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SAXS related structural 

models in the literature 

increases

Number of researchers 

using SAXS increases 

(not all are SAXS experts)

Analysis algorithms 

more sophisticated and 

more divers

SAXS data provides only few simple cross 

checks of consistency and data quality

The Problem:

How can one judge othe accuracy of the 

analysis and the reliability of the structural 

model?



SAXS publication guidelines 

Trewella et al. Acta Cryst. D 73, 710 (2017)



SAXS publication guidelines 

should cover and describe in detail all aspects of the SAXS experiment (table):

• Sample preparation

• Data collection (instrument and configuration)

• Data reduction and modelling (software and methods)

• Derived structural parameters

• Details of ab-initio model fits

• Comparison with high-resolution structures

• If deposited (which is recommended): SASBDB ID

Should include also data (figures/plots):

• Log(I) vs q, Guinier and Kratky plot of the data

• If SEC-SAXS overlay with of SAXS data with Rg (and UV)

• Calculated P(r) function from the data

• If available comparison to X-tal structure (possibly with 

refinement by SREFLEX)

• If multiconformations or flexible parts also show fit and 

possible average dammin model



Sample Preparation and Data collection



Software used for processing



Structural Parameters



Do you have X-tal structures available?



SAXS data plots

Data I vs q including Guinier Analysis

• Most basic report

• If exclude some low angle points 

should be mentioned in Table

• Should be on absolute scale

(intensity)

• Here normalized by intensity (not 

necessary if conc. Is mentioned

somewhere)

• If merged data is used 

concentration needs to be 

correctly adjusted



additional data plots

P(r): pair distance distribution 

function (Gnom)
Kratky



Comparison with X-tal structures

• using Crysol (ATSAS), FOXS 

(Sali Lab) or others to fit the 

data to the Xtal structure 

• Report data and fit (chi2 value 

and residuals)



Report on Multiple Conformations

Ensemble optimization method (EOM)

Flexible linker

• If few conformations, report 

different conformers and 

population

• fit to data with residuals

• Full ensemble method, show 

fit to data and residual

• Selected structures

(probably DAMCLUST 

classes

• Show Rg and Dmax

distribution before and after 

EOM



Summary

• Those are guidelines not requirements – but most of them are

fairly reasonable and probably should be used

• Lots of it can go into the supporting information

• You can deposit data to data base (SASBDB) but not required

• Journals don’t have settled on requirements (yet) but many are

pushing for them

Use your own judgement 

SAXS experiments sometimes do not fit is specific categories 

and might have other reporting requirements.


