
HCClO  B3LYP/6-31G*

EQ0
0.0 kJ/mol

TS0
351.9 kJ/mol

TS1
349.2 kJ/mol

TS2
806.1 kJ/mol

TS3
816.2 kJ/mol

TS4
170.5 kJ/mol

UDC0
316.5 kJ/mol

  Cl  HCO

UDC1
460.8 kJ/mol

  COCl  H

UDC2
948.0 kJ/mol

  HCCl  O

EQ1
214.3 kJ/mol

TS5
297.7 kJ/mol

TS6
285.5 kJ/mol

EQ2
215.8 kJ/mol

TS7
731.6 kJ/mol

UDC3
565.9 kJ/mol

  COCl  H

UDC4
715.1 kJ/mol

  CCl  HO

EQ3
296.5 kJ/mol

TS8
350.1 kJ/mol

TS9
308.8 kJ/mol

EQ4
344.7 kJ/mol

EQ5
665.3 kJ/mol

TS10
887.0 kJ/mol

TS11
1128.1 kJ/mol

UDC5
1019.2 kJ/mol

  HOCl  C

EQ6
678.3 kJ/mol

TS12
789.3 kJ/mol

UDC6
1134.7 kJ/mol

  COCl  H

EQ7
714.1 kJ/mol

TS13
1152.4 kJ/mol

UDC7
1011.9 kJ/mol

  HCCl  O

UDC8
1142.5 kJ/mol

  COCl  H

EQ8
1083.7 kJ/mol

TS14
1192.8 kJ/mol

UDC9
1246.9 kJ/mol

  COCl  H

DDC0
34.5 kJ/mol
  HCl  CO

DDC1
49.3 kJ/mol
  HCl  CO

DDC2
61.8 kJ/mol
  HCl  CO

DDC3
76.9 kJ/mol

  HCOCl


