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Important Files and Listings 

 

a) RES-File (ASCII result file from SHELX refinement programs) => use for ortep plots 

(cell constants, space group, molecular formula, internal coordinates of all atoms, isotropic and 

anisotropic displacement parameters, occupation ratios etc.) 

 
!!!! Never change the original res-file !!!! 

 

b) CIF-File (Crystallographic Information File) 

ASCII-file (with a very special command syntax) generated by all usual structure refinement 

programs for electronical deposition. and generation of tables for the supplementary material (bond 

lengths, internal coordinates, R-values etc.).  

 

c) Listing (= supplementary material) as RTF-Format file (Rich Text Format) 

Can be importet in nearly every word processor. Special characters are now set correctly except the 

empirical formula 

 

d) Listing in standard Text(ASCII)-Format 

!!!Special characters are not set correctly in ASCII-Format!!! 
 


