
H6C3O3  B3LYP/6-31+G*
 
 

EQ1
20.7 kJ/mol

TS0
348.7 kJ/mol

EQ6
75.4 kJ/mol

TS1
273.6 kJ/mol

EQ16
118.2 kJ/mol

TS2
407.2 kJ/mol

EQ18
126.5 kJ/mol

TS3
607.1 kJ/mol

EQ26
321.7 kJ/mol

UDC0
752.8 kJ/mol
  H5C3O3  H

UDC1
783.6 kJ/mol
  H5C3O3  H

TS4
328.6 kJ/mol

TS5
334.8 kJ/mol

TS6
615.0 kJ/mol

TS7
329.3 kJ/mol

TS8
338.4 kJ/mol

TS9
340.1 kJ/mol

TS10
687.9 kJ/mol

TS11
534.6 kJ/mol

TS12
550.0 kJ/mol

EQ27
321.8 kJ/mol

UDC2
801.8 kJ/mol
  H5C3O3  H

TS13
348.4 kJ/mol

TS14
637.8 kJ/mol

TS15
334.2 kJ/mol

TS16
336.7 kJ/mol

TS17
329.6 kJ/mol

TS18
331.0 kJ/mol

TS19
329.7 kJ/mol

TS20
331.1 kJ/mol

TS21
329.9 kJ/mol

TS22
331.7 kJ/mol

TS23
574.3 kJ/mol

TS24
655.6 kJ/mol

TS25
689.4 kJ/mol

TS26
737.6 kJ/mol

TS27
747.4 kJ/mol

TS28
753.8 kJ/mol

TS29
755.4 kJ/mol

EQ28
322.8 kJ/mol

TS30
664.6 kJ/mol

TS31
343.7 kJ/mol

TS32
338.3 kJ/mol

TS33
338.3 kJ/mol

TS34
327.7 kJ/mol

TS35
349.9 kJ/mol

TS36
562.4 kJ/mol

TS37
506.2 kJ/mol

TS38
559.6 kJ/mol

TS39
616.9 kJ/mol

TS40
647.8 kJ/mol

TS41
654.4 kJ/mol

TS42
657.4 kJ/mol

EQ29
323.9 kJ/mol

TS43
948.3 kJ/mol

TS44
335.8 kJ/mol

TS45
342.2 kJ/mol

TS46
329.0 kJ/mol

TS47
338.8 kJ/mol

TS48
349.9 kJ/mol

TS49
328.0 kJ/mol

TS50
340.2 kJ/mol

TS51
515.3 kJ/mol

TS52
531.5 kJ/mol

TS53
815.6 kJ/mol

TS54
614.8 kJ/mol

TS55
739.3 kJ/mol

EQ30
324.5 kJ/mol

TS56
325.9 kJ/mol

TS57
331.9 kJ/mol

TS58
332.0 kJ/mol

TS59
333.6 kJ/mol

TS60
332.9 kJ/mol

TS61
609.3 kJ/mol

TS62
709.9 kJ/mol

EQ31
325.5 kJ/mol

TS63
336.9 kJ/mol

TS64
340.4 kJ/mol

TS65
329.1 kJ/mol

TS66
330.2 kJ/mol

TS67
543.3 kJ/mol

TS68
559.2 kJ/mol

TS69
618.3 kJ/mol

TS70
701.6 kJ/mol

TS71
705.6 kJ/mol

TS72
743.4 kJ/mol

TS73
758.5 kJ/mol

EQ32
325.6 kJ/mol

UDC3
808.7 kJ/mol
  H5C3O3  H

TS74
762.0 kJ/mol

TS75
327.7 kJ/mol

TS76
571.2 kJ/mol

TS77
606.1 kJ/mol

TS78
760.2 kJ/mol

EQ33
325.7 kJ/mol

TS79
343.3 kJ/mol

TS80
334.2 kJ/mol

TS81
337.3 kJ/mol

TS82
340.5 kJ/mol

TS83
613.7 kJ/mol

TS84
538.9 kJ/mol

TS85
601.2 kJ/mol

TS86
612.0 kJ/mol

TS87
652.9 kJ/mol

TS88
750.9 kJ/mol

EQ35
326.3 kJ/mol

UDC4
1226.8 kJ/mol
  H6C3O2  O

TS89
340.3 kJ/mol

TS90
328.1 kJ/mol

TS91
338.3 kJ/mol

TS92
334.8 kJ/mol

TS93
669.5 kJ/mol

TS94
668.5 kJ/mol

TS95
557.8 kJ/mol

TS96
539.9 kJ/mol

TS97
650.8 kJ/mol

TS98
661.9 kJ/mol

EQ36
326.7 kJ/mol

TS99
357.5 kJ/mol

TS100
346.5 kJ/mol

TS101
328.5 kJ/mol

TS102
329.5 kJ/mol

TS103
345.3 kJ/mol

TS104
670.5 kJ/mol

TS105
563.1 kJ/mol

TS106
608.8 kJ/mol

TS107
612.6 kJ/mol

TS108
701.3 kJ/mol

EQ37
327.3 kJ/mol

TS109
327.5 kJ/mol

TS110
338.9 kJ/mol

TS111
329.1 kJ/mol

TS112
562.1 kJ/mol

EQ38
327.5 kJ/mol

UDC5
774.7 kJ/mol
  H5C3O3  H

UDC6
792.6 kJ/mol
  H5C3O3  H

TS113
666.5 kJ/mol

TS114
547.6 kJ/mol

TS115
531.6 kJ/mol

EQ39
327.6 kJ/mol

UDC7
800.9 kJ/mol
  H5C3O3  H

TS116
562.1 kJ/mol

TS117
576.5 kJ/mol

TS118
618.8 kJ/mol

EQ40
327.9 kJ/mol

UDC8
792.2 kJ/mol
  H5C3O3  H

TS119
328.9 kJ/mol

TS120
332.6 kJ/mol

TS121
354.5 kJ/mol

TS122
339.8 kJ/mol

TS123
548.8 kJ/mol

TS124
626.3 kJ/mol

TS125
748.2 kJ/mol

EQ41
328.4 kJ/mol

TS126
334.7 kJ/mol

TS127
330.7 kJ/mol

TS128
609.8 kJ/mol

TS129
643.6 kJ/mol

EQ42
328.5 kJ/mol

TS130
353.1 kJ/mol

TS131
341.3 kJ/mol

TS132
333.6 kJ/mol

TS133
572.0 kJ/mol

TS134
618.0 kJ/mol

EQ43
328.9 kJ/mol

TS135
335.1 kJ/mol

TS136
698.8 kJ/mol

EQ44
328.9 kJ/mol

UDC9
732.5 kJ/mol
  H5C3O3  H

UDC10
1243.3 kJ/mol
  H6C3O2  O

TS137
340.4 kJ/mol

TS138
330.7 kJ/mol

TS139
616.4 kJ/mol

TS140
665.7 kJ/mol

TS141
748.5 kJ/mol

EQ45
329.2 kJ/mol

UDC11
739.7 kJ/mol
  H5C3O3  H

UDC12
1242.9 kJ/mol
  H6C3O2  O

TS142
703.6 kJ/mol

TS143
330.8 kJ/mol

TS144
332.5 kJ/mol

TS145
359.3 kJ/mol

TS146
340.8 kJ/mol

TS147
671.1 kJ/mol

EQ46
329.7 kJ/mol

TS148
608.9 kJ/mol

TS149
708.4 kJ/mol

EQ47
330.1 kJ/mol

UDC13
739.3 kJ/mol
  H5C3O3  H

TS150
639.3 kJ/mol

TS151
746.2 kJ/mol

EQ48
330.4 kJ/mol

TS152
552.4 kJ/mol

TS153
741.7 kJ/mol

EQ49
366.4 kJ/mol

EQ50
368.8 kJ/mol

TS154
377.0 kJ/mol

EQ51
371.2 kJ/mol

TS155
374.2 kJ/mol

EQ52
373.1 kJ/mol

EQ53
373.3 kJ/mol

EQ61
478.3 kJ/mol

EQ63
487.9 kJ/mol

EQ64
497.2 kJ/mol

TS156
520.6 kJ/mol

EQ68
502.2 kJ/mol

EQ69
506.5 kJ/mol

EQ71
509.9 kJ/mol

EQ72
511.9 kJ/mol

EQ75
526.7 kJ/mol

EQ76
528.6 kJ/mol

EQ77
559.4 kJ/mol

EQ78
560.1 kJ/mol

EQ79
596.2 kJ/mol

EQ84
1046.0 kJ/mol

TS157
1058.8 kJ/mol

DDC0
-8.0 kJ/mol

  HCO2  H  H4C2O

DDC1
117.3 kJ/mol

  H4C3O2  H  HO

DDC2
206.7 kJ/mol

  H5C3O2  HO

DDC3
153.3 kJ/mol

  H4C3O2  H  HO

DDC4
285.4 kJ/mol

  H4C3O2  H  HO

DDC5
543.4 kJ/mol

  H4C3O3  H  H

DDC6
356.2 kJ/mol

  CO  H  H5C2O2

DDC7
378.0 kJ/mol

  CO  H  H5C2O2

DDC8
739.2 kJ/mol

  H4C3O3  H  H

DDC9
749.4 kJ/mol

  H4C3O3  H  H

DDC10
728.4 kJ/mol

  H2CO  H4C2O2

DDC11
168.6 kJ/mol

  H2CO2  H4C2O

DDC12
404.0 kJ/mol

  H2CO3  H4C2

DDC13
520.3 kJ/mol

  H4C2O  H2CO2

DDC14
477.6 kJ/mol

  H4C2O2  H2CO

DDC15
513.3 kJ/mol

  CO  H  H4C2O2  H

DDC16
527.0 kJ/mol

  H3C3O2  H  H  HO

DDC17
552.7 kJ/mol

  H4C2O  H2CO2

DDC18
512.4 kJ/mol

  H4C3O3  H  H

DDC19
556.1 kJ/mol

  H4C3O3  H  H

DDC20
439.5 kJ/mol

  H5C3O  HO2

DDC21
437.8 kJ/mol

  H4C3O  H  HO2

DDC22
564.6 kJ/mol

  H4C3O3  H  H

DDC23
611.3 kJ/mol

  H4C3O3  H  H

DDC24
625.4 kJ/mol

  H4C3O3  H  H

DDC25
741.4 kJ/mol

  H4C3O3  H  H

DDC26
556.0 kJ/mol

  H4C3O3  H  H

DDC27
307.4 kJ/mol

  H4C3O2  H  HO

DDC28
123.9 kJ/mol

  H5C3O2  HO

DDC29
759.9 kJ/mol

  H2CO  H4C2O2

DDC30
342.7 kJ/mol

  H4C3O2  H  HO

DDC31
398.2 kJ/mol

  H5C3O2  HO

DDC32
515.4 kJ/mol

  H4C2O  H2CO2

DDC33
522.0 kJ/mol

  H3C3O2  H  H  HO

DDC34
750.6 kJ/mol

  H4C3O3  H  H

DDC35
155.9 kJ/mol

  H4C3O2  H  HO

DDC36
532.8 kJ/mol

  CO  H  H4C2O2  H

DDC37
541.0 kJ/mol

  H4C3O3  H  H

DDC38
425.9 kJ/mol

  H4C3O  H  HO2

DDC39
555.0 kJ/mol

  H4C3O3  H  H

DDC40
559.5 kJ/mol

  H4C3O3  H  H

DDC41
612.6 kJ/mol

  H4C3O3  H  H

DDC42
422.6 kJ/mol

  H4C3O  H  HO2

DDC43
192.6 kJ/mol

  H6C3O3

DDC44
297.0 kJ/mol

  H4C3O2  H  HO

DDC45
581.2 kJ/mol

  H2CO3  H4C2

DDC46
455.6 kJ/mol

  H2CO  H4C2O2

DDC47
545.9 kJ/mol

  H4C3O3  H  H

DDC48
555.7 kJ/mol

  H4C3O3  H  H

DDC49
515.5 kJ/mol

  CO  H  H4C2O2  H

DDC50
302.1 kJ/mol

  H4C3O2  H  HO

DDC51
121.8 kJ/mol
  H5C3O2  HO

DDC52
605.5 kJ/mol

  H4C3O3  H  H

DDC53
512.3 kJ/mol

  H4C2O  H2CO2

DDC54
537.8 kJ/mol

  H4C3O3  H  H

DDC55
541.6 kJ/mol

  H4C3O3  H  H

DDC56
554.5 kJ/mol

  H4C3O3  H  H

DDC57
134.8 kJ/mol

  H5C3O2  HO

DDC58
404.8 kJ/mol

  H5C3O2  HO

DDC59
575.8 kJ/mol

  H4C3O3  H  H

DDC60
159.8 kJ/mol

  H4C3O2  H  HO

DDC61
556.7 kJ/mol

  H4C3O3  H  H

DDC62
581.4 kJ/mol

  H6C3O3

DDC63
506.6 kJ/mol

  H5C3O2  HO

DDC64
332.5 kJ/mol

  H5C3O2  HO

TS158
517.4 kJ/mol

DDC65
572.3 kJ/mol

  H4C3O  H  HO2

DDC66
571.7 kJ/mol

  H4C3O  H  HO2

TS159
572.7 kJ/mol

DDC67
585.7 kJ/mol

  H4C3O  H  HO2

DDC68
585.7 kJ/mol

  H4C3O  H  HO2

TS160
587.3 kJ/mol

DDC69
631.9 kJ/mol

  H5C3O  HO2

DDC70
665.9 kJ/mol

  H5C3O  HO2

TS161
680.8 kJ/mol

DDC71
458.8 kJ/mol

  H6C3O3

DDC72
574.9 kJ/mol

  H5C3O  HO2

TS162
683.3 kJ/mol

DDC73
642.1 kJ/mol

  H5C3O  HO2

DDC74
666.8 kJ/mol

  H5C3O  HO2

TS163
683.3 kJ/mol

DDC75
644.5 kJ/mol

  H5C3O  HO2

DDC76
653.6 kJ/mol

  H5C3O  HO2

TS164
701.5 kJ/mol

DDC77
654.8 kJ/mol

  H5C3O  HO2

DDC78
655.5 kJ/mol

  H5C3O  HO2

TS165
702.6 kJ/mol

DDC79
715.7 kJ/mol

  H4C3O  H  HO2

DDC80
709.1 kJ/mol

  H4C3O  H  HO2

TS166
717.9 kJ/mol

DDC81
722.0 kJ/mol

  H2C2O  H  H3CO2

DDC82
722.4 kJ/mol

  H2C2O  H  H3CO2

TS167
722.7 kJ/mol

DDC83
714.9 kJ/mol
  H5C3O  HO2

DDC84
714.8 kJ/mol
  H5C3O  HO2

TS168
731.9 kJ/mol

DDC85
712.7 kJ/mol
  H6C3O  O2

DDC86
590.3 kJ/mol

  H5C3O  HO2

TS169
746.3 kJ/mol

DDC87
485.2 kJ/mol

  H2CO  H4C2O2

DDC88
517.0 kJ/mol

  HCO  H  H3C2O2  H

TS170
760.9 kJ/mol


