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ABSTRACT

ARTICLE INFO

In this paper the characteristics of heavy metal ions solved in
water were investigated using the molecular dynamics
simulation; so that the ions velocity, the arrangement of water
molecules around the heavy metal ions, and the rate of
adsorption of the heavy metal ions in carbon based sorbents
were predicted. The results showed that the water molecules
around the metal ions form a shell-like arrangement and make
the M(H,0) complex. The number of water molecules
contributing to make the shell-like arrangement is 8 for lead,
8.4 for nickel, and 7 for cadmium. It was found that the
residence time of the water molecules in the shell around the
lead, cadmium, and nickel ions are 162 ps, 179 ps, and 161.5
ps respectively. It was observed that the Cd(H,O) complex is
more stable than the Ni(H,O); and the Ni(H,O) complex is
more stable than the Pb(H,0).
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