a-L1105 Structure:
ABC3_hP10.173_b_a_c-001

This structure originally had the label ABC3_hP10_173_b_a_c. Calls to that address will be redirected here.
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Prototype 1LiO3
AFLOW prototype label ABC3_hP10_173_b_a_c-001
ICSD 14377
Pearson symbol hP10
Space group number 173
Space group symbol P63

AFLOW prototype command aflow --proto=ABC3_hP10_173_b_a_c-001

~Tparams=a, C/a) 21,%22,3,Y3, 23

e LilOj3 is known to exist in three forms:


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/DF6Y
https://aflow.org/p/ABC3_hP10_173_b_a_c-001

e «-LilOg, stable below 470K:

— (Zachariasen, 1931) originally determined that the structure of a-LilO3 was in space group P6322 #182, which
(Hermann, 1937) designated Strukturbericht E23.

— (Rosenzweig, 1966) subsequently determined that this structure was incorrect because of the small sample size, and
determined that the true structure was in space group P63 #173. (this structure)

(B-LilOg), stable from 573K up to the melting point at 708K.

~-LilOg, stable between the a- and B-phases, with an orthorhombic structure in space group Pna2; #33.

e The ICSD entry uses a = 5.485A rather than the value 5.1815A found in (Rosenzweig, 1966). This is perhaps influenced
bo (De Boer, 1966) (ICSD 14344) and the original work of (Zachariasen, 1931), who both found values nearer 5.48A. For
now we will continue to use 5.1815A.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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