                 2-butanone




anione su C1


anione su C3

Spartan 3-21G

-229,073850


-229,073385 

Spartan 6-31G

-230,3635


-230,3644 
---------------------------------------------------------------------------------------------------------------

Hyperchem 3-21G
-143746,027


-143745,733

Hyperchem 6-31G
-144555,86


-144555,267

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

ArgusLab PM3

-32,19587   


-32,20649 

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

Hyperchem PM3
-1161,0263


-1167,76


----------------------------------------------------------------------------------------------------------------
ICl4-

Planare quadrato -5470049,179

SCl3-



Triangolare

A forma di T  

Hyperchem 3-21G
  
 -1109131,527

-1109134,90
Spartan 3-21G


-1767,89

-1767,91
Hyperchem (6-31G)




-1114448,30
Spartan 6-31G


-1775.96

-1775,986
