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Figure 1. Chemical structures and experimental results of
0-DBIB, m-DBIB and p-DBIB.
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Table 1. Thermodynamic data of DBIB monomers and
dimers*

relative energy® (kJ/mol)
compound
total AH° 4G°¢
o-DBIB monomer 0.0 0.0 0.0
0-DBIB dimer -119.5 -114.7 -58.9
m-DBIB monomer 0.0 0.0 0.0
m-DBIB dimer -122.8 -115.5 -61.4
p-DBIB monomer 0.0 0.0 0.0
p-DBIB dimer -139.8 -1339 -79.8

@ Calculated by the DFT method (wB97X-D/6-31G*). *
Normalized based on the number of monomer unit(s). The
values of simplified; o-DBIB, m-DBIB and p-DBIB
monomers were used as standards, respectively.© At 298 K.
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Figure 2. Solid black curves: CD and UV—vis absorption spectra of (a) o-DBIB, (b) m-DBIB and (c) p-DBIB simulated
by the TD-DFT method (0B97X-D/6-31G*), n-states = 20, plotted with peak half-width at half height =0.2 eV. Vertical

blue lines represent Rve (CD) and oscillator strength (UV—vis).
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Fig. 1. Schematic picture of simulation system.
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