
H3C2N  B3LYP/6-31G*
 
 

EQ0
0.0 kJ/mol

UDC0
498.7 kJ/mol
  H2C2N  H

UDC1
513.2 kJ/mol

  CN  H3C

UDC2
1216.8 kJ/mol

  H3C2  N

TS0
272.3 kJ/mol

TS1
411.9 kJ/mol

TS2
419.2 kJ/mol

TS3
451.2 kJ/mol

EQ1
100.7 kJ/mol

UDC3
491.9 kJ/mol

  H3C  CN

UDC4
572.6 kJ/mol
  H2C2N  H

UDC5
1207.3 kJ/mol

  H3CN  C

TS4
384.3 kJ/mol

TS5
570.5 kJ/mol

TS6
576.7 kJ/mol

TS7
567.6 kJ/mol

TS8
543.5 kJ/mol

TS9
590.9 kJ/mol

EQ2
115.0 kJ/mol

UDC6
520.7 kJ/mol
  H2C2N  H

UDC7
647.1 kJ/mol
  H2C2N  H

UDC8
894.1 kJ/mol
  H2C2  HN

TS10
180.4 kJ/mol

TS11
522.7 kJ/mol

TS12
478.3 kJ/mol

TS13
496.0 kJ/mol

TS14
514.5 kJ/mol

TS15
444.9 kJ/mol

TS16
451.4 kJ/mol

TS17
437.5 kJ/mol

EQ3
197.7 kJ/mol

UDC9
688.8 kJ/mol
  H2C2N  H

UDC10
700.8 kJ/mol
  H2C2N  H

TS18
509.6 kJ/mol

TS19
626.6 kJ/mol

TS20
410.8 kJ/mol

TS21
440.9 kJ/mol

TS22
507.0 kJ/mol

TS23
483.5 kJ/mol

TS24
470.9 kJ/mol

TS25
606.6 kJ/mol

EQ4
201.9 kJ/mol

UDC11
653.4 kJ/mol
  H2C2N  H

UDC12
797.5 kJ/mol
  H2C2N  H

TS26
207.7 kJ/mol

TS27
505.8 kJ/mol

TS28
513.6 kJ/mol

TS29
408.7 kJ/mol

TS30
413.0 kJ/mol

TS31
643.6 kJ/mol

TS32
603.2 kJ/mol

TS33
604.2 kJ/mol

TS34
845.8 kJ/mol

EQ5
223.8 kJ/mol

UDC13
629.4 kJ/mol
  H2C2N  H

UDC14
752.6 kJ/mol
  H2C2N  H

TS35
281.5 kJ/mol

TS36
440.0 kJ/mol

TS37
550.8 kJ/mol

TS38
647.8 kJ/mol

TS39
655.7 kJ/mol

TS40
662.0 kJ/mol

TS41
646.4 kJ/mol

TS42
639.5 kJ/mol

EQ6
329.9 kJ/mol

UDC15
733.8 kJ/mol
  H2C2N  H

TS43
556.6 kJ/mol

TS44
568.2 kJ/mol

TS45
613.0 kJ/mol

TS46
540.0 kJ/mol

TS47
598.1 kJ/mol

TS48
739.2 kJ/mol

EQ7
357.2 kJ/mol

UDC16
706.9 kJ/mol
  H2C2N  H

UDC17
902.4 kJ/mol
  H2C2N  H

TS49
460.7 kJ/mol

TS50
512.5 kJ/mol

TS51
435.2 kJ/mol

TS52
442.1 kJ/mol

TS53
586.7 kJ/mol

TS54
585.2 kJ/mol

EQ8
394.0 kJ/mol

UDC18
813.9 kJ/mol
  H2C2N  H

TS55
591.5 kJ/mol

TS56
412.9 kJ/mol

TS57
823.7 kJ/mol

TS58
760.0 kJ/mol

EQ9
407.0 kJ/mol

TS59
417.0 kJ/mol

EQ10
426.8 kJ/mol

UDC19
830.4 kJ/mol
  H2C2N  H

TS60
447.9 kJ/mol

TS61
432.4 kJ/mol

EQ11
429.1 kJ/mol

UDC20
854.0 kJ/mol
  H2C2N  H

TS62
464.9 kJ/mol

EQ12
514.6 kJ/mol

UDC21
786.4 kJ/mol

  C2  H3N

UDC22
793.4 kJ/mol
  H2C2N  H

UDC23
1468.0 kJ/mol

  C  H3CN

TS63
651.9 kJ/mol

TS64
757.9 kJ/mol

EQ13
539.1 kJ/mol

UDC24
884.6 kJ/mol

  H3CN  C

TS65
539.2 kJ/mol

EQ14
554.2 kJ/mol

UDC25
917.4 kJ/mol
  H2CN  HC

UDC26
954.3 kJ/mol
  H2C2N  H

TS66
599.4 kJ/mol

EQ15
555.6 kJ/mol

UDC27
571.9 kJ/mol
  H2C  HCN

UDC28
591.2 kJ/mol
  H2C  HCN

UDC29
1018.1 kJ/mol
  H2C  CN  H

EQ16
555.8 kJ/mol

TS67
556.1 kJ/mol

EQ17
573.6 kJ/mol

TS68
585.8 kJ/mol

EQ18
585.2 kJ/mol

DDC0
532.0 kJ/mol
  HC2N  H  H

DDC1
484.6 kJ/mol

  H3C  CN

DDC2
472.1 kJ/mol
  HC2N  H  H

DDC3
486.1 kJ/mol
  HC2N  H  H

DDC4
486.0 kJ/mol
  HC2N  H  H

DDC5
602.5 kJ/mol
  HC2N  H  H

DDC6
537.2 kJ/mol
  HC2N  H  H

DDC7
619.4 kJ/mol
  HC2N  H  H

DDC8
476.8 kJ/mol
  HC2N  H  H

DDC9
594.4 kJ/mol
  HC2N  H  H


