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Overview

Why study biomolecular dynamics?

Brief survey of protein motion:

Global rotational diffusion – the diffusion tensor

Local NH bond fluctuations – the model-free formalism, extended model-free formalism

Bringing all motions together – the spectral density function

Finding a way to study motion with NMR – how motion stimulates relaxation of excited nuclei

How can we measure protein motion by monitoring NMR relaxation?

Expressions for relaxation rates in terms of spectral density values at transition frequencies, J(w)
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Measuring relaxation rates – R1, R2, and NOE pulse sequences and data analysis

Spectral density mapping
	
Full versus reduced approaches

Analysis of Motion

Diffusion tensor extraction

Model-Free analysis

Brief overview of different schools of thought – ModelFree (Palmer), relax (d’Auvergne)

Examples from our lab and the literature

Up and coming areas for biomolecular dynamics and NMR relaxation
Molecular Motion and Heteronuclear Relaxation
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