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First principle calculations based on density functional theory is performed to analyze the cationic 
interaction with the polyethylene oxide (PEO) based systems. The relaxed polymer structures are 
simulated, the analysis of partial density of states; density of states; bond lengths and the charge density 
distribution around interacting atoms is made. The structural and electronic properties of polymer systems 
are discussed; it takes into account of the cationic and anionic nature of the atoms of dispersed molecules.
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