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Table S1: Correlation coefficients of alkene IEs vs HOMO energies and EAs vs 

LUMO energies. Data are taken from Table S2. 
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Table S2: Alkene IEs, HOMO energies, EAs, and LUMO energies. 
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Figure S1: Alkene IEs vs HOMO energies calculated by ab initio at HF/3-21G(*) level; 

data are from Table S2. 

 

 

Figure S2: Alkene EAs vs LUMO energies calculated by ab initio at HF/3-21G(*) 

level; data are from Table S2. 
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Figure S3: Alkene IEs vs HOMO energies calculated by ab initio at HF/6-31+G* 

level; data are from Table S2. 

 

 

Figure S4: Alkene EAs vs LUMO energies calculated by ab initio at HF/6-31+G* 

level; data are from Table S2. 
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Figure S5: Alkene IEs vs HOMO energies calculated by ab initio at HF/6-311G* 

level; data are from Table S2. 

 

Figure S6: Alkene EAs vs LUMO energies calculated by ab initio at HF/6-311G* 

level; data are from Table S2. 
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Figure S7: Alkene IEs vs HOMO energies calculated by ab initio at HF/6-311+G* 

level; data are from Table S2. 

 

Figure S8: Alkene EAs vs LUMO energies calculated by ab initio at HF/6-311+G* 

level; data are from Table S2. 
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Figure S9: Alkene IEs vs HOMO energies calculated by PM3; data are from Table 

S2. 

 

Figure S10: Alkene EAs vs LUMO energies calculated by PM3; data are from Table 

S2. 
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Figure S11: Alkene IEs vs HOMO energies calculated MNDO; data are from Table 

S2. 

 

Figure S12: Alkene EAs vs LUMO energies calculated by MNDO; data are from 

Table S2. 
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Figure S13: Alkene IEs vs HOMO energies calculated DFT (B3LYP/6-31G*); data 

are from Table S2. 

 

Figure S14: Alkene EAs vs LUMO energies calculated by DFT (B3LYP/6-31G*); data 

are from Table S2. 
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