D03 (AICl3) Structure (Obsolete):
AB3 hP4 164 a bd-001

This structure previously used the label(s) AB3_hP4_164 b_ad. Calls to these addresses will be redirected here.
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Prototype AlCl;

AFLOW prototype label AB3_hP4.164_a_bd-001
Strukturbericht designation D043

ICSD 155670

CCDC 1672271

Pearson symbol hP4

Space group number 164

Space group symbol P3m1

AFLOW prototype command aflow --proto=AB3_hP4_164_a_bd-001
--params=a, c/a, z3


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/K2MJ
https://aflow.org/prototype-encyclopedia/AB3_hP4_164_a_bd-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=155670&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1672271&DatabaseToSearch=Published

e This structure was suggested by (Laschkarew, 1930) and designated as Strukturbericht D013 by (Hermann, 1937).
However, in the next edition of Strukturbericht, (Gottfried, 1937) changed the AlCls structure to the one found by
(Ketellar, 1935), and designated it as D0;5. Neither of these structures is currently accepted. The accepted structure is
body-centered orthorhombic, space group C2/m#12.

Trigonal (Hexagonal) primitive vectors

al
‘a—z a3
a; = %afc — ga vy
ap = %af{ + @a vy @
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
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B, = 0 = 0 (1a) AlT
B, = 1ag = ica (1b) ClI
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