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We considered from two theoretical viewpoints of both (A) time-independent and (B) time-dependent Hamiltonian for the development of theoretical
surface spectral apparatus, in order to simulate electron spectra of substances by surface scientific instruments, and to gain the mass spectra by MS and
static or TOF SIMS, respectively.

In (A), six kinds of spectral analyses were performed in the following way; (1) X-Ray Photoelectron and Carbon Ka Emission measurements and
calculations of O-, CO-, N-, and S-containing Substances (The combined analysis of valence XPS and carbon Ka XES for PEO, PVA, PVME, PVMK, PET, P4VP,
PAO, PPS polymers was performed to determine the individual contributions from po-, and pn-bonding molecular orbitals of the polymers by DFT
calculations. We calculated all CEBEs of the model molecules using the AE_ks approach. Our simulated Cls photoelectron and C Ka emission spectra are in
good agreement with our measurements.), (2)Electronic structure of a Mn_12 molecular -~ More
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