
 
 
 
 
 
 
 

SUPPORTING INFORMATION 
 
 

The crystal structure of the “pentamethylcyclopentadienyl cation” is that of the 
pentamethylcyclopentyl cation 
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Summary of Theoretical Results 
 
All calculations done with the Gaussian 98i package of programs.  Each molecule/ion 
was fully optimized in the indicated symmetry. Bond lengths are listed in Å and angles 
are in degrees. 
 
B3PW91ii/6-311G(d)  
 Symmetry Ring 

Protons 
Energy (au) Relative Energy 

(kcal/mol) 
[C5Me5H2

]+ 
C1 trans-alpha -

390.991443 0 
[C5Me5H2

]+ 
C1 cis-alpha -

390.989241
6 1.38 

[C5Me5H2

]+ 
C1 trans-beta -

390.948601
7 26.88 

[C5Me5H2

]+ 
 C1 (approx 
Cs) 

cis-beta -
390.948634
4 26.86 
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