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1. BACKGROUND

Adaptive sampling methods.
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2, METHODS

Run Ai (1us) 8 T IRIESS Rk, # 7 A1—A10104 adaptive run
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2, METHODS

Learning the Model

1. The resulting data of the 10 parallel simulations is postprocessed
to calculate a metric for each Conformation that are clustered using
a k-center method into K clusters. K =50 (& A -2k H i)

2. Using this conformational clustering, a Markov state model is built.

(The count and transition probability matrices are estimated using a
lag time tlag = 100 ps, which is the simulation sampling rate.)



2, METHODS

Sampling Method
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2, METHODS
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3. Result
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3. Result

Genealogical tree of a single

adaptive run
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3. Result

Adaptive runs Al to A10
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3. Result
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4. CONCLUSION
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