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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 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

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

https://aflow.org/prototype-encyclopedia/A4BC2_-mC28_15_2f_e_{-001

) 9. 9. O ] P
: g{ \:g\ \g :
b v J J/ ) J
| 9 o O 0 o

Prototype Cl4SSms

AFLOW prototype label A4BC2.m(C28_15_2f e_{-001
ICSD 89534

CCDC 1649200

Pearson symbol mC28

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A4BC2_mC28_15_2f_e_£f-001
——params=a, b/a, C/CL, 67 Y1,T2,Y2,22,23,Y3,23,T4,Y4, 24

Other compounds with this structure
GdaSCly

e (Miiller, 1993) found Gd3SCly (ICSD, 56742), but that reference is difficult to obtain so we use the later work of (Lissner,
1999) and designate SmySCly as the prototype.

e The ICSD lists this as having the MnsCs structure, which is the BoPds structure in our system, but, in AFLOW finds
the structures different enough to warrant a new prototype.
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Base-centered Monoclinic primitive vectors

a; = %afc - %by
ay =  lax+lby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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z— 3) a c(z2—3)sinBz
Bs = —(z2o—y)ar—(ra+ys)az— = —(awe+czacosf)X—bysy — czosinf[fz (8f) ClI
Z2 a3
Bs = (2 +y2) a1 + (12 — y2) az + = (axg +c (Zz + %) Cos 5) X—by2 ¥ + (8f) Cl1
(22+3) as c(z2+ 1) sinBz
B = (x3 —y3) a1 + (x3 + y3) as + = (axs + czzcos B) X+ bys§ + cz3sin 5z (8f) Cl1II
zZ3ag
BS = — (Ig =+ y3) a; — (CC3 — yg) as — = — (GJI:; +c (2’3 — %) COS 5) X + bygy — (8f) ClII
1 1 . N
(23*5) az 6(23f§)s1nﬂz
By = —(z3—ys)ar—(z3+ys)as— = —(awg+czzcosf)X—bysy —cz3sinfz (8f) CllI
Z3 as
Bio = (z3+ys)ar+(zs—ys) ast+ = (axs +c(z3+ 5) cos B) X —bys§ + (8f) Clla
(33“'%) as 6(23—1—%) sin 82
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Z4 a3
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1 1 . N
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By, = (x4 +y4) a1 + (w4 — y4) Az + = (azg+c(za+3)cosB) R—bys§ + (8f) Sm I
(21 +3) a3 c(z+ %) sinBz
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