H2C2CI2 B3LYP/6-31G*

EQO
0.0 kJ/mol

53;i?§2nol [ TSO ] [ TS2 j [: TS1 ]
HC2CI2 H 376.0 kj/mol 345.1 kJ/mol 289.9 kJ/mol
EQ1 EQ7 EQ3
0.4 kJ/mol 337.1 kJ/mol 241.2 kJ/mol
N
55;&?;%ﬂol [ TS6 ] [ TS4 ] [ TS9 ] [ TS5 ] [: TS65 j [ TS7 :J [: TS31 j [ TS8 ] 77;&?;1n0|
eaciy H 318.1 k)/mol | | 323.6 kJ/mol | | 353.9 kJ/mol | | 354.9 kj/mol | | 358.2 kJ/mol 358.4 k)/mol | | 363.8 kJ/mol | | 350.7 kj/mol Heacls H
307, 17;2?;%ﬂol 200
257.4 kJ/mol H2C2Cl Cl 8.6 kJ/mol
[ TS18 j [ TS20 j [ TS21 j [ TS10 j [ TS14 j [ TS12 j [ TS11 j 348U2D$m0| 564U4D$m0| [ TS13 j
257.4 kJ/mol 381.6 kJ/mol 501.8 kJ/mol 328.1 kJ/mol 323.9 kJ/mol 397.1 kJ/mol 317.3 kJ/mol H2C2C| Cl HC2CI2 H 358.7 kJ/mol
DDC4 DDC5 DDC1
TS19 EQ5
231.3 kJ/mol 284.5 kj/mol [ j 179.6 kJ/mol
HC2CI HCl C2CI2 H H 641.2 K/mol H2C2Cl Cl 2sieez il
TS24 TS25 TS26 TS23 TS22
625.0 kj/mol 531.2 kJ/mol | | 630.8 kj/mol 787.5 kJ/mol 660.2 kj/mol
DDC6 DDC7
EQ11 EQ9
383.7 kJ/mol 596.0 kJ/mol
623.4 kJ/mol HC2Cl HCI H2C2CI2 590.3 kJ/mol
UDC6 UDC7
TS38 j (: TS34 j ( TS35 J

797.0 k)/mol ' |, 1075.3 kJ/mol

[660.8 kj/mol 608.4 kJ/mol 1003.0 kJ/mol C H2CCl2 HC2CI2 H
EQ10 EQ16

603.0 kJ/mol 1001.6 kJ/mol

(: T537 j 79;i?§inol (: T536 j [ TS50
924.4 kJ/mol C H2CCl2 771.7 kJ/mol 1001.8 kj/mo

TS49
1] | 1001.8 kj/mol

DDC14 DDC13 DDC20
562.7 kj/mol 413.6 kJ/mol 873.0 kJ/mol
H2C2ClI2 H2C2CI ClI H2C2CI ClI

EQ6
308.3 kj/mol

[ TS3 j [ TS27 j [ TS28 j [ TS29 j [ TS30 j 105(;’[1)?3/%'
352.3 kJ/mol 350.5 kJ/mol 353.1 kJ/mol 442 .9 kJ/mol 488.4 kJ/mol '
HC2Cl2 H
EQS DDCS8 DDC9 DDC10
345.8 kJ/mol 195.9 kJ/mol 279.4 kJ/mol 443.6 kJ/mol
' HC2Cl HCI H2C2 Cl2 H2C2 Cl2

TS16 TS17 359U3D|3?m0| TS32 TS33
333.8 kJ/mol 528.2 kJ/mol HéZCI HCI 355.4 kJ/mol 390.0 kJ/mol

TS1s DDC2 DDC3 DDC11 DDC12
[269 4 kJ/mon 177.6 kj/mol 349.4 kJ/mol 207.0 kJ/mol 189.2 kJ/mol
' H2C2Cl CI C2CI2 H H HC2Cl HCI HC2CI HCI

EQ12
661.8 kJ/mol

EQ13
706.7 kJ/mol

UDC11
TS44
1136.9 kJ/mol [713.5 kJ/mo|j [711.5 kj/mo

(: TS39 :j [ TS40 ] [ TS41 ] [ TS42 ] [ TS43 j 11;;2fé%n0|
683.0 kJ/mol 1025.4 kJ/mol 1093.7 kJ/mol 1023.9 kJ/mol 1032.4 kJ/mol HC2CI2 H HC2CI2 H

- DDC15 DDC16
614.9 kJ/mol 993.0 kJ/mol
LOLA8 Ll HC2Cl HCl H2C2CI2

TS51
1018.0 kj/mol

DDC21
692.4 k)/mol
HC2Cl HCl

TS45

J

DDC17
672.9 kJ/mol
HCCIl HCCI

EQl4
713.3 kJ/mol

UDC12

1135.7 kJ/mol [7
HC2CI2 H

DDC23
294.6 kj/mol
H2C2CI2

TS46 TS47

17.3 kJ/mon [720.1 kJ/mol

UDC13
1128.0 kj/mol
HC2CI2 H

TS52

DDC18
" 4E§ tf/mol 681.3 kj/mol
' HCCI HCCl

TS48
719.0 kJ/mol

DDC19
678.8 kj/mol
HCCl Hccl

DDC25
595.8 kJ/mol
H2C2CI2

DDC22
238.7 kJ/mol
H2C2Cl Cl

TS53

DDC27

595.0 kJ/mol

HCCI HCCI

DDC24
596.1 kj/mol
H2C2Cl2

TS54

DDC29

665.4 kJ/mol

HCCIl HCCI

DDC31
663.7 kj/mol
HCCI HCCI

DDC26
664.6 k|/mol
HCCl HCCl

TS55

j [428.7 kJ/mon [632.7 kJ/mon [664.8 kJ/mon [665.4 kJ/mol

DDC33
668.5 kJ/mol
HCCI HCCI

TS56
667.3 k)/mol

TS57

DDC28
665.3 kJ/mol
HCCl Hccl

DDC30
663.8 k)/mol
HCCl HCCl

DDC35

667.8 k]J/mol

HCCIl HCCI

DDC32
668.1 kJ/mol
HCCI HCCI

TS58

j [668.5 kJ/mon [669.5 kJ/mon [6

DDC37
670.3 kJ/mol
HCCI HCCI

DDC39
596.0 kJ/mol
H2C2ClI2

DDC34
668.5 kJ/mol
HCCl Hccl

TS59

DDC41
690.4 kJ/mol
CCI2 H2C

DDC43

700.7 k)/mol

CCl H2CCl

DDC45
672.2 kJ/mol
CCl H2CCl

TS61

TS62

TS60
70.4 kJ/mol 692.7 kJ/mol 692.9 kJ/mol 701.7 kJ/mol

TS63

DDC47
670.2 kJ/mol
H2C2CI2

TS64

j [704.9 kJ/mon [707.1 kJ/mol

DDC36
670.3 kJ/mol
HCClI HCCI

DDC38
596.4 kj/mol
H2C2CI2

DDC40
692.8 kJ/mol
CCl2 H2C

DDC42
694.3 kJ/mol
CCl H2CC

DDC44
670.4 kj/mol
CCl H2ccl

) (:

DDC46
670.2 kJ/mol
H2C2Cl2

TS66 TS67 TS68
31.8 kJ/mol 263.5 kJ/mol 360.6 kJ/mol

J




