LiOH-H,0 (B36) Structure:
A3BC2.m(24 12 ij g hi-001

This structure originally had the label A3BC2.mC24_12_ij h_gi. 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/T76D
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Prototype H3LiOs

AFLOW prototype label A3BC2.m(C24_12_ij_g_hi-001
Strukturbericht designation B36

ICSD 9138

Pearson symbol mC24

Space group number 12

Space group symbol C2/m

AFLOW prototype command  aflow --proto=A3BC2_mC24_12_ij_g_hi-001
~Tparams=a, b/a7 C/CL, 57 Y1,Y2,23,23,T4, 24, L5, Y5, 25

e The structure given in Strukturbericht (Herrmann, 1943) does not list the hydrogen positions, instead giving positions for
Li, OH and H50. (Alcock, 1971) found the hydrogen positions.

Base-centered Monoclinic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a1 + 1 a = b ¥ (4g) Lil
B, = yra; —yiaz = —by y (4g) Lil
Bs = —ysay +y232+%33 = %ccosﬁi—i—bygy—l—%csinﬁi (4h) OlI
B, = ygal—ygag—l—%ag = %ccosﬁi—bygy—i—%csinﬁi (4h) OI1
Bs = T3a, + r3ag + z3as = (axs + czzcos f) X+ czgsin Sz (41) HI
Bg = —x3a] — T3ag — 23 a3 = — (axs 4 cz3cos ) X — czgsin S 2 (4) HI
B, = Tga1 + 1489 + 2423 = (axy 4 cz4co8B) X+ cz4sinf 2 (4i) O1II
Bg = —Zga1] — Tg a9 — 24 A3 = —(axg+ czqgco8B) X — cz4s8in Bz (4i) OlII
By = (x5 —ys) a1 + (x5 + y5) a2 + = (axs + czscos B) X+ bys§ + czssin 5z (8j) HII
%5 as
Bio = —(z5+ys)a;—(z5—ys)aa— = —(axs+czscosf) X+bysy —czssinfz (8j) HII
%543
Biin = —(ws—ys)ar— (w5 +ys)az— = —(aws+czscosf) X —bysy — czssin B2 (8j) HII
z5ag
Bix = (x5 +ys) a1 + (v5 — y5) as + = (axs + cz5co88) X — bys § + cz5s8in S Z (8j) HII
%5 as
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