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Abstract

Quantum-trajectory mean field (QTMF) approach has been introduced to treat with nonadiabatic

dynamic processes within the mixed quantum-classical framework, which has advantages of surface-hopping

and Ehrenfest mean field methods. In principle, the QTMF approach is more suitable for simulating non-

adiabatic processes that involve more than two electronic states. For practical application, the QTMF ap-

proach has to be numerically implemented at the level of high-accuracy ab initio calculation, which is de-

pendent on the packet of programs developed by ourselves.
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