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Figure S1. '"H NMR spectrum of 4,4'-((4-bromophenyl)azanediyl)dibenzaldehyde in
CDCl;.
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Figure S2. 3C NMR spectrum of 4,4'-((4-bromophenyl)azanediyl)dibenzaldehyde in
CDCl;
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Figure S4. 3C NMR spectrum of compound 3 in CDCls.
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Figure S6. 3C NMR spectrum of XA1 in CDCl;.
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Figure S7. MALDI-TOF-MS measurement of XAl.
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Figure S8. The emission spectra of XA1 with different fw.
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Figure S9. Cell viability of Hela cells after incubation with aqueous dispersion of XA1
NPs with various concentrations for 48 h.

100

80

[o)]
o
1

i —i—i—1

Diameter (nm)
&
1

i

20

o+———7—7—7 T 7T

-2 0 2 4 6 8 10 12 14 186
Time (day)



Figure S10. DLS results of XA1 NPs in water over 14 days.
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Figure S11. The line profile of the fluorescence intensity. Scale bar: 1 cm.
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Figure S13. The line profile of the fluorescence intensity in the NIR II image of CT-



26 tumor-bearing nude mice (tumor size =0.75 cm?). The image was captured at 1 min
time points after a tail vein injection of XA1 NPS. S/B=2.7+ 0.2.
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Figure S14. Histological H&E staining for main organs (heart, liver, spleen, lung and
kidney) of the mice intravenously administrated with PBS and XA1 NPs(10 times than

the imaging doses, 5 mg of XA 1 per kg mouse) for 2 h and 14 days.

The QY of XAl was calculated according the previous reported  calculation
method.!-3
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The QYs were measured by the linear-regression plot of integrated fluorescent
intensities at different concentrations on a molar basis. Where QY. of IR-26 in
dichloroethane is 0.5%, and nymy. and n,. are the refractive index of water and
dichloroethane, respectively.

QY=0.5% X 29179925.14 ( 1.33

2
=14.8%
835364.08 1.4448
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