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Prototype SboSm
AFLOW prototype label A2B_0C24_64_ef_{-001
ICSD 43029
CCDC 1612624
Pearson symbol 0C24
Space group number 64
Space group symbol Cmece

AFLOW prototype command aflow --proto=A2B_oC24_64_ef_£-001
--params=a,b/a, c/a, y1, Y2, 22, Y3, 23


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/370K
https://aflow.org/prototype-encyclopedia/A2B_oC24_64_ef_f-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=43029&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1612624&DatabaseToSearch=Published

Other compounds with this structure
CGSbQ, LaSbg, NbSbQ7 NdSbQ, PI‘SbQ7 TbSbQ

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
Bi = —-(wn-fa+@m+i)at+ = lax+byy+Lez (8e) Sb 1
Tas
B: = (pn+i)ai—(pn—3) axtiaz = 1aX—by1 §+ 3c2 (8e) Sb I
Ba = (n+da—(n-Yating — TP s sh1
B, = —-(m-Datmm+iat = faX+ by § + je (8e) Sb 1
Tas
Bs = —y2a1 +y2a2 + 2283 = bys § + 202 (8f) Sb 11
Bs = (p+z)a—(p—3 at+ = lakx—bpy+c(ent+i)z (8f) Sh 11
(2 + 1) s
Br = —(p—3)ar+(2+3)a— = jak+bypy—c(e—1)2 (8f) Sb II
(22— 3)
Bs = Yo a; — Y282 — 223 = —bys ¥ —czai (8f) Sb 11
By = —ysai +ysaz + z3 a3 = bys § + cz3 2 (8f) Sm I
Bio = (ys+3)ar— (ys—3) ax + = sa%k—bysy+c(zs+3) 2 (8f) Sm I
(23 +3) as
Biu = —(p-3)a+(+sz)a— = jax+bysy—c(as—13) 2 (8f) Sm 1
(25— 3)
Bz = Ysai —ysaz — 233 = —bys ¥ — cz3 2 (8f) Sm I
References

[1] R. Wang and H. Steinfink, The crystal chemistry of selected ABs rare earth compounds with selenium, tellurium, and

antimony, Inorg. Chem. 6, 1685-1692 (1967), doij10.1021/ic50055a017.

Found in

[1] P. Villars, H. Okamoto, and K. Cenzual, eds., ASM Alloy Phase Diagram Database (ASM International, 2018), chap.
Antimony-Samarium Binary Phase Diagram (1994 Okamoto H.). Copyright (€)2006-2018 ASM International.

First cited in


https://doi.org/10.1021/ic50055a017

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|


http://dx.doi.org/10.1016/j.commatsci.2024.112988

