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Dissecting RNA dynamics by combining molecular simulations and 

solution experiments 

Giovanni Bussi  

 

Conformational dynamics is crucial for ribonucleic acid (RNA) function. A 

range of techniques, including nuclear magnetic resonance (NMR), small-

angle X-ray scattering, chemical probing, and denaturation experiments can 

be used to probe RNA dynamics at different time and space resolutions [1]. 

Their combination with accurate atomistic molecular dynamics (MD) 

simulations paves the way for quantitative and detailed studies of RNA 

dynamics. In this talk, I will show how our group uses data obtained with 

the mentioned techniques to refine ensembles and force fields for RNA 

systems [2,3]. In addition, I will discuss how MD simulations can be used 

to investigate the mechanism underlying chemical probing experiments [4]. 
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