Ba,NbRu3Oqy Structure:
A4BC12D3 hR20.166_2c_a_2h _bc-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.
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https://aflow.org/p/A4BC12D3_hR20_166_2c_a_2h_bc-001
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Prototype BasNbO;5Rus
AFLOW prototype label A4BC12D3_hR20.166_2c_a_2h_bc-001
ICSD none
Pearson symbol hR20
Space group number 166
Space group symbol R3m

AFLOW prototype command aflow —-proto=A4BC12D3_hR20_166_2c_a_2h_bc-001
—~params=a, C/CL, T3,T4,T5,T6,26y L7, 27

Other compounds with this structure
II‘4NbRU.3012, Mn4NbRU.3012, Rh4NbRu3012

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


https://aflow.org/p/9CFG
https://aflow.org/p/A4BC12D3_hR20_166_2c_a_2h_bc-001

Rhombohedral primitive vectors

a; = %af( %ay—i—%ci
az = %ay + %ci
ag = —i1a%x— Ylay+icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (1a) Nb I
B, = fai+iay+iag = scz (1b) Ru I
B; = r3a; + r3as + r3as = cx3Z (2¢) Bal
B, = —x3a; — r3as — r3as = —cx3 % (2¢) Bal
B; = T4a) + T2 + 2433 = cx4Z (2¢) Ba II
Bg = —T4a] — Tga3 — T4 a3 = —Cx4 Z (2¢) Ba I
B, = Tsa; + Tsas + T5as = cxs Z (2¢) Ru II
Bgs = —Zsa] — Tsas — T as = —cx5 2 (2¢) Ru II
By = Tga, + Tgag + 2z as = %a (6 — 26) X+ %a (x6 —26) ¥+ (6h) (O]
sc(2x6 + 26) Z
B = 2z a1 + Tgas + g as = —%a(xﬁ —26) X+ ?a (x6 —26) ¥ + (6h) (OB
2c(2m6 + 26) 2
Bi: = Tgay + zg az + Tgas = —%a (z6 — 26) § + 3¢ (236 + 26) 2 (6h) OlI
B2 = —Zed1 — TedAz — Tp A3 = %a (z6 — Zfi) X — %a (6 —26) ¥ — (6h) Ol
3¢ (2w6 + 26) 2
Biz = —Tga; — Tgas — 26 as = —2a(wg — 26) X — %a (x6 —26) § — (6h) (0!
Le (226 + 26) 2
Buis = —Tga] — 26 A9 — Tg A3 = %a (xg —26) ¥ — %c (226 + 26) 2 (6h) Ol1I
Bis = T7ay + x7as + zyas = %a (x7 —2z7) X+ %a (x7—2z7) 7+ (6h) OlII
52074 27) 2
Big = zra) + Tras + x7as = —%a(m—zﬂx—l—f (x7 —27) ¥+ (6h) on
sc(2w7 4 27) 2
By = xT7a; + 27 as + a7 as = —%a(m —27) §+3¢(2z7 + 27) 2 (6h) oIl
Bis = —zra; — X7 Ay — Ty Az = %a (z7 — 271) X — %a (x7 —27)y — (6h) OlII
3¢ (2w7 + 27) Z
Big = —x7a; — T7as — 27 as = —ta(zr — Z7) x— Y2 (m7 —z1)§ (6h) oIl
sc (27 + 2’7)
By = —x7a] — 27 Ay — X7 A3 = \% a(x7 — Z7) c (2z7 + 27) 2 (6h) O1II
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