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Figure S1. Representative plots for nephelometry measurements at different concentrations of parent 

compounds (immepip and 4-methylhistamine) and caged-compounds VUF25657 and VUF25678 in the dark. 

A kaolin dispersion was used as a positive control. Experiments were performed in duplicate in 50 mM Tris-

HCl buffer (pH 7.4)/1 % DMSO. 

 

Figure S2. Chemical stability of VUF25657 (A/B/C) and VUF25678 (D/E/F) under dark, red light and ambient 

light. VUF25657 or VUF25678 (3.2 μM) was incubated in Tris-HCl buffer (50 mM, pH 7.4)/1% DMSO at room 

temperature and analysis by LC-MS (λ = 254 nm, area % of BODIPY-caged compounds versus internal 

standard (1,3,5-trimethoxylbenzene) was performed at different time points. Black columns: VUF25657 or 

VUF25678 in DMSO; Grey columns: VUF25657 or VUF25678 in Tris-HCl buffer (50 mM, pH 7.4)/1% DMSO. 
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Figure S3. MS calibration curves of immepip, 4-methylhistamine and BODIPY-caged compounds VUF25657 

and VUF25678 with their corresponding reference compounds. The ratio of peak areas is plotted. A, 

calibration curve of immepip with 3-dimethylaminobenzoic acid from Sigma-Aldrich (CAS: 99-64-9); B, 

calibration curve of VUF25657 with VUF16725 (from our in-house library); C, calibration curve of 4-

methylhistamine with (4-fluorophenyl)methanamine Sigma-Aldrich (CAS: 140-75-0);  D, calibration curve of 

VUF25658 with VUF16726 (from our in-house library). 
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Figure S4. Photo-uncaging followed by UV-Vis and LC-MS analysis. (A) VUF25678 (3.2 μM) was illuminated 

under 560 nm in Tris-HCl buffer (50 mM, pH 7.4)/1% DMSO at room temperature and a UV-Vis spectrum 

measured at intervals; (B) VUF25678 (3.2 μM) was illuminated under green LED light in Tris-HCl buffer (50 

mM, pH 7.4)/1% DMSO at 37 ℃ and LC-MS analysis performed at different time points. 
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Figure S5. LCMS chromatogram of intermediate 2. 
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Figure S6. 1H NMR spectrum of intermediate 2. 

 

Figure S7. 13C NMR spectrum of intermediate 2. 
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Figure S8. 11B NMR spectrum of intermediate 2. 

 

Figure S9. 19F NMR spectrum of intermediate 2. 
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Figure S10. LCMS chromatogram of intermediate 3. 
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Figure S11. 1H NMR spectrum of intermediate 3. 

 

Figure S12. 13C NMR spectrum of intermediate 3. 
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Figure S13. 11B NMR spectrum of intermediate 3. 

 

Figure S14. 19F NMR spectrum of intermediate 3. 
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Figure S15. LCMS chromatogram of intermediate 4. 
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Figure S16. 1H NMR spectrum of intermediate 4. 

  

Figure S17. 13C NMR spectrum of intermediate 4. 
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Figure S18. 11B NMR spectrum of intermediate 4. 

 

Figure S19. 19F NMR spectrum of intermediate 4. 
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Figure S20. LCMS chromatogram of final compound 5. 
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Figure S21. 1H NMR spectrum of final compound 5. 

 

Figure S22. 13C NMR spectrum of final compound 5. 



S17 
 

 

Figure S23. 11B NMR spectrum of final compound 5. 

 

Figure S24. 19F NMR spectrum of final compound 5. 
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Figure S25. HRMS spectrum of final compound 5. 
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Figure S26. LCMS chromatogram of final compound 6. 
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Figure S27. 1H NMR spectrum of final compound 6. 

 

Figure S28. 13C NMR spectrum of final compound 6. 
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Figure S29. 11B NMR spectrum of final compound 6. 

 

Figure S30. 19F NMR spectrum of final compound 6. 
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Figure S31. HRMS spectrum of final compound 6. 

 


