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 :GAMSEESPARTAN. 

(1) :
SPARTAN PM6 

G2MP2. 
: 

furan PM6 T1 G2MP2 Exp. 

fHo(298.15) -34.789 -32.280 -28.249 -34.730 
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Furan Maleic exo endo TS-exo TS-endo 

E0 -229.922578 -379.143393 -609.095228 -609.091776 -609.0503472 -609.0507053 

H0 0.075784 0.062919 0.143304 0.143012 0.140047 0.140207 

G0 0.045585 0.028414 0.100504 0.100456 0.096339 0.096632 

S0 63.558 72.623 90.081 89.566 91.992 91.709 

1hartree = 627.510 kJ/mol   
Socal/mol-K: 

1cal = 4.184 J
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