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ABSTRACT

An algorithm to locate transition states in a Potential Energy Surface is proposed and described. The technique is based in the gentlest ascent dynamics where the
gradient of the Potential Energy Surface is projected in a given direction and perpendicular to it. In the present method the projection is not only applied in the gradient
but in the Hessian matrix. The direction is updated according the gentlest ascent dynamics method. To ensure stability and to avoid high computational cost, a trust
egion technique is incorporated and the Hessian matrix is updated at each iteration. With some examples we discuss the performance of the algorithm.
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Due to the large number of possible reaction paths co-existing on the Rastrigin PES, the ..g
GAD-Newtonian trajectory is restarted as soon as an already known saddle point or g IG AD
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