AFLOW: Automated infrastructure for
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AFLOW database
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AFLOW also offers enline applications for property predictions using machine learning, crysta
prototype databases, and the generation of convex hulls.

Enter an ICSD Number, Aflowlib Unigue |Dentifier, or advanced search string [e.g. Mg & Sn & Cuj to
search our database.
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AFLOW: database organization
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R. H. Taylor et al., Comput. Mater. Sci. 93, 178-192 (2014) 3



AFLUX: AFLOW Search-API

 Enables programmatic search access through query part of URI

Logical operator AFLUX syntax Operator scope
<block> “(" and “)” Intra- and inter-property
<AND> “«r Intra- and inter-property
<OR> “ Intra- and inter-property
<NOT> “1” Intra-property
<loose> oxs Intra-property
<string> o Inter-property
<mute> “S” Intra-property

\http://aflowlib.duke.edu/search/API/A? species((Na:K),CI),nspecies(Z),Egap(l*,*S)}

| |
Search API Server Query

e Submit query using UNIX utility (wget, cURL); Python (urllib); etc.

F. Rose et al., Comput. Mater. Sci. 137, 362 (2017).




Future Directions

e Common materials data APl (OPTiMaDe):
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e First principles computation — Al - experiment integration and feedback loops:

Computation Machine Learning
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