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Formula 1. General expression of molecular formula.
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Fig.1 Molecular formula data processing algorithm
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Table 1 Compound molecular formula feature data table
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Table 2 An example of molecular formula retrieve in plant chemical constituent database
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Molecular formula data processing in plant chemical

constituent database

XU Tingjun and CHEN Weiming
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Abstract: In order to solve the difficult problem of compound retrieval and screening in specialized chemical
database, the definition and the basic composition of molecular formula was studied, and the general expression
of molecular formula in the plant chemical constituent database has been gotten, then an algorithm program was
designed to analyze and process molecular formula data, and generate molecular formula feature data. In the
plant chemical constituent database, the compound data combined with molecular formula feature data can been
used for compound retrieval and screen. In order to introduce an application of compounds screening after
molecular formula data processing, example of the plant chemical constituent database was taken. The
molecular formula data processing method solved the problem of molecular formula inconsistency between user
side input and database side representation, and improved the efficiency of compound retrieval and screening.
The molecular formula data processing method was applied to specialized chemical database in order to enrich
the retrieval methods and technologies, and can be used for functional material compounds screening, organic
molecular drugs designing, natural product retrieval, etc.

Keywords: molecular formula data processing; molecular formula feature; compound retrieval; drug screening;

chemical database mining
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