
H3C2Cl  B3LYP/6-31G*
 
 

EQ0
0.0 kJ/mol

UDC0
525.5 kJ/mol
  H2C2Cl  H

UDC1
537.4 kJ/mol
  H2C2Cl  H

UDC2
545.4 kJ/mol
  H2C2Cl  H

TS0
349.7 kJ/mol

TS1
304.7 kJ/mol

TS2
471.8 kJ/mol

TS3
315.7 kJ/mol

TS4
315.2 kJ/mol

TS5
340.1 kJ/mol

TS6
384.9 kJ/mol

TS7
345.5 kJ/mol

TS8
399.7 kJ/mol

TS9
322.0 kJ/mol

TS10
455.1 kJ/mol

EQ1
241.5 kJ/mol

TS11
241.5 kJ/mol

TS12
246.0 kJ/mol

TS13
471.6 kJ/mol

TS14
510.3 kJ/mol

EQ2
309.0 kJ/mol

UDC3
322.7 kJ/mol
  H2C2  HCl

UDC4
334.1 kJ/mol
  H2C2  HCl

TS15
335.2 kJ/mol

EQ3
314.1 kJ/mol

UDC5
767.4 kJ/mol
  H2C2Cl  H

TS16
315.0 kJ/mol

TS17
346.8 kJ/mol

TS18
361.8 kJ/mol

TS19
522.7 kJ/mol

EQ4
332.4 kJ/mol

UDC6
759.4 kJ/mol
  H2C2Cl  H

TS20
332.7 kJ/mol

TS21
359.4 kJ/mol

TS22
400.5 kJ/mol

TS23
522.7 kJ/mol

EQ5
336.3 kJ/mol

UDC7
761.5 kJ/mol
  H2C2Cl  H

TS24
609.2 kJ/mol

TS25
681.3 kJ/mol

TS26
704.9 kJ/mol

TS27
700.1 kJ/mol

EQ6
614.9 kJ/mol

UDC8
773.9 kJ/mol

  C  H3CCl

UDC9
1121.4 kJ/mol

  H2C2Cl  H

TS28
615.6 kJ/mol

TS29
801.1 kJ/mol

TS30
1107.8 kJ/mol

EQ7
661.9 kJ/mol

TS31
666.6 kJ/mol

TS32
667.4 kJ/mol

TS33
724.6 kJ/mol

EQ8
680.0 kJ/mol

UDC10
1116.2 kJ/mol

  H2C2Cl  H

TS34
683.3 kJ/mol

TS35
710.0 kJ/mol

TS36
716.0 kJ/mol

TS37
815.1 kJ/mol

EQ9
691.2 kJ/mol

UDC11
1157.7 kJ/mol

  H2C2Cl  H

TS38
703.2 kJ/mol

TS39
1168.3 kJ/mol

EQ10
1099.9 kJ/mol

UDC12
1540.1 kJ/mol
  H2C2Cl  H

TS40
1128.3 kJ/mol

TS41
1148.8 kJ/mol

TS42
1115.0 kJ/mol

TS43
1143.8 kJ/mol

EQ11
1128.3 kJ/mol

DDC0
158.9 kJ/mol

  H3C2  Cl

DDC1
440.2 kJ/mol
  HC2Cl  H  H

DDC2
273.1 kJ/mol
  HC2Cl  H  H

DDC3
317.7 kJ/mol
  HC2Cl  H  H

DDC4
173.6 kJ/mol
  H2C2  HCl

DDC5
179.9 kJ/mol
  H2C2  HCl

DDC6
277.0 kJ/mol
  HC2Cl  H  H

DDC7
193.3 kJ/mol

  H3C2  Cl

DDC8
265.8 kJ/mol
  HC2Cl  H  H

DDC9
182.5 kJ/mol
  H2C2  HCl

DDC10
189.2 kJ/mol
  H2C2  HCl

DDC11
269.4 kJ/mol
  HC2Cl  H  H

DDC12
511.7 kJ/mol
  H2C2Cl  H

DDC13
512.9 kJ/mol
  H2C2Cl  H

DDC14
192.7 kJ/mol
  H2C2  HCl

DDC15
192.6 kJ/mol
  H2C2  HCl

TS44
374.0 kJ/mol

DDC16
208.7 kJ/mol

  H3C2Cl

DDC17
286.6 kJ/mol
  HC2Cl  H  H

TS45
609.0 kJ/mol


