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

This structure previously used the label(s) A2B5_.mC28_15_f_e2f .Nb205. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.

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

https://aflow.org/prototype-encyclopedia/S3CP

https://aflow.org/prototype-encyclopedia/A2B5_mC28_15_f_e2f-003
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Prototype
AFLOW prototype label

Nb205

A2B5.mC28_15_f e2f-003

ICSD 71317
CCDC 1632216
Pearson symbol mC28
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=A2B5_mC28_15_f_e2f-003

_‘Para-ms=a»b/avc/a7ﬁ7y17$273/2a 22,T3,Y3,23,T4,Y4, 24

Other compounds with this structure
Sb2Os5

e This structure is referred to as both (-NbyOs and B-NbsOs.

e NbyO5 and BoPds|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.
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e The ICSD uses ShoO5 as the prototype for this structure.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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