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ransport of hydrophobic drugs in human body presents several complications. One of them is the low drug absorption due to their

low solubility. In order of enhance the biodistribution of these drugs, recent investigations have propose the use of amphiphilic
molecules, such as phospholipids, to synthesize nanoparticles or nanocapsules, given that phospholipids can self-assembly in micellar
or liposomes structures. Thus, they are ideal candidates to function as nanocarriers of hydrophobic drugs. In this work, molecular
simulations of nanoliposomes at the mesoscopic scale are performed. These nanostructures were constituted of lecithin, chitosan and
capsaicin. The stability of the liposome and the efficiency of capsaicin encapsulation, as well as the internal and superficial distribution
of capsaicin and chitosan molecules in the nanoliposome were analyzed. Characterization of the system was done through density
maps in the xy-plane and the potentials of mean force (PMF) for interactions between lecithin-chitosan, lecithin-capsaicin and
capsaicin-chitosan. The molecular simulation showed that chitosan is distributed on the surface of the nanoliposome. It was also
observed that in spite of the fact that the nanoliposome had a diameter approximately of 18 nm, it was stable under a 24 microseconds
window. The sizes obtained experimentally usually are among 100 nm and 200 nm.
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