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Table S1 Ab initio (HF/6-31G** and HF/6-311G**) gas phase total energies (au) 

R
Method
Phenol
Quinone

N(CH3)2
HF/6-31G**
-913.7639141
-913.7617219


HF/6-311G**
-913.930088
-913.927540

OCH3
HF/6-31G**
-894.561998
-894.558810


HF/6-311G**
-894.729482
-894.726140

OCH3 + 1 MeOH
HF/6-31G**
-1009.615664
-1009.618825

H
HF/6-31G**
-780.679917
-780.677112


HF/6-311G**
-780.821266
-780.818289

H + 1 MeOH
HF/6-31G**
-895.733497
-895.736764

H + 1 CHCl3
HF/6-31G**
-2197.556372
-2197.557411

Cl
HF/6-31G**
-1239.577799
-1239.574142


HF/6-311G**
-1239.742861
-1239.739021

Cl + 1 MeOH
HF/6-31G**
-1354.631671
-1354.634159

CN
HF/6-31G**
-872.4141752
-872.4106741


HF/6-311G**
-872.5751091
-872.5713576










