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Figure S1. Gas-phase optimized geometries of CTD-I and CTD-II, including their stable conformer energy differences (in kcal/mol) and possible intramolecular interactions for each conformer. 
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Figure S2. Peaks of the Raman spectra in the region related to breathing of the rings for CTD-I (A) and CTD-II (B).
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[bookmark: _Hlk195902121]Figure S3. Packing structures of CTD-I (A) and CTD-II (B) along with the possible interactions.  
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