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Theoretical study for exhaust carbon dioxide enzyme reaction in bioluminescence
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Because bioluminescence is useful tool for food inspection, gene expression,
and water pollution examination, the elucidation of the mechanism of bioluminescence is important
for development of such inspection methods. The essence of bioluminescence is the chemical reaction

in enzyme. In this study, the influence of solvent and enzyme on emitter were investigated using

both quantum chemical calculations and the first-principles Born-Oppenheimer molecular dynamics
simulations.
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