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Introduction to machine learning in experimental sciences
 

Two challenges in the application of machine learning
 

Case studies for pharmaceuticals and materials



Clinical trials and expensive and time-consuming
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Black box machine learning for drug design
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Train the machine learning

3870454990176143
6412046921823707
6488783419689686
1181558158737756
4102468240322648
3464176636980663
7857681349204530
2240819727856471
9839630878154322
1166912246415911

Response
6488704023749801
2754834215237227
2034535605225817
4681581845845622
4043080254884088
5407136138023131
9786977588943723
9096482113207096
9812626776018661
2561400458189671
0468565833753130
5234120524701329
8556092290056608
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Predict behavior of new drug
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Two challenges in the application of

machine learning to practical systems



Sparse data
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Overcome sparsity
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Noisy data
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Overcome noise
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Example case studies with Alchemite™



Open Source Malaria contest



Open Source Malaria competition: winning compound

0.647 µM

Journal of Medicinal Chemistry 64, 16450 (2021)



Pharmaceutical partners

0.647 µM

Journal of Medicinal Chemistry 64, 16450 (2021)



Intellegens
White paper

Journal of Computer-Aided
Molecular Design 35, 1125 (2021)

Materials & Design
168, 107644 (2019)

Fluid Phase Equilibria
501, 112259 (2019)
Journal of Chemical Physics
153, 014102 (2020)

Johnson Matthey
Technology Review
66, 130 (2022)



 

Machine learning offers significant promise in the applied sciences

Practical issues with noise and sparsity must be overcome with advanced methods

Case studies in materials, chemicals, and drug discovery

Alchemite™ Analytics available through Intellegens

https://intellegens.com

gareth@intellegens.com
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