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SAINT OUTPUT 
 
Program SIFT  (J. Reibenspies programmer). 
 

Start a command prompt (point START/RUN and type 
cmd ).  Navigate to your data directory and type  
 
sift proj_name   where the proj_name is the name of the *._ls file 
from saint  
e.g. 
 
sift  data01 
 
will output  

This is a summary of the file data01._ls  
In this case   62% of the data is observed (which is good) 
95% of the reflections covered more than one frame.  If below 50 
one may need to use narrower frames.   
The average error in x, y and z are all below 1.0 which is good. 
The y direction is shifting the most, but the shift is ok  
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Other information can be extracted with sift. 
 
1  ' Sift (1.0.0) ', 
      2  ' usage    : sift proj_name -commands', 
      2  ' commands : -t = write excel table', 
      3  '          : -p = print spot shapes', 
      4  '          : -g = print histograms' 

 
print a histogram of 
the data errors with -g.   
The first is the 
intensity vs X 
direction.  Note: the 
steady fall off which is 
expected for the 
detector in the 
negative two-theta 
region.  A few other 
intensity histograms 
will follow.  They 
should be more or less 

flat.  A few spikes are acceptable.  
The error histograms should all be 
bell shaped like the one to the 
right.  Finally the R(sym) should 
be clustered near zero. 
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Spot shapes are 
of interest.  The 
final averaged 
spot shape 
should look 
something like 
the one to the 
left.  The spot 
should be fully 
contained in the 
box.   

 
Use sift to examine the final *m._ls file.  The Rsym should 

be less than 0.2 
and the 
redundancy 
greater than 2.   
 
The error plots 

will be bell shapes and th Rsym histogram should falloff 
smoothly. 
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What to "tweak" if the data reduction fails. 
 
If the R(sym) is poor or the output shows clear signs of data 
problems try these measures. 
 
After your first data reduction, point to Global and generate 

a good *.p4p file.  Leave the 
title blank and point to Global 
refinement.   The file 
generated will be *g.p4p and 
will be found in the work file.  
Return to the main menu and 
input the *g.p4p file.  Point to 

Cell to check the data.  
Now point to open listing 
file and open the *1._ls file.  
Scroll down a bit and find a 
reasonable spot box size. 
 

 
 

In this case 1.46, 1.55 and 
1.39. Input the box size in 
SAINT and uncheck the 
enable box size 
optimization and enable 
periodic updating boxes 
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Point to advanced integration. Lower the values for the 

model profile from 10 and 8 to 5 and 4.  Change instrument 
error from 0.005 to 0 and increase the active frame queue 
half-width from 7 to 9.  Point to Integrate+Sort+Global and 

reduce the data.   If necessary 
repeat the global refinement until a 
reasonable unit cell is seen and then 
reduce data on that cell. 
 
 
 
 

 
 


