CrCls (D0y4) Structure:
A3B hP24 151 3¢ 2a-001

This structure originally had the label A3B_hP24_151_3c_2a. Calls to that address will be redirected here.
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Prototype Cl3Cr

AFLOW prototype label A3B_hP24_151_3c_2a-001
Strukturbericht designation D0y

ICSD 33578

Pearson symbol hP24

Space group number 151

Space group symbol P3,12

AFLOW prototype command aflow --proto=A3B_hP24_151_3c_2a-001
—~params=a, C/Cl, X1,T2,T3,Y3,23,T4,Y4,24,T5,Y5, <5

Other compounds with this structure
CrBrs, Crls, a-AlCl3, a-RuCls



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/5EPG
https://aflow.org/p/A3B_hP24_151_3c_2a-001

e This structure may also be found in the enantiomorphic space group |[P3212 #153. The ICSD entry for this structure is in

that space group.

Trigonal (Hexagonal) primitive vectors

a; = jzak-— ?ay *
as = %a}“{ + @ay
ag = cZ N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = ria; —rias + %33 = —\/§a$1y+ %Ci (3&) Crl
B, = r1a; + 2z, as + %ag = %aiﬂlfi+ §0Z1y+ %cﬁ (3a) Crl
B; = —2x1a; — x1 Ay = —%axl X+ @axl y (3a) Crl
B, = Toa] — T ag + % as = —\/gafl,‘g v+ %Ci (33) CrlI
Bs = Toay + 2xeas + % as = %a:vg X+ @azg v+ %ci (3a) CrlI
Bg = —2x9a; — To ay = f%axg X+ @amg y (3a) CrlII
B, = r3a; + y3as + 23 as = la(vs+ys) % — ?a(‘rg —ys3) ¥ +cz3Z (6¢) Cll
Bg = —ysa; + (x3 —y3) a2 + = %a (x3 —2y3) X+ ?axgy +ec (23 + ) (6¢) Cll
(23 +3) a3
By = — (3 —y3) a1 —x3a + = —5a(2w3 —y3) X — §Gy35’ + (6¢) Cl1
(23 + %) as l0(323 +2)z
Bio = —ysa; —xzay — (23— 2) ag = sa(zs + y3) X - ?a (1‘3 —y3) ¥ — (6¢) Cll
1c(323—2) 2
By, = — (73 —y3) a1 +yzaz — = % (—x3 + 2y3) X+LGI3}’*C(Z3* %) z (6¢) Cl1
(25— 3) as
B2 = r3a; + (r3 —y3) az — z3 a3 = 50 (2w3 —y3) X — @aysf’ —cz3% (6¢) Cl1
Bz = Tgay + ygas + 24a3 = %a(x4 +yq) X — ?a (x4 —ya) ¥+ cza2 (6¢) Cl1I
Bis = —ysay + (v4 — ya) ag + = fa(zq—2y) X+ %auy +e(z+3)2 (6¢) ClII
(2’4 + %) as
Bis = — (24 —ys) a1 — g8 + = —2a (224 —ys) X — @ay@? + (6¢) Cl1I
(2a+3) as le(324+2) 2
Bis = —Ysay —Tgaz — (Z - %) as = —50a ($4 + y4) X - @a ($4 - y4) V- (GC) Cl1I
1c(324—2) 2
By = — (4 —ys) a1 +ygag — = sa(—wq4+2ys) X+ ‘[amy —c(z — %) z (6¢) CllI
z4— 3) a3
Bis = z4a + (x4 —yq) az — z4 a3 = sa(2xy —yq) X — ?ay;; YV —cziZ (6¢) Cl1I
Blg = Trsa; + Ysaz + z5as = %CL (I5 +y5) X — @a (:175 7y5) y+CZ52 (GC) Cl III
By = —ysay + (5 —ys) az + =  la(ws—2y5) X+ faxg,y +c(z+3)2 (6¢) ClII
25 + %) as
B21 = —(z5 —ys) a1 — w5282 + = (2335 —ys) X — ia% y+ (6¢) ClIII
(35+2)a 1c(3254+2) 2
By = —yYsa; — T5ag — (25 — %) as = —sa(xs+ys) X— ?a (x5 —ys5) ¥ — (6¢) Cl 111

3c(325 — 2) 2


https://aflow.org/p/A3B_hP24_153_3c_2a-001

Bas = —(1;5 —ys) a; +ysaz — = %a (71‘5 +2y5) X+ 730,.1’55776(25 — %) Z (GC) Cl III

(25— 3) as
B2y = r5ar + (T5 — Ys) a2z — 25 a3 = 3a(2x5 —ys) X — ?aysf’ — 25 % (6¢) Cl1II
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