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Problems of the high-pressure single-crystal diffraction data 
 

measured in diamond anvil cells with area-sensitive  detectors 

► Limited resolution in sin q / l 

 

 

► Overlap of reflections with powder rings 

due to the gasket and backing plates 

 

 

► Overlap of reflections with those due to 

the diamonds 

 

 

► Shadowed reflections by the diamond cell 

 

 

► Diamond “dips” 



Identification of outliers 

• On the basis of symmetry equivalent reflections 

 

 
 

 

 

 
• On the basis of the refinement  

The more equivalent reflections there are to average, the easier to find the outliers 
 

      →  the  higher  the redundancy  the  better 

 

In the initial stages of data reduction, one can use “approximate” symmetry to find the outliers  →  Laue symmetry 
   

Fobs / Fcalc plots 



Scaling of several datasets 

Run 1 

 

Scale factor 1 

Run 2 

 

Scale factor 2 

Run 3 

 

Scale factor 3 

Run 4 

 

Scale factor 4 

 

 All data 

 

Intensities of the runs 2, 3, 4, …, etc., have  

to be multipled by certain scale factors to fit the  

intensities of the run #1 

Run etc. 

 

Scale factor etc. 

 

Wrong reflection intensities  introduce errors in the scale factors. 
  

Any error in any of the scale factors  influences all reflections in the data !!! 
 

… 



High-pressure single-crystal x-ray data in Jana2006: 
 

the utility File → Reflection file → Handle culling manually 
 

as an aid to identify all outliers and to scale the data 

 

 



The utility  File → Reflection file → Handle culling manually  was originally  
 

developed for processing high-pressure single-crystal synchrotron data from HASYLAB. 

 

 

It could also be applied to any data measured at atmospheric pressures  
 

as well as to modulated structures. 





















 

Warning: The manual culling in Jana2006 must be handled with care.  
 

While using this utility, it is too easy to fit the data to one´s favorite structural model. 

 

 

 

The best way to identify the outliers is to visually inspect the reflections on the images. 


