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ABSTRACT

Hybrid polymer/nanoparticle systems are a relatively new class of materials that has attracted
growing scientific and technological interest [1-5]. In this work, the properties of polymer chains
(PE and PEO) around of inorganic nanoparticles (pure Gold, grafted Gold and Silica) are
investigated using classical atomistic molecular dynamics simulations. The structural,
conformational, and dynamical properties of the chains were analyzed and compared to the
behavior of the bulk polymer system. In more detail, we report data concerning polymer density
profiles, bond order parameter, segmental and terminal dynamics. All properties are examined as
a function of distance from the nanoparticles. A typical snapshot of the model systems is shown in
(Fig. 1).

(a)

Figure 1: (a) Hybrid PE/Grafted Gold Nanoparticle System; (b) Hybrid PEO/Silica Nanoparticle
System.
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