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Quantum chemical calculation was performed for ultrafast ionization mass spectrometry
of the compounds related to terrorism for theoretical prediction of the molecular
parameters, keeping inmind the realization of Japan being proud of security and the safest
country in the world. A laser developed for the generation of an ultrashort optical pulse
in Graduate School of Engineering, Kyushu University was used for ionization. The
transition energy and the ionization energy necessary in analysis were theoretically
calculated using Gaussian03 program.
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