(-NbyO5 (B-NbyOs) Structure:
A2B5 mC28 15 1 e2£-003

This structure originally had the label A2B5_.mC28_15_f_e2f .Nb205. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/S3CP

https://aflow.org/p/A2B5.mC28_15_f_e2{-003

Prototype NbyOs

AFLOW prototype label A2B5.mC28_15_f_ e2{-003
ICSD 71317

Pearson symbol mC28

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A2B5_mC28_15_f_e2f-003
——params=a, b/a, C/a, ﬁv Y1,T2,Y2,22,23,Y3, 23, T4, Y4, 24

Other compounds with this structure
Sb2Os5

e This structure is referred to as both (-NbyO5 and B-NbsO5.

e NbyO5 and BoPdjs|share the same AFLOW prototype label, A2B5_mC28_15_f_e2f, but have substantially different
environments around each atom. The structures are generated by the same symmetry operations with different sets of
parameters (--params) specified in their corresponding CIF files.

e Previously (Hicks, 2021) we inadvertantly set y; = 0.6465. The correct value is 0.8965.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/S3CP
https://aflow.org/p/A2B5_mC28_15_f_e2f-003
https://aflow.org/p/A2B5_mC28_15_f_e2f-001

Base-centered Monoclinic primitive vectors

a; = %a}“c - %by <
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ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —yp a; +y1a2+ia3 = %ccosBierylericsinﬂZ (4e) Ol
B, = ylal—ylag—l—%ag = %ccosﬁi—byly—i—%csinﬂi (4e) OlI
B; = (x2 —y2) a1 + (2 + y2) a2 + = (axg + czacosB) X+ by2§ + czosin 5z (8f) Nb I
Z2 a3
By = —(z2+wy)ar—(z2—yp2)a— = *(GI2+C(22*%)C085) X+by2§ — (8f) Nb 1
1 1 . N
(22— 3) a c(z2— 3)sinfBz
Bs = —(z2—y)ar—(xa+y2)az— = —(ame+czecosf)X—bys§y —czosinfz (8f) Nb 1
Z9 asg
Be = (zat+wyp)ar+(re—1y)ast+ = (axa +c (22 + 5) cos B) X —by2§ + (8f) Nb I
(22 +3) a3 c(z2+ 3)sinfBz
Br = (z3—y)ar+(zst+ys)az+ = (azz+cezcosf) X+bysy +czzsinfz (8f) on
Z3as
Bs = —(z3+ys)a—(r3—ys)as— = —(CL$3+C(Z3—%) COSB) X+bysy — (8f) oIl
1 1 . N
z3—§) as c(z3—§)smﬁz
By = —(z3—ys)ar—(x3+ys)az— = —(axz+czzcosf)X—bysy —czzsinf[z (8f) O1II
Z3asg
Bio = (z3tys)ar+(zs—ys)ar+ = (azg+c(23+ 3) cos B) X —bys y + (8f) o1l
(23 +3) a3 c(z3+ %) sinBz
Bi1 = (x4 —ya) a1 + (x4 +y4) a2 + = (axy + czqcosB) X+ bys§ + cz4sinfz (8f) O 111
Z4 Q3
Biz = —(z4+ys) ar — (v4—ys) az — = - (CLI4 +c (24 - %) COS 5) X+bysy — (8f) O I
1 1 . N
z4— 3) ag c(z4— 3)sinfz
Biz = —(za—ys)ar—(vat+ys)az— = —(axy+czgcosf) X —bysy — czysinfBz (8f) O III
Z4 A3
B4 = (4 +ya) a1 + (T4 —ya) @z + = (azq +c (24 + 5) cos B) X —bys§ + (8f) O 111
(24 +3) a3 c(za+ 3)sinfBz
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