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1) 1
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2. Computational data for the involved intermediates 
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Figure 1. Energy distribution for the involved intermediates 
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E (MeCN) = - 306.5546099 Hartree 

C                 -1.22045200   -1.22965700    0.00000100 

 C                  0.13824900   -1.25319700    0.00000000 

 C                  0.97571500   -0.09638600   -0.00000200 

 C                  0.34540700    1.19127500   -0.00000200 

 C                 -1.02553800    1.24614200    0.00000000 

 C                 -1.82066600    0.05265700    0.00000100 

 H                 -1.82318600   -2.13326100    0.00000300 

 H                  0.95284600    2.09330400   -0.00000400 

 H                 -1.52757300    2.20842700    0.00000000 

 H                 -2.90396900    0.13694800    0.00000300 

 O                  2.27015700   -0.28937000   -0.00000400 

 H                  2.78433000    0.54453400    0.00004700 
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E (MeCN) = -383.9720388 Hartree 
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 C                 -1.77530300   -1.03238000   -0.09859800 
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 C                  2.27260100    0.34780500    0.00000400 

 C                  1.99720200   -1.05212200    0.00001100 

 H                  0.47926800   -2.55838800    0.00014200 

 H                  1.47130400    2.34415900   -0.00000200 

 H                  3.30419400    0.68685900    0.00005100 

 H                  2.82054700   -1.75839500    0.00004200 

 O                 -1.10815300    1.68402800    0.00002500 

 C                 -2.90438700   -0.43766200    0.00001100 

 H                 -3.29895000    0.56793900    0.00019300 

 C                 -1.72505500   -1.10161900   -0.00007300 

 H                 -1.78687700   -2.19242800    0.00009600 

 H                 -0.81392300    2.61474100    0.00027600 

 

 

 

 

 

 

 

 

 



 S44 

H

O

+
H 3

22
+

out-in   

 

E (MeCN) = -383.968231 Hartree 

 

C                  1.39793100    0.86351300    0.00000000 
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 C                  0.36471800   -1.78589000    0.00000000 

 C                  1.71766500   -1.56431800    0.00000000 

 C                  2.24306600   -0.23180000    0.00000000 

 H                  1.80735600    1.86869100    0.00000000 

 H                 -0.06566000   -2.78130800    0.00000000 

 H                  2.40451000   -2.40481700    0.00000000 

 H                  3.31853100   -0.08613700    0.00000000 

 O                 -1.80095100   -0.94626500    0.00000000 

 C                 -2.21135900    1.81858200    0.00000000 

 C                 -0.87356300    1.83954100    0.00000000 

 H                 -0.38118700    2.81940100    0.00000000 

 H                 -2.36000200   -0.12667200    0.00000000 
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C                  0.00000000    0.00000000    0.00000000 

 C                  1.39930614    0.00000000    0.00000000 

 C                  2.03956944    1.23397784    0.00000000 

 C                  1.45374181    2.47738901   -0.00537851 

 C                  0.05115935    2.44474675    0.00725345 

 C                 -0.65550501    1.23288138    0.00795290 

 H                 -0.55681929   -0.93106171   -0.00562995 

 H                  2.01024013    3.40811562   -0.02420076 

 H                 -0.49193364    3.38400316    0.00795404 

 H                 -1.74024657    1.25644481    0.01122712 

 O                  3.47679997    0.96159613   -0.05795952 

 H                  4.03484643    1.46799004    0.57324237 

 C                  3.63115286   -0.50825263    0.00185730 

 H                  4.65939788   -0.83117706   -0.04067923 

 C                  2.41172083   -1.04782983   -0.00248562 

 H                  2.22523216   -2.11444399   -0.01714324 


