Erroneous L'l Structure:
A4B_cP5.221 be_a-001

This structure originally had the label A4B_cP5_221 bc_a. 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/Q52R

https://aflow.org/p/A4B_cP5.221_bc_a-001
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Prototype FeyN

AFLOW prototype label A4B_cP5.221 bc_a-001
Strukturbericht designation L'l

ICSD none

Pearson symbol cP5

Space group number 221

Space group symbol Pm3m

AFLOW prototype command  aflow --proto=A4B_cP5_221_bc_a-001
--params=a

e We (Hicks, 2019) accidentally misplaced the nickel atom in the L'l structure. The correct structure can be found at
~v-FeyN L'1g page.

e Despite our error, this is a binary form of the cubic perovskite structure (AB3C_cP5_221_a_c_b), Strukturbericht
designation E2;.

Simple Cubic primitive vectors
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a; = ax
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) NI
B, = %a1+%a2+%a3 %a}“{Jr%aer%aﬁ (1b) Fel
B; = sax+sag = 309 + a2 (3¢) Fe II
B, = %al —i—%ag = %afi—i— %ai (3¢) Fe II
Bs = fa;+ 5 a = taX+3ay (3¢) Fe IT
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