~v-PdCly Structure:
A2B_ mP6_14 e_a-001

This structure originally had the label A2B_mP6_14_e_a. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: [10.1016/j.commatsci.2018.10.043

https://aflow.org/p/KIAG

https://aflow.org/p/A2B_mP6_14_e_a-001

Prototype

ClPd

AFLOW prototype label
ICSD

A2B_mP6_14_e_a-001

421221
Pearson symbol mP6
Space group number 14
Space group symbol P2, /c

AFLOW prototype command aflow —-proto=A2B_mP6_14_e_a-001

e PdCl; is known to exist in four different structures at ambient pressure (Evers, 2010):
— lorthorhombic a-PdCls,
— rhombohedral 5-PdCl,,

— monoclinic v-PdCly| (this structure), and
— monoclinic 6-PdCls.

e (Evers, 2010) place the palladium atoms on the (2c) Wyckoff position. We have shifted the origin so that the palladium
atoms are at the (2a) position.

e Data was taken at 300K.


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/K9AG
https://aflow.org/p/A2B_mP6_14_e_a-001
https://aflow.org/p/A2B_oP6_58_g_a-001
https://aflow.org/p/A2B_hR18_148_2f_f-001
https://aflow.org/p/A2B_mP6_14_e_a-001
https://aflow.org/p/A2B_mP6_10_mn_bc-001

Simple Monoclinic primitive vectors

a2
alLaa
a; = ax
as = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Pd1
B, = %ag—l—%ag = %ccosﬁfc—i—%by—i—%csinﬁi (2a) Pd 1
B; = Toa + ysas + 2o as = (axg + czacosB) X+ by2§ + czosin 5z (4e) Cll
B, = —zoar+ (y2+3) a2 — = — (azs 4+ (22 — %) cos B) X+ (4e) ClI
(2 1) o o+ 2) 9 e (5 - 3)sing
By = —Zoa] — Yo ag — 2o a3 = —(axg+czacosf) X —bys § — czosin Bz (4e) ClI
Bg = mgal—(yg — %) ag+(22+%> ag = (GIQ-"-C(ZQ—F%) cosﬁ) X — (4e) Cll

b(y —%) §+c(zg+%)sinﬁi
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