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Recent Advances in Chemicals, Materials and Pharmaceutical Simulations
BIOVIA

Senior Solution Strategy Specialist

Stephen TODD

14:20 40min In recent years, there has been a growing integration of physics-based models with machine learning
approaches to enhance the speed and accuracy of existing computational methods. This presentation will
explore the latest improvements in Materials Studio and Discovery, focusing on new methodologies and
important updates to existing solvers. We will also discuss a collaborative effort invelving quantum computing.
As these solvers continue to advance, the way we interact with the tools also evolves. Last year, a key
functionality called "Virtual Lab” within the 3DExperience platform was introduced, and this session will
present the new enhancernents to that system.
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Data Science & Informatics
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BIOVIA Update on Data Science, Machine Learning, and Al
BIOVIA

Data Science Software Engineering Director

Dana HONEYCUTT

14:20 | 40min | New machine learning (ML) and Al methods, especially deep learning (DL), are revolutionizing data science for
both general and scientific applications. Yet scientists are often faced with cleaning and analyzing relatively small
and domain-specific data sets for which DL methods might not be appropriate. Thus, the need remains for classic
data science and ML methods accessible to non-specialists. This presentation covers recent BIOVIA developments
using both DL and other data science approaches applied to scientific problems. Topics include Al-based
retrosynthetic analysis, LLMs enhanced with BIOVIA or proprietary data to apply to scientific problems, and
democratized creation and application of ML models.
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Laboratory & Data Management
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