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Fig S1. B3LYP/6-31G(d) optimized geometries and bond lengths, Å,  S2 

 for o-1, m-1, p-1, o-2, m-2, p-2, o-3, p-3, m-3, o-1H+, m-1H+,  

 p-1H+, o-2H+, m-2H+, p-2H+, o-3H+, p-3H+, m-3H+, 4H+ and 5H+. 

Fig S2.  HF/6-31G(d) optimized geometries and bond lengths, Å, for  S9 

 o-1H+, m-1H+, p-1H+, o-2H+, m-2H+, and p-2H+. 
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Fig S1. B3LYP/6-31G(d) optimized geometries and bond lengths, Å, for o-1, m-1, p-1, 
o-2, m-2, p-2, o-3, p-3, m-3, o-1H+, m-1H+, p-1H+, o-2H+, m-2H+, p-2H+, o-3H+, p-3H+, 
m-3H+, 4H+ and 5H+. 
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Fig S1 (continued). 
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Fig S1 (continued). 
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Fig S1 (continued). 
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Fig S1 (continued). 

 
 

H

HC
CH

H

C

H

H

C

C

H

C

C

H

C

H C

H H

H

O

C

C

H

C

C

H

H

C

C

H

H

C

H

H

H

C

H

H

H

1.686

1.4861.405

1.384

1.425 1.360

1.480

1.311

1.451

1.543

1.541

1.550

1.541

1.541

1.541

1.539

1.538

1.541

1.549

1.547

1.550

o-3H+

H
H

C
C

H

H

H

C

CH

C

H

H

C

C
C

H

C
H

C

H

H

C

O

C

C

H

H

H

H

C

C

H

C

H

H

H

C

H

H

H

m-3H+

1.779

1.456
1.384

1.419

1.399
1.380

1.449

1.342

1.433

1.537

1.532

1.555

1.541

1.541

1.541

1.554 1.539

1.539

1.541

1.554

1.536

 
 



Electronic Supplementary Material for Organic & Biomolecular Chemistry 
This journal is © The Royal Society of Chemistry 2005 

S9 

H
H

C C

H

H

H

O

C

H

C
CH

H

C

C

H

H

C

C

C

H

C

C

H

C

H

H

H

C

H

H

C

H

H

C

H

C

H

H

H

p-3H+

1.635

1.479
1.361

1.430

1.3061.452

1.431 1.357

1.481

1.548

1.547 1.539

1.539
1.542

1.542 1.542

1.542

1.547
1.547
1.548

1.545

 
 

Fig S1 (continued). 
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Fig S1 (continued). 
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Fig S2. HF/6-31G(d) optimized geometries and bond lengths, Å, for o-1H+, m-1H+, p-1H+, o-2H+, m-2H+, 
and p-2H+. 
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Fig S2 (continued). 

 


