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[Abstract] Silica is a most common material and plays a key role not only in geology but
also is used in electronic devices etc. Despite immense research thus far, the molecular-level
understanding of the silica/water interfaces remains elusive because of the limited means to
directly measure such a buried interface. To unravel the chemistry of such an interface at a
molecular level, the sum frequency generation (SFG) spectroscopy is a quite powerful means.
In addition, molecular dynamics simulations can provide further molecular-level insight into
structure and dynamics at interfaces. On the computational side, however, a major challenge
is the creation of the amorphous silica surface. Accordingly, the purpose of this study is to
understand how to generate interfacial structures by simulation and the structure at the
amorphous silica/water interfaces. We especially discuss the relation between the interfacial
structures and SFG spectra.
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Fig. 1. MD simulation procedure. v rfA AR
Fig. 2. Radial distribution
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