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Single-molecule devices attract attentions because of possible bottom-up
construction, potential for device miniaturization, and utilization of unique electrical responses
of organic materials. Since it is not possible to directly observe the bridging structure of the
molecule between electrodes, the presence of the molecule should be confirmed through the
current-voltage characteristics. We have developed a method to unveil the junction structures by
combining the break junction technique, unsupervised clustering, and first-principles calculations
and applied it for a tripodal anchoring molecule.
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