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Fig.1 Models of monomer and crosslinker
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Fig.2 Structure of simulated gels
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Fig.3 Effect of total concentration on particle
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Fig. 4 Effect of total concentration on fractal

dimension
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MONTE CARLO SIMULATION OF RADICAL INITIATED GELATION

XU Jiankuan, HE Mingxia, HE Zhimin
( Chemical Engineering Research Center, Tianjin University, Tianjin  300072)

Abstract The complex structure of polymer gels was studied with dynamic Monte Carlo simulation based

on the principle of gelation theory in a 2D network with periodic condition. The effect of polymerized

monomer’ s ( monomers of polymer) movement on the structure of polymer gels was studied. Simulation

results indicated that the threshold concentration of gelation and the fractal dimension of polymer gels could

be considerably decreased compared with the kinetic gelation model and the DILA model when polymerized

moncmers were allowed to move, especially when the total monomer concentration is low. The pore size

distribution was acquired by moving bubble method. It was found that the ratio of big pores in our gel

network was higher than that based on the Ogston’s model. That indicates the simulated gels was of great

inhomogeneity.
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