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[Abstract] The dissociative recombination (DR) reaction is a combination of an electron and
a positive molecular ion, followed by the dissociation into several neutral fragments,
represented as “ XY + e~ — [XY]" — X +Y ”. The DR reaction proceeds via the direct
process or the indirect process. In the direct process, the molecular system directly hops to the
dissociative excited state of neutral molecule after capturing an electron, while in the indirect
process, this transition proceeds via Rydberg states. In the previous studies for DR reactions,
AIMD calculation was performed only for the direct process [1-3]. On the other hand, in this
study, we investigate the indirect process of the DR reaction of NH>", by applying electron
dynamics method to the process where the cationic molecule captures an electron.
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Fig. 1. Spectrum obtained from Fourier transform Fig. 2. Spectrum obtained from Fourier transform
of polarization vectors. of density matrix (DB4,8).
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