ReBs3 Structure:
A3B_hP8&8.194_af ¢-001

This structure originally had the label A3B_hP8_194 _af c. 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/72PY

https://aflow.org/p/A3B_hP8_194_af c-001

Prototype BsRe

AFLOW prototype label A3B_hP8_194_af _c-001
ICSD 24361

Pearson symbol hP8

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=A3B_hP8_194_af_c-001
--params=a, c¢/a, z3

Other compounds with this structure
TcB3, CaNiySi, GdPtsSn

e The lattice constants a and ¢ were inferred from the nearest-neighbor distances in (Aronsson, 1960).

e (Frotscher, 2010) states that this structure was “falsely assigned,” and that the true structure is ReBs, which is identical
to this structure with the (2a) boron atoms removed.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/72PY
https://aflow.org/p/A3B_hP8_194_af_c-001
https://aflow.org/p/A2B_hP6_194_f_c-003
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) B I
B, = 3 ag icz (2a) BI
By = laj+2ay+lag lax+Lay+lez (2c) Re I
B, = 2a;+iax+ 2ag %aﬁf§a§r+%ci (2¢) Rel
Bs = %al—i—%ag—l—zgag %ai—ﬁ—?a“—f—cz;;i (4f) B 1II
Bg = %al—l—%ag—i—(zg—&—%) as %a&—%ay—i—c(z?,—i—%)i (4f) B II
B, = 2a,+1ay—za; lax—Lay —czni (4f) BII
Bg = %a1+%a27(237%) as %a}“{Jr%ayfc(%f%)i (4f) B1I
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