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MONTE CARLO SIMULATION OF CONFIGURATIONAL
CORRELATIONS IN CHAIN MOLECULES

"SUN Zhiwei
(Institute of Mechanics, Academia Sinica)

ABSTRACT
Using the Monte Carlo method of imversly restricted sampling(1), three-
dimensional simulation on the properties of coenfigurational correlations of
the rotational states in linear chain molecules is carried out under the cond-
ition that the interacttions between the beads of the molecule are taken into
account, The calculated correlations of singlets, pairs and triplets of bonds
under different temperatures for the different lenths of the molecule are pre-
sented here, A comparison between our results and ones of Flory’s theory that
the mathematical treatment proceeds along the methodology for treating the

one-dimensional Ising model is made and thys the validity of the Flory’s

theory is discussed,



