Zabuyelite (LioCOg3) Structure:
AB2C3 m(C24 15 e f ef-001
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Prototype CLiyOs3
AFLOW prototype label AB2C3_.mC24_15_e_f_ef-001
Mineral name zabuyelite
ICSD 100324
Pearson symbol mC24
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=AB2C3_mC24_15_e_f_ef-001
~Tparams=a, b/a7 C/a, 6, Y1,Y2,23,Y3, 23, T4, Y4, 24

Base-centered Monoclinic primitive vectors

a; = tax—1by
az = %af(+%by
ag = ccosfBX+csinfz

Basis vectors


https://aflow.org/p/JF5W
https://aflow.org/p/AB2C3_mC24_15_e_f_ef-001

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = —y1 a; +y1a2+ia3 = iccosﬁi—i—byly—i—icsinﬁi (4e) CI
B, = ylal—ylag—k%ag = %ccosﬁ&—bylyﬁ-%csinﬁi (4e) CI
B; = —yo aj +y2a2+ia3 = iccosﬂfﬂ—bygy—kicsinﬁi (4e) OI1I
By = ygal—ygaQ—l—%ag = %ccosﬂi—bygy—i—%csinﬁi (4e) OlI
B; = (x3 —y3) a1 + (23 + y3) as + = (axs + czzcos B) X+ bys§ + czzsin 52 (8f) Lil
Z3 as
Be = —(z3+ys)a—(z3—y3)a— = — (az3+c (23 — 1) cosB) X+ byz § — (8f) Lil
1 1 . N
z3— 3) ag c(z3— 3)sinfBz
Br = —(z3—y)a—(z3+ys)az— = —(az3+cezcosf)X—bysy —cz3sinfz (8f) Lil
Z3 as
Bs = (z3+ys)ar+(z3—ys3)a+ = (axs +c(z3+ 5) cos B) X —bys§ + (8f) Lil
(33“'%) as 6(23—1—%) sin 82
Bg = (174 — y4) a; + (.Z‘4 + y4) as + = (CLI4 + cz4 COS B) X+ by4 5’ + cz4 sinﬂi (8f) OlIl
Z4 a3
Bio = —(zatuys)ar—(va—ys)az— = —(azs +c(2a— ) cos B) X+ bys § — (8f) ol
z4—%) as c(z;;—%)sinﬂi
Biis = —(r4—ys)a—(wat+ys)as— = —(axg+czgcosf)XR—bysy —czysinfBz (8f) O1II
Z4 Q3
B, = (x4 +ya) a1 + (v4 — ya) ag + = (ax4 +c (24 + %) cos ﬁ) X—bysy + (8f) O1II
(21 +3) a3 c(za+ %) sinBz
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