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48 the "On-the-Fly" Electronic Structure within Quantum Wavepacket ab Initio Molecular Dynamics 6.4 11
(QWAIMD). Journal of Chemical Theory and Computation, 2014, 10, 2265-80
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Chemical Physics, 2008, 128, 164716 39 7

Insights from first principles molecular dynamics studies toward infrared multiple-photon and

single-photon action spectroscopy: case study of the proton-bound dimethyl ether dimer. Journal
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Potential-Adapted, Time-Dependent Deterministic Sampling Technique. Journal of Chemical Theory 6.4 30
and Computation, 2006, 2, 1203-19

Dynamical effects on vibrational and electronic spectra of hydroperoxyl radical water clusters.
Journal of Chemical Physics, 2005, 123, 084310
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