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Prototype Be17Nby
| AFLOW prototype label A17B2_hR19_166_cegh_c-001
ICSD 58724
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CCDC 1622727
Pearson symbol hR19
Space group number 166
Space group symbol R3m

AFLOW prototype command

aflow --proto=A17B2_hR19_166_cegh_c-001
--params=a, c/a, 1, Ta, Ta, L5, 25

Other compounds with this structure
Oé—B€17Hf2, B817TZ-LQ7 OZ—B617T12, B617Zr2

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a3

ar = lax—LBay+les @ ood %y

ap = %ay + %ci '

ag = —%ai—%ay—i—% Z

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, r1a; +21as + 2 a;s = cx1 % (2¢) Bel
B> —r1a; —r1ay — T as = —cx1 Z (2¢) Bel
Bs Toay + Toas + Toas = cxo Z (2¢) Nb I
B4 —Xoa] — Ty ag — To A3 = —cxo 2 (2¢) Nb I
B las+1ay = —lag+ Y3ay + Lea (3e) Be IT
Bg la;+1la; = ~Bay 4 Lea (3¢) Be II
B, laj+1a, = lax+ LBay+ Lez (3e) Be 11
Bs Taa] — Taag + %ag = ia (2z4—1) % — ga (6xs+1)y+ %ci (6g) Be IIT
By Laj +x480 — 2423 = laQui+1) K+ Ba(6xy— 1) §+ ez (62) Be IIT
Bio —z4a; + % as + x4 a3 = —ars X+ ?ay + %ci (6g) Be III
Bi1 —r4a; +x4a9 + %ag = —ia (2z4+1) X+ 1—‘/§a (6zy — 1)y + %ci (6g) Be III
B1o laj —zjay + 423 = —la@ei-1)%—LaGrs+1)§+ Lea (6g) Be III
Bis zia; +tay — 433 = azy X+ Lag + Lez (6g) Be 11
Bis Tsay + Tsas + 25 a3 = %a (x5 — 25) X+ %a (x5 —25) § + (6h) Be IV
$c(2m5 + 25) 2

Bis zZsaj + r5as + x5 as = —%a(xg) —z5) X+ %a (x5 —25) ¥+ (6h) Be IV

sc(2xs + 25) 2
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Big = Tsay + 25 as + T as = — 50 (x5 —25) § + %c (2z5 + 25) 2 (6h) Be IV
By = —Zsa; — X5 Ay — X5 A3 = %a (x5 —25) X — %a T5—25)§ — (6h) Be IV
2c(2xs + 25) 2
Bis = —T5a; — Tsas — 25 Az = f%a (x5 —25) X — 7351 (x5 —25) § — (6h) Be IV
$c(2m5 + 25) 2
B = —Zs5a; — z5ag — X5 ag = %a (25— 25) § — 3¢ (225 + 25) 2 (6h) Be IV
References

[1] A. Zalkin, D. E. Sands, and O. H. Krikorian, The crystal structure of NbyBej7, Acta Cryst. 12, 713-715 (1967),
doii10.1107/S0365110X59002110.

First cited in

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.


https://doi.org/10.1107/S0365110X59002110
http://dx.doi.org/10.1016/j.commatsci.2024.112988

