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B3LYP (6-311++G 
(3df,3pd))  % 

 
, K ) ) ) ) 2,5- ) 2,5- ) 2,5- ) 2,5- ) 

298.15 49,9 49,9 -2 -2 -4 -4 -4 -4 
1000 40.5 40.5 6.4 6.4 1.5 1.5 1.6 1.6 
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, K 

p  S  m
o  [( HT H0 T]  

p  S  m
o ( HT H0 T 

 

298.15 0.35 5.89 5.78 0.11 113.8 337.0 271.0 66.0 
1000 3.69 11.17 7.52 3.65 299.0 586.5 408.6 177.9 
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