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Development of a clustering method for automatic classification of electrical
conductance data from single molecule junctions measured via STM-BJ method
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Figure 1. Overview of the method. (a) A single BJ data plot is converted to a 32x32 pixel image and
used as input data. (b) The input data is processed through a trained deep autoencoder, and the
values at the bottleneck layer of the DNN are used as an embedded feature vector (indicated by the
arrow). (¢) The UMAP algorithm is applied for the additional dimensionality reduction to two
dimensions, followed by clustering. The result is shown as a 2D scatter plot.
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Figure 2. (a) Clustering results. (b) Conductance-distance 2D histogram of the entire dataset, (c-e) 2D
histograms for individual datasets.
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