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Sassena can calculate diffractograms, coherent and incoherent intermediate scattering functions and elastic coherent and incoherent structure 
factors. This work adds a feature to subtract the unwanted scattering from the simulation box in the reciprocal space.
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Calculating scattering pattern from mesoscopic continuum simulation
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A continuous description of system does not provide the position of each atom. Therefore until now, complex integration had to be performed 
to calculate scattering patterns. This work provides an alternative approach by converting the continuous description to a discrete description.
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Computation time*

Diffraction (Df) 243 s

Spectroscopy (Sp) 10 s

Sassena download URL:
https://codebase.helmholtz.cloud/
DAPHNE4NFDI/sassena
Original reference:
B.Lindner et. al. 
doi:10.1016/j.cpc.2012.02.010

*No. of atoms = 10125, 
 time steps = 10001, 
 No. of q orientations = 10, 
 No. of q lengths = 581 (Df) & 20 (Sp)
 12 MPI & 2 OpenMP processes 
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Lysozyme in water : subtraction of scattering signal from water
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