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Fig. 1. Time variation of total energy of H, from initial one
calculated by NOMO/TDHF method.
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Fig. 2. Time variation of nuclear distance of H,.

(@) is calculated by AIMD method. (b) is estimated by the
expectation value of nuclear position using NOMO/TDHF. (c) is
estimated by the orbital center of nuclear basis set using
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Fig. 3. Time variation of dlspelrpégloFr)1S of nuclear wave function
for H,, D,, and T, calculated by NOMO/TDHF method.
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