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Supplementary Information:

In a classic study Houk and Munchausen35(a) have demonstrated that changes in IP and EA values of 

dienophiles (induced by different substitutions) can be used to predict their reactivity trends in Diels-

Alder (DA) reactions. The IP and EA values of the chosen dienes and dienophiles in the present 

study are reported in Tables S1 and S2, respectively.
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Table S1: IP values (in eV) of the chosen Diels-Alder pairs are generated at MP2(FC)/6-

31G(D,P) level.
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Table S2: EA values (in eV) of the chosen Diels-Alder pairs are generated at MP2(FC)/6-

31G(D,P) level.
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