Tetragonal FeNbyOg Structure:
AB2C6_tP18_113_c¢_2c_3e-001
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Prototype FeNb2Og

AFLOW prototype label AB2C6_tP18_113_¢c_2¢_3e-001
ICSD 47187

CCDC 1614495

Pearson symbol tP18

Space group number 113

Space group symbol P42:m

AFLOW prototype command  aflow --proto=AB2C6_tP18_113_c_2c_3e-001
--params=a, ¢/a, 21, 22, 23, T4, 24, L5, 25, L6, 26

Other compounds with this structure
Li(Nb, W)Og
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e FeNbyOg can also be found as |columbite, E5;.

e The (2c) sites are all combinations of iron and niobium with compositions Fey 43Nbs7, Feg 390Nbg 61 and Feg 1sNbg g2,
respectively. We arbitrarily list the first one as Fe and the second and third as Nb to preserve the stoichiometry.

Simple Tetragonal primitive vectors

a2 2
a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = % as + 21 a3 = %ay +c2 2 (2¢) Fel
B, = % a; — z1 as = %afc —cz1 2 (2¢) Fel
B; = % ar + zp a3 = %ay + ¢z Z (2¢) Nb I
B, = % a; — 2 a3 = %ai —C2Z (2¢) Nb I
B; = 3as + 23a3 = tay +cz32 (2c) Nb II
Bg = ta; —zay = FaX — cz32 (2¢) Nb II
B, = x4a1+(x4+%) ar + z4 a3 = a:r4>“(+a(x4+% y+czz (4e) Ol
Bgs = —xga — (ac4— %) as + z4 as = —am4i—a(x4— %) Y +czaZ (4e) OI
By = (m—l—%) a; — T4a9 — 2433 = a(m4+%))}—ax4y—cz4i (de) 01
B = —(:c4—%) a; +r4ay — 2483 = —a(a: —%)i+a$4y—0242 (4e) (0N
Bi1 = Tsa) + (x5+%) ar + z5 a3 = a:r5>“<+a(x5+%) y+ceziz (4e) O1II
Bix = —x5a; — (ms — %) as + 25 a3 = —axs5X —a (x5 — %) ¥y +cz52 (4e) O1II
Bz = (x5—|—%) a; — Tsas — 25 a3 = a(a%—i—%) X —arsy —cz57Z (4e) O1II
B = *(SE{, — %) a; +r5ax — 25 a3 = —a (x5 — %) X+axsy —czsz (4e) OlII
By = Tgay + (xg,—i— %) ar + zg a3 = aw6i+a(x6 + %) y+czmiz (4e) O III
By = —Tga; — (mg - %) as + zg as = —axgX —a (x(; — %) ¥+ czZ (4e) O III
By, = (a:6—|— %) a; — Tgas — 2 as = a(xg + %) X —argy —czg2 (4e) O III
Bis = - (as6 — %) a; + Tgas — 26 as = —a (:L'ﬁ — %) X+axgy — czgZ (4e) O III
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