
Format "prf" in Jana2020 

The Jana2020 program allows refinement across different datasets. If the file contains several data blocks, each block is separated by special labels: 

Block1 begin 

......................... 

......................... 

Block1 end 

Block2 begin 

......................... 

......................... 

Block2 end 

    

When there is only one data block, labels are avoided. 

 

Each block consists of three parts: header, Bragg positions, and profile points:  

 

 

 
 

kType            2 for Jana2020 

 

KADoublet     0  data for data measured at one wavelength 

  1  for Kα1 and Kα2  

DataType 0 X-ray/neutron CW data 

  1 TOF data as a function of time  

  2 TOF data in d values 

  3 energy dispersive data 

NPhases  number of phases 

(NDim(I),I=1, NPhases) number of indices used for each phase 

Header 



 

 

        

 

        2   0   0   2.   1   11.8415   -0.0583    0.1574   0.202333E+00   0.746754E+01 

   2   0   0   2.   2   13.3062   -0.0582    0.1986   0.383917E-01   0.664868E+01 

   0   1   0   2.   2   13.5655   -0.0582    0.2000   0.234889E-01   0.652218E+01 

   1   1   0   4.   1   14.3343   -0.0582    0.1675   0.198119E+01   0.617404E+01 

   0   1   1   4.   1   17.0243   -0.0582    0.1793   0.268908E+00   0.520407E+01 

   0   1   1   4.   2   17.4018   -0.0582    0.2219   0.147423E+01   0.509200E+01 

   1   1   1   8.   1   18.0363   -0.0582    0.1840   0.326385E+00   0.491428E+01 

   1   1   1   8.   2   18.6447   -0.0581    0.2294   0.707107E+00   0.475527E+01 

   2   1   0   4.   2   19.0460   -0.0581    0.2319   0.518962E+01   0.465596E+01 

   2   1   1   8.   1   20.7880   -0.0581    0.1970   0.123348E+00   0.426956E+01 

   0   0   2   2.   2   21.7958   -0.0581    0.2490   0.846155E-01   0.407439E+01 

   0   0   2   2.   1   21.8792   -0.0581    0.2023   0.110556E+00   0.405903E+01 

   2   1   1   8.   2   21.9692   -0.0581    0.2502   0.609106E+00   0.404261E+01 

   3   1   0   4.   1   22.1339   -0.0581    0.2036   0.338440E+00   0.401289E+01 

   1   0   2   4.   1   22.6832   -0.0581    0.2063   0.171107E+00   0.391695E+01 

   1   0   2   4.   2   22.8091   -0.0581    0.2555   0.116980E+00   0.389562E+01 

   4   0   0   2.   1   23.8119   -0.0580    0.2119   0.114582E+01   0.373377E+01 

   3   1   1   8.   1   24.7287   -0.0580    0.2166   0.401523E+00   0.359738E+01 

…………… 

 999 

 

 

 

 

 

Indices:  In the case that some of the present phases are modulated, the number of indices will be equal to the maximal number of indices 

for all phases. Then, the phases with fewer indices are padded with zeros.  

 Bragg peaks 

Indices 

Multiplicity as follows from symmetry   

Phase# X-coordinate 

 

 

 

 

X-shift 

 

 

 

 

FWHM

M 

 

 

 

 

I(calc) 

 

 

 

 

d [Å] 

 

 

 

 

The whole green block is repeated two times if KADoublet=1 

 

 

 

 



Units: The X-coordinate, X-shift, and FWHM are reported in degrees, microseconds, and µeV for Two-Theta, Time, d, and energy, 

respectively. 

I(calc): intensity as calculated from Rietveld (corrected for multiplicity and preference orientation) or as extracted from the profile by le 

Bail fit. 

 

111111 

          

     

 

 

    14.298   0.369000E+03   0.368852E+03   0.192090E+02    14.240    1   0.000000E+00   0.238837E+03   0.138364E+00   0.129877E+03   0.618963E+01 

    14.312   0.403000E+03   0.408259E+03   0.200750E+02    14.254    1   0.000000E+00   0.278509E+03   0.133627E+00   0.129616E+03   0.618361E+01 

    14.326   0.443000E+03   0.449356E+03   0.210480E+02    14.268    1   0.000000E+00   0.319870E+03   0.129133E+00   0.129356E+03   0.617760E+01 

    14.340   0.499000E+03   0.489201E+03   0.223380E+02    14.282    1   0.000000E+00   0.359979E+03   0.124867E+00   0.129097E+03   0.617160E+01 

    14.354   0.533000E+03   0.523692E+03   0.230870E+02    14.296    1   0.000000E+00   0.394733E+03   0.120811E+00   0.128838E+03   0.616561E+01 

    14.368   0.565000E+03   0.548052E+03   0.237700E+02    14.310    1   0.000000E+00   0.419355E+03   0.116953E+00   0.128580E+03   0.615963E+01 

    14.382   0.573000E+03   0.558037E+03   0.239370E+02    14.324    1   0.000000E+00   0.429601E+03   0.113280E+00   0.128322E+03   0.615367E+01 

    14.396   0.548000E+03   0.551410E+03   0.234090E+02    14.338    1   0.000000E+00   0.423235E+03   0.109780E+00   0.128065E+03   0.614771E+01 

    14.410   0.533000E+03   0.528932E+03   0.230870E+02    14.352    1   0.000000E+00   0.401017E+03   0.106442E+00   0.127808E+03   0.614177E+01 

    14.424   0.511000E+03   0.494179E+03   0.226050E+02    14.366    1   0.000000E+00   0.366523E+03   0.103256E+00   0.127552E+03   0.613584E+01 

    14.438   0.463000E+03   0.452271E+03   0.215170E+02    14.380    1   0.000000E+00   0.324874E+03   0.100214E+00   0.127297E+03   0.612992E+01 

    14.452   0.401000E+03   0.408228E+03   0.200250E+02    14.394    1   0.000000E+00   0.281089E+03   0.973052E-01   0.127042E+03   0.612402E+01 

    14.466   0.326000E+03   0.365872E+03   0.180550E+02    14.408    1   0.000000E+00   0.238990E+03   0.945233E-01   0.126788E+03   0.611812E+01 

…………… 

  999. 

     

 

 

 

d [Å] 

 

 

 

 

0 … excluded point 

 

 

 

        

X-coordinate 

 

 

 

 

I(obs) 

 

 

 

 

I(calc) 

 

 

 

 

[I(0bs)] 

 

 

 

 

Reserve 

 

 

 

 

I(calc)_phase#1  

 

 

 

 

I(calc)_phase#2 

 

 

 

 

Background  

 

0 

 

        

X-coordinate corrected 

 

 

 

 

The whole green block is repeated fro each present phase 

 

 

 

 



 

The parameters X-coordinate and X-coordinate corrected are in the same units as the Bragg peaks. The corrected values are adjusted for the zero 

shift from the refinement process. 

The following equation holds: I(calc)= I(calc)_phase#1+ I(calc)_phase#2+…+Background 

Deconvolution for all phases is performed for both le Bail and Rietveld refinement. However, only Rietveld refinement allows us to obtain reliable 

volume fractions for individual phases.      

 

  

 

 

  

 

 

 

 

 

 

 

 


