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Abstract

In this work, we conducted a structural, electronic, optical and magnetic study of
AU and PtAu, clusters using the density function theory DFT, this study was done
using Siesta software and using Generalized Gradient Approximation (GGA) and Local-
density approximations (LDA), where we found the most stable structures of these
clusters that are largely consistent with previous theoretical studies. Many electronic and
magnetic properties have also been calculated such as: average bonds length, bond
energy, second variation of bond energy, minimum and maximum gap, ionization
potential (vertical and adiabatic), dissociation energy, magnetic moment,...etc.

The optical properties of the Au, and PtAu clusters such as: absorbance,
conductivity, refractive index, damping ... etc, were also calculated. All the calculations
showed that these clusters have unique characteristics that qualify them to be within the

composition of electronic and optoelectronic compounds.




