
Abstract:: A recently described symmetrical windowing methodology [J. Phys. Chem. A 117, 7190 (2013)] for quasi‐

classical (SQC) trajectory simulaƟons has been applied to the Meyer‐Miller (MM) [J. Chem. Phys. 70, 3214 (1979)] model for the 
electronic degrees of freedom in electronically non‐adiabaƟc dynamics.  The approach treats nuclear and electronic degrees of 
freedom (DOF) equivalently (i.e., by classical mechanics, thereby retaining the simplicity of standard molecular dynamics), and 
provides ``quanƟzaƟon'' of the electronic states through the symmetrical quasi‐classical (SQC) windowing model. The approach is 
seen to be capable of treaƟng extreme regimes of strong and weak coupling between the electronic states, as well as accurately 
describing coherence effects in the electronic DOF (including the de‐coherence of such effects caused by coupling to the nuclear 
DOF).  A survey of recent applicaƟons to a variety of problems is presented to illustrate the performance of the approach. Also 
described is a newly developed variaƟon on the original SQC model (found universally superior to the original) and a general ex‐
tension of it to obtain the full electronic density matrix (at no addiƟonal cost/complexity).  It has also been pointed out that even 
though the MM classical vibronic Hamiltonian generates ‘Ehrenfest dynamics’, when this is processed via the SQC windowing 
methodology detailed balance is described correctly. 
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