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Unexpected correlation?

Average Rfree by resolution bin (with a width of 0.2 Å for X-ray crystallography 
PDB structures deposited after January 1, 2001, divided  into two groups by the 
number of missing data items (“NULLs”) in the PDB file. The means for “high-
completion” deposits (20 NULLs or less) are shown in blue, and the means for 
“low-completion” deposits (50 or more NULLs)  are shown in red.



Where we should collect data ?

Zheng et al, Expert Opinion on Drug Discovery(2014) 9: 125-37



High Data-Rate?

Zheng et al, Expert Opinion on Drug Discovery(2014) 9: 125-37



Diffraction experiment - the last 
experiment before deposition to PDB

Dataset – 2minutes, sample change 2minutes -> 10minutes

6 datasets/hour -> 144 datasets/day

180 days ->  25920 datasets/day -> 2.5 PDB

125 synchrotron stations ->  324 PDB

Efficiency -> 0.3%



HKL-3000 at SBC



Database-controlled pipeline

lab e-book
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Big brother?



HDF5 vs CBF
Structural Biologist Perspective

Size Processing time Rmerge/Rmeas/Rpim

HDF5 3GB 21 min 0.054/0.057/0.018

CBF 3GB 21 min 0.054/0.057/0.017

Changing compiler suite GCC -> Intel  
processing time 21 min -> 4 min
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HDF5 vs CBF vs 321 other formats
Structural Biologist Perspective

New format new trivial inconveniences:

- File renaming 
- need to modify links in HDF5 master file

- New libraries and plugins
- LZ4 compression plugin compatible only 

with newer versions of HDF5 library



What is special in Eiger and HD5 ?

CBF – MAF
HDF5 – MAF



What is special in Eiger and HD5 ?

…… - MAH
CBF – MAF
HDF5 – MAF



http://www.proteindiffraction.org
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Beam position
Structural Biologist Perspective



Optimal data collection ?
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Header – is CBF header a MAH ?



Do you like this image?



Do you like this image ?



How expensive is bright lens ?



Collaborations documented by at least one 
paper
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