BasTisFesAs, O Structure:
A4B2C2DE2 t122.139 2¢_e_d_a_c-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic

Prototypes: Part 4. In preparation.

https://aflow.org/p/8C3Q

https://aflow.org/p/A4B2C2DE2_t122_139_2e_e_d_a_c-001

@As
@Ba
@Fe . _ o . ]
oTi 2 < ;" S
ag
Le
Prototype AsyBasFes OTig
AFLOW prototype label A4B2C2DE2_t122_139 2e_e_d_a_c-001
ICSD 263018
Pearson symbol t122
Space group number 139
Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B2C2DE2_tI22_139_2e_e_d_a_c-001
--params=a, c/a, 24, 25, 26

e (Sun, 2012) consider this to be intergrown layers of BaFeaAss, which has the ThCrySiy structure, and [BaTis AsoOL

Body-centered Tetragonal primitive vectors

1,001, 6415 B
a3 = —3aX+ 30y + 5C2 —a1
as = %a)“c — %ay—i— %ci
ag = %afc+ %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Ol
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B, = la;+1a; = lay (4c) Ti
B; = l1as+1a; = la% (4c) Til
B, = %al—l—%ag—&—%ag = %ay—i—%ci (4d) Fel
Bs = Jar+32a+1ag = taX+ tci (4d) Fe 1
Bg = Z4a] + 24 A9 = 24 Z (4e) As1
B, = —Zz4a] — 24 An = —C24 Z (4e) As1
Bg = zs a1 + z5 as = cz5 Z (4e) As 11
By = —zsa; — 25 as = —Cc252 (4e) As1I
B = Z6 a1 + 26 Az = cz6 7 (4e) Bal
Bi: = —2g a1 — 26 A = —cz6 Z (4e) Bal
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