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[Zagrovic, Sorin and Pande JMB 2001]
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SRS running time: ~13 minutes for 100,000 conformations

Monte Carlo (MC) running time  : ~2 hours/conformation/30 MC simulation

~6 orders of magnitude speedup~6 orders of magnitude speedup
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distribution criterion
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with Prof. David Hsu, NUS
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• Use pfold as criterion (and MC as gold standard)

• Two promising sampling techniques:

1. Edge discretization

2. Saddle point and local minima of the energy landscape
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Note where 
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are added
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Blue bars 
show standard 
deviation
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Blue: uniform 

Green: augmented

>15 roadmaps for each 
roadmap size (num nodes)
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• Requires only first 
derivative of the 
energy (no Hessians, 
inverse of Hessians)

• Scales well with the 
number of dimensions

• 2 stages:

1. orientation

2. translation
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