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Abstract

The dynamics of macromolecular conformations are critical to the action of cellula
scattering studies, in combination with macromolecular X-ray crystallography (WX
resonance (NMR). strive to determine complete and accurate states of macromale
insights describing allosteric mechanisms, supramolecular complexes, and dyna
This review addresses theoretical and practical concepts, concerns, and considerd
techniques in conjunction with computational methods to productively combine so
high-resolution structures. | discuss the principal means of direct identification of
from SAXS data followed by critical concerns about the methods used to calculatg
from high-resolution structures. The SAXS profile is a direct interrogation of the thef
and techniques such as, for example, minimal ensemble search (MES), enhance
experiments by describing the SAXS profiles as population-weighted thermodyna
recent developments in computational techniques used for conformational samplin
technigues provide a basis for assessing the level of the flexibility within a sample.
approaches sacrifice atomic detail, the knowledge gained from ensemble analysis
developing hypotheses and guiding biochemical experiments. Examples of the us
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