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Extension of the string method for saddle points search WEIQING
REN, National University of Singapore and IHPC — The string method was de-
signed for finding minimum energy paths between two minima of a potential (or
free) energy. It evolves a continuous curve in the path space by steepest descent
dynamics. In this talk, we discuss how the string method can be modified for saddle
point search. Compared to the existing algorithms, the new method has the advan-
tage that the computed saddle points are guaranteed to be directly connected to
the minima. We will also discuss how the convergence can be accelerated using an
inexact Newton method.

Weiqing Ren
National University of Singapore and IHPC

Date submitted: 29 Oct 2012 Electronic form version 1.4


