
any 

analyse y-files 



help 

• Typing “help” will open a webpage with the 
manual. 

• Typing “help commandname” will open a 
webpage with the manual entry for the 
commandname. 
Example: “help pk” 





Instability constant (msa) 

msapower

orig msarsigmafactokfactor )intensity*()*((* 2  

Defaults: 
kfactor: 1.0 
sigmafactor: 1.0 
msapower: 2.0 
msa: 0.02 





Global overview 

• rshell 
• rint 
• rlaue / rpg 
• flagall 
• icr 
• plot 

– plot shifthor 
– plot shiftver 
– plot shiftrot 

• listrefl bad 



rshell 



rint 



rlaue / rpg 



icr 



plot shifthor 



plot shiftver 



plot shiftrot 



listrefl bad 



go 

• With the command “go” you can select a 
reflection in the graphical window. 

• Clicking with the <right mouse button> brings 
you back to the command line of “any”. 



Output files 

• pk (peaklist for the program “peakref”) 

• hklf4 (SHELXL format) 

• hklf5 (SHELXL format) 

• sadabs (for the Bruker program “sadabs”) 

• twinabs (for the Bruker program “twinabs”) 

• jana (JANA format) 

• mtz (for CCP4 programs) 



Filters 

• allow / forbid / require 

• limit 

• experiment / set 

• qvp 



Variables 

• list var 
prints all available variables. (Note: not all 
values do vary and are then no variables but 
constants) 



Plot 

• plot 

• plotrefl 

• plot2d 

• plotc 

• plotray 

 



plot 

• Create scatterplot of two variables 

• Example: 
plot shifthor frame 



plotrefl 

• Plots the 2-dimensional impacts of reflections 



plot2d 

• Plots the horizontal and vertical shifts on the 
detector as a function of the impact position 



plotc 

• Plots the c-vectors a stereographic projections 

• Change view direction with the command 
“wulffvec” 



plotray 

• Plots InRays and OutRays as stereographic 
projections 



Colourtype 

• colourtype var varname 
the value of varname is used to set the colour 



Histograms 

• histo 

• histcount 

 

• Change the number of bins with 
“histobinfactor” 

• “histoline” connects the bins with a line and 
performs a linear regression 



histo 

• Creates a histogram of two variables 

• Example: 
histo ioversig theta 



histcount 

• Horizontal axis: variable 

• Vertical axis: number of reflections per bin 

• Example: 
histcount intensity 



histoline 

• Example: 
msa 0.0 
histoline on 
plot fompeak ioversig 



fompeak = 0.01782*ioversig+0.07233 



Renninger 

• The command “renninger” creates a variable 
renningerscore for every reflection 

• You may use filters to select reflections based 
on the renningerscore 



Example (Renninger effect) 

M. Lutz, A.M.M. Schreurs, A.L. Spek, M.A.H. Moelands, R.J.M. Klein Gebbink 
Acta Cryst. (2010) C66, m9-m12. 



expression 

• With the command expression you can define 
your own variables. 

• Example: 
– expression 1 sind(theta) 
– plot intensity expr1 

• Example: 
– expression 2 odd(l) 
– limit h 0 0 yes 
– limit k 0 0 yes 
– plot ioversig expr2 



hybrid 

• With the command hybrid you can mix Eval15 
with Eval14 intensities. 

• Example: 
hybrid 5 10 

– for reflections with I/<5: use Eval15 

– for reflections with I/>10 use Eval14 

– between 5 and 10 mix both intensities 

 



extractsubset 

• After “filtering” reflections, you can create a 
boxfile with a subset of reflections using the 
command “extractsubset”. 

• An instruction file filename.extr is created. 

• On the linux commandline, run the program 
“extractshoe” (in the same directory as the 
original boxfiles). 


