
SUPPLEMENTAL INFORMATION 

 

 

S1. Schematic of the partition between QM regions in the hybrid QM:QM CCSD(T)/6-

311G*:B3LYP/6-31G* ONIOM calculations. In brown are carbon atoms calculated at 

the B3LYP/6-31G*. In pink are and red are the carbon and oxygen atoms belonging to 

the CCSD(T)/6-311G* layer. 
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S2. Structure of selected atoms in the C60O3*12, C60O3*13, and C60 molecules showing key 

C-C-C-C dihedral angles. The bond connecting the two carbon atoms that are central to 

the calculated dihedral angles are shown in pink for clarity.   
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S3. Calculated infrared spectra of (a) C60O3*3 POZ, (b) C60O3*7 POZ, and (c) C60O3*19 

POZ. The red trace corresponds to the experiments of Ref. 24 after 100 L of ozone 

exposure to a C60 film. The spectra are normalized to highest peak height. 
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S4. Selected geometric features of stationary points along the C60 ozonolysis reaction 

pathway. The shaded cells indicate a relationship that includes non-bonded atoms. 
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