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ON THE COVER: The detailed atomistic reaction mechanism for the epigenetic methylation of cytosine has been elucidated for the
representative prokaryotic DNA methyltransferase Hhal, utilizing ab initio quantum mechanical/molecular mechanical-molecular
dynamics simulations. Shown here is the intermediate in the reaction pathway. The methyl group has been transferred from S-
adenosyl-L-methionine to carbon S of cytosine, and the covalent Michael adduct between a conserved cysteine residue of the enzyme
and carbon 6 of cytosine has formed. The image was produced using PyMOL (Schrddinger, LLC) [Yang, ]., et al. (2013) Biochemistry
52, 2828-2838].
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