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Recent developments of the synchrotron x-ray and neutron instruments and acquisition techniques allow
fast and precise measurements of experimental Pair Distribution Functions (PDFs) from molecules, crystals
and disordered materials. However, to extract the structure information from a PDF data is usually not
simple, and the data analysis then consists of tedious trial-and-error checking of a series of structure
models. Therefore it is very desirable to search for better ways of analyzing PDF data. For single-atom
molecules the PDF curvescan be converted to a table of inter-atomic distances, which transforms the PDF
curve-fitting to a molecular conformation problem. We examine application of genetic algorithms on a
reconstruction of several single-atom molecules from their given tables of distances.



