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ABSTRACT RESULTS

* In response to the significant time and cost constraints associated with testing numerous combinations Data Filter
of protein-targeted chimera (PROTAC) constituents, an imperative arises to develop an efficient screening . We employed a systematic data filtering approach by importing a targeted selection of 280 proteins of
method for identifying the optimal PROTAC combination. interest (POIs), 13 E3 ligases, 365 warheads, and 82 E3 ligands from PROTAC-DB version 2.0.
* To address this need, we present a novel approach integrating database, disease and expression - By carefully excluding proteins and ligands that did not meet the necessary criteria and accounting for
profiles, artificial intelligence (Al), and quantitative systems pharmacology (QSP) Design Model. errors in AlphaFold2 predictions, we narrowed down our dataset to 91 POIs and 9 E3 ligases for
« Additionally, we developed a user-friendly PROTAC Dashboard, empowering researchers to subsequent screening.
autonomously adjust the DC50 and Dmax values by combining PROTAC components, thereby facilitating - Our final dataset consisted of 87966 combinations comprising 1086 POI-Warhead combinations and 81 E3
the efficient identification of promising PROTAC therapeutics. ligase-E3 ligand combinations, forming our primary filtered data for analysis and further investigation.
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# Al Model Platform: pharmaco-Net
Al-assisted SB-RDD(Structure-Based
Rational Drug Design/Discovery) Platform.
There 1s no Licensing fee for subscription.
Feel free to use the new token system.
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tre k= Follow the QR code to access
the PROTAC Dashboard.

It is designed for desktop
computers.
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As input, you need biochemical data about the binding affinity of PROTAC (kp, p, kp g, ), information AC kn OWI ed g eme nt

about the cell system involved (Ey, t1 /5 p), the first-order rate constant at which the target protein is
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degraded (kqgegp,), and the rate constant of ubiquitination (k.4.). Protein information from databases such
as ProteomicsDB and Protein Abundance Database were applied to the parameters marked with “  ”

kdeg,p/kcat = 1% and half_life =In2 / kdeg,p ' as additional expressions.
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