BayNbRu3Oq9 Structure:
A4BC12D3 hR20.166_2c_a_2h _bc-001
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Prototype BasNbO12Rus

AFLOW prototype label A4BC12D3_hR20-166_2c_a_2h_bc-001
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/a, T3, T4,T5,T6,26y L7, L7

Other compounds with this structure
II4NbRU3012, MH4NbRU3012, Rh4Nlel3012

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

Rhombohedral primitive vectors

<&

a; = %ai—gay—kécz
as = %a v+ %c v/
ag = —%ai—?ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1la) Nb I
B, = laj+iay+1lag = $c2 (1b) Rul
B; = T3a; + T3as + r3as = cx3 % (2¢) Bal
By, = —x3a] — T3ag — r3as = —cx3Z (2¢) Bal
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Ba II
Ba Il

B5 = rq4a1 +T4ag +T4a3 = CXy Z
Bg = —T4a) — Tg4as — T4 a3 = —Cx4 Z

(2¢)
(2¢)
B, = Tsa; + T5as + 5 as = x5 7 (2¢) Ru II
(2¢)
(6h)

Bs = —X5A] — TyaAy — Tyas = —CXI5 Z 2c Ru II

By = Tgal + Tgas + zgas = %a($6*26)x+f (672’6)5’+ 6h Ol
$c(2w6 + 26) 2

Bio = Zg a1 + xgag + 1 as = —%a (x6 — 26) X+ %a (v6 —26) ¥+ (6h) (O]
Le(2w6 + 2)

B11 = Tgal + 2 a2 + Trgas = —%CL (.136 - 26) 5’ + %C(ZZEG + 26) Z (Gh) Ol

Bz = —26a] — Tg Az — Tg A3 = %a (6 — 26) X — %a (x6 —26) § — (6h) 01
zc(2x6 + 26) Z

B13 = —TgaA] — TgaAz — Zg A3 = —%a (1‘6 - 26) X — ?a (.Tﬁ - 26) 5’ - (Gh) Ol
%c (226 + 26) 2

Biy = —xga) — 2 ay — T a - J50 (w6 — 26) § — 3¢ (236 + 26) 2 (6h) Ol

B15 = r7a] +xyas + zyas = %a (1177 — 27) iCL (IE7 — Z7) 5’ + (Gh) O1II
§C(2$7 + 27) Z

Bis = zray + x7ag + a7 ag = —ta(zr —27) X+ %a (x7 —21) §+ (6h) on
Le(2z7 + 27) %

Bir = T7ay + zyas + r7as = —%a (x7 —21) §+ %c(2x7 +27) Z (6h) oIl

Bis = —z7a] — Ty as — Ty Az = %a (x7 —2z7) X — %a (x7 —2z7) § — (6h) O1II
zc(2x7 + Z7) 77

Blg = —X7a] —Traz — zZ7as = —%a (1‘7 - 27) X — —a (.Z‘7 - 27) Y (Gh) O1II
tc (27 + z7) Z

By = —wra) — zra, — w7 ag - 750 (w7 = 21) § = 3¢ (27 + 27) 2 (6h) on
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