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This thesis reports certain computational precedures to extract maximum amount
of information regarding the geomerical structure and inter-atomic forces of simple
molecules from experimental data on microwave and infrared spectra. A novel
feature of these studies is the use of centrifugal distortion constants for the
detrmination of the geometry of symmetric top molecules. The method developed
here shows that reliable information of the molecular geometry can be carried
out even when the microwave spectrosoopic data on isotopic molecules are not
available.





