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CAREFULL!
• Always press ENTER when 

 inputting data!
• Changing the mask file, also 

changes the output directory 
and the output filename!
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COTTE
Sticky Note
click on enter!!!

these values can be found in the e-log book
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4 ENTER
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COTTE
Sticky Note
click enter in the pattern plot of the main window to update the extracted pattern

COTTE
Highlight

COTTE
Highlight

COTTE
Sticky Note
the values can be found in the e-logbook
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COTTE
Sticky Note
patterns autoscaled to the max intensity of pdf
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COTTE
Sticky Note
not recommended for the BAG users

COTTE
Sticky Note
PD for pattern decomposition, for example for tape, resin
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COTTE
Sticky Note
right click< "change name"

COTTE
Sticky Note
here to download the cif file:
load structure file
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0.00000

5.24650

0.10000

COTTE
Sticky Note
under the box "perform"
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COTTE
Sticky Note
the charge must be zero!!!
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COTTE
Sticky Note
Gaussian is fine for ID13 data

COTTE
Sticky Note
typically position, area and FWHM => select "refined"

COTTE
Highlight
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Highlight
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Highlight
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COTTE
Sticky Note
1- click here

COTTE
Sticky Note
2- start refinement

COTTE
Sticky Note
recommended for ID13 data
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Highlight
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Highlight
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Highlight

COTTE
Highlight

COTTE
Highlight

COTTE
Sticky Note
otherwise you will double the background step
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COTTE
Sticky Note
only values in black are refined (not those written in red)

COTTE
Sticky Note
not zero because of uncertainty when making optical focus, or due to the intrinsic thickness of the sample, or because samples were mounted on purpose at a different position compared to calibration

COTTE
Sticky Note
in the main 1D profile editor, background
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typically divide by 10
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COTTE
Sticky Note
for the position, and for the FWHM
NOT for the area!!! which needs to vary a lot

you can also decide to completely fix (no refinement) some parameters, such as FWHM if you consider they will not vary over the maps

COTTE
Sticky Note
(background, model, start refinement and check that there is no error message)
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in the fit model







•

•



•

•

•



•

•

•

•

•



•

•

•

•

1 2

COTTE
Sticky Note
and for FWHM W =0.01

COTTE
Sticky Note
and FWHM

COTTE
Highlight
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Sticky Note
give them 2 different names to distinguish the description of the set-up (like .poni file) and the description of the fit model
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https://xrdua.sourceforge.net/
https://sourceforge.net/projects/xrdua/
https://portal.nv5geospatialsoftware.com/auth/sign-in
https://journals.iucr.org/paper?S1600576714008218
https://rruff.geo.arizona.edu/AMS/amcsd.php
https://www.crystallography.net/cod/index.php
https://www.ba.ic.cnr.it/softwareic/qualxweb/
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