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Chart_sd
4,5-Dihydro[l]benzacephenanthrylene (2, C20H12), decacyclene (3, C36H18) and benzo[1,2-e:3,4-e’:6,5-e’’]triacephenanthrylene (4, C48H24), and the C60 Schlegel diagram with recommended numbering schemea commencing in the central hexagon.
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a See R. Taylor, J. Chem. Soc, Perkin Trans 2, 813 (1993).

Fig. 1_sd. 
AM113 optimised geometries, heats of formation (Hf0 in kcal/mol) and first ionisation potentials (Iv,1 = -1 in eV) of 1a (C60H30), C60H24, C60H18, C60H12, ring-opened C60H6, C60H4 and C60H2 (5,6) and, ring-closed C60H6, C60H4 (5,6; 5,6 and 6,6; 6,6) and C60H2 (5,6 and 6,6) and C60 with their corresponding Schlegel diagrams (see also Chart_sd).
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1a, C60H30
Hf0
344.6 (C3)
kcal/mol (Iv,1 8.12 eV)
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C60H24
Hf0
481.0 (C3)
kcal/mol (Iv,1 8.47 eV)

Fig. 1_sd continued.
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C60H18
Hf0
625.7 (C3)
kcal/mol (Iv,1 8.60 eV)
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C60H12
Hf0
777.2 (C3)
kcal/mol (Iv,1 8.89 eV)

Fig. 1_sd continued.

[image: image22.wmf][image: image23.wmf]H

H

H

H

H

H

 EMBED ACD.3D  
[image: image5.png]





ring-opened C60H6
Hf0
874.3 (C3v)
kcal/mol (Iv,1 9.15 eV)
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ring-opened C60H4
Hf0
930.5 (Cs)
kcal/mol (Iv,1 9.13 eV)

Fig. 1_sd continued.
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ring-opened (5,6) C60H2 (not a proper minimum¶)

Hf0
977.5 (Cs)
kcal/mol (Iv,1 9.22 eV)
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C60
Hf0
973.4 (Ih)
kcal/mol (Iv,1 9.64 eV)
Fig. 1_sd continued.
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ring-closed C60H6 from ring-opened C60H6 via a thermally allowed 2+2+2 cycloaddition (see text).

Hf0
865.3 (C3v)
kcal/mol (Iv,1 9.06 eV)
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ring-closed (5,6; 5,6) C60H4
Hf0
892.2 (Cs)
kcal/mol (Iv,1 9.21 eV)
Fig. 1_sd continued.
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ring-closed (6,6; 6,6) C60H4
Hf0
901.1 (Cs)
kcal/mol (Iv,1 9.16 eV)
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ring-closed (5,6) C60H2
Hf0 
950.0 (Cs)
kcal/mol (Iv,1 8.93 eV)
Fig. 1_sd continued.

[image: image37.wmf]H

H

H

H

[image: image38.wmf] EMBED ACD.3D  
[image: image11.png]





ring-closed (6,6) C60H2
Hf0 
931.2 (C2v)
kcal/mol (Iv,1 9.26 eV)
Fig. 2_sd.
Post-source-decay (PSD) MALDI TOF-MS (positive-ion mode) spectrum of 1a.+ (m/z 750, laser fluence of ca. 440 J/pulse).
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