KoNiF, Structure:
A4B2C t114 139 ce_e_a-001

This structure previously used the label(s) A4B2C_tI14_139_ce_e_a. 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/SENW

https://aflow.org/prototype-encyclopedia/A4B2C_tI14_139_ce_e_a-001

] o
9,
Prototype F4K5Ni
AFLOW prototype label A4B2C_t114_139_ce_e_a-001
ICSD 15576
CCDC 1596315
Pearson symbol tI14
Space group number 139
Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B2C_tI14_139_ce_e_a-001
--params=a, c/a, z3, 24
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Other compounds with this structure
BaQSnO4, BaQZrS4, CagMnO4, CSQCI‘CI4, CSQCTF47 CSQCUCI4, CSQCUF4, KQCI‘CI4, KQCI‘F4, KQCHCI4, KQCuF4, LagNiO4,
LaQPdO4, ngCuO4, SI‘QII‘O47 SI“QMDO4, 81"21%11047 SI‘QSDO4, SI‘QTiO4, SI‘QVO4, (Fe, La)QSrO4, (SI‘, La)2A104, (SI‘7 La)2CoO4

e This is the parent compound of the simplest layered-perovskite Ruddlesden-Popper series (Wikipedia). The series also
includes the parent of the high-T, cuprates, (La,Ba)2CuOy4, but we keep that separate as it represents a new class of
materials.

e |SroCuO4,Clylis the quaternary form of this structure.

Body-centered Tetragonal primitive vectors

a; = —%ai—l—%cf—i—%ci
az = faX—iay+3c2
ag = gaX+3ay—ici
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Nil
B, - lay+1a _ Loy (1c) F I
B; = fas+ 3 ag = tax (4c) FI
By, = zzai + z3as = cz3% (4e) F II
Bs = —z3a; — 23 Qs = —Cc23% (4e) F II
Bg = zaay + z4 Qs = cz4 % (4e) KI
B = —z4a] — z4 Ay = —Cz4 Z (4e) KI
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