D013 (AICl3) Structure (Obsolete):
AB3 hP4 164 a bd-001

This structure originally had the label AB3_hP4_164_b_ad. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype AlCl;

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

ICSD 155670

Pearson symbol hP4

Space group number 164

Space group symbol P3ml

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

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 AICl3 structure to the one found by
(Ketellar, 1935), and designated it as|D0y5. Neither of these structures is currently accepted. The accepted structure is
body-centered orthorhombic, space group C2/m#12.
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Trigonal (Hexagonal) primitive vectors

a1 = lagx-Bay
ap = %a X+ éa vy
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) All
B2 = % as %Cz (lb) ClI
B; = laj+2ay+ 28 lag+Bay+ ez (2d) Cl1I
By = Za,+Llay — 22y lag —Lay —cxi (2d) Cl 11
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