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Single switch surface hopping for molecular dynamics

In this talk, we present a trajectory surface hopping algorithm solving
non adiabatic transitions. This algorithm is called ”single switch surface
hopping” because non adiabatic transitions are only performed when a
classical trajectory attains one of its minimal surface gaps. It stems from
a mathematically rigourous analysis of propagation through conical inter-
sections. We will discuss the convergence and the convegence rate of the
algorithm for two-modes Jahn-Teller systems and present its generaliza-
tion to three-modes pseudo Jahn-Teller models.


