
C1 C2 C3 C4 C5 C6 C7 

cy
clo

C3 

cy
clo

C4 

cy
clo

C5 

cy
clo

C6 

2.5 
3.1 3.2 3.2 3.2 3.2 3.2 2.8 

3.8 

0.0 

3.5 

6.8 
7.9 8.0 7.9 7.9 8.1 8.0 7.7 

9.3 8.7 8.2 
8.8 

9.9 10.1 10.2 10.0 10.2 10.2 10.3 
11.5 

10.8 

12.7 12.9 12.9 13.0 12.9 

14.3 14.5 14.6 

7.1 

8.5 8.8 8.8 8.9 8.9 8.9 8.5 

9.9 10.0 10.0 
10.2 

10.4 

12.3 

0 

2 

4 

6 

8 

10 

12 

14 

16 

C1 C2 C3 C4 C5 C6 C7 

cy
clo

C3 

cy
clo

C4 

cy
clo

C5 

cy
clo

C6 

Alkane 

B
in

di
ng

 E
ne

rg
y 

(k
ca

l/m
ol

), 
C

or
re

ct
ed

 fo
r

B
SS

E 

HF 

DF T ( B 3LY P ) 

DF T ( B P 86 ) 

RI M P 2 

SO S-M P 2 

Figure 8. Binding energies for the mononuclear ([CpRe(CO)2](alkane)) complexes.  All values are 
corrected for BSSE. 
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Figure 9. Binding energies for the mononuclear ([CpRe(CO)2](alkane)) complexes.  All values are 
uncorrected for BSSE. 
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