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Table 1 Total energy of water molecule. Unit is Hartree.

HF B3LYP MP2
MC_MO
Gas -75.918073  -76.270212 -76.106501
PCM -75.928544 - -
MO
Gas -76.010747  -76.371821 -76.196848
PCM -76.021033  -76.381127 -

Fig. 1 123Ky F D22 ERE S 27~ , B3LYP ZBR\\\ -2 TOFE T MO L MC_MO & T
Bo7- O-H MIEEBENEL 2> TEY , MR ZBIN TWAIEN DS, BALYP L~/LD
MC_MO #%.C O-H FEEENEL 2D IR SOUW L BLE T T THh D,

HF HF(PCM)

B3LYP MP2

Figure 1 Optimized structure of water. Bond distances obtained
MC_MO and MO are shown left and right, respectively.
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Figure 2 Model structure of (H,0),, and (D,0),,.
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