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1. Schematic illustration of the present work. (a) Preparation of the data sets including the explanatory (xn)
and objective (y) variables from literature data. (b) Data sizes for the previous models G1 (left) and
present models G2 (right). (¢) Model construction method (upper) and improvement of the models from
G1 to G2 (lower). Reproduced with permission from Ref. 7).
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2. TC-DVB and NQ-DVB amorphous conjugated polymer networks as graphene and GO analogs,
respectively. (a,b) Synthetic schemes of TC-DVB (a) and NQ-DVB (b). (c—e) TG curves (heating rate:
10 K min!) (¢), Raman spectra (d), and XRD patterns (e) of TC-DVB, NQ-DVB, and references.
Reproduced from ref. 8) with permission (Copyright 2025, American Chemical Society).
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3. Layered structure of TC-DVB and its exfoliation into the nanosheets. (a) Schematic illustration of the
network structures with the colored interspace corresponding to the free-volume space. (b) Diagonal
(upper) and side (lower) views of the stacked structure for second-to-eighth layers after the calculation.
(c) TEM image after the exfoliation in chlorobenzene for 5 min. (d) TEM image. (¢) AFM image (left)
and representative height profiles (right) of the thinner (upper) and thicker (lower) nanoflakes. (f)
Distribution of the lateral size (upper) and thickness (lower) estimated from TEM and AFM images,
respectively. (g) TEM image (g), AFM image and its height profiles (h), and size distribution (i) of the

thinner TC-DVB after the centrifugation. Reproduced from ref. 8) with permission (Copyright 2025,
American Chemical Society).
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4. Py-CHO amorphous conjugated polymer network. (a,b) Extraction of eight potential compounds using
the capacity predictors. (c) Additional exploration of the structural analogues. (d) Polymerization of the
discovered Py-CHO. (e) Charge-discharge curves of the polymerized Py-CHO (solid line) and reference
conductive carbon (dashed line) for subtraction of the capacity originating from the conductive carbon
itself. Reproduced from ref. 9) with permission from the Royal Society of Chemistry.
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