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Context and motivation
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Chapter 1

Drug discovery and in silico methods
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Chapter 2

Benchmarking molecular descriptors

for low-data regime modeling
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2.1 Challenges in QSAR/QSPR modeling
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2.2.1 Molecular descriptors
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2.2.3 Final set of benchmarked descriptors
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2.2.5 Benchmarking methodology
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2.3.3.2 Differentiating ADMET and potency
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2.4 Discussion

2.4.1 Benefits of combining descriptors
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Chapter 3

Molecular prioritization toolkit and
retrospective simulations
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3.1 Enhancing lead optimization

3.1.1 Challenges in lead optimization
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Chapter 4

Insights from retrospective analysis of
legacy projects
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4.5.3.4 Chemical space exploration monitoring activity cliffs
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Chapter 5

Conclusions and perspectives
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5.1 Predictive modeling in a shifting low-data regime
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5.1.2 Temporality is key
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5.2.3 Translating virtual insights to practice
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