B-PdCly Structure:
A2B_hR18_148_2f £-001

This structure previously used the label(s) A2B_hR18_148_2f_f. Calls to these addresses will be redirected here.
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ICSD 404624


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/8GMP
https://aflow.org/prototype-encyclopedia/A2B_hR18_148_2f_f-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=404624&DatabaseToSearch=ICSD

CCDC 1725112

Pearson symbol hR18
Space group number 148
Space group symbol R3

AFLOW prototype command aflow --proto=A2B_hR18_148_2f_f-001
—~params=a, c/a, x1,Y1,%1,22,Y2,22,T3,Y3, 23

e PdCl; is known to exist in four different structures at ambient pressure (Evers, 2010):

— orthorhombic a-PdCly,

— rhombohedral S-PdCly| (this structure),
— monoclinic y-PdCls| and

— monoclinic -PdCls.

e (Dell’Amico, 1996) did the original assessment of the crystal structure of -PdCly, but it is difficult to determine the
Wyckoff positions from this paper. We relied on (Villars, 2010) for the Wyckoff positions.

Rhombohedral primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B = r1a1 + Yy as + 21 as = %a(xl—zl))‘c—%ga(xl—2y1+zl)y+ (6f) Cl1
sel@+y+21) 2
B, = z1a; +x1az + ¥y as = —%a(yl—zl)X+\[a(2$1—y1—21)}’+ (6£) ClI
%6(331 +yi+21) 2
B; = y1a; + 21 as + 1 as = f%a(xlfyl)f(fga(m +y1—221) y+ (6f) Cll
%c(xl +y1+21) 2
B, = —r1a; — Yy as — 21 a3 = —%a(ml —z1) x—l—‘fa(atl —2y1+21)§ (6f) Cll
(@1 4+y1+21) 2
Bs = —z1a; —r1az — Y as = za(y— =) 5<*§a(2$1*y1 —21) ¥ — (6f) Cl1
%c(ml +y1+21) 2
Bse = —y1a; — z1ag — T ag = la(m—wy) %+ La(zi+y —22) § - (6f) Cl1
sc(@r 4y +21) 2
B, = Toaj +Ysas + z2as = %a($2—22) X — \/Tga,($2 —2y2+22) S’—F (6f) ClII
%C (1172 +y2 +2’2) 2
Bs = z9aj + Toas + Yo as = —%a(yg—ZQ) X+ %a@xz—yg—zz) v+ (6f) Cl1I

zc(2 4+ Y2 + 22) 2
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Bg = Y2 a +22 ag +CC2 as = 7%& (1‘2 7y2) )A(*%a (1'2 +y2 *22’2) 5’+ (Gf) Cl II
tc(za+ys+22) 2

By = —Tza; —Y2az — 2243 = —%a (2 — 22) X+ \/g a(zs —2y2+22) § (6f) ClII
3¢ (@2 + Y2+ 22) Z

Bi1 = —Zg2a1 —Z2az — Y283 = ga(ya—2) X — ?a (202 —y2 — 22) § — (6) cH
sc(@a+y2+22) 2

Bz = —ysa1 — z2ay — T2 a3 = la(ma—wp) %+ La(za+yo—22) ¥ (6f) i
sc(za+y2+22) 2

Bz = rzaj +Yysag + z3as = %a (.%‘3 —23) X — \/?ga (.233 —2y3+23) v+ (6f) Pd 1
se(x3+ys+ 23) 2

B14 = zZza; +r3az + ysas = —%a (yg —23) X+ %a (21[,’3 — Y3 —23) y+ (Gf) Pd 1
s¢(z3+ys+ 23) 2

Bis = Yysai +zzag + T3as = —ila(zs—ys) x——a(xg—s—yg —223) ¥+ (6f) Pd1
sc(za+ys+23) 2

Big = —Iza; —Yysaz — 23as = % ($3 - 23) X+ f ($3 —2y3 + 23) y— (Gf) Pd1
s¢ (a3 + Ys + z3) 2

By = —Z3a; —Z3zaz —Yszas = %a (y3 — 23) X — ia (223 —y3s —23) § — (6£) Pd1
3¢ (@ + Ys + 23) 2

Blg = —Ysa] —zZzag —Tr3as = %CL (1'3 - y3)1 )A( f (:173 + Ys — 223) (Gf) Pd I
3¢ (a3 + Ys + 23) 2
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