
H3N3  B3LYP/6-31G*
 
 

EQ0
0.0 kJ/mol

UDC0
414.0 kJ/mol

  H2N3  H

UDC1
507.1 kJ/mol

  H2N3  H

TS0
  3.6 kJ/mol

TS1
 63.1 kJ/mol

TS2
 69.0 kJ/mol

TS3
175.7 kJ/mol

TS4
196.1 kJ/mol

TS5
250.2 kJ/mol

TS6
515.1 kJ/mol

TS7
285.0 kJ/mol

TS8
529.8 kJ/mol

TS9
326.8 kJ/mol

TS10
322.2 kJ/mol

TS11
330.9 kJ/mol

TS12
393.2 kJ/mol

TS13
328.2 kJ/mol

EQ1
21.1 kJ/mol

TS14
 24.8 kJ/mol

TS15
 52.0 kJ/mol

TS16
 89.2 kJ/mol

TS17
299.8 kJ/mol

TS18
316.8 kJ/mol

TS19
527.7 kJ/mol

TS20
554.0 kJ/mol

TS21
387.4 kJ/mol

TS22
587.1 kJ/mol

TS23
175.0 kJ/mol

TS24
234.3 kJ/mol

TS25
352.8 kJ/mol

EQ2
72.4 kJ/mol

UDC2
511.1 kJ/mol

  H2N3  H

UDC3
585.9 kJ/mol

  H2N3  H

TS26
192.8 kJ/mol

TS27
336.6 kJ/mol

EQ3
79.6 kJ/mol

UDC4
476.1 kJ/mol

  H2N3  H

UDC5
534.1 kJ/mol
  HN  H2N2

UDC6
550.9 kJ/mol

  H2N3  H

UDC7
560.7 kJ/mol

  H2N3  H

TS28
223.0 kJ/mol

TS29
296.1 kJ/mol

TS30
341.5 kJ/mol

TS31
369.6 kJ/mol

EQ4
112.4 kJ/mol

UDC8
443.1 kJ/mol

  H2N3  H

UDC9
586.1 kJ/mol

  H2N3  H

TS32
360.4 kJ/mol

EQ5
119.3 kJ/mol

UDC10
395.5 kJ/mol

  H2N3  H

UDC11
588.3 kJ/mol

  H2N3  H

TS33
131.6 kJ/mol

TS34
146.4 kJ/mol

TS35
154.7 kJ/mol

TS36
401.9 kJ/mol

TS37
433.4 kJ/mol

TS38
232.4 kJ/mol

TS39
377.4 kJ/mol

EQ6
182.3 kJ/mol

UDC12
606.3 kJ/mol

  H2N3  H

UDC13
624.8 kJ/mol

  H2N3  H

TS40
339.4 kJ/mol

TS41
360.8 kJ/mol

TS42
418.6 kJ/mol

TS43
445.2 kJ/mol

EQ7
231.8 kJ/mol

UDC14
629.3 kJ/mol

  H2N3  H

TS44
541.1 kJ/mol

EQ8
345.6 kJ/mol

UDC15
626.8 kJ/mol

  H2N3  H

UDC16
664.8 kJ/mol

  H2N3  H

TS45
490.5 kJ/mol

TS46
517.0 kJ/mol

TS47
487.9 kJ/mol

TS48
623.0 kJ/mol

DDC0
90.4 kJ/mol
  HN3  H  H

DDC1
-201.7 kJ/mol

  H3N  N2

DDC2
83.1 kJ/mol
  HN3  H  H

DDC3
91.7 kJ/mol
  HN3  H  H

DDC4
-194.7 kJ/mol

  H3N  N2

DDC5
84.4 kJ/mol
  HN3  H  H

DDC6
477.0 kJ/mol
  HN3  H  H

DDC7
262.0 kJ/mol
  HN3  H  H

DDC8
265.9 kJ/mol
  HN3  H  H


