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Results of variational calculations in molecular spectroscopy increase the spectog-
raphy data sets in more than one hundred times. It rises a problem how to collect,
store and represent this data for Internet users. An hierarchy of the molecular spec-
troscopy problems used for systematization of data and associated metadata describing
the structural and spectral line parameters of molecules is described. Using the pro-
posed hierarchy approach, the data structure is modeled and used for organization of
the data uploads. Formalization of the data is implemented using the XML schema.
Metadata structure is described with the help of RDF-schema. The problem how to
store the information resources consists of two parts: the storage of the elementary
data sources and the storage of the complex data sources. The complex data sources
are formed according to certain definitive rules, which allow, in particular, to create
the data in the Hitran format.
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