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Establishment of a fundamental technology for designing new aptamers using
molecular simulation methods

YAMAGISHI, Kenji
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Aptamers are known to adapt a characteristic conformation and bind to their
target molecule with high affinity and specificity. Aptamers are potentially useful agents in
various applications such as diagnostics, therapeutics, and biosensing. This study aimed to
establish a fundamental technology based on computer simulations for designing new aptamers. We
experimentally and computationally analyzed the effects of chemical modifications on the
three-dimensional structures of the aptamers and the molecular interactions between aptamers and

thegr target molecules. These results are expected to enhance our understanding of aptamer binding
mechanisms.
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4.1TC data of aptamer binding to hFcl at 298 K. Left panel shows ITC traces and right panel
shows integrated heat values. Data were fitted using the one-set of sites binding model.
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