Predicted LiosMgH 4 300 GPa Structure:
A16B2C_hP19.164 2d2i_d_a-001

This structure originally had the label A16B2C_hP19_164_2d2i_d_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/LLDQ

https://aflow.org/p/A16B2C_hP19.164_2d2i_d_a-001

Prototype HigLioMg

AFLOW prototype label A16B2C_hP19.164_2d2i_d_a-001
ICSD none

Pearson symbol hP19

Space group number 164

Space group symbol P3m1

AFLOW prototype command  aflow --proto=A16B2C_hP19_164_2d2i_d_a-001
—~params=a, C/a/v 224,23, %4,T5,25,T6, 26

e This structure is predicted to be the zero-temperature ground state of LioMgH1¢ at 300 GPa. It is of primarily of interest
because a metastable cubic structure with the same composition iis predicted to be superconducting at 250 GPa with
T, =430 — 473K.

Trigonal (Hexagonal) primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Mg T
B, = %a1+%a2+zQa3 %ai+%ay+czgz (2d) HI
B; = %al+%32—2233 %ai—ﬁsay—cr@z (2d) HI
B, = ta;+ 2as+ 2343 %a)‘c-s—?ay—i—czsz (2d) HII
B; = 2a;+ ta; —23a3 %ai—%ay—cz;;z (2d) HII
Bg = %a1+%a2+24a3 %ai+§ay+024z (2d) Lil
B, = §a1+%a2—z4a3 %ai—?a&—cz;@ (2d) Lil
Bg = Tsa) — Tsas + 25 as —V3Baxs § + cz5 2 (61) H III
By = r5ay + 2x5as + 25 ag %ax5 X+ @a% V+czz (61) H III
B = —2x5a; — x5as + 25 as f%a% X+ §QI5 y+czz (61) H III
By = —x5a; + x5a — 25 ag V3axs§ — cz5 2 (61) H III
B, = 2r5a; + Tsas — 25 as %a:lc5 X — ?aa% ¥ —cz2 (61) H III
Bz = —x5a; — 27589 — 25 a3 —Bazs %k — LBarsy — cz52 (61) H 111
Bis = Tg a1 — Tg A + 26 A3 —V3azgy + cz6 2 (61) HIV
By = Tea; + 2z as + 26 as %axm”c%— @axﬁy—kczﬁi (61) HIV
Big = —2x6a1 — Tgas + 26 as —%axg X+ ?awa v+ cz6Z (61) HIV
By = —Tga] + Tgay — 26 a3 V3azgy — cz6 2 (61) HIV
Bis = 216 a1 + Tgas — 2g a3 %axﬁ X — §GI6 Y —cz52 (61) HIV
Big = —Tga; — 2x6ay — 26 A3 —%axﬁ X — ?ax(; Yy —cz2 (61) HIV
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