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Hydrogen-Vacancy Cluster in NbsyH,
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! Hydrogen Molecule-Vacancy Cluster in NbgyH,,
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Energy level (Hartree)

Hydrogen induced states
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Hydrogen Binding Energy in Metal Clusters
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! TDDFT Formalization
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! & 72 B LR 2 /f(TDDFT)

Kohn-Sham equation (Hohenberg and Kohn 1964, Kohn and Sham, 1965)
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Ground state properties

Time-Dependent Kohn-Sham equation (Runge and Gross 1984)
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