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Applications of computer simulation in the synthesis of poly-alpha-olefins
drag reducing agents
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Abstract: According to the solubility parameter theory, the simulation software Materials Studio 6.0 is used to
calculate the solubility parameters of mixed solvents under different solution formulations.Based on the analog values,the
solvents are screened and then drag reducing agents ( DRA) sample is prepared.Then characterization and structural
analysis of DRA samples are carried out by the simulative loop evaluation apparatus, FT-IR,NMR and XRD.It is found
that when the solubility parameter of mixed solvents infinitely approaches to the polymers’ ,the prepared DRA will have
higher drag reduction efficiency and transportation volumes. Thus, the solubility parameter theory can be used as a
guidance of experiments.Besides,the simulation method provides a more simple way to select solvents.
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