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Abstract

In this work some spectroscopic and physical properties for the nonlinear
(C3HsNO) molecule ,have been studied in Infra-red region (IR-region)using the
semi-empirical MNDO/PM3 method under equilibrium condition , whene the
minimum total energy (-888.01159eV) at equilibrium distance (2.18 A) .

Also,we study the fundamental vibrational frequencies, and given the number
of mode for this molecule and we represented these modes graphically described
intensity every mode, with other properties like electrostatic potential and
charge density distribution in 2D,3D .
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