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2

Figure S1. The optimized geometries at the B3LYP/6-311++G(d,p), B3LYP/aug-cc-pVDZ, 
MP2/6-311++G(d,p), and MP2/aug-cc-pVDZ levels for the (CH3)2N +NO reaction. Bond 
distances are in angstrom and bond angles are in degrees. For SP3, the values are from the 
B3LYP/6-311++G(d,p) and B3LYP/aug-cc-pVDZ  levels. 
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Figure S2. The optimized geometries at the B3LYP/6-311++G(d,p), B3LYP/aug-cc-pVDZ, 
MP2/6-311++G(d,p), and MP2/aug-cc-pVDZ levels for the CH3NH+NO reaction. Bond 
distances are in angstrom and bond angles are in degrees. For SP8 the values are from the 
B3LYP/6-311++G(d,p) and B3LYP/aug-cc-pVDZ  levels. 
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