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This structure originally had the label A2B_hR18_148 2f f. Calls to that address will be redirected here.
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Prototype CloPd

AFLOW prototype label A2B_hR18_148_2f {-001
ICSD 404624

Pearson symbol hR18

Space group number 148
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Space group symbol R3

AFLOW prototype command aflow --proto=A2B_hR18_148_2f_f-001
—~params=a, C/a7 T1,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

ap = %a&—%ay—l—%ci
ap = %ay + 32
ag = —%af{— ?a v + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 as + 21 as = %a(ml—zl)i—%ga(xl—le +2z1) 9+ (6f) Cll
tc(@ 4y +21) 2
Bz = zZ1a; +x1az + Yy as = 7%a(y1721) X+ %a@xlfylle) y+ (Gf) ClI
%C(lﬂl +y1+21) 2
Bs = y1ar + 2z az +x1 ag = —%a(m—yl)i—?a(wl +y1—221) ¥+ (6f) Cl1
sc(@1+y+21) 2
B, = —ria; — ¥y a — 21 a3 = —la(x1—=) 5{—|—§a(1‘1—2y1+z1) v — (61) Cll
%0(1171 +y1+21) 2
Bs = —Zra; —riaz —yYiag = %a(% — 21) ’2—%@(2%1 —y1—21)§— (6f) Cl1
e+ +21) 2
Bs = —y1a1 —z1az —T1a3 = za(zi—y) ’A‘+§a($1+y1_2zl) y- (6) CH
%C(fﬁ +y1+21) 2
B, = Toay + ysas + 2o as = %a(xz —29) X — %ga(mg —2ys+29) ¥+ (6f) Cl1I
tc(wo+yo+22) 2
Bs = Zzar +r2az +y2a3 = —3a(y2— =) X+ ?‘1@%2—2%—22) y+ (6f) ClII
%c(xg +yo + 29) Z
By = Y2a1 +2z2az +T2a3 = *%a($2*y2) &*%a($2+y2*222) v+ (6f) Cl1I
sc(za+ya+22) 2
By = —Tpa] — Yp Ay — 29 a3 = —la(w2—2) %+ ?a (xa —2ys + 22) §— (6f) cru
sc(w2+y2+22) 2
Bix = —%Z2a1 —Z2az — Y233 = %a (Y2 — 22) X — ?a (229 —y2 — 22) § — (6f) Cla
%C(fcz + Y2 + 22) 2
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B2 = —Y2a1 —z2az — X243 = %a (x2 —y2) X+ ?a (z2+y2 —222) § — (6£) Clu
%C(mz + Y2 + 22) 2

Biz = zza; +ysaz + 23 as = ja(rs—23) X — \/Tga(l'g—2y3+23) v+ (6f) Pd 1
sc(zs+ys+23) 2

B14 = zzai + x3 a2—|—y3 as = —%a (yg —23) )A(—‘r ?a (2333 — Y3 —2’3) y+ (6f) Pd1
%0(173 +ys+23) 2

Bis = Ysap + zzaz +r3as = —%G(Z'{j—yg) &_ga(%-ﬁ-ys_%fﬁ) v+ (6f) Pd 1
s¢(z3+ys + 23) 2

Bie = —Z3ay —Ysaz —z3a3 = —%a (z3 — 23) X+ ?a (z3 —2ys +23) ¥ — (6f) Pd 1
%0(173 +y3 + 23) 2

By = —z3a; — T3as — Y3 a3 = %a(yg —23) X — §G(2$3—y3 —23) ¥ — (6f) Pd1I
sc(zs+ys+23) 2

Bis = —ysa; —z3az — T3a3 = a(zs—ys) X+ ?a (r34+y3 —223) § — (6f) Pd1
sc(za+ys+23) 2
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