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All-atom molecular dynamics (MD) simulation and the NMR spectra are used to investi-gate the interactions in N-glycylglycine aqueous
solution. Different types of atoms exhibit different capability in forming hydrogen bonds by the radial distribution function analysis. Some
typical dominant aggregates are found in different types of hydrogen bonds by the statistical hydrogen-bonding network. Moreover,
temperature-dependent NMR are used to compare with the results of the MD simulations. The chemical shifts of the three hydrogen atoms
all decrease with the temperature increasing which reveals that the hydrogen bonds are dominant in the glycylglycine aqueous solution.
And the NMR results show agreement with the MD simulations. All-atom MD simulations and NMR spectra are successful in revealing the
structures and interactions in the N-glycylglycine-water mixtures.
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