
H4C2O  B3LYP/6-31G*
 
 

EQ0
0.0 kJ/mol

UDC0
413.8 kJ/mol
  H3C2O  H

UDC1
492.9 kJ/mol
  H3C2O  H

TS0
  4.6 kJ/mol

TS1
483.7 kJ/mol

TS2
491.3 kJ/mol

TS3
304.4 kJ/mol

TS4
402.8 kJ/mol

TS5
367.0 kJ/mol

TS6
489.1 kJ/mol

TS7
375.9 kJ/mol

TS8
448.6 kJ/mol

TS9
529.8 kJ/mol

EQ1
64.2 kJ/mol

UDC2
595.3 kJ/mol
  H3C2O  H

UDC3
613.5 kJ/mol
  H3C2O  H

TS10
336.6 kJ/mol

TS11
373.2 kJ/mol

TS12
402.3 kJ/mol

TS13
414.1 kJ/mol

TS14
 88.9 kJ/mol

TS15
419.9 kJ/mol

TS16
551.0 kJ/mol

TS17
361.7 kJ/mol

TS18
440.8 kJ/mol

TS19
488.1 kJ/mol

TS20
449.0 kJ/mol

TS21
463.5 kJ/mol

TS22
493.5 kJ/mol

TS23
430.9 kJ/mol

TS24
521.7 kJ/mol

TS25
530.4 kJ/mol

TS26
538.7 kJ/mol

TS27
577.0 kJ/mol

EQ2
73.2 kJ/mol

UDC4
557.2 kJ/mol
  H3C2O  H

UDC5
628.7 kJ/mol
  H3C2O  H

UDC6
629.2 kJ/mol
  H3C2O  H

TS28
388.9 kJ/mol

TS29
348.4 kJ/mol

TS30
568.0 kJ/mol

TS31
448.7 kJ/mol

TS32
476.4 kJ/mol

TS33
497.3 kJ/mol

TS34
428.4 kJ/mol

TS35
454.9 kJ/mol

TS36
544.4 kJ/mol

TS37
544.6 kJ/mol

TS38
757.9 kJ/mol

EQ3
115.2 kJ/mol

UDC7
592.0 kJ/mol
  H3C2O  H

TS39
455.9 kJ/mol

TS40
385.2 kJ/mol

TS41
438.7 kJ/mol

TS42
517.2 kJ/mol

TS43
663.6 kJ/mol

EQ4
236.8 kJ/mol

UDC8
527.7 kJ/mol
  H3C2O  H

TS44
242.5 kJ/mol

TS45
687.9 kJ/mol

TS46
353.4 kJ/mol

TS47
515.0 kJ/mol

TS48
519.0 kJ/mol

TS49
570.9 kJ/mol

EQ5
246.0 kJ/mol

TS50
254.4 kJ/mol

TS51
377.1 kJ/mol

TS52
528.4 kJ/mol

EQ6
288.2 kJ/mol

UDC9
670.3 kJ/mol
  H3C2O  H

UDC10
772.1 kJ/mol
  H3C2O  H

TS53
293.1 kJ/mol

TS54
414.8 kJ/mol

TS55
494.7 kJ/mol

TS56
753.2 kJ/mol

EQ7
303.3 kJ/mol

UDC11
788.9 kJ/mol
  H3C2O  H

TS57
307.3 kJ/mol

TS58
748.7 kJ/mol

TS59
745.2 kJ/mol

TS60
449.0 kJ/mol

TS61
573.0 kJ/mol

TS62
737.7 kJ/mol

TS63
751.3 kJ/mol

EQ8
309.2 kJ/mol

UDC12
900.2 kJ/mol
  H3C2O  H

TS64
359.4 kJ/mol

TS65
439.9 kJ/mol

TS66
781.9 kJ/mol

TS67
808.2 kJ/mol

TS68
810.7 kJ/mol

TS69
693.7 kJ/mol

TS70
698.3 kJ/mol

EQ9
420.2 kJ/mol

UDC13
862.5 kJ/mol
  H3C2O  H

TS71
670.4 kJ/mol

TS72
464.9 kJ/mol

TS73
724.7 kJ/mol

TS74
717.0 kJ/mol

TS75
736.5 kJ/mol

EQ10
438.6 kJ/mol

UDC14
864.3 kJ/mol
  H3C2O  H

TS76
711.4 kJ/mol

TS77
737.0 kJ/mol

TS78
780.0 kJ/mol

TS79
605.6 kJ/mol

TS80
626.5 kJ/mol

EQ11
706.5 kJ/mol

UDC15
1143.7 kJ/mol

  H3C2O  H

TS81
714.2 kJ/mol

TS82
720.2 kJ/mol

TS83
736.4 kJ/mol

EQ12
718.6 kJ/mol

UDC16
1143.4 kJ/mol

  H3C2O  H

TS84
757.7 kJ/mol

EQ13
728.1 kJ/mol

UDC17
1168.9 kJ/mol

  H3C2O  H

TS85
737.3 kJ/mol

TS86
762.0 kJ/mol

TS87
765.9 kJ/mol

EQ14
766.4 kJ/mol

TS88
786.6 kJ/mol

DDC0
153.2 kJ/mol

  H2C2O  H  H

DDC1
160.8 kJ/mol

  H2C2O  H  H

DDC2
31.7 kJ/mol
  CO  H4C

DDC3
387.8 kJ/mol
  H2C2  H2O

DDC4
519.3 kJ/mol

  H2C2O  H  H

DDC5
521.5 kJ/mol
  H2C2O  H  H

DDC6
260.9 kJ/mol
  H2C2  H2O

DDC7
334.6 kJ/mol

  H2C2O  H  H

DDC8
260.0 kJ/mol
  H2C2  H2O

DDC9
154.1 kJ/mol
  H2C2O  H  H

DDC10
270.8 kJ/mol
  H2C2  H2O

DDC11
535.9 kJ/mol

  H2C2O  H  H

DDC12
516.0 kJ/mol
  H2CO  H2C

DDC13
407.3 kJ/mol

  H2C2O  H  H

DDC14
477.3 kJ/mol
  H2C2O  H  H

DDC15
334.5 kJ/mol

  H2C2O  H  H

DDC16
358.6 kJ/mol

  H2C2O  H  H

DDC17
151.2 kJ/mol
  H2C2O  H  H

DDC18
334.2 kJ/mol

  H2C2O  H  H

DDC19
62.3 kJ/mol
  CO  H4C

DDC20
556.8 kJ/mol

  H2C2O  H  H

DDC21
687.3 kJ/mol

  H2C2O  H  H

DDC22
592.2 kJ/mol

  H2C2O  H  H

DDC23
588.3 kJ/mol

  H2C2O  H  H

DDC24
684.2 kJ/mol

  H2C2O  H  H

DDC25
477.8 kJ/mol
  H2C2O  H  H

DDC26
415.5 kJ/mol
  H2C2O  H  H

DDC27
533.5 kJ/mol
  H2CO  H2C

DDC28
555.9 kJ/mol
  H2CO  H2C

DDC29
427.0 kJ/mol

  H2C2O  H  H

DDC30
321.8 kJ/mol

  H2C2O  H  H

DDC31
165.5 kJ/mol

  H2C2O  H  H

TS89
451.3 kJ/mol

DDC32
493.9 kJ/mol
  HCO  H3C

DDC33
487.0 kJ/mol
  HCO  H3C

TS90
526.1 kJ/mol

DDC34
766.5 kJ/mol

  H2C2O  H  H

DDC35
766.7 kJ/mol

  H2C2O  H  H

TS91
774.8 kJ/mol

DDC36
770.7 kJ/mol
  H2C2O  H  H

DDC37
769.8 kJ/mol

  H2C2O  H  H

TS92
776.6 kJ/mol

DDC38
463.3 kJ/mol

  H2C2O  H  H

DDC39
767.0 kJ/mol

  H2C2O  H  H

TS93
832.9 kJ/mol

DDC40
766.5 kJ/mol

  H2C2O  H  H

DDC41
461.6 kJ/mol

  H2C2O  H  H

TS94
836.7 kJ/mol


