LiKSOy4 (H14) Structure:
ABC4D hP14 173 a b be b-001

This structure originally had the label ABC4D_hP14_173_a_b_bc_b. Calls to that address will be redirected here.
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Prototype KLiO4S

AFLOW prototype label ABC4D_hP14.173_a_b_bc_b-001
Strukturbericht designation Hl,

ICSD 48136

Pearson symbol hP14

Space group number 173

Space group symbol P63

AFLOW prototype command aflow --proto=ABC4D_hP14_173_a_b_bc_b-001
—Tparams=a, C/a, 21,22, 23,%4,T5,Y5, 25



http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/F86C
https://aflow.org/p/ABC4D_hP14_173_a_b_bc_b-001

e As there is no center of symmetry in the structure, the point z = 0 can be set arbitrarily. Following (Bhakay-Tamhane,

1984) we set z; = 0.

e While Struckturbericht symbols H1y, Hls and H1y are identical with S1;, S15 and S1s, respectively, there is no
connection between this structure and \S14, garnet (A2B3C12D3_c1160-230_a_c_h_d).

Hexagonal primitive vectors

a3 = %afc — @ay
as = %af{ + @ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (2a) KI
B, = (21 + l) as = (21 + l) Z (2a) KI
B; = 7a1—|— 2a, + 29853 = % X+ ‘fay—i—czgz (2b) Lil
B, = 2a;+3as+ (22+3) a3 = %a&—%ay+c(zg+%)i (2b) Lil
B = %a1+%a2+z3a3 = %ai—%?ajw—czgz (2b) OI1I
Bg = %a1+%a2+(23+%)a = %ai—%ay—i—c(i;g—i—i)z (2b) Ol
B, = %a1+%a2+z4a3 = %afc—&—?ay—i—czzlz (2b) S1I
Bg = %a1+%a2+(z4+%)a3 = %ax—‘fay+c(24+ ) (2b) SI
By, = Tsa; + ysag + 25 az =  la(zs+ys) k- @a(% —ys) ¥+ cz5 2 (6c) oIl
Bio = —ysay + (5 — ys) az + 25 as = la(zs —2ys) X+ @axg, ¥+ czs2 (6¢) oIl
B — (x5 —ys5) a1 — x5 a3 + 25 a3 = —50 (25 —y5) X — f aysy + cz5 7 (6¢) O1II
B = —r5a; — ysas + (z5 + %) as = —%a (x5 +ys) X+ % alxs —ys) y+ (6¢) O1II
c(z+3) 2
Bis = ysai—(25—ys) act+(z5+3) a3 = sa(—as5+2ys) X— L sy+e(zs+i)z (6¢) oIl
Bis = (v5—y5) aitzs a2+(25 + %) ag = za(2z5—ys5) X i Ys ¥ +c ( + %) Z (6¢) Ol
References

[1] S. Bhakay-Tamhane, A. Sequiera, and R. Chidambaram, Structure of lithium potassium sulphate, LiKSOy: a neutron diffrac-

tion study, Acta Crystallogr. Sect. C 40, 1648-1651 (1984), doi:10.1107/S0108270184009045.


https://aflow.org/p/A2B3C12D3_cI160_230_a_c_h_d-001
https://doi.org/10.1107/S0108270184009045

