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*) Tian et al., Macromolecules, Vol. 37, No. 4, 2004

*)

Single crystal of polyethylene 
from atomic force microscopy
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V ({ r⃗ })=∑
i

V bond (θi)+∑
i

V torsion (ϕi)+ ∑
i , j⩾i+4

V LJ (|r⃗ij|)

N=10..80

United atom model of polyethylene

Q:

How are looking intermidiate ground state  
configurations between a stretched chain and 
lamella?N c=1..4 (7 )
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Properties of the system in thermodynamical equilibrium

No information about dynamics-

+

Stochastic Approximation Monte Carlo Simulation

Estimation of configurational density of states   
(or microcanonical configurational entropy)
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ln g(E )−max ( ln g (E))

N
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