a) Cll
Bsg = —roa; —ysas + (zz + %) as = 7@(1725(*by25’+0(22+ %) Z (4a) Cll
B = (m—l—%) al—(yg—%) as+zpa3 = a(:rg—k%) )‘(—b(yg—%) y+czni (4a) ClI
Bg = —(:I:g—%) a; + (yg—f—%) a+ = -—a (gcg— %) 5(+b(y2+%) v+c (Zg—f—%) Z (4a) Cll
(22 + %) as
By = r3a; + yzas + 23 as = ar3X +bysy + cz3 Z (4a) ClII
Bio = —zza; —ysas+ (23 + 1) a3 = —azsX —bysy +c(zs+3) 2 (4a) ClII
Bi1 = ((E3+%) al—(y3—%) as+zzaz = a(mg—k%) )‘(—b(y;j—%) y+czz (4a) Cl1II
B, = — (acg — %) a; + (y3 + %) as + = —a (.’L’g — %) X+b (y3 + %) v+c (23 + %) Z (4a) Cl1I
(23 + 3) as
Bz = Tga; + ygas + 24 a3 = ars X +bysy + cz4 (4a) Cl III
By = —x4a;] —ygas + (z4 + %) as = —axsX—bysy+c (Z4 + %) Z (4a) Cl III
Bis = (za+3)ai—(ya—3) astzgaz = a(zs+3)%—blys—3) y+cuz (4a) Cl III
Big = —(m—%) a; + (y4—|—%) a+ = -—a (J:4— %) 5c+b(y4—|—%) v+c (24—1—%) Z (4a) Cl 111
(24 + 3) a3
By = Tsay + ysag + 25 as = ars X + bys ¥ + cz5 Z (4a) Cl1v
Bis = —zsa; —ysas+ (25 + 1) a3 = —azs X —bys§ +c (25 + 3) 2 (4a) Cl1v
By = (l‘s-i-%) al—(y —%) as+zsag = a($5—‘r%) &—b(y5—%) v+ 25z (4a) Cl1v
By = —(a:5—%) a; + (y5—|—%) a+t+ = —a (x5— %) &+b(y5+%) v+c (25—1—%) Z (4a) Cl1v
(25 +3) a3
By, = Tgai + Ygas + 26 as = axe X + by y + cz¢ Z (4a) Cul
By, = —xga; — ygas + (26 + %) as = —axgX —bys ¥y + ¢ (26 + %) Z (4a) Cul
By = (q:ﬁ—i—%) al—(y —%) as+zgag = a(x(;—&—%) &—b(yg—%) ¥+ cz6Z (4a) Cul
Boy = —(336—%) a; + (y6—|—%) aa+ = -—a (1;6— %) &—!—b(yg—k%) v+ec (26—1—%) Z (4a) Cul
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