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During drug design the virtual screening of amounts (some decimals roughly) of several organic compounds are researched in the order of the type of biological activity present. Using virtual libraries of organic molecular fragments we can synthesize molecules which containing such fragments as during real process. This process propose generalization and typologization of a number of chemical reactions and rules of several fragments interactions.


AsInEx MedChem Ltd. Company which was founded in 1993 and owning one of largest commercially accessible chemical database. The MS Access 2000 program  is used for the creating of catalogue. Using  program ISIS 2.3 (MDL Information Systems, Ltd.) graphical images of molecular structures are creating. “Octane” type graphical workstations are using for support of the working with amounts of graphical images.  Current base is saving on the server. The network accessible to it realize by standart mean.


Commercial title, chemical formula and values of main parameters which influence biological activity.


Such form of data representation is relieves the compounds selection which satisfy to client’s requires by either one or several parameters. If the necessary compound is absent, its analogs may be suggest to client. Their searching in the group of homology compounds is simplified by typologization. Structure formulaes of compounds and their known drug analogs may be possible their biological activities, means of nutrial insertion and passes of treatment optimization.

