“Database’ usage and
requirements for CCP4
automation
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Projects at Daresbury

« HAPPy - experimental phasing
— DJR, PE, EJD, CCB
o XIA-DPA - dataprocessing (other)
— GW (DNA)
« BMP - molecular replacement
— RK, MDW (NDS)
o CCP4i
—~ PJB

o Datastorage
- WY, PIB
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Current state of affairs
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Name id
Fact

- Database or filesystem
e Individual or central
e Security models
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(Loose) Storage Requirements

e Tracking (Jobs - ccpdi, HAPPy

ey g (Jobs) p Py External
atypes vView

* Knowledge base - ccpdi )

« Object persistence - GW } Project

e Templates and protocols - eHTPX } Control
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Job Tracking

 Workflow view

o Database Or fl I eSyStern Create master MTZ
e Track progress l
o CCp4| gl vVes gOOd exampl e Scale master MTZ for difference analysis

l

Limits analysis

/Fork by limits set\

~ N
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/es:['l-fl. 65,3.18] anolnzﬁ?,?\ﬁs:[Zél.ﬁS.S, 18] anom==87.1
« HAPPy view

Heavy atom search with ShelxD Heavy atom search with ShelxD

— Nodes (actions)

« Type: Job, Fork, Decision, \ ;/
Star t, End (Contai ner) \Zhoose best heavy atom sol ution/
o Status. Success, Failed,

Killed, Running les:[24.65,3.18] anom=87.1
° Time Stamps Phasing with Phaser
— Human readable notes l
— Designed to work with ccpdi
Refi t with Pirat
datab&. ermnement wi rate

Phasing completed

HAPPy Project gere_sad
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Data tracking

 Metadata(describefile)
— URI
— Wavelength
— Cdl
— Column names

e Source and usage
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Knowledge base

e Small amounts of data-> xml files, otherwise database
e Project and pipeline independent

 mmocif definitions at deposition end

o Datamodd (?)

— HA positions and statistics
* X,Y, Z, 0CC, anon_occ, b

— Seguence

— Solvent fraction
— MR models
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Persistent Objects (databucket)

* Project specific (unless common)

o Storelocal state
— oObject orientated database (ZODB)
— dingbats
— .xml file

 HAPPy has HAPPy state object

— awaysin memory
— current state and history
— persistence required for restart
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Protocols and Templates

o User preferences
o Pathways/ Workflow
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