
H3NO  B3LYP/6-31G*
 
 

EQ0
0.0 kJ/mol

UDC0
341.0 kJ/mol

  H2N  HO

UDC1
414.0 kJ/mol

  H2NO  H

TS0
 35.0 kJ/mol

TS1
 57.3 kJ/mol

TS2
226.5 kJ/mol

TS3
290.1 kJ/mol

TS4
542.0 kJ/mol

TS5
374.0 kJ/mol

TS6
481.7 kJ/mol

TS7
497.3 kJ/mol

EQ1
23.9 kJ/mol

UDC2
428.8 kJ/mol

  H2NO  H

UDC3
435.7 kJ/mol

  H2NO  H

TS8
314.8 kJ/mol

EQ2
115.4 kJ/mol

UDC4
422.5 kJ/mol

  H3N  O

TS9
324.5 kJ/mol

EQ3
281.5 kJ/mol

UDC5
738.8 kJ/mol

  H2NO  H

TS10
309.2 kJ/mol

TS11
320.7 kJ/mol

TS12
435.6 kJ/mol

TS13
864.9 kJ/mol

EQ4
306.7 kJ/mol

UDC6
731.7 kJ/mol

  H2NO  H

TS14
458.8 kJ/mol

DDC0
336.4 kJ/mol
  HNO  H  H

DDC1
171.2 kJ/mol
  HNO  H  H

DDC2
162.2 kJ/mol
  HNO  H  H

DDC3
160.7 kJ/mol
  HNO  H  H

DDC4
164.0 kJ/mol
  HNO  H  H

DDC5
366.9 kJ/mol
  H2NO  H

DDC6
164.9 kJ/mol
  HNO  H  H


