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Scheme S1. A schematic depiction of design strategy of BFP.

Scheme S2. Relative energy calculation for the model structure at each θt. The inset exhibits the 

molecular structure model.

Scheme S3. Synthesis of BTTFP.
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Scheme S4. Synthesis of BFP.

Scheme S5. Synthesis of PETFP.

Figure S1. 1H-NMR spectrum measured for BFTFP.
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Figure S2. 13C-NMR spectrum measured for BFTFP.

Figure S3. HR-MS spectrum measured for BFTFP.
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Figure S4. PL decay profiles measured for BFTFP_α and BFTFP_β.
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Figure S5.  TD-DFT calculation for BFTFP_α (Isovalue: 0.02).

Figure S6. TD-DFT calculation for BFTFP_β (Isovalue: 0.02).

Figure S7.  TD-DFT calculation for BFTFP_γ_conformation1 (Isovalue: 0.02).

Figure S8. TDDFT calculation for BFTFP_γ_conformation2. (Isovalue: 0.02).
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Figure S9. Schematic depiction of the set-up for spatially resolved µ-PL measurements. 

Figure S10. Bending examination performed for an isolated crystal of BFTFP_α. Scale bar: 500 µm.
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Figure S11. Schematic depiction of the set-up for measurements of ASE spectra. 

Figure S12. 1H-NMR spectrum measured for BTTFP.
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Figure S13. 13C-NMR spectrum measured for BTTFP.

Figure S14. HR-MS spectrum measured for BTTFP.
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Figure S15. 1H-NMR spectrum measured for BFP.

Figure S16. 13C-NMR spectrum measured for BFP.
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Figure S17. HR-MS spectrum measured for BFP.

Figure S18. 1H-NMR spectrum measured for PETFP. 
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Figure S19. 13C-NMR spectrum measured for PETFP.

Figure S20. HR-MS spectrum measured for PETFP.
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Figure S21. Crystal structure of BTTFP.

Figure S22. PL and PLE spectra measured for BTTFP monitored at 450nm.
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Figure S23. TDDFT calculation for BTTFP (Isovalue: 0.02).

Figure S24. PL lifetime measured for crystals of BTTFP.
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Figure S25. Crystal structure of BFP.
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Figure S26. PL and PLE spectra measured for (a) BFP_α and (b) BFP_β, respectively. Each inset 

shows the PL microscope image. Each scale bar: 2 mm and 100 µm, respectively.

Figure S27. PL lifetime measured for (a) BFP_α and (b) BFP_β, respectively. 
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Figure S28. TDDFT calculation for BFP_α (Isovalue: 0.02).

Figure S29.  TDDFT calculation for BFP_β (Isovalue: 0.02).

Figure S30. Crystal structure revealed for PETFP. 
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Figure S31. PL spectra at each UV irradiation time measured for an isolated crystal of (a) BFTFP_α 

and (b) PETFP, respectively. 

Table S1. Excited state energy levels and orbital transitions calculated for a model of BFTFP_α. 
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Table S2. Excited state energy levels and orbital transitions calculated for a model of BFTFP_β. 

Table S3. Excited state energy levels and orbital transitions calculated for a model of 

BFTFP_γ_conformation1. 
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Table S4. Excited state energy levels and orbital transitions calculated for a model of 

TFPBF_γ_conformation2. 

Table S5. Excited state energy levels and orbital transitions calculated for a model of BTTFP. 
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Table S6. Excited state energy levels and orbital transitions calculated for a model of BFP_α. 

Table S7. Excited state energy levels and orbital transitions calculated for a model of BFP_β. 
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Table S8. Crystallographic and relating information for all crystals in this work.
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Appendix 1.

ΦPL was estimated using an integrating sphere. Appendix 1-a shows scattering spectra used for the 

estimation. The excitation wavelength was 375 nm. Appendix 1-b shows the enlarged graphs showed 

in appendix 1-a. ΦPL was estimated using the distraction of the intensity between the excitation 

scattering spectrum with and without samples, and the integrated intensity of photoluminescence. The 

scattering spectrum without samples and the spectrum with sample were measured at same 

measurement conditions.


