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Optimizing theround trip ratesin replica exchange
simulations

Robert Denschlag, BioMolecular Optics,
Ludwig-Maximilians-Universitat Minchen

To gain most benefit of replica exchange (RE) simulationsdhad trip rates
of the replicas should be as high as possible. The talk willlé&ing with

two possibilities to achieve high round trip rates in RE diaions with ex-

plicit solvent. One approach is the choice of an optimal terafure ladder.
However, it turns out that what is optimal depends on theiag@xchange
scheme. Thus, different exchange schemes will be presantdiscussed.
A second approach is to keep the number of replicas as smalbssble.

Here, | will present a Hamilton RE method which is blind widspect to the
solvent-solvent interaction and, thus, strongly redubesiumber of replicas
necessary to cover a specific temperature range.

Wednesday, 25 February 2009, 14:00

Besprechungsraum 2, room 146, Julich Supercomputing€ent

Anyone interested is cordially invited to participate.

sgd Dr. Sabine Hofler-Thierfeldt
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