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Matthew Newville and Bruce Ravel. International Tables for Crystallography (2020). Vol. I [ doi:10.1107/S1574870720003407 ]

AbstractIFEFFIT is a computer program and callable library for XAFS analysis. It provides an interactive session for reading, manipulating and viewing EXAFS data. IFEFFIT includes a full suite of tools and methods for EXAFS analysis, including functions for pre-edge removal and normalization of EXAFS data, background removal using the AUTOBK method and fitting EXAFS with theoretical calculations for scattering amplitudes and phase shifts from FEFF. The IFEFFIT library is used as the backend to the popular GUI programs ATHENA, ARTEMIS and SIXPACK. LARCH is a successor to IFEFFIT, and includes all the EXAFS functionality of IFEFFIT, while adding functionality for XANES and related X-ray spectroscopies and overcoming several intrinsic limitations of IFEFFIT. For example, LARCH provides better tools for general-purpose data fitting, X-ray fluorescence analysis and interaction with databases of fundamental X-ray data. Written in and extensible with Python, LARCH can make use of the wide range of scientific libraries available for Python.
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                About International Tables for Crystallography


                International Tables for Crystallography is the definitive resource and reference work for crystallography. The multi-volume series comprises articles and tables of data relevant to crystallographic research and to applications of crystallographic methods in all sciences concerned with the structure and properties of materials.
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