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Consideration of Utilizing Computational Chemistry Simulations in Technical Support
Arihiro Iwata

This report investigates the applicability of computational chemistry methods within the context of technical

consultations and support services offered for

open—access equipment. The investigation involved the

utilization of computational chemistry software to calculate ultraviolet-visible (UV-Vis) and infrared (IR)

absorption spectra. The calculated spectra were subsequently compared against experimentally obtained data to

assess the suitability of the employed methods.
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