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HnopLMN²,_N GB[kJ/mol] = AýÇ n BýÊ n CýÍ n DýÓ n E 

� � / 6ª � 

þÿ á!z 

[kJ/mol] A B C  D E 

B3LYP / 6-31G(d) 5.9 1949 -250.1 9.514 3.278 1711 

PBE1PBE / 6-31G(d) 5.9 1975 -240.7 9.826 3.294 1722 

PBE1PBE / LanL2DZ(d) 7.7 1880 -196.9 9.018 2.925 1632 

 

HnopLMN²,_O GB[kJ/mol] = AýÇ n BýÊ n CýÍ n DýÓ n E 

� � / 6ª � 

þÿ á!z 

[kJ/mol] A B C  D E 

B3LYP / 6-31G(d) 13.1 592.2 -283.5 54.36 6.135 1415 

PBE1PBE / 6-31G(d) 13.2 542.6 -272.5 58.64 6.152 1387 

PBE1PBE / LanL2DZ(d) 13.4 670.4 -323.6 32.18 5.906 1533 
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Hn8ÖLMN², 
� � / 6ª � 

C N O 

B3LYP / 6-31+G(d) 15.2 13.5 4.1 

PBE1PBE / 6-31+G(d) 15.0 13.0 3.8 

PBE1PBE / LanL2DZ+(d) 12.7 10.6 4.7 
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