
  

Adaptive Multilevel Splitting Method:
Isomerization of the alanine dipeptide

Laura J. S. Lopes
Advisors:
Tony Lelièvre
Jérôme Hénin



  

high barrier

metastable states



  

B

The AMS algorithm
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The AMS algorithm
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How many replicas passed zkill ?
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The AMS algorithm

The expected value is unbiased towards the choice of 
the algorithm parameter !
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How to obtain the transition time?
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How to obtain the transition time?
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The secret lies in the initial conditions !
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Isomerization of the alanine dipeptide



  

Isomerization of the alanine dipeptide
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Isomerization of the alanine dipeptide



  

Hands-on !
Tcl, bash and C programs make your 

life easier !



  

The files to provide



  

The files to provide

proc ams_measure { }

proc zone { }

proc variables { }

Colvars is practical !



  

The files to provide

smart_parallel.sh



  

The tutorial



  

The tutorial

Probability from one point
Transition time
Flux of reactive trajectories



  

Good luck !
I’m here to answer your questions

Thanks to Chris Chipot, Tony Lelièvre 
and Jérôme Hénin ! 
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