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Benchmark study of density functional theory by using Mdssbauer spectroscopic parameters
and its application to d-, f-block coordination chemistry
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Chapter 1. General introduction
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Chapter 2. Theoretical background
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Chapter 3. Computational chemical study on spin-crossover on/off behavior of [Fe(NCX),(bpa),], (X =S, Se,
BHj;; bpa = 1,2-bis(4-pyridyl)ethane)
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Chapter 4. Spin-crossover on/off behavior and ligand field study on Fe(II) coordination polymers possessing
trans-Fe(NCS),(pyridine), unit
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Chapter 5. Benchmark study on relativistic DFT calculation by using Méssbauer isomer shifts of Fe, Ru, Os
complexes
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Chapter 6. Benchmark study on relativistic DFT calculation by using Mdssbauer isomer shifts of Eu, Np
complexes
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Chapter 7. Bonding study on some organic-neptunium (IV) complexes based on **’

Np Mossbauer isomer
shifts and relativistic DFT calculation
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Chapter 8. Density functional study on the chemical separation of Am(III) from Eu(III) by S-, N- and
O-donor ligands
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Chapter 9. General conclusion
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