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Scheme S1. Synthesis routes of NFOM-1 and NFOM-2.

Figure S1. Chemical structure of the NFOM-2 showing how this enhances coplanarity of the fused ring system.
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Figure S2. Calculated optimized geometry and molecular frontier orbital distribution of NFOM-1 and NFOM-2
(basis set DFT B3LYP/6-31G).
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Figure S3. Photostability evaluation of NFOM-1 and NFOM-2 in methanol (laser: 635 nm, 600 mW/cm?, interval

of 4 minutes).
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Figure S4. Zeta potential of NFOMNPs.
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Figure S5. Absorption spectra of NFOMNPs in different media (a, H,O; b, PBS; ¢, FBS) and particle size variation
of NFOMNPs in different media during 6 days. Data in (d) is presented as mean + s.d. (n = 2).
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Figure S6. Absorption spectra of ICG NPs before and after laser irradiation (4 cycles).
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Figure S7. Confocal images of Hela cells with D&N NPs at different incubation times. Scale bars :20 pm.
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Figure S8. Body weights of mice in four groups versus treatment time.

Heart

Liver Spleen

PBS+Laser|

Figure S9. Histological H&E staining of main organs slices for different groups at the 14th day after treatments,

scale bar 100 pm.

Mass and NMR spectra of compounds
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Figure S10. HRMS of NFOM-1.
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Figure S11. '"H-NMR spectrum of NFOM-1 in (CDj3),SO.
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Figure S12. BC-NMR spectrum of NFOM-1 in (CD3),SO.
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Figure S13. HRMS of NF-2.
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Figure S14. 'H-NMR spectrum of NF-2 in (CD;),SO.
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Figure S15. BC-NMR spectrum of NF-2 in (CD;),SO.
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Figure S16. HRMS of NFOM-2.
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Figure S17. "H-NMR spectrum of NFOM-2 in (CD53),SO.
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Figure S18. *C-NMR spectrum of NFOM-2 in (CD;),SO.



