H6C2 B3LYP/6-31G*

DDC3
EQO 407.4 k)/mol
0.0 kJ/mol 130 HaC

475U§;?m0| TSO TS1 TS2 TS3 TS4 TS5 TS6
H.5C2 H 11.8 kJ/mol 47 3.4 kJ/mol 47 3.8 kj/mol 476.0 kJ/mol 492.8 kJ/mol 531.8 kJ/mol 566.6 kJ/mol

DDCO DDC1 DDC2
492.9 kJ/mol 185.1 kJ/mol 407 .4 kJ/mol
H4C2 H H H4C2 H H H3C H3C

EQl
472.7 kJ/mol



