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Pharmaco-Net: An Al-Driven Structure-Based Drug Discovery Platform

for Accelerated Lead Identification and Optimization

Park, Young Bin Ph.D. (Co-founder / CSO)
Calici Co.

Recent advances in structural biology of protein and artificial intelligence (AI) have opened new
frontiers in rational drug discovery. Pharmaco-Net(https://pharmaco-net.org), developed by Calici
Co., 1s an advanced Al-driven platform designed to harness the predictive power of protein 3D
structures for efficient and biologically meaningful hit identification and optimization.

Traditional drug discovery approaches are often hampered by time-intensive and cost-prohibitive
experimental workflows. Pharmaco-Net addresses these limitations by integrating high-fidelity
protein structural data with proprietary Al algorithms to prioritize compounds with strong binding
potential and mechanistic relevance—significantly reducing the resource burden associated with
early-phase discovery.

This platform enables rapid and accurate screening of both small molecules and peptides, followed
by structure-based lead optimization, facilitating a more targeted and scalable approach to hit-to-lead
progression.

In this seminar, we will present the core technological framework of Pharmaco-Net, demonstrate its
application through selected case studies(https://www.pnas.org/doi/abs/10.1073/pnas.2420313122),
and discuss its potential integration into academic and industrial R&D pipelines as a strategic tool
for accelerating drug discovery.
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