a-PdCly (C50) Structure:
A2B_0oP6.58_g_a-001

This structure originally had the label A2B_oP6_58_g_a. Calls to that address will be redirected here.
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Prototype ClyPd

AFLOW prototype label A2B_oP6.58_g_a-001
Strukturbericht designation C50

ICSD 421213

Pearson symbol oP6

Space group number 58

Space group symbol Pnnm

AFLOW prototype command aflow --proto=A2B_oP6_58_g_a-001
--params=a, b/a, c/a, xa, Yo

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

orthorhombic a-PdCly (this structure),
rhombohedral 5-PdCls,

— monoclinic y-PdCls, and

— monoclinic 6-PdCls.

e We use the data taken by (Evers, 2010) taken at 100K. They implicitly place the Pd atoms at the (2b) Wyckoff position.
We have shifted the Pd atoms to the (2a) site.
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Simple Orthorhombic primitive vectors

a2
al
a; = aX
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Pd1
B, = %al—i—%ag—&—%ag = %ai—l—%by—i—%ci (2a) Pd 1
B; = Toag + Yo az = ars X + byz y (4g) ClI
By, = —xgoa; — Yo as = —areX —bys ¥ (4g) Cll
B = —(m-Ya+(pt+ti)a+ = —a(za— L) X+b(y2+3) 9§+ 3c2 (4g) Cl1
Bsg = (m—k%)al—(yg—%)ag—i-%ag = a(xg—k%)f(—b(y —%)y—kéci (4g) ClI
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