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1.0 Publication of X-ray absorption data
The International Conference of X-ray Absorption Fine Structure
maintains a Workshop on Standards and Criteria (e.g. F. W. Lytle,
D. E. Sayers and E. A. Stern, Physica, 1989, B158, 701–722; X-ray
Absorption Spectroscopy, ed. S. S. Hasnain, Ellis Horwood, 1991,
pp. 751–770; D. C. Koningsberger, Jpn. J. Appl. Phys., 1993,
Suppl. 32–2, 877–878) and the standards adopted in the Journal
are in accord with these recommendations. Authors are directed
to the checklist for XAFS papers presented by Koningsberger. A
relevant overview ofXAFS data analysis methods is given in Topics
in Catalysis, 2000, 10, 143–155.

2.0 Data collection
The conditions used for data collection on synchrotron sources
should be given in terms of the source, beam line or station,
synchrotron current, monochromator type, use of any focusing
mirror, harmonic rejection technique and detection mode. The
method of energy calibration and, for XANES measurements, the
energy resolution should also be given.
The sample preparation environment and temperature should

also be described (including procedures to ensure sample
homogeneity and appropriate sample thickness or concentra-

† For more detailed information on this topic, as well as links to useful web
sites and software resources, go to: http://www.rsc.org/authorguidelines.

tion for linearity in fluorescence detection). The number of
scans recorded and the details of the averaging procedure should
be given. Procedures to check for sample decomposition are
encouraged and should be described.

3.0 Data analysis
Background subtraction/normalization procedure and the analysis
program should be given. XAFS analysis should employ spherical
or curved wave theories using single or multiple scattering contri-
butions as appropriate. Relevant input values for the XAFS codes
used should be mentioned. If experimental references are used for
phase shifts and backscattering amplitudes details about weighting,
k-range and R-range of the forward and inverse FT should be given.
Information about the structure and homogeneity of the reference
compounds must be presented.
Statistical analysis should provide the k-range, goodness of

fit, standard deviations on refined parameters and an assessment
of systematic errors. Care should be taken to test the statistical
significance of the model given in the final fit, and consider the
effects of parameter correlation; results should be compared with
those on crystalline models where possible.

4.0 Presentation
In any figures, raw XAFS data should be given with preferably no
weighting in order to be able to judge the noise level in the data. The
Fourier transforms of relevant spectra and fits should be included
for illustrative purposes. The use of the imaginary part of the FT
is necessary in order to detect small contributions in the spectra.
The tabulated results of data analysis should include R factors or
fit indexes, values of non-refined parameters and values (e.s.d.s)
of refined parameters. Those spectra which are not to be illustrated
should bemade available for examination by the referees as (k)n and
FT plots and can be deposited as supplementary data. If the authors
wish, the data may also be deposited as supplementary material.
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