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Fig. S2. 'H NMR spectrum of Compound 1 (DMSO-d).



ae g 883 3 @mEs g B
nE 1 ] t o T o -
2g g g2 & 333 g 8 ¢ Z & } 3
- T P T NAT A = e 3 &
~ | 11 |
1335 1315 129.5 1275 1255 1235
1 (ppm)
| |
|
1
L m
165 155 145 135 125 1s 105 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20
f1 (ppm)

Fig. S3. 3C NMR spectrum of Compound 1(DMSO-dy).
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Fig. S4. FTMS spectrum of MFNI
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Fig. S5. 'H NMR spectrum of MFNI (DMSO-dy).
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Fig. S6. 3C NMR spectrum of MFNI (DMSO-dy).
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Fig. S7. FTMS spectrum of CuNL
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Fig. S8. 'H NMR spectrum of CuNI (DMSO-dy).
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Fig. S9. 3C NMR spectrum of CuNI (DMSO-dy).
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Scheme S1. The synthetic route of CuNI.
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Fig. S10. Fluorescence changes of CulNI (10 uM) upon addition of Cu?* (0.2~1 equiv.) in HOAc-
NaOAc buffer solution (10 mM, pH 5, with 1% DMSO) at 25 °C. (I 449 nm, Aex = 370 nm).

4500 —eo—CuNI
4000 - —e—CuNI+Cu’"(5equiv.)

3500
3000
2500
2000-
1500-
1000
500
04

Fluorescence intensity

Fig. S11. The fluorescence intensity of CuNI(10 uM) and CuNI (10 uM)+ Cu?* (5equiv.) in pH 3-

10 solution at 25 °C (I 440 nm, Aex = 370 nm).
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Fig. S12. The fluorescence emission intensity of CuNI (10 mM)+ Cu?* (5 equiv.) content in HOAc-
NaOAc buffer solution (10 mM, pH 5.0, 1% DMSO) at 25°C.
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Fig. S13. 'H NMR spectra of (1) CuNI in DMSO-d6, (2) CuNI in DMSO-d6 + Cu?*
(0.2 equiv.) in D,0, (3) CuNI in DMSO-d6 + Cu* (0.4 equiv.) in D,0, (4) CuNI in
DMSO-d6 + Cu2* (0.6 equiv.) in D,0, (5) CuNI in DMSO-d6 + Cu* (0.8 equiv.) in




D0, (6) CuNI in DMSO-d6 + Cu* (1.0 equiv.) in D,0, (7) CuNI in DMSO-d6 +
Cu?* (1.2 equiv.) in D0, (8) CuNI in DMSO-d6 + Cu2* (1.6 equiv.) in D;0, (9)
CuNI in DMSO-d6 + Cu* (2.0 equiv.) in D;0.
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Fig. S14. FTMS spectrum of CuNI + Cu?*.

Fig. S15. (a) TEM of CuNI (10 uM) added with Cu?* (5 equiv.) in HOAc-NaOAc

buffer solution (10 mM, pH 5.0, with 1% DMSO). (b) Expansion of individual

particles
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Fig S16. Cytotoxicity data of CuNI (HepG2 cells incubated for 24 h).



