a-La (A3') Structure:
A hP4 194 ac-001

This structure previously used the label(s) A_hP4_194_ac. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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https://aflow.org/prototype-encyclopedia/A_hP4_194_ac-001
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Prototype La

AFLOW prototype label A_hP4.194_ac-001
Strukturbericht designation A3/

ICSD 43573

CCDC 1613057
Pearson symbol hP4

Space group number 194


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/9631
https://aflow.org/prototype-encyclopedia/A_hP4_194_ac-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=43573&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1613057&DatabaseToSearch=Published

Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=A_hP4_194_ac-001
--params=a, c/a

Other compounds with this structure
Am, Bk, Ce, Cf, Cm, Nd, Pm, Pr

e This crystal is close-packed, with stacking ABACABAC..., as opposed to ABAB... for the hcp (A3) structure and
ABCABC... for the fcc (A1) lattice. The (2a) crystallographic sites (the A layer) form a simple hexagonal lattice. The
(2¢) sites (the B and C layers) form an hep structure.

Hexagonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Lal
B, = 1a; = ica (2a) Lal
B; = %al—&—%ag—&—iag = %ai—i— %ay—i—ici (2¢) La II
B, = %al—&—%ag—&—%ag = %a&—?a&%—%ci (20) La II
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