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Na H2O 5 Cl 4

ゝ ゝ HF MIDI 3-21G 6-31G 6-31G* 6-31G** 6-311G*
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! #

(1) オ Table.1 Fig.1

 

Table.1  (kcal) 
     

 1.20 1.59 2.02 2.43 
 0.71 0.48 0.67 0.46 
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Fig.1 

(2) Na,Cl H2O Table.2

Fig.2  

Table.2 Full-QM IMiCMO (kcal) 
MIDI 3-21G 6-31G 6-31G* 6-31G** 6-311G* 6-311G**

Full-QM 22.23 25.11 19.35 17.80 17.72 18.36 17.41
IMiCMO 21.98 24.64 19.20 17.62 17.54 18.08 17.11

 0.25 0.47 0.15 0.18 0.18 0.28 0.30 
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Fig.2 Full-QM IMiCMO (kcal)
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