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Fig. 1. TiOz crystal 3D structure model.



3.0

(Fig. 3) _°
Potential energy ;EM
surface 2,
£
HOMO s
%) 5
H-OH s§IE8EBSEIIERITER
Distance [angstrom]
Fig. 2. Potential energy of dissociation
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Fig. 3. Mechanism of dissociation of H20 on the TiOz2 crystal.
[1] Stewart J. J. P. (2001): MOPAC 2002 manual. Fujitsu Ltd.



