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1. Photophysical characterization
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Figure S1. Absorption and fluorescence spectra of 19 in DMSO (5 pM). The excitation wavelength was 362 nm for the fluorescence

spectrum.
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Figure S2. Absorption and fluorescence spectra of 20 in DMSO (15 uM). The excitation wavelength was 430 nm for the fluorescence

spectrum.
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Figure S3. Absorption and fluorescence spectra of 21 in DMSO (15 uM). The excitation wavelength was 412 nm for the fluorescence
spectrum.

S2



——— Absorption of JW-1
1.0 Fluorescence of yw-1 | [~ 1.0

Normolized Absorbance
Normolized Fluorescence Intensity

T T T T T
300 350 400 450 500 550 600
Wavelength (nm)

Figure S4. Absorption and fluorescence spectra of 22 (JW-1) in DMSO (15 pM). The excitation wavelength was 362 nm for fluorescence
spectrum. A, = 364 nm; A, = 449 nm; Stokes shift = 85
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Figure S5. Absorption and fluorescence spectra of 22 (JW-1) (10 uM) in 10 mM phosphate buffer containing 0.1% DMSO (pH

7.4). The excitation wavelength was 376 nm for fluorescence spectrum. Ao, = 370 nm; A, = 463 nm; Stokes shift = 93
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Figure S6. Absorption and fluorescence spectra of 23 in DMSO (20 uM). The excitation wavelength was 377 nm for fluorescence

spectrum.
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Figure S7. Absorption and fluorescence spectra of 28 in DMSO (12 uM). The excitation wavelength was 337 nm for the fluorescence

spectrum.
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Figure S8. Absorption and fluorescence spectra of 29 in DMSO (20 uM). The excitation wavelength was 338 nm for the fluorescence

spectrum.

2. Fluorescence microscopy imaging
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Figure S9. Fluorescence microscopy images of MDA-MB-231 cells incubated with (A) 20 pM JW-1 for 4 h or (B) 4.0 uM JW-1 for 16 h.

Cells were co-stained with propidium iodide to visualize their nuclei (red). Scale bar: 200 pm.
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3. Spectroscopic titration
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Figure S10. Fluorescence spectra of JW-1 (4 uM) in the presence of increasing concentration of c--DNA (0-100 uM) in 10 mM

phosphate buffer containing 0.05% DMSO (pH 7.4).
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200 MHz "H NMR Spectrum of Compound 13 in DMSO-dj

4. 'H and "C NMR spectra
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200 MHz "H NMR Spectrum of Compound 14 in DMSO-dj
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200 MHz "H NMR Spectrum of Compound 15 in DMSO-dj

WANMHONOMWOIM™ WL~ @ T3] ~ u o
TOM~ T WO NS @ = O U3~ N ~ o o) o
W st s onemoee ™~~~ (SN [ee] o« o =
C.‘O‘CO.CO.CC;CX.‘;C(;\‘F:NTI\."\‘I\.F“[\.F. 's} o o« ™ N
o}
OMe
0i N io
NMe,
15
I
[
[
oo
' I I'
II g JUU
| | T T | T | T T
13 12 11 10 9 8 7 6 4 3 1 ppm
oloyo(olo|o o ~ )
N[~ [N [~ ||+ N (3] ©
50 MHz "*C NMR Spectrum of Compound 15 in DMSO-d;
OoONOY W0 OO NMOWONLWW LW
o~ oy NOAHADNNOMAN T OO ~or~ MmN O ~ w0
e L OMWr~MOo W0 O N
W mMmAN O M AN OO W™~ W <sr NN e e e s e e e s s
WO ww v LTTONOONNNNNNN A A N T NO OO OO  w
o L I B I B B R B B B B | O < < < o)™ o ™M

T T
190 180 170 160 150 140 130 120 110 100

S8

20

10

0 ppm



200 MHz "H NMR Spectrum of Compound 16 in DMSO-dj
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400 MHz "H NMR Spectrum of Compound 17 in CDCl;
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200 MHz "H NMR Spectrum of Compound 18 in DMSO-dj
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400 MHz "H NMR Spectrum of Compound 19 in DMSO-dj
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100 MHz *C NMR Spectrum of Compound 19 in DMSO-d;
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400 MHz '"H NMR Spectrum of Compound 20 in DMSO-dj
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400 MHz "H NMR Spectrum of Compound 21 in DMSO-dj
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400 MHz "H NMR Spectrum of Compound 22 (JW-1) in DMSO-d;

N

] DWW AMWOWWWW A~ )N = =)

— DH@CC\&)?I‘(\DOO\SJ mmmmmmm = X
CTTTTTDE 00T MO N [N

H e e e e e e e e e e e e e e e .

— S\ 0mw©mmr [l el e o o

—4.109
—2.490

- —— 3,34

(e}
N,OH
H
Oi N iO
OMe
22

| Ll L

T
13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
o o o [=)[=]l=]{=] o o
- B P R e P PN @
100 MHz *C NMR Spectrum of Compound 22 (JW-1) in DMSO-dj

o
~

OM = 0OM™M™ONAS O

TOOONNNNNNNA © © NO NN ®

A A A A A A A A [T} ST OO

190 180 170 160 150 140 130 120 110 100 9 &80 70 60 50 40 30 20 10 0 ppm

S15



400 MHz "H NMR Spectrum of Compound 23 in DMSO-dj
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200 MHz "H NMR Spectrum of Compound 26 in DMSO-dj
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200 MHz "H NMR Spectrum of Compound 27 in DMSO-dj
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400 MHz '"H NMR Spectrum of Compound 28 in DMSO-dj
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400 MHz "H NMR Spectrum of Compound 29 in DMSO-dj
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