LagNbO~ Structure:

A3BC7_0C44_63_ag_b_cgh-001

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 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/U2R2

https://aflow.org/prototype-encyclopedia/A3BC7_0C44_63_ag-b_cgh-001

Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

LasNbOy

A3BC7_0C44_63_ag_b_cgh-001
10058

1594943

oC44

63

Cmem

aflow —--proto=A3BC7_oC44_63_ag_b_cgh-001
--params=a, b/a,c/a,ys, T4, Ya, Ts, Ys, L6, Y6, 26

Other compounds with this structure

Eu31r07, ngNbO7, PI‘311‘O7

e (Rossell, 1979) give zg = -0.036 for the O III (16h) site, but the corresponding CIF in the ICSD entry sets zg = +0.036.
We use the ICSD value. In reality the difference in position is only about 0.5A.


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/U2R2
https://aflow.org/prototype-encyclopedia/A3BC7_oC44_63_ag_b_cgh-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=10058&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1594943&DatabaseToSearch=Published

Base-centered Orthorhombic primitive vectors

31
a; = %af( — %by
az = %afc + %by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (4a) Lal
B, = 1aj = ica (4a) Lal
B; = %al + %ag = %afc (4b) Nb I
By, = %al—i—%ag—i—%ag = %ai—i—%ci (4b) Nb I
Bs = —ysa; +ysas + 1 as = bys§ + Lcz (4c) Ol
B = ysa; —ysas + 5 ag = —bys§ + 3c2 (4c) O
By = (x4—ys) a1+ (244 ys) ag—l—iag = aryX +bysy + ici (8¢) La II
Bsg = —(ma—yda—(zaty)ar+ = —azg X — by, ¥ + 3c2 (8g) La II
133
Bg = —(zg+w)a—(xa—ys) aa+ = —axsX+bys ¥+ %02 (8g) La II
123
Bio = (za+uwys)ar+(zsa—ys) az+3az = arg X —bys ¥ + 3c2 (8g) La II
B11 = (I5—y5) a1—|—(x5—|—y5) a2—|—ia3 = ax5§<+by5§/—|—%ci (Sg) O II
Biz2 = —(@5—ys) a1 —(z5+ys) az+ = —axs X — bys § + 3c2 (8g) O1I
fas
Biz = —(x5+ys)a—(v5—ys) ax+ = —azsX+bys ¥ + tcz (8g) o
Tas
Bia = (z5+ys)ai+(zs—ys) as+3a; = azsX —bys § + 3c2 (8g) on
Bis = (26 —y6) a1 + (z6 + ys) a2 + = axg X +bys ¥ + cz6 2 (16h) O III
Zg As
Big = — (-776 — y6) a; — (336 + yﬁ) as + = —axgX —bys ¥ + ¢ (2’6 + %) Z (16h) O III
(2’6 + % as
Bir = —(z6+uys) a1 — (z6 —ys) a2 — = —axgX+bysy —c (26 — %) Z (16h) O III
(26— 3) as
Big = ($6 + yﬁ) a; + (33‘6 — y6) as — = argX —bysy —cz6 2 (16h) O III
Zg A3
Big = —(26—ys) a1 — (6 +ys) a2 — = —ar¢X —byey —cz6 2 (16h) O 111
Zg as
By = (1‘6 — yﬁ) a; + (3’56 + y6) as — = axgX +bysy —c (ZG - %) Z (16h) O III
(26— 3) as
By = (Iﬁ + yg) a; + (Iﬁ — y6) as + = argX —bygy + ¢ (26 + %) Z (16h) O III
(ZG + %) as



B2z = —(z6+uys)ar—(r6—ys) a2+ = —axeX +bys ¥ + c26 Z (16h) O I
Zg A3
References

[1] H. J. Rossell, Fluorite-related phases LngMOr7, Ln = rare earth, Y or Sc, M = Nb, Sb, or Ta: II. Structure determination,
J. Solid State Chem. 27, 115-122 (1979), doii10.1016,/0022-4596(79)90150-6.

Found in
[1] ICSD, Inorganic Crystal Structure Database. ID 10058.

First cited in

N. Anderson, M. J. Mehl, H. Eckert, S. Divilov, X. Campilongo, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 5. Submitted to Computational Materials Science (2026).


https://doi.org/10.1016/0022-4596(79)90150-6

