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Serial Femtosecond Crystallography (SFX)

Crystallography at European X-ray free electron laser (XFEL):
 Photon pulses are bright enough to observe diffraction from 

extremely small crystals;
 Femtosecond duration of individual pulses;
 Sample gets destroyed shortly after diffraction;
 Experiments are performed serially with a continuously 

resupplied sample;
 Still images from the randomly oriented crystals;
 Goal - reconstruct the electron density distribution 

corresponding to the atomic structure.

DAMNIT

The Data And Metadata iNspection Interactive Thing (DAMNIT[3]):

EXtra-Xwiz

EXtra-Xwiz[1] is a pipeline tool for streamlining SFX analysis:

A glimpse into the run's data quality

Results of processing SFX data by EXtra-Xwiz are displayed in the DAMNIT table to provide an overview of the run’s data quality. They include an overall hit rate, indexing rate, 
number of indexed crystals, as well as several new features:

DAMNIT plotting indexing rate

Cell parameters Peakogram Peak count

Adapted from:
Wiedorn et al. (2018), Nat. Comm. 9

Structure factor 
intensities

Real space electron 
density map

… and many more

The DAMNIT context file allows to extend the table with many more values or figures suitable for each 
individual experiment.

Contact us: oleksii.turkot@xfel.eu
fabio.dall.antonia@xfel.eu

 Executes code in a context file as soon as new data arrives;
 Displays the results in a GUI as shown below;
 A web interface will soon be released.

 Abstracts the complexity of data at EuXFEL;
 Utilizes programs from the the CrystFEL[2] framework;
 Has been integrated into DAMNIT.
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Would you like to learn more about DAMNIT?

Visit a poster “DAMNIT: A Tool for Automated Experiment Overview” by Thomas Michelat
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