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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. Direct process of DR reaction Fig. 2. Indirect process of DR reaction



BIN—TTIHINET, FHWBERZZE LT ab initio 57 T81717% (AIMD) £
Z T HCNHM, H;0™2), HD,O™1o> DR KU Z B U CEEERIMIZE 21T > C& 72, K
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Table 1. NH>"® DR K JSZ 31T 5 fREEA B 4y I8 bt

HE R oy I L N+H, NH+H N+H+H
FHELME 0.00 0.26 0.74
EA T 0.00 0.34 0.66
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