B3LYP/6-31G**

C + O2 ( CO2
3C
-37.8462799747
3O2 
-150.320040194
1.2145Å 
exp 1.2075Å

--------------

-188.1663202

CO2
-188.580939451
1.1692 Å
exp 1.1621Å
( = -0.414619282
= 260 kcal/mol

Atomization energy


Exp


B3LYP

CO2
381.9


385.1
3O2
118.0


123.1

-------------------------------------

263 262

H2+ (1/2) O2 ( H2O
H2O
-76.4197372492

0.9655Å
103.7941(
H2
-1.17853935163
0.7429Å
3O2 
-150.320040194
1.2145Å

------

( = -0.08118 = 50.9 kcal/mol

aug-cc-pvtz
58.9

Atomization energy


Exp


B3LYP

H2O
219.3


217.0

3O2
118.0


123.1
H2
103.5


101.6
--------


56.8


53.9
