02-L1Co0O, Structure:
ABC2_hP8&8_186_b_b_ab-001

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 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/5BYD

https://aflow.org/prototype-encyclopedia/ABC2_hP8_186_b_b_ab-001

Lo,
! Qo

i sl

-

.\3

Prototype CoLiOq

AFLOW prototype label ABC2_hP8_186_b_b_ab-001
Pearson symbol hP8

Space group number 186

Space group symbol P6smc

AFLOW prototype command  aflow --proto=ABC2_hP8_186_b_b_ab-001

--params=a, c/a, 21, 22, 23, 24

e LiCoO, structures are defined by the stacking arrangement of the edge-shared CoOg octahedra. In addition, the O3 and
04 structures may have stacking faults. (Yabuuchi, 2013) prepared all of these structures by treating |“OP4”-LiNaCos0y4
using ion-exchange in aqueous media.
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— In |02-LiCoOy (this structure) the octahedra are stacked in an alternating cubic/hexagonal arrangement.
— In O3-LiCoOg3 the octahedra are stacked in a cubic arrangement, taking on the a-NaFeOo| structure.
— In 0O4-LiCoO+ the octahedra alternate between O2 and O4.

e (Delmas, 1982) give the composition of this sample as Lip.93C007 9. They state that the system is in space group P3ml
#156, but the coordinates they give imply that all of the lithium and cobalt atoms are in equivalent positions, and the
space group becomes P63mc #186.

e Space group P63mc #186 does not specify the origin of the z-coordinate. We fix it here by setting zo = 0.
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