
H2CO3  B3LYP/6-31G*
 
 

EQ0
0.0 kJ/mol

UDC0
813.5 kJ/mol
  H2CO2  O

TS0
 46.5 kJ/mol

TS1
159.6 kJ/mol

TS2
684.5 kJ/mol

TS3
591.8 kJ/mol

EQ1
8.1 kJ/mol

UDC1
532.9 kJ/mol

  HCO3  H

UDC2
826.7 kJ/mol
  H2CO2  O

TS4
 59.2 kJ/mol

TS5
604.3 kJ/mol

TS6
561.8 kJ/mol

TS7
598.2 kJ/mol

TS8
759.9 kJ/mol

TS9
754.0 kJ/mol

TS10
185.0 kJ/mol

EQ2
51.0 kJ/mol

UDC3
555.0 kJ/mol

  HCO3  H

UDC4
874.3 kJ/mol
  H2CO2  O

TS11
 51.7 kJ/mol

TS12
744.9 kJ/mol

TS13
583.6 kJ/mol

EQ3
299.9 kJ/mol

TS14
367.2 kJ/mol

TS15
566.0 kJ/mol

TS16
516.4 kJ/mol

TS17
527.4 kJ/mol

TS18
636.4 kJ/mol

TS19
602.7 kJ/mol

TS20
523.7 kJ/mol

TS21
599.3 kJ/mol

TS22
605.3 kJ/mol

TS23
841.6 kJ/mol

TS24
976.5 kJ/mol

TS25
574.7 kJ/mol

TS26
607.3 kJ/mol

TS27
610.7 kJ/mol

TS28
966.9 kJ/mol

EQ4
314.5 kJ/mol

UDC5
807.3 kJ/mol

  HCO3  H

TS29
316.4 kJ/mol

TS30
345.9 kJ/mol

TS31
555.4 kJ/mol

TS32
588.0 kJ/mol

TS33
375.1 kJ/mol

TS34
593.3 kJ/mol

TS35
615.3 kJ/mol

TS36
677.6 kJ/mol

TS37
669.1 kJ/mol

TS38
556.8 kJ/mol

TS39
586.7 kJ/mol

TS40
579.4 kJ/mol

TS41
606.5 kJ/mol

TS42
632.3 kJ/mol

EQ5
315.0 kJ/mol

UDC6
847.8 kJ/mol

  HCO3  H

UDC7
1185.0 kJ/mol

  H2CO2  O

TS43
315.2 kJ/mol

TS44
639.2 kJ/mol

TS45
956.3 kJ/mol

EQ6
373.1 kJ/mol

UDC8
922.4 kJ/mol

  HCO3  H

TS46
403.4 kJ/mol

TS47
522.3 kJ/mol

TS48
1049.6 kJ/mol

TS49
1116.2 kJ/mol

TS50
725.1 kJ/mol

EQ7
394.4 kJ/mol

UDC9
951.3 kJ/mol

  HCO3  H

TS51
583.4 kJ/mol

TS52
537.3 kJ/mol

TS53
1044.7 kJ/mol

TS54
759.1 kJ/mol

EQ8
465.4 kJ/mol

UDC10
1021.5 kJ/mol

  HCO3  H

TS55
474.3 kJ/mol

TS56
792.8 kJ/mol

TS57
592.7 kJ/mol

TS58
791.8 kJ/mol

TS59
597.3 kJ/mol

TS60
764.4 kJ/mol

TS61
784.9 kJ/mol

TS62
805.3 kJ/mol

TS63
767.9 kJ/mol

TS64
800.6 kJ/mol

TS65
522.9 kJ/mol

TS66
568.1 kJ/mol

TS67
734.2 kJ/mol

EQ9
473.3 kJ/mol

TS68
570.5 kJ/mol

TS69
680.3 kJ/mol

TS70
715.7 kJ/mol

EQ10
487.4 kJ/mol

UDC11
672.0 kJ/mol
  H2CO2  O

UDC12
1020.2 kJ/mol

  HCO3  H

TS71
596.9 kJ/mol

TS72
524.8 kJ/mol

TS73
1112.8 kJ/mol

TS74
882.9 kJ/mol

EQ11
496.6 kJ/mol

TS75
788.7 kJ/mol

TS76
800.3 kJ/mol

TS77
812.4 kJ/mol

TS78
562.3 kJ/mol

TS79
575.9 kJ/mol

TS80
803.2 kJ/mol

TS81
811.2 kJ/mol

TS82
583.2 kJ/mol

TS83
645.8 kJ/mol

TS84
746.1 kJ/mol

EQ12
497.3 kJ/mol

UDC13
905.8 kJ/mol

  HCO3  H

TS85
597.4 kJ/mol

TS86
508.9 kJ/mol

TS87
945.9 kJ/mol

EQ13
501.7 kJ/mol

UDC14
707.2 kJ/mol
  H2CO2  O

UDC15
933.1 kJ/mol

  HCO3  H

UDC16
1020.0 kJ/mol

  HCO3  H

TS88
620.6 kJ/mol

TS89
711.8 kJ/mol

TS90
1000.9 kJ/mol

TS91
833.2 kJ/mol

TS92
1107.8 kJ/mol

TS93
980.9 kJ/mol

EQ14
503.0 kJ/mol

UDC17
698.6 kJ/mol
  H2CO2  O

UDC18
895.6 kJ/mol

  HCO3  H

TS94
891.8 kJ/mol

TS95
1124.7 kJ/mol

TS96
1112.3 kJ/mol

EQ15
507.4 kJ/mol

UDC19
903.0 kJ/mol
  HCO3  H

UDC20
1020.4 kJ/mol

  HCO3  H

TS97
802.8 kJ/mol

EQ16
555.1 kJ/mol

UDC21
890.6 kJ/mol
  HCO  O2  H

TS98
575.4 kJ/mol

TS99
607.6 kJ/mol

TS100
591.3 kJ/mol

TS101
595.7 kJ/mol

TS102
607.1 kJ/mol

EQ17
570.3 kJ/mol

TS103
581.5 kJ/mol

TS104
576.9 kJ/mol

TS105
607.8 kJ/mol

EQ18
581.6 kJ/mol

UDC22
865.5 kJ/mol

  HCO3  H

TS106
585.4 kJ/mol

TS107
716.8 kJ/mol

TS108
907.2 kJ/mol

TS109
711.1 kJ/mol

TS110
734.5 kJ/mol

EQ19
653.6 kJ/mol

TS111
712.9 kJ/mol

TS112
653.7 kJ/mol

TS113
777.5 kJ/mol

EQ20
737.9 kJ/mol

UDC23
1079.6 kJ/mol

  HCO3  H

TS114
874.4 kJ/mol

TS115
884.8 kJ/mol

TS116
800.0 kJ/mol

EQ21
760.0 kJ/mol

UDC24
906.1 kJ/mol
  H2CO2  O

TS117
829.9 kJ/mol

TS118
883.5 kJ/mol

EQ22
794.3 kJ/mol

UDC25
929.9 kJ/mol
  H2CO2  O

TS119
888.1 kJ/mol

EQ23
829.7 kJ/mol

TS120
846.2 kJ/mol

TS121
945.2 kJ/mol

EQ24
950.8 kJ/mol

TS122
980.7 kJ/mol

TS123
991.5 kJ/mol

TS124
1105.7 kJ/mol

TS125
963.2 kJ/mol

TS126
978.5 kJ/mol

EQ25
973.5 kJ/mol

TS127
975.7 kJ/mol

TS128
981.8 kJ/mol

EQ26
984.4 kJ/mol

UDC26
1548.9 kJ/mol

  HCO3  H

TS129
1146.4 kJ/mol

TS130
1072.3 kJ/mol

TS131
1095.1 kJ/mol

TS132
1166.2 kJ/mol

EQ27
1016.9 kJ/mol

TS133
1050.4 kJ/mol

TS134
1102.4 kJ/mol

TS135
1127.9 kJ/mol

TS136
1047.9 kJ/mol

TS137
1093.2 kJ/mol

TS138
1123.0 kJ/mol

EQ28
1046.4 kJ/mol

TS139
1064.5 kJ/mol

TS140
1142.9 kJ/mol

TS141
1216.3 kJ/mol

EQ29
1056.1 kJ/mol

UDC27
1218.1 kJ/mol

  H2CO2  O

TS142
1219.8 kJ/mol

DDC0
-0.3 kJ/mol
  CO2  H2O

DDC1
389.9 kJ/mol
  CO  H2O2

DDC2
397.1 kJ/mol
  CO  H2O2

DDC3
420.5 kJ/mol

  H2CO3

DDC4
751.2 kJ/mol

  H2CO3

DDC5
49.6 kJ/mol
  CO2  H2O

DDC6
20.6 kJ/mol
  CO2  H2O

DDC7
618.7 kJ/mol
  CO3  H  H

DDC8
595.7 kJ/mol
  CO2  H2O

DDC9
447.8 kJ/mol
  CO3  H  H

DDC10
127.1 kJ/mol
  HCO2  HO

DDC11
428.0 kJ/mol

  H2CO3

DDC12
598.5 kJ/mol
  CO2  H2O

DDC13
419.9 kJ/mol

  H2CO3

DDC14
674.7 kJ/mol
  CO2  H2O

DDC15
598.4 kJ/mol
  CO2  H2O

DDC16
693.0 kJ/mol
  CO2  H2O

DDC17
132.1 kJ/mol
  HCO2  HO

DDC18
401.8 kJ/mol
  CO  H2O2

DDC19
601.1 kJ/mol
  CO2  H2O

DDC20
876.2 kJ/mol
  HCO  HO2

DDC21
603.9 kJ/mol
  H2CO  O2

DDC22
580.4 kJ/mol
  CO  H2O2

DDC23
382.1 kJ/mol
  CO  H2O2

DDC24
394.0 kJ/mol
  CO  H2O2

DDC25
151.2 kJ/mol
  HCO2  HO

DDC26
388.5 kJ/mol
  CO  H2O2

DDC27
623.5 kJ/mol
  H2CO  O2

DDC28
609.8 kJ/mol
  CO  H2O2

DDC29
579.8 kJ/mol
  HCO  HO2

DDC30
671.3 kJ/mol

  CO  O2  H  H

DDC31
413.5 kJ/mol
  HCO  HO2

DDC32
743.7 kJ/mol

  H2CO3

DDC33
671.1 kJ/mol
  CO3  H  H

DDC34
845.4 kJ/mol
  H2CO  O2

DDC35
600.2 kJ/mol
  H2CO  O2

DDC36
727.7 kJ/mol

  H2CO3

DDC37
643.7 kJ/mol

  H2CO3

DDC38
703.6 kJ/mol

  H2CO3

DDC39
746.8 kJ/mol

  H2CO3

DDC40
643.1 kJ/mol

  H2CO3

DDC41
643.2 kJ/mol

  H2CO3

DDC42
656.1 kJ/mol

  H2CO3

DDC43
733.1 kJ/mol
  HCO2  HO

DDC44
939.1 kJ/mol

  H2CO3

DDC45
742.3 kJ/mol

  H2CO3

DDC46
704.6 kJ/mol

  H2CO3

DDC47
851.8 kJ/mol
  HCO2  HO

DDC48
794.9 kJ/mol
  HCO  HO2

DDC49
134.7 kJ/mol
  HCO2  HO

DDC50
127.8 kJ/mol
  HCO2  HO

TS143
503.7 kJ/mol

DDC51
33.4 kJ/mol
  CO2  H2O

DDC52
405.2 kJ/mol
  CO  H2O2

TS144
518.6 kJ/mol

DDC53
448.9 kJ/mol
  CO3  H  H

DDC54
19.5 kJ/mol
  CO2  H2O

TS145
531.8 kJ/mol

DDC55
593.4 kJ/mol
  CO  H2O2

DDC56
593.6 kJ/mol
  CO2  H2O

TS146
628.2 kJ/mol

DDC57
592.9 kJ/mol
  CO2  H2O

DDC58
-3.1 kJ/mol
  CO2  H2O

TS147
636.0 kJ/mol

DDC59
704.1 kJ/mol

  H2CO3

DDC60
686.9 kJ/mol
  HCO  HO2

TS148
709.5 kJ/mol

DDC61
683.9 kJ/mol
  HCO  HO2

DDC62
703.6 kJ/mol

  H2CO3

TS149
720.7 kJ/mol

DDC63
741.6 kJ/mol
  HCO  HO2

DDC64
713.4 kJ/mol
  HCO  HO2

TS150
745.6 kJ/mol

DDC65
704.8 kJ/mol

  H2CO3

DDC66
705.2 kJ/mol

  H2CO3

TS151
757.2 kJ/mol

DDC67
869.1 kJ/mol
  HCO  HO2

DDC68
891.2 kJ/mol
  HCO  HO2

TS152
928.1 kJ/mol

DDC69
743.9 kJ/mol

  H2CO3

DDC70
707.3 kJ/mol

  H2CO3

TS153
987.8 kJ/mol

DDC71
720.5 kJ/mol

  H2CO3

DDC72
731.9 kJ/mol

  H2CO3

TS154
999.4 kJ/mol


