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Compound Management (CM) is an inseparable part of the of High Throughput Screening (HTS) research field and other drug discovery processes where handling of large collections (typically more than hundreds of thousands) of small organic molecules is to be assured. CM heavily relies on the use of automated robotic systems in connection with dedicated computational technologies such as Laboratory Information Management Systems (LIMS) and various integrated or standalone cheminformatic tools.
At the CZ-OPENSCREEN we use our in-house developed web-based LIMS SW solution ChemGen DB which provides comprehensive set of functionalities necessary for execution of CM workflows. Typical CM workflow starts with the input/import of the inventory data in the database (DB). For higher number of samples, where manual entry is not possible, the import of data files in CSV format is realized. For conversion of large data files obtained from the suppliers a dedicated KNIME workflows are used. KNIME analytical platform SW is equipped with chemistry plugins such as OpenBabel, RDkit, ChemAxon / Infocom, etc. which can be used for interconversion between different chemical structures’ notations. Integrity of the inventory data within the ChemGen DB is assured by using unique identifiers for each DB entry together with physical barcoding of all the labware and samples. ChemGen DB also enables to design routine CM procedures such as reformatting, cherrypicking, diluting, etc. and generate lists of instructions for the automation to perform the procedures. CM works in close cooperation with the SW development team and serves as both the end user and beta tester entity of the ChemGen DB. The user feedback and new function requests are realized via JIRA-based communication environment.
