CrCl3(Hy0)g (J25) Structure:
A3BC6_hR20.167_e_b_{-001

This structure previously used the label(s) A3BC6_hR20_167_e_b_f. Calls to these addresses will be redirected here.
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Prototype CrCl3(H20)6

AFLOW prototype label A3BC6_hR20_167_e_b_f-001
Strukturbericht designation J29

ICSD 26138

CCDC 1601578

Pearson symbol hR20

Space group number 167

Space group symbol R3c

AFLOW prototype command aflow --proto=A3BC6_hR20_167_e_b_f-001
--params=a, ¢/a, T2, T3, Y3, ¥3

Other compounds with this structure
AlCl3(H20)

e The positions of the hydrogen atoms in the water molecules were not determined, so we only provide the positions of the
oxygen atoms (labeled as H20).

Rhombohedral primitive vectors

a; = %afc—%ay—i—%ci '
a; = Lay+icz

2 = 34Y T3
ag = —%af{—?aer%ci

Basis vectors
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Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2b) Crl
B, = %al + %ag + %33 = %Ci (2b) Crl
B3 = To Al — (1:2—%) agﬁ—%ag = %a(4x2—1)x—?3a(4x2—1) }A’—F%CZ (66‘) ClI
B, = t1a;+zay— (22— 1) a3 =  fa(dza—1) %+ §G(4$2—1) y+icz (6e) Cl1
B; = —(332—%) a1+ia2+x2a3 = —a (l‘g—i) )”c—&—ici (6e) Cll
Bg = —T9ay + (332 + %) as + %ag = %a (4zo + 3) X+ \2/;@ (1225 + 1) y+ %ci (6e) Cll
B7 %al — Toas + (1‘2 + %) as = % (4:172 — 1) X*ia (12262 + 5) %Ci (66) ClI
By = (za+3) a1+ 3a —asay a(x2+f)>“<+‘[ay+—cz (6e) Cl1
By = rza; +ysaz + z3a3 =  ga(rs—23) X— ﬁ a(rz —2ys +23) ¥+ (12f) HI
¢ (z3 + ys + 23) Z
BlO = zzay +x3az + Y3 as = —%a (y3 — 23) L (2563 — Y3 — 23) y + (12f) HI
éc(fﬂs + Ys + 23) 2
Bi1 = ysay + zzag + 3 ag = —sa(z3 —y3) X— f a(r3+ys—223) §+ (12f) HI
s¢(z 3+y3+z3) Z
B12 = — (2’3 — %) a; — (yg — %) ag — = %a (.733 — 23) + \fa (333 - 293 + Z3) y (12f) HI
(z3—1) a3 fc (2z3 + 2y3 +223—-3) Z
Bz = *(y?)* %) a; — (963*%) az — = 7’a(y3*23) X*£ (2w3 —ys —23) ¥ — (12f) HI
(23— 1) a3 te(2w3 + 2y3 +223—-3) Z
By = —(zs—3)a—(s—3)as— = —Za(zs—ys) x+%a(x3+y3—2zg) y— (12f) HI
(ys — %) a3 tc(2w3 +2y3 + 223 — 3) 2
Bis = —T3a; —yzas — 2383 = —a(rz— 23) R+ Y3a (13— 23 + 23) § — (12f) HI
*C (3 + Y3 + 23) 2
Bie = —Zza; —T3zaz —Yyzag = %a (ys — 23) X — f a(2x3 —ys3 —23) ¥ — (12f) HI
¢ (z3 + Y3 + 23) Z
Bir = —Ys3ay —zzaz —T3ag = % (z3 —y3) X \éga (3 +ys —223) § — (12f) HI
%C(Is + ys + z3) 2
B18 = (2’3 + %) a; + (y3 —+ %) as + = ($3 — 23) — —a (5133 — 2y3 + 23) y+ (12f) HI
(r3+ 1) a te(2as —|—2y3+223+3)
By = (ys+ %) ar+ (x5 +3) ax + = la(ys—z) %+ %a (223 —ys —23) ¥ + (12f) HI
(23 + %) a3 Lle(2w3 +2ys +223+3) 2
By = (zs+3) a1+ (s3+3) aa+ = sa(zs— y3) % — Y3a (w5 +ys —223) ¥ + (12f) HI
(ys+3) a3 tc(2w3+2y3 + 225+ 3) 2
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