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program bases on classical
mechanics

very quick

molecules are rigid

energy function contains only
short range interaction
parameters optimized by
data mining on the CSD
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) Prediction: From molecule description to crystal structure
 Powder: From powder diagram to crystal structure

) Score: From crystal description to energy

) Compare

) Dock: Docking receptor and Ligand
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Norm based indices of the
difference spectra can be
calculated quickly, but do
not recognize shifts:
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Folded indices recognize
shifts by comparing
environments of two
spectra, but they are slow in
evaluation.
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Applications

e Comparison of Powder Diagrams

e Clustering of Powder Diagrams

e Structure Determination of isostructural Crystals
e Comparison of Crystal Structures

e Clustering of Crystals Structures

e Structure Determination from Powder Diagrams
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Clustering of Crystal structures (CSP 2007, molecule XlI)
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The limit for the clustering is chosen from the most similar powder diagrams between different
crystal structures, in general between centrosymmetric and non-centrosymmetric space
groups
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CSP 2007, molecule Xll, Calculation in space group Pbca, rank 245, powder similarity 0.006, inertia
superposition 0.961
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conformation generation (Materials Studio, intuitive)
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conformation optimization (DMOL3, Gaussian) INPUT
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OUTPUT

Refined crystal structures ‘refined,cssr
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Powder diagrams
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This index was used for the refinement of crystal structures to determine various
crystal structures from powder diagrams
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http://www.flexcryst.com/html/home.pdf

