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Abstract: 
Ribonucleic acid (RNA) is acquiring a larger importance in cell biology, as more functions that it 
accomplishes are discovered. However, experimental characterization of RNAs dynamical 
behavior at atomistic level is difficult. Molecular simulations at atomistic 
detail, in combination with state-of-the-art free-energy techniques (metadynamics and steered 
molecular dynamics), can bridge the gap providing an unparalleled perspective on the 
mechanism and dynamics of RNA folding and conformational transitions. Recent developments 
of metadynamics [1], steered molecular dynamics [2], and applications to RNA/peptide binding 
[3] will be discussed. 
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