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Chemist submits online request form


If RequestForm not OK 


Repeat 1 until Chemist terminates session


System creates Persistent Identifier (PID)


Add sample to queue


	Set status = SUBMITTED








Submit Sample





While SampleQueue not empty





Associate submit form with exp.


Begin data collection


If sample does not diffract


Set status = REJECTED


Terminate session


Check cell dimensions


If unknown


	Set status = DATA_COLLECTION


	Collect intensities/reflections


Call Solve Structure use case


      Else


	Add reference to external source if required


Set status = KNOWN


Terminate session





Chemist submits crystals


Crystallographer examines crystals


If crystals OK


Crystallographer creates internal ID


Call Accept Sample use case


 





Crystallographer





Collect Data





Accept sample





Chemist





Crystallographer





Update Repository





Chemist





Search Repository





Load cif file


Load submit form


Load metadata


Set access control for entry





Enter substructure / keywords 


Get hits


Evaluate results


Repeat 1-3 until happy


Save results








Access Repository





Crystallographer





User





Select Facility





Login





Logoff





Call Logon Use Case


Call Select Facility Use Case


Call Logoff Use Case





Registration





<< include >>





<< extend >>





<< include >>





<< include >>





<< include >>





User enters LoginID & password


System verifies ID & password





System





Crystallographer





Solve Structure





Provide model(s) for structure refinement program


If good agreement between calculated and observed data 


Set Status = SOLVED


Else if data to be recollected with new crystal


Set Status = UNSOLVED


Return


Else


Set Status = FAILED


Terminate session


Create cif file; create CML file


Create metadata 


Call UpdateRepository use case


Set Status = FINISHED














