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Technology

• Jupyter Notebook is used as environment for tutorials.
• Machine-learning packages, i.e. scikit-learn, tensorflow, …, can 

be imported within the environment for immediate deployment.
• Servers deployed by the NOMAD AI toolkit are hosted by the 

Max Planck Computer & Data Facility in Garching.
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2-dimensional embedding, found with umap. Different colors means 
different atomic concentration values.
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AI tutorials for materials science

• Tutorials span the most popular artificial-
intelligence methods, such as clustering, 
dimension reduction, symbolic regression, 
decision trees, random forest, kernel ridge 
regression and deep neural networks.

• Applications to materials science are 
shown in a preparatory manner.

• Hands on exercises are presented 
throughout tutorials.

• Introductory videos, prepared in occasion 
of workshops and lectures held at the 
NOMAD Laboratory, are available.
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Contribute

The NOMAD Archive can be queried from 
the Artificial-Intelligence Toolkit, and the data 
retrieved can be analysed on the fly with the 

desired AI tools. 

The Artificial-Intelligence Toolkit 
hosts tutorials for hands-on learning 

of the most popular AI tools. 

In the NOMAD Artificial-Intelligence 
Toolkit, we maintain several notebooks 
demonstrating the latest applications of 

AI to materials science data. 

ghiringhelli@fhi.mpg.de  scheffler@fhi.mpg.de 

Contact us!
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