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Hydrogen bond of Water in I, Ice

Hydrogen bond energy: 0.29 eV
Covalent bond energy: 4.8 eV
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X-ray emission spectra of water
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CSOV analysis

Constrained space orbital variation calculation for water pentamer
: as a model of ice

Bond energy in different configuration |
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Molecular Orbitals shows overlap
Covalency ?

Formation of Bandstructure
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Site Dependent Adsorption of CO
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Resonant Inelastic X-ray Scattering (RIXS)

Final state e-h pair

Two dipole excitations

Free molecules
parity selection rules
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Solids
momentum conservation (k-vector)
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Solids and Surfaces
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