
0.164

0.166

0.168

0.170

0.172

0.174

0.176

R-
Fa

ct
or

Search L1-3 z+vib

Search L1-2 xy [1 0]

Search L1-2 xy [0 1]

Range
Mean
Best

0.00 0.25 0.50 0.75 1.00 1.25 1.50 1.75 2.00
Generations 1e5

0.00

0.05

0.10

0.15

0.20

0.25

0.30

Pa
ra

m
et

er
 sc

at
te

r

Mean parameter σ
Highest parameter σ



#1
Fe

#2
Fe

#3
Fe

#4
Fe

#5
Fe

#6
Fe

#7
Fe

#8
Fe

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[-0.0, -0.0, -0.02]

[-0.0, -0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]
GEOMETRY (search L1-3 z+vib)

#9
Fe

#10
Fe

#11
Fe

#12
Fe

#17
O

#18
O

#19
O

#20
O

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]
GEOMETRY (search L1-3 z+vib)

#21
O

#22
O

#23
O

#24
O

#25
O

#26
O

#27
O

#28
O

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]
GEOMETRY (search L1-3 z+vib)

#29
O

#30
O

#31
O

#32
O

#33
O

#34
O

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[-0.0, -0.0, -0.02]

[-0.0, -0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]

[0.0, 0.0, -0.02]

[0.0, 0.0, 0.02]

[0.0, -0.0, -0.02]

[0.0, -0.0, 0.02]
GEOMETRY (search L1-3 z+vib)

#1
Fe

#2
Fe

#17
O

#18
O

-0.01

0.01

-0.01

0.01

-0.01

0.01

-0.01

0.01
VIBRATION (search L1-3 z+vib)



#1
Fe

#2
Fe

#3
Fe

#4
Fe

#5
Fe

#6
Fe

#7
Fe

#8
Fe

[-0.02, 0.0, -0.0]

[0.02, 0.0, -0.0]

[0.02, 0.0, -0.0]

[-0.02, 0.0, -0.0]

[-0.02, 0.0, 0.005]

[0.02, 0.0, 0.005]

[0.02, 0.0, 0.005]

[-0.02, 0.0, 0.005]

[-0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[0.02, 0.0, 0.005]

[-0.02, 0.0, 0.005]

[-0.02, 0.0, 0.005]

[0.02, 0.0, 0.005]

[0.02, -0.0, 0.005]

[-0.02, -0.0, 0.005]
GEOMETRY (search L1-2 xy [1 0])

#9
Fe

#10
Fe

#11
Fe

#12
Fe

#17
O

#18
O

#19
O

#20
O

[-0.02, -0.0, -0.0]

[0.02, -0.0, -0.0]

[0.02, -0.0, -0.0]

[-0.02, 0.0, -0.0]

[-0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[-0.02, -0.0, 0.005]

[-0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[-0.02, -0.0, 0.005]

[-0.02, 0.0, 0.015]

[0.02, 0.0, 0.015]

[0.02, -0.0, 0.015]

[-0.02, -0.0, 0.015]
GEOMETRY (search L1-2 xy [1 0])

#21
O

#22
O

#23
O

#24
O

#25
O

#26
O

#27
O

#28
O

[-0.02, 0.0, -0.01]

[0.02, 0.0, -0.01]

[0.02, 0.0, -0.01]

[-0.02, 0.0, -0.01]

[-0.02, -0.0, -0.0]

[0.02, -0.0, -0.0]

[0.02, -0.0, -0.0]

[-0.02, 0.0, -0.0]

[-0.02, 0.0, -0.005]

[0.02, 0.0, -0.005]

[0.02, 0.0, -0.005]

[-0.02, 0.0, -0.005]

[-0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[-0.02, -0.0, 0.005]
GEOMETRY (search L1-2 xy [1 0])

#29
O

#30
O

#31
O

#32
O

#33
O

#34
O

[-0.02, -0.0, 0.01]

[0.02, -0.0, 0.01]

[0.02, -0.0, 0.01]

[-0.02, -0.0, 0.01]

[-0.02, -0.0, 0.0]

[0.02, -0.0, 0.0]

[0.02, -0.0, 0.0]

[-0.02, -0.0, 0.0]

[-0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[0.02, -0.0, 0.005]

[-0.02, -0.0, 0.005]
GEOMETRY (search L1-2 xy [1 0])



#1
Fe

#2
Fe

#3
Fe

#4
Fe

#5
Fe

#6
Fe

#7
Fe

#8
Fe

[0.005, -0.02, -0.0]

[0.005, 0.02, -0.0]

[-0.005, -0.02, -0.0]

[-0.005, 0.02, -0.0]

[-0.005, -0.02, 0.005]

[-0.005, 0.02, 0.005]

[0.005, -0.02, 0.005]

[0.005, 0.02, 0.005]

[0.01, -0.02, 0.005]

[0.01, 0.02, 0.005]

[-0.01, -0.02, 0.005]

[-0.01, 0.02, 0.005]

[0.0, -0.02, 0.005]

[0.0, 0.02, 0.005]

[-0.0, -0.02, 0.005]

[0.0, 0.02, 0.005]
GEOMETRY (search L1-2 xy [0 1])

#9
Fe

#10
Fe

#11
Fe

#12
Fe

#17
O

#18
O

#19
O

#20
O

[0.005, -0.02, -0.0]

[0.005, 0.02, -0.0]

[-0.005, -0.02, -0.0]

[-0.005, 0.02, -0.0]

[0.01, -0.02, 0.005]

[0.01, 0.02, 0.005]

[-0.01, -0.02, 0.005]

[-0.01, 0.02, 0.005]

[0.01, -0.02, 0.005]

[0.01, 0.02, 0.005]

[-0.01, -0.02, 0.005]

[-0.01, 0.02, 0.005]

[0.0, -0.02, 0.015]

[0.0, 0.02, 0.015]

[-0.0, -0.02, 0.015]

[0.0, 0.02, 0.015]
GEOMETRY (search L1-2 xy [0 1])

#21
O

#22
O

#23
O

#24
O

#25
O

#26
O

#27
O

#28
O

[-0.005, -0.02, -0.01]

[-0.005, 0.02, -0.01]

[0.005, -0.02, -0.01]

[0.005, 0.02, -0.01]

[0.005, -0.02, -0.0]

[0.005, 0.02, -0.0]

[-0.005, -0.02, -0.0]

[-0.005, 0.02, -0.0]

[0.015, -0.02, -0.005]

[0.015, 0.02, -0.005]

[-0.015, -0.02, -0.005]

[-0.015, 0.02, -0.005]

[0.005, -0.02, 0.005]

[0.005, 0.02, 0.005]

[-0.005, -0.02, 0.005]

[-0.005, 0.02, 0.005]
GEOMETRY (search L1-2 xy [0 1])

#29
O

#30
O

#31
O

#32
O

#33
O

#34
O

[-0.01, -0.02, 0.01]

[-0.01, 0.02, 0.01]

[0.01, -0.02, 0.01]

[0.01, 0.02, 0.01]

[0.02, -0.02, 0.0]

[0.02, 0.02, 0.0]

[-0.02, -0.02, 0.0]

[-0.02, 0.02, 0.0]

[0.0, -0.02, 0.005]

[0.0, 0.02, 0.005]

[0.0, -0.02, 0.005]

[0.0, 0.02, 0.005]
GEOMETRY (search L1-2 xy [0 1])


