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Table S1
Energies and zero-point correction (Hartree) and energy difference between cation and neutral (kcal/mol)


E
ZPE
(E

(1)
-615.750206
0.207136
 

(1H+)
-616.095784
0.218283
-209.86

(5)
-769.398775
0.253994
 

(5H+)
-769.750406
0.265373
-213.51

(6)
-883.921920
0.286709
 

(6aH+)
-884.285251
0.298558
-220.56

(6bH+)
-884.281655
0.298256
-218.49

(7)
-868.631803
0.245664
 

(7aH+)
-868.981158
0.257028
-212.09

(7bH+)
-868.977199
0.256917
-209.68

(9)
-845.629377
0.266827
 

(9H+)
-845.989804
0.278481
-218.86

