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

This structure originally had the label A3BC6_hR20_167_e_b_f. Calls to that address will be redirected here.
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Prototype CrCl3(H20)g
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AFLOW prototype label A3BC6-hR20.167_e_b_f-001

Strukturbericht designation J2,
ICSD 26138
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, c/a, Ta, T3, Y3, 23

Other compounds with this structure

AICI;(H,0)g

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 HyO).

Rhombohedral primitive vectors

a; = %af( % y—i—%ci
az = % ay + 3¢z
as = —itax—Bay+ies
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2b) Crl
B, = %al + %ag + %33 = %ci (2b) Crl
B; = Toay — (l‘g—%) ag+%a3 = éa(4x2—1)x—§a(4x2—l) S’—Fici (66) ClI
B4 = %al + T2 a2 — (IQ—%) as = %a(4x2—1)5<+ ?304(4.%2—1) }A’—F%CZ (66‘) ClI
Bs = — (22— 1) a1+ 1as+ 2223 = —a(ze— 1) X+ 1c2 (6e) Cl1
Bg = —x9a; + (x2 + %) as + %ag = —%a (4xo + 3) )A(—i—ga (1220 +1) y+ %ci (6e) Cll
B, = %al — T9ag + (xg + %) as = —%a (4zy — 1) X—Q—fa (1225 +5) y+ %ci (6e) Cll
Bs = (z2+3) a1+ §a; — zp a3 = a(r2+3) X+ Fay+ 502 (Ge) cil
Bg = r3al +Yysas + z3as = %a (.’Eg —23) X — \ég (1’3 —2y3+23) S’-f— (].Qf) HI
%C (w3 4+ys + 23) 2
Bio = zz3a; +r3az +yszas = —%a(yg —23) X+ f a(2r3 —yz —23) ¥+ (12f) HI
%C (73 + ys + 23) Z
Bi1 = ysay + zzaz + 3 a3 = —ja(ws—ys) R— %a (3 +y3 —223) §+ (12f) HI
%c(x;j +ys + 23) Z
B12 = —(2’3—%) al—(y —%) ag — = %a(l‘3—23>)’\(+ ‘éga( 3—2y3+23) (12f) HI
(r3— 1) a3 5¢(2w3 + 2ys + 223 — 3) 2



V3 o —

Bis = *(ZJ?)* %) ap — (ngé) a—- = *%a(y:S*Z:s) )2773@(2333*y3*z3) y (12f) HI
(25— 1) a te(2w3+2y3 + 225 — 3) 2
B14 = —(1'3—%) al_(z3_%) as — = —%a($3—y3) §<+§a(x3+y3—2z3)y— (].Qf) HI
(ys — 1) a tc(2w3+2y3 + 223 — 3) 2
Bis = —ZTza; —Ysaz — z3ag = —%a (v3 — 23) X+ ?a (z3 —2ys +23) ¥ — (12f) HI
sc(za+ys+23) 2
Bis = —%Z3a1 —Tzaz —Ysas = %a (ys —23) X — ?a (223 —ys —23) § — (12f) HI
%C(fﬂs + Y3 + 23) 2
Bir = —ysa; — z3ay — T3 a3 = la(ws—ys) X+ Fa(vs+ys —223) ¥ — (12f) HI
sc(z3+ys+23) 2
Bis = (s+i)ar+(+i)a+ = —la(ws—z)%—La(ws—2y+z) 9+  (126) HI
(z3+ 1) as te(2w3 +2y3 + 225 + 3) 2
Bio = (p+dar+(@m+d)at+ = las—z)%+Ba@us—yp—z) 9+  (126) HI
(25 + 1) ag tc(2w3+2y3 + 225+ 3) 2
By = (ms+3)ai+(sm+i)a+ = lal@s—ys)%x—Lalwst+ys—22)y+  (120) HI
(y3+ 1) a3 tc(2w3 +2y3 + 223+ 3) 2
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