HCCIO B3LYP/6-31G*

EQ1 EQO EQ3
214.3 kJ/mol 0.0 kJ/mol 296.5 kJ/mol

TS6 TS5 460U8Dlg}m o g 48U0D|5§m o TS0 TS2 TS3 TS1 a1 6U5D|5‘/)m o TS4 TS8 TS9
285.5 kJ/mol 297.7 kJ/mol cocl H HCCl O 351.9 kJ/mol 806.1 kJ/mol 816.2 kJ/mol 349.2 kJ/mol ¢l HCO 170.5 kJ/mol 350.1 kJ/mol 308.8 kJ/mol

DDC1 DDCO DDC2
49.3'KJ/mol 215 EBQk?/mol 678 :E,Qk?/mm 714 EQk?/mol 344 I;Qk?/mol 34.5 kJ/mol 61.8 kJ/mol
HCl CO - - - - HCI CO HCI CO

UDC4 —~ UDC3 UDC6 ==F UDCS UDC7
715.1 kJ/mol ( ) 565.9 kJj/mol 1134.7 kJ/mol ( ) 1142.5 kJ/mol 1011.9 kJ/mo
CCl HO 731.6 kj/mol cocCl H cocl H /89.3 kj/mol cocl H HCCl O
EQ5 TS13
665.3 k)/mol 1152.4 kj/mol

UDC5
TS11 TS10

1019.2 kj/mol

0132 K/mo [1128.1 kJ/moI) [887.0 kJ/moI)

EQS
1083.7 k)/mol

UbDC9

TS14
[1192.8 kJ/moD 1248&'7“{}‘0'

DDC3
76.9 kJ/mol
HCOCI



