AEnthalpy (meV/f.u.)

Computational Study of Multiferroic Materials Using CP2K
Sanliang Ling, Ben Slater, Furio Cora (UCL Chemistry)

12 Ga (6 f.u.) per prim. cell

@
L |

|
oo

o o o

Corundum ScFeO,/GaFeO,

Ga

Ga

Ga

Ga

Ga

Ga

SimDope

Ga

—

Replacing 6 Ga

Ga

with Fe

Ga

Ga

Ga

Ga

236 inequivalent structures

Ga Ga
Fe Fe
Ga Ga
Fe Fe
Ga Ga
Fe Ga
Ga Fe
Fe Fe
Ga Ga
Fe Fe
Ga Ga
Fe Fe

SimDope
—
Replacing 3 Fe
with Fe2 (i.e. spin
down Fe** ions)

Ga
Fe2
Ga
Ga
Fe2
Ga
Ga
Fe2

4559 inequivalent structures

Ga Ga
B
Ga a
Fe2
Ga
v o R[]
Manuallyremoving. Ga G
g [ *
Ga a
| -
Ga Ga
Fe2

2331 inequivalent structures

What are the most stable cation and spin distributions?
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