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A	database	of	inorganic	crystalline	material	
structures	and	properties
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https://www.materialsproject.org



Some	calculated	properties	are	useful	but	
computationally	expensive
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A	workflow	for	calculating	a	full	elastic	tensor
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Entice	users	with	a	hook
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doi:10.1038/srep34256
https://github.com/materialsproject/gbml



FireWorks helps	define	workflows	with
database-backed	state,	provenance,	and	priority

5https://github.com/materialsproject/fireworks



FireWorks has	built-in	web-based	monitoring
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Priorities	of	elastic	tensor	workflows	can	be	
dynamically	updated
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All	together	now
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/rows?format=html&filter=W-*&psort=decr&ssort=incr&psize=5

One	main	endpoint,	with	ample	options



Configuration	is	mostly	data,	some	functions
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entries workflows

votes

db connections

token-based	auth



Remaining	Work

• Merge	existing	email	notification	service	with	leaderboard	codebase
• Deploy	leaderboard	with	auth via	dynamically	fetched	token	link
• on	Materials	Project	user	dashboard
• at	“point-of-sale”	(e.g.	on	request	of	property	prediction)

• Communicating	expectations
• “special”	users	/	community	expectations	on	vote	(re)weighting
• troubleshooting	failed	“user”	workflows

• Release	codebase	and	documentation
• Will	be	under	github.com/materialsproject
• In	the	meantime,	contact me:	dwinston@lbl.gov
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