LaHy¢ High-T. Superconductor Structure:
A10B_cF44 225 ¢t a-001

This structure originally had the label A10B_cF44_225_cf b. 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.

https://aflow.org/p/8F2Q

https://aflow.org/p/A10B_cF44_225_cf_a-001

Prototype HigLa

AFLOW prototype label A10B_cF44 225 _cf_a-001
ICSD none

Pearson symbol cF44

Space group number 225

Space group symbol Fm3m

AFLOW prototype command aflow --proto=A10B_cF44_225_cf_a-001
--params=a, T3

e This structure was predicted by (Liu, 2017) as a possible near-room-temperature superconductor at pressures above 200
GPa. Its existence was confirmed by (Geballe, 2018).

e The lattice constant a = 4.78A is taken from (Liu, 2017) prediction at 300 GPa. (Geballe, 2018) found a = 5.09A at 172
GPa.

e (Liu, 2017) give a list of hydrogen positions which are not compatible with space group F'm3m #225. The positions we
assigned are consistent with the work of (Geballe, 2018).
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Lal
B, = ial—f—iag—i—iag iai—f—iay—i—iai (8c) HI
B; = Sa;+32ay+2ag 3a%+3ay+3a2 (8c) HI
By, = T3a; + r3as + r3a3 ax3X +axr3y +axrsz (32f) HII
Bs = r3a; + r3as — 3r3as —ax3X —ar3y +axzz (32f) HII
Bg = Tga; — 3Tr3as + T3 as —ar3X +axr3y — axr3z (32f) HII
B, = —3x3a; +x3as + r3a;3 arzX —ar3y — axsZ (32f) HII
Bg = —x3a; — r3as + 3r3as ax3X +axrsy —axrsz (32f) HII
By = —x3a; — r3as — T3 a3 —ax3X —ar3y —ax3z (32f) HII
Bio —z3a; + 3zr3ay — T3a3 ar3X —axrsy + axsz (32f) HII
Bi1 = 3r3a; — r3as — r3as —ar3X+ar3y + axsz (32f) HII
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