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Improved electron propagator method for multi-ionic states of molecule

IDA, TOMONORI

3,200,000

ADC(2) 2
1- -2- c-C

The recent advances in femtosecond laser technology has given us a lot of
information of the molecular properties with multi-ionic states. This study will be to improve the
two-electron propagator program, it is intended to study the C-C bonds automatic dissociation process on
the double-ionic 1-chloro-2-bromoethane. As a result succeeded in improving the two-electron propagator
program, it was found that the multi-ionic states of molecule were able to calculate more efficient than
the conventional ADC(2) method and not inferior results. Although the program has been exploring the C-C
bond dissociation process of the double-ionic 1-chloro-2-bromoethane with a simﬁle dissociation process
hardly exist, it was found to be necessary consideration of quantum effects such as the
vibration-electron interaction of molecule.
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