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Scheme S1. Synthesis route of probes 1, 2 and 1-Ref.
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Figure S1. 'H NMR spectra of probes (A) 1 and (C) 2 in DMSO — d¢. 3*C NMR spectra of probes (B) 1 and (D)
2 in DMSO — de. FT-IR spectra of probes (E) 1 and (F) 2. ESI-MS spectra of probes (G) 1 and (H) 2.
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Figure S2. (A) Temperature dependent measurement of Fluorescence spectra of probe 1 (25 puM). (B)

Temperature dependent measurement of Fluorescence spectra of probe 2(6.25 uM).
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Figure S3. (A) Temperature dependent measurement of '"H NMR spectra of probes 1 and 2 in DMSO-ds/D,0

(99:1 v/v%). (B) Linear equation of chemical shift according to temperature.
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Figure S4. IR spectra of Probe 2 (100 uM) in DMSO/H,0(1/99 v/v%). Black line is Probe 2, Red line is Probe 2
in DMSO/H,0 (1/99 v/v%) solution, Blue line is Probe 2 with ClIO™ (10 equiv.) in DMSO/H>O(1/99 v/v%)

solution.
(W 05 (B) 0.30
04] Y=2:9916x +0.0307 e 025] Y=1.7820x + 0.0292 P
: R? = 0.9765 A : R2 = 0.9936 //
= LOD =33 pM & — = y
= 03 /// ~ 0.20 LOD = 56 puM o
- L g
|1 o P
< 0.2 oy L 01 .
= 3 = ;
. ./_,/ 0.10 / /./
) [ ol
2 o
s 0.051 .*
0.0 !
: ; ; ; r ; r : 0.00 — T T T T T T T
0.00 0.02 0.04 0.06 0.08 0.10 0.12 0.14 0.00 0.02 0.04 0.06 0.08 0.10 0.12 0.14
11110 1o,

Figure S5. Fit linear equation of fluorescence intensity of probe 1 over (A) ClO" and (B) 'O, to obtain limit of

detection.
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Figure S6. Competition-based fluorescence emission of probe 1 (25 uM) in the presence of various ROS
(10 equiv.), Ions (10 equiv.) and Amino acids (10 equiv.) in DMSO/H20(1/99 v/v%).
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Figure S7. (A) IR spectra of 1 (100 uM) in DMSO/HO (1/99 v/v%). Black line is pristine probe 1, Red line is
freeze-dried self-assembled probe 1 from DMSO/H,0 (1/99 v/v%) solution, Blue line is self-assembled probe 1
with C10-in DMSO/H,0(1/99 v/v%) solution, Green line is self-assembled probe 1 with '0,in DMSO/H,O (1/99
v/v%) solution and Purple line is dicyanostilbene (1-Ref). (B) UV- Vis spectra of probe 1 (100 uM) in DMSO/H,0O
(1/99 v/v%) containing its monomer, self-assembled state, with 'O, or C1IO". FAB-MASS spectra of probe 1 (ImM

) after adding (C) C1O-and (D) 'O, at NBA matrix.
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Figure S8. 'H NMR spectra of (A) dicyanosilbene involving —~OH group (1-Ref) and (B) probe 1 after addition
of 102.
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Figure S9. AFM images and height profile of (A) probe 1, (B) probe 2 and (C) probe 1 + ClO".
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Figure S10. Zeta potential of probe 1 ( none, addition of Cl1O", '0,) at 25 °C.

Table S1. Characterization of probes 1 and 2.

Probe 1 Probe 2
Chemical Formula CgeHsgN,O,P,2+ CyoH45BrN,O,P+
Molecular Weight 971.13 g/mol 804.79 g/mol
Amax (Monomer) 366nm 367nm
Amax (@ggregation) 371nm 372nm
Aggregation type J-aggregation J-aggregation

Anmax (Fluorecence) 512nm 512nm
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