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Fig S1. Synthese of alkynyl substitued triphenylamine M1.

Compound M1. Copper iodide (5.70 mg, 0.03 mmol), N, N-di(4-formyl
benzyl)-4-iodophenylamine (0.63 g, 1.47 mmol), Bis(triphenylphosphine)
palladium dichloride (21.06 mg, 0.03mmol) and were placed in 10 mL of dry
THF under N, for 30 min. Trimethylsilylacetylene (1.25 mL, 8.80 mmol) and
triethylamine (10 mL) were added and stirred at ambient overnight under N,.
Then the crude product was purified by silica column chromatography to afford
the product N, N-di (4-formylbenzyl)-4-trimethylsilylphenylamine as yellow
solid (0.53 g), which (0.20 mg, 0.52 mmol) was placed in 45 mL CH,Cl,. Then,
0.62 mL 1 M tetrabutylammonium fluoride in THF was added at 0 °C and the
mixture was stirred at 0 °C for 45 min. After removing the solvent, the crude
product was purified by silica gel column chromatography to afford the product
N, N-di (4-formylbenzyl)-4-acetenylphenylamine (M1) as a dark yellow solid.
'H NMR (300 MHz, Chloroform-d) & (ppm): 9.84 (s, 2H), 7.72 (d, 4H, J=9.01),
7.41(d, 2H, J=9.02), 7.12 (d, 4H, J=9.01), 7.03 (m, 2H, J=9.10), 3.06 (s, 1H).
MS (m/z): calcd for C1,H sNO,: [M+H]* = 326.1136, found 326.1193.
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Fig S2. Synthesis of iodine substitued BODIPY dye iodo-BODIPY.
Compound iodo-BODIPY. 4-(2-bromoethoxy) benzaldehyde (1.1 g, 5.0 mmol)
and 2, 4-dimethylpyrrole (1.0 g, 10.0 mmol) were dissolved in dry CH,Cl, (150
mL). Ten drops of trifluoroacetic acid (TFA) were added, after TLC monitoring



showed complete disappearance of the aldehyde, a solution of tetra-chloro-
benzo-quinone (TCQ) (2.5 g, 10.0 mmol) in anhydrous CH,Cl, (50 mL) was
added. This mixture was further stirred for 1h, then triethylamine (5.0 mL) and
BF;. OEt, (5.0 mL) were subsequently added. This mixture was stirred
overnight. The mixture was washed with water and brine, dried over anhydrous
Na,SO,4, and evaporated under vacuum. The crude compound was purified by
silica gel column chromatography to give a red powder as the pure BODIPY
(50 %). M2 (447.0 mg, 1.0 mmol) and iodine (320.0 g, 2.5 mmol) in EtOH (40
mL). Iodic acid (352.0 mg, 2.0 mmol) was dissolved in 1 mL water and added
dropwise over 20 min to the solution. This mixture was stirred at 60 °C for 30
min. After cooling, the mixture was evaporated under vacuum. The crude
product was purified by silica gel column chromatography from ethyl acetate
and n-hexane to afford a purple compound as pure iodo-BODIPY ( 86 %). 'H
NMR (500 MHz, Chloroform-d) & (ppm): 7.17 (d, 2H, J = 10.11), 7.06 (d, 2H, J
=5.04),4.37 (t,2H, ] = 6.20 Hz), 3.69 (t, 2H, ] = 6.21 Hz), 2.64 (s, 6H), 1.44 (s,
6H). 3C NMR (126 MHz, C Chloroform-d) & (ppm): 159.15, 156.75, 145.31,
141.22, 131.70, 129.33, 127.58, 115.66, 85.61, 68.04, 28.70, 17.20, 16.02. MS
(m/z): calcd for C, Hy0BBrF,I,N,O: [M+H]™= 696.8931, found: 696.8958.

'TH NMR, 3C NMR and HRMS Spectra
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Fig S3. "H NMR spectrum (CDCl;, 300 MHz) of M1.
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Fig S4. MS spectrum of M1.
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Fig S5. '"H NMR spectrum (CDCl;, 500 MHz) of iodo-BODIPY.
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Fig S6. *C NMR spectrum (CDCl;, 125 MHz) of iodo-BODIPY.
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Fig S7. MS spectrum of iodo-BODIPY.
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Fig S9. 3C NMR spectrum (CDCls, 125 MHz) of BTC.

120

230 220 210 200 180 180 1T 160 150 140 130

240




g g g g g g g g g g g & 2 2 8 82 8 28 8 B & ¢ & &5 o8- b e @ 8 2 8
g & & & E & E & & &8 28 | g £ 8828888 ¢E 22882 8 ¢& 8 ¢ g 8
, , i i : : i i : : I I B L L R R R S L |
|n_m N.
LOr— Le =
S m Se'gL—-
Ba 4 5062
sil . ©° £2E
Lt S 1488 o
811 = 5068 -
0z Ly = ze'6e
01 M 09'6E
6L o 88'6E ._m
6T aL'op
A w a
057 & £6'pe———3
0s'T d
854 1 3
8T - o >
L0 - N ]
. () 1808
: +
569 -
96’9 —
169 e Q) 99°96——
b tes w LSLL
a8 §5'9LL i
00'L [a  ~ Zr ezl
e 00 g VZ vzl
= wﬁ#\f 9g-2 = P L2l 3
— 2y 8zl
.%_WT — 00g- w oLezlf —
= = — Ll on BCBZ) Y
Lle A & 651817
sLL 00'H 85 ZEC.
6Lt Lo o2 zLgpl
97 ¢ @ M Lol =23
8T'L I B AP f
i 6Z'L i Z 3
= 0F' s
g L 5 mn Il S
o 4 = .
a €Lt S
m S6'L B &
B L= 8L _
& L on 4
: © B
£ E
= =
LE a i

1 (ppm)

Fig S11. 3C NMR spectrum (DMSO-ds, 75 MHz) of BTN.
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Fig S12. MS spectrum of BTN.
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Figure S13 The DFT calculations of BTN based on B3LYP/6-31G(d) basis set before
and after reacting with OCI-.
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Fig S14. The UV-Vis absorption ratio (Ags0 /Aze) changes with the addition of
NaOCl (50-100uM). Condition: [BTN] =10 uM, PBS (10 m M, pH = 7.4): THF (1/1,
V/V), Aex=380 nm (slit: 5 nm).
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Fig S15. Effect of pH on the fluorescence intensity of probe (10 puM) in
buffered/THF (1/1, v/v, pH= 2.0~10.0, 10 mM). Fluorescence responses are
shown before (a) and after (b) addition of NaOCl (50 uM) at 440 nm and 660 nm,
respectively, after incubation of NaOCI for 30 min. A, = 380 nm.
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Fig S16. The fluorescent probes reported for multi-sites toward hypochlorite
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