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https://www.cryspy.fr/main

Software: Cryspy

https://www.cryspy.fr/main
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Examples in Cryspy
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Example used in this tutorial
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Step 0: Install Cryspy

• Step 0.0: Install Python 3 environment (if not already)

• Download Python 3 install package at python.org/downloads/

• Install Python 3 with Add python.exe to PATH option

• Step 0.1: Install Cryspy

• Open command prompt (cmd)

• Install Cryspy with command: 

python –m pip install cryspy_editor 

• Open Cryspy with command:

python –m cryspy_editor

https://www.python.org/downloads/
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Step 0.5: Reading the tutorial example .rcif file
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Step 0.5: Reading the tutorial example .rcif file

Data 
blocks Data Message
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Step 0.6: Refining the tutorial example .rcif file

2.Use () to specify refined parameters in the susceptibility tensor 

3.Click RhoChi→Rietvield refinement (autorun)

1.Select
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Step 0.7: Examining the fitting quality

4. Examine the fitting quality in the flipping ratio plot and the peak list 
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Step 0.8: Reading the refinement results

5. Find the local susceptibility tensor and ellipsoid U_ij 
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Step 0.9: Visualize the results in VESTA

VESTA download:

jp-minerals.org/vesta/en/download.html

https://jp-minerals.org/vesta/en/download.html
https://jp-minerals.org/vesta/en/download.html
https://jp-minerals.org/vesta/en/download.html
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Step 0.9: Visualize the results in VESTA
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Step 1: Create an .rcif file from Scratch

1. Load the example .cif file
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Step 1.1: Modify the .cif file

2. Right-click to delete unused 
data fields in. cif file

(all except for atom_site, cell, 
and space_group)
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Step 1.1: Modify the .cif file

3. Remove all (..) in atom positions and lattice parameters, 
so Cryspy will not treat them as refined parameters
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Step 1.1: Modify the .cif file

4. Right-click on the Crystal_... data block to add new data fields: 
atom_site_susceptibility and atom_site_scat for local susceptibility
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Step 1.1: Modify the .cif file

5. Right-click on empty space to add 
the data block diffrn for diffraction data

6. Right-click on diffrn to add the upper 4 data fields: 
setup, diffrn_radiation, diffrn_orient matrix, and 

diffrn_refln

Congrats! You now have a complete (but mostly empty) .rcif file!
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Step 1.2: Fill in the new .rcif fields

1. Fill in the magnetic atom and its Lande g-factor
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Step 1.2: Fill in the new .rcif fields 

2. Use Cani for atom_site_susceptibility_chi_type, type in all 0 for site susceptibilities
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Step 1.2: Fill in the new .rcif fields 

2. Fill in the UB-matrix from experiment. For HB-3A SPICE Format UB, fill in the elements 
by the order of UB_11, UB_12, .. to UB_33.

(Do not use HB-3A MANTID(ISAW) Format UB as it uses a different set of coordination) 
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Step 1.2: Fill in the new .rcif fields 

3. Fill in the polarization, wavelength and magnetic field information 
obtained from the experiment
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Step 1.2: Fill in the new .rcif fields 

4. Fill in the diffrn_refln with the experiment-measured peak table with flipping ratio

The .rcif file is now complete and ready for refinement!
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Step 1.3: Refinement

1. Save the file as a new .rcif file, then open it again,

If number of variables is not 0, 
check for any ()
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Step 1.3: Refinement

2. Go to atom_site_susceptibility, use () to specify the refined parameters, 
and play with the refinement! (Rhochi→Rietveld Refinement (autorun)
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Step 2:
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