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❖ REST API specification for common 
access to crystal structure databases 
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❖ Enables unified access to 25M crystal 
structures from 14 providers*
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❖ Features:
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https://github.com/Materials-Consortia/OPTIMADE


optimade-python-tools
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➢ pydantic FastAPI
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https://dev-tools.materialscloud.org/optimadeclient
https://dev-tools.materialscloud.org/optimadeclient


optimade-python-tools

https://github.com/Materials-Consortia/optimade-python-tools


https://optimade.org/providers
https://www.optimade.org/providers-dashboard/


❖ OPTIMADE v1.1
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➢ _dft_

❖ Improved tooling:
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optimade-python-tools
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❖ Semantic interoperability:
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❖ Your contributions!

➢  @ EPFL 

➢

https://arxiv.org/abs/2006.07712
https://www.cecam.org/


❖ How does OPTIMADE relate 
to FAIR?

❖ How can we make the most 
of this federated model?

❖ Interoperability beyond just 
structure databases

❖ Ergonomics of research data 
management
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