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Accelerate progression
of your hit series to leads
through in-silico analysis



Al/Virtual screening for hit analogs, structure activity relationships
and docking studies

In addition to (ultra-)High Throughput Screening, you can screen for hit analogs virtually at Pivot Park Screening Centre.
Verify your hits quickly and find compounds with similar drug-like properties to enrich your hit list. By adding virtual
screening your hit list can be improved, resulting in shortened timelines and reduced costs for your drug discovery
programme. Furthermore, our computational approach helps you with elucidating the structure activity relationships
and binding modes through 3D docking studies. Or make use of our Al text mining tool to discover potential biological
activities of the chemical space of your hit list.

Key benefits

Tailored: Our ready to go workflows can be tailored to your drug discovery
project. You can combine commercial & public bioactivity databases with
different database searching techniques to get your desired results fast.

Private: Run your search on our secure, closed, in-house environment to
search for similarities, not a public database.

Scalable: No matter how many compounds you want to check, the
workflows are easy to adjust.

Fast: No matter which question you have, we probably have a search
workflow ready to go.

Flexible: We have experience with, and access to, a wide reage of different
chemical databases, giving you the flexibility you need during your project.
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Tailored choices

Databases
*  Commercial (supplier) databases - (MCULE, molport, enamine, emolecules, others —overlap)
*  Public bioactivity databases - Pubchem, ChEMBL (datamining on structure and activity)

Tools

* Access to both open source and commercial tools like KNIME workflows, RDkit, Al/ ML Python libraries & CCDC
* Make use of the latest database searching techniques -2D/3D fingerprint types, features/pharmacophores

» Bias towards desired physical chemistry properties, away from toxicity/assay interference/known IP

» Expertise in target family database mining (GPCRDB, KLIFS)
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