Zabuyelite (LioCOg3) Structure:
AB2C3 m(C24 15 e f ef-001

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/JFE5W

https://aflow.org/prototype-encyclopedia/AB2C3_mC24_15_e_{_ef-001

Prototype CLis O3

AFLOW prototype label AB2C3.m(C24_15_e_f_ef-001
Mineral name zabuyelite

ICSD 100324

CCDC 1659467

Pearson symbol mC24

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=AB2C3_mC24_15_e_f_ef-001

—~params=a, b/a7 C/CL, 67 Y1,Y2,T3,Y3,23,T4,Y4, 24

Base-centered Monoclinic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1 ay +y1a2—|—ia3 = %ccosﬁf{—kbyly—kicsinﬁi (4e) Cl
B, = ylalfylang%ag = %ccosﬁifbyler%csinﬂi (4e) CI
Bz = —y2a1+y2a2—|—ia3 = iccosﬁi—i—bygy—i—icsinﬂi (4e) Ol
By = y2al_9232+%ag = %ccosﬁ&—bygyﬁ-%csinﬁi (4e) OI1
Bs = (xs —ys3) a1 + (3 +y3) az + = (axs + czzcos B) X+ bys§ + czgsin 5z (8f) Lil
Z3 as
Be = —(v3+y3)a—(r3—y3)a— = — (az3+c (23 — 3) cosB) X+ byz § — (8f) Lil
23—%) as c(zg—%)sinﬁi
By = —(z3—ys)ar—(r3+ys)as— = —(axg+czzcosP)X—bysy —czzsinfz (8f) Lil
Z3 as
Bsg = (zz3tys)art(zz—ys3)ax+ = (aws+c (23 4+ 3) cosB) X —bys§ + (8f) Lil
(Z3+%) az 0(23+%)Sin52
By = (rg —ya) ar + (g +ys) a2+ = (azy +czacos B) X +bys § + czysin B2 (8f) oIl
Z4 Ag
Bio = —(za+ys)a—(rg—wys)aga— = — (awg 4+ c (24 — 3) cos B) X+ bys § — (8f) on
24_%) as C(Z4—%)Sinﬂ2
B11 = — (IE4 — y4) a; — (1‘4 + y4) as — = — (CLSC4 + Cz4 COS ﬂ) X — by4 y — CZ4 sinﬂﬁ (Sf) O 11
Z4 a3
By = (x4 +yq) a1 + (x4 — y4) a2 + = (aac4 +ec (z4 + %) coS 5) X—bysy + (8f) O1II
(z4+%) az c(z;;—i—%) sin 32
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