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Introduction/Outline

We start by creating a coarse grained model chain with a defined
intramolecular structure (e.g. B-structure like).

Model/Method
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E well depth of monomer monomer interaction

hard core diameter

AO square well diameter of interaction

4" tangent-spheres ™, _fused-spheres

New Method:
Stochastic Approcimation Monte Carlo

S(E,t+1)=S(E,t)+Yy,(8gr —1/n)
with E=(E,,..., E,)
plus Umbrella Sampling

Results N=20 2,0 =11, A,0=1.09, £=1, £;;=3, L=0.6
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Comparison to Non-Interaction chains: N=20, A,  =1.1
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Outlook

- change from go-like model to donor-acceptor model
- study parameters for donor-acceptor model
- study density dependent aggregation
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