Ultra-high Throughput Macromolecular Crystallography

Data Collection Using the Bluesky Framework
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L]
°
L °
| o
o ®
° o °® ° & @ 1
° ° o
L ] o [ ]
(] (24 °
® \ °
[ °
° ° o o0 L ]
™Y ° ° T LY 'y i
° [ J
() b -
R o° ° ‘.))JJ ,:Q [ ) )
o
o @R [ J
®
(X}
| N

_ _ | A= 4 W%, |eModern Python library for
eAlign a protein crystal BQ & 8 » | experiment control.
with the X-ray beam. "9 P . | eDeveloped at NSLS-II, in

«Capture diffraction images L)YN"N | collaboration with other facilities
as the crystal is rotated. =~ ™~ .-~ including DLS.

eUsed for fragment-based drug dlscovery «Good separation of harware
eCompletely automated at some beamlines. interaction and data management.

eEasy integration with other
scientific Python libraries.
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Hyperion

e Application for unattended data collection, built with Bluesky.

eUses DODAL, a library to contain and organise all hardware at DLS.

e Part of the new DLS Athena?2 platform to support Diamond-I1.

e Step-by-step replacement of routines in the legacy data acquisition software.
e Modular design follows naturally from the way Bluesky works.

e Well tested against beamline simulations.

e Currently in transition from prototype to full version.
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Faster data acquision

e A fragment screening experiment takes hundreds or thousands
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