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About NOMAD: Revealing new and novel materials, mechanisms, and insight

The NOMAD Laboratory works in condensed-matter theory, materials science, and artificial intelligence. A particular focus is on density-functional theory and many-electron quantum mechanics and on developments of multiscale approaches. The latter, is summarized by the appeal "Get Real!", introducing environmental factors (e. g. partial pressures, deposition rates, and temperature) into ab initio calculations.[1] In recent years, the work is increasingly concerned with data-centric scientific concepts and methods (the 4th paradigm of materials science)[2][3] and the goal that materials-science data must become "Findable and Artificial Intelligence Ready".
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WHEN ALL DETAILS MATTER - HEAT TRANSPORT IN ENERGY MATERIALS
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EFFICIENT DISCOVERY OF IMPROVED ENERGY MATERIALS BY A NEW AI-GUIDED WORKFLOW


	
	
	

	
		







	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		

	
	   
		



 






A CULINARY TRAVEL AROUND THE GLOBE










*Congratulations*: Dr. Thomas Purcell Appointed Assistant Professor at the University of Arizona (>more information) 
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Artificial Intelligence, Coupled-Cluster Theory for Solids, and GW Method


Matthias Scheffler







  







Ab initio and Artificial Intelligence methods for heterogeneous catalysis


Lucas Foppa







  







Artificial intelligence-assisted discovery of thermoelectric materials


Thomas Purcell and Kisung Kang







  







Advanced Electronic-Structure Methods


Xinguo Ren and Matthias Scheffler







  







Exploring defects and meta-stabilities combining ab initio approaches and artificial intelligence


Wahib Aggoune







  







First-Principles Materials Simulations


Sebastian Kokott







  




  
        Special Collaborations & Activities

		The association FAIR-DI e.V (FAIR Data Infrastructure for Physics, Chemistry, Materials Science, and Astronomy)
	


	
The NOMAD Centre of Excellence 


	


	
The NOMAD database including Repository & Archive, Encyclopedia, and Artificial Intelligence Toolkit


	


	
FHI-aims: Ab initio Materials Simulations


		BigMax, the Max Planck Research Network on Big-Data-Driven Materials Science
		Leibniz ScienceCampus GraFOx (Growth and Fundamentals of Oxides)
	


	
 Max Planck Graduate Center for Quantum Materials




 









    
    




    





	




	