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RESUMEN: Se analizaron distintos dipéptidos X-Y y X-Pro en las conformaciones cis y trans, en vacio (cuanticamente) y en medio
acuoso (clasicamente) mediante moléculas explicitas de agua. Los andlisis estructurales y energéticos del célculo cuéntico
permiten entender por qué se encuentra a los dipéptidos X-Pro con mayor frecuencia en la conformacion cis que a los XY, Las
repulsiones entre nubes electronicas de dtomos vecinos que no forman enlaces, son las interacciones responsables de las
diferencias energéticas observadas en ambas conformaciones. La inclusion del solvente incrementa la estabilidad pero no
favorece ninguna conformacion en particular,
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SUMMARY: Analysis od dipeptides containing proline in vacuum and aqueous solution. Herrera, F; Sferco. S.J.. Different
dipeptides X-Y and X-Pro in the cis and trans conformation were analyzed, in vacuum (quantum mechanics) and in aqueous
solution (classical mechanics) with explicit water molecules. The structural and energetic analysis of quantum calculus allow us
to understand why the X-Pro dipeptides are found more frequently than X-Y dipeptides in cis conformation. The repulsion among
electronic clouds of neighboring, nonbonded atoms are responsible for the energetic differences found in both conformalions. The
inclusion of solvent accounts for an additional stability but none conformation is specially favored.
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