COMPUTER MODELING OF THE INTERACTION PROCESS OF THE FULLERENE C60 MOLECULE WITH THE SURFACE OF AN ALUMINUM SUBSTRATE
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In this research, the adsorption of fullerene C60 molecule on aluminum Al(001) surface was simulated in the open source LAMMPS package based on the molecular dynamics method. The results were obtained by expressing the ,  and  interactions between the aluminum substrate and the atoms constituting the fullerene molecule using the second-order interatomic potential Tersoff potential [1]. The aluminum substrate on which the adsorption of fullerene C60 molecule was observed consists of a cubic single crystal with a size of 18.34×18.34×18.34 Å and has 500 atoms. The adsorption energy of the fullerene molecule on the substrate surface was determined by energy minimization.[image: ]
Figure 1 a) Fullerene molecule adsorbed on the (001) surface of the
substrate.


Figure 1 a) Fullerene molecule adsorbed on the (001) surface of the substrate.


The results obtained show that the adsorption of the fullerene C60 molecule with a pentagonal configuration on the substrate surface is stable and consists of chemical adsorption with an energy of  . It was also found that the average length of the  bonds formed during this interaction is equal to .
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