B-NbOy Structure:
AB2_t148_80_2b_4b-001

This structure originally had the label AB2_tI48_80_2b_4b. Calls to that address will be redirected here.
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Prototype NbO,

AFLOW prototype label AB2_t148_80-2b_4b-001
ICSD 35181

Pearson symbol t148

Space group number 80

Space group symbol 144

AFLOW prototype command aflow --proto=AB2_tI48_80_2b_4b-001
—~params=a, C/a’, x1,Y1,%21,%2,Y2,22,23,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

e The actual composition is Nby_,Os, with 0.002 < z < 0.1.

e NbO5 can also be found in the \a-NbQOs| structure.
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Basis vectors

Lattice
coordinates

B, = (y1+21) a1+ (1 4+ 21) as +

(r1 4+ 11) a3

B, = —(y1—z1) al—(Il—Zl) ag —

Bs =

By, =

(x1 +y1) a3

($1+21+%) a; +
(~y1+21+7) at
($1—y1+%) as
(—331+Z1+%) a; +
(y1+21+i) ag +
(—m1—|—y1 + %) as

Bs = (y2 + 22) a1 + (z2 + 22) as +

(z2 +y2) a3

Be = —(y2—22) a1 —(r2—22)ap—

B, =

Bs =

(2 4 y2) a3

(v2+ 22+ 3) a1 +
vzt ) ant
(I2*y2+%) as
(cazt 22+ 3) o+
(y2+22+%) ag +
(—x2+y2+ %) as

By = (ys + z3) a1 + (x3 + 23) az +

(34 y3) a3

Bio = —(ys—23)a; —(r3—23) az —

Bll =

B =

(r3 +y3) a3

($3+23+%) a; +
(—ys+23+7) az+
(963—193-&-%) as
(—z3+23+ %) a +
(ys+ 23+ 1) as +
(—z3—|—y3—|—%) ag

Bis = (ya+ z4) a1 + (24 + 24) @z +

(r4 +y4) a3

Cartesian
coordinates

ax1X+ay1y+cn

—ar1X—ay1y+cnz

—ayli—i—a(ajl—i—%) y—i—c(zl—i—i) Z

aylfc—a(xl—%) y—l—c(zl—i—i) Z

aroX + ays § +czoz

—aroX —aysy + cz2 Z

—aypX+a(za+3)y+c(eat+ld)z

aygfc—a(x —%)y—i—c(zQ—i—i) Z

axsX+aysy +czsz

—arz3X —aysy + cz3z

—aysk+a(zs+3)y+c(es+i)z

aygi—a(mg—%) }7—|—c(23—|—i) Z

arsX+aysy +cz4 2
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(8b)

Atom
type
NbI
Nb I

Nb I

Nb I

Nb II

Nb II

Nb II

Nb II

(O

(O

(O

(O

O1II



B14 = — (y4 — 24) a; — (I4 — Z4) ag — = 7CLI4)A( - ay4§f + cz4 Z (Sb) OlII
(T4 +ya) a3

Bis = (Ta+za+3) a + = —ayaX+a(za+3)y+c(a+i)2 (8b) 011

(—y4 + 24 + i) az +
(564 — Y4+ %) as

Big = (—.1344—2’4—"-%) a; + = ay4i—a(x4—%)y+c(24+i)i (8b) O1II
(ya+ 24+ %) az+
(—z4+ys+3) as

Biz = (ys+25)ar+(a5+2)a+ = ars X +ays ¥ + cz5 2 (8b) O I
(z5 +y5) a3

Bis = —(ys—25) a1— (v5—25)aa— = —axsX —aysy + cz5 2 (8b) O III
(z5 +y5) a3

B = (z5+25+3) ar + = —aysX+a(zs+3)y+c(es+1)2 (8b) O 111

(—ys + 25+ ) az +
(x57y5+%) az
Bay = (—2s+25+3) a; + = aysX—a(zs—3) §+c(s+1) 2 (8b) O III
(y5+25+i) ag +
(—x5+y5+%) as

By, = (y6 + 26) a; + (l‘g + ZG) as + = axgX +ayey + cze 2 (8b) o1V
(z6 +y6) a3

B22 = — (yﬁ — 26) a; — (%6 — ZG) ag — = 7&5065\( — ayGy —+ Czg 2 (Sb) O IV
(76 + y6) az

By = (x(;—l—zg—i—%) a; + = —aygfc—&—a(xg—i—%)y—i—c(z(g—f—i)i (8b) o1V

(—ys + 26+ 3) a2+
(966 —Ye + %) as
Boy = (—x6—|—26+%) a; + = aygfc—a(azg—%)y—kc(z(;—!—i)i (8b) o1V

(y6 + 26 + ) az +
(—l’ﬁ + Y6 + %) az
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