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Co
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1.03 µB

2.17 µB

1.92 µB

2.137 Å

2.137 Å

2.283 Å

2.772 Å

2.535 Å

Ecoh = 2.49 eV/at.

Sz = 8 µB

2.310 Å

2.18 µB

1.18 µB

1.19 µB

2.567 Å
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2.310 Å

2.584 Å
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Rh
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1.18 µB

Ecoh = 2.69 eV/at.
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2.270 Å

2.33 µB

1.21 µB
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Rh
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1.21 µB

Co

Ecoh = 2.64 eV/at.

Sz = 8 µB

2.16 µB

2.117 Å
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Co

Co

Co

2.16 µB

1.06 µB

1.97 µB

2.248 Å

2.248 Å

2.117 Å

2.
97

5 
Å

Ecoh = 2.44 eV/at.

Sz = 8 µB

1.20 µB

2.377 Å
Rh

Co

1.20 µB

2.20 µB

0.97 µB

2.214 Å

2.214 Å

2.377 Å 3.
14

7 
Å

Rh

Rh

Ecoh = 2.66 eV/at.

Sz = 6 µB

Ecoh = 2.59 eV/at.

Sz = 8 µB

2.33 µB

2.241 Å

Rh

Co

Co

2.33 µB

1.24 µB

1.24 µB

2.241 Å

2.241 Å

2.241 Å

3.
14

4 
Å

Rh

2.00 µB

2.424 Å
Rh

CoCo

0.87 µB

2.00 µB

0.87 µB

2.184 Å

2.143 Å

2.184 Å

Rh

Ecoh = 2.55 eV/at.

Sz = 6 µB
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0.32 µB

0.25µB

(3.29)
3.22

Bµ0.25

(2.57)
2.78

Bµ0.87

µB0.32

3.50
(3.59)

Ecoh (S=1) = 1.14 eV/at.Ecoh (S=0) = 1.12 eV/at.

0.28µB

0.27µB

0.28µB

Bµ0.28

0.88µB

Ecoh (S=0) = 1.13 eV/at. Ecoh (S=1) = 1.06 eV/at.
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