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Fig. S1 'H NMR spectrum of 2 in CDCl.
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Fig. S2 'H NMR spectrum of 3 in CDCl.
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Fig. S3 C NMR spectrum of 3 in CDCls.
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Fig. S4 MALDI-TOF MS spectrum of 3.
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Fig. S5 H NMR spectrum of 4a in DMSO-dj.
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Fig. S6 3C NMR spectrum of 4a in DMSO-d.
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Fig. S7 MALDI-TOF MS spectrum of 4a.
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Fig.S8 *H NMR spectrum of 4b in CDCl,.
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Fig. S9 3C NMR spectrum of 4b in DMSO-dj.
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Fig. 10 ALDI-TOF MS spectrum of 4b.
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Fig. S11 'H NMR spectrum of 4c in CDCls.
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Fig. S12 3C NMR spectrum of 4c in DMSO-d.
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Fig. S13 MALDI-TOF MS spectrum of 4c.
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Table S1  Photophysical and lipophilic coefficient properties of 3, 4a—c.

FE b sl Jabs(NM)/(>10* L-mol *-cm™) Jem(NM)/ Der logP

\ T 279(0.29), 397(0.34) 462/0.189 05
Tris-HCI 285(0.21), 345(0.17), 402(0.34) 538/0.012

4o FR B 279(1.29), 342(0.55), 398(L.27) 462/0.051 L3
Tris-HCI 345(0.63), 405(1.34) 538/0.003

" R 277(0.76), 342(0.35), 398(0.86) 462/0.072 076
Tris-HCI 345(0.32), 405(0.74) 547/0.005

i R 276(1.03), 342(0.49), 398(1.11) 462/0.046 -
Tris-HCI 345(0.43), 405(1.01) 537/0.005
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& S15 JnA Htelo G-PU%Efk DNA XF 4a—c R HE IR
Fig. S15 UV-Vis titration of 4a—c (40 pmol-L ™) with Htelo G-quadruplex DNA in Tris-HCI buffer (10 mmol-L ™,
pH 7.4) containing 0.1 mol-L™* KCI.

The arrows indicate the changes upon addition of DNA. Insets: Plots of D/Ag, versus D.
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Fig. S16 Fluorescence spectral changes of (a) 3, (b) 4a, (c) 4b and (d) 4c upon addition of CT DNA in Tris-HCI buffer
(10 mmol-L ™%, pH 7.4) containing 0.1 mol-L* KCI. The arrows indicate the changes upon addition of DNA. The insets show
plots for the fluorescence enhancement of naphthalimides versus the concentration of CT DNA.

[3] = [4a] = [4b] = [4¢] = 5 pmol-L ™
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Fig. S17 Fluorescence spectral changes of (a) 3, (b) 4a, (c) 4b and (d) 4c upon addition of Htelo G-quadruplex in
Tris-HCI buffer (10 mol-L ™, pH 7.4) containing 0.1 mol-L™* KCI. The arrows indicate the changes upon addition of DNA.
The insets show plots for the fluorescence enhancement of naphthalimides versus the concentration of Htelo G-quadruplex.
[3] = [4a] = [4b] = [4c] = 5 pmol-L ™.
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Fig. S18 (a) Fluorescence spectra and (b) normalized fluorescence spectra of 4b (10 pmol-L™Y) in different solvents.
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Fig. S19 Fluorescence images of A549 cells incubated with (a) 4a, (d) 4c , and DAPI (b, e) for 4.0 h.

(c) merged image of (a) and (b); (f) merged image of (d) and (e).
[4a] = [4c] = 10 pmol-L™%, [DAPI] = 5 umol-L ™%,
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Fig. S20 Cytotoxic activities of compounds 3, 4a-c and mitonafide against (a) A549 cells and (b) MRC-5 cells.
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