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Simulation of iron surfaces, careful analysis of their structural and dynamical properties 
as well as electronic and magnetic structures should be a helpful step to better understanding of 
iron mono-layer properties. Therefore the first-principles calculations based on spin-polarized 
density functional theory (DFT) have been performed for two different iron slabs including 
(100) and (110) surfaces. For both systems lattice parameters and magnetic moments have been 
analyzed as a function of slab layers. Based on force constants direct method phonon dispersion 
relations and phonon density spectra have been calculated. 

Calculated total phonon densities of states. Dashed lines depicted xy-surface 
contribution and solid lines xy phonon states for internal layer

Similarities  and  differences  of  both  systems  will  be  presented.  In  particular  a  significant 
difference between surface phonon states distribution will be discussed.
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