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Over the past decades, in silico methods have become a cornerstone in the discovery and optimization 
of new drug candidates. With the rapid evolution of machine learning (ML) and artificial intelligence 
(AI), these approaches have moved firmly into the spotlight. Today, they play a crucial role in predicting 
protein structures, generating novel chemical matter, and estimating chemical and biological 
properties. 

In this presentation, we will share insights from our experience at CISTIM/CD3 in applying ML/AI 
methods within real-world drug discovery projects. While the progress in the field has been 
remarkable, challenges remain. Publicly available datasets and pre-trained models often introduce 
pitfalls, limiting the robustness and reliability of predictions. 

We will highlight how integrating in-house data, project-specific considerations, and proprietary 
chemistry helps to overcome these hurdles. This tailored approach not only improves the performance 
of ML/AI models but also ensures that the results truly meet the needs of end users. Ultimately, the 
key to success in AI-driven drug discovery lies in making the technology work for you. 
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