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Development of a general-purpose force field for analyzing the crystal structure
and dynamic behavior of organometallic complexes
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In this work, I developed a versatile classical force field aimed at
reproducing both the crystal structure and its dynamic behavior to analyze the physical properties
associated with structural changes in molecular crystals composed of organometallic complexes using
computational chemistry techniques. 1 published 7 papers, 7 presentations in domestic conferences
including one invited talk, and 4 presentations at international conferences during the research
period. In addition, we have published a book chapter compiling all findings of force fields
including lanthanide and nickel complexes.
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