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1. Photophysical studies
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Figure S1: UV-visible spectra of Propyl flavin (PF1), TPA, and TPA-vinylene-Flavin (TVF) at

19 uM concentration in methanol.

Table S1. Summary of photophysical properties of TVF in different polarities of solvent.

Solvents  A,.? A ® Stokes shift® £ b4 ¢
Toluene 506 656 4519 6990 009  0.96
Dioxane 493 636 4561 7440 0014  1.00

DCM 525 - - 7490
Methanol 509 - - 8100
DMSO 499 - - 6560
Water 531 - - 4550

anm Yem! “Molar extinction coefficient (M-lem™!) Quantum yield (reference standard: Ru(bpy)** in Acetonitrile Aexc
=450 nm and ® = 0.094) ¢Average lifetime (ns).
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Figure S2: Calibration curve for measurement of the extinction coefficient of TVF in toluene, dioxane,

DCM, Methanol, DMSO, and Water at each solvent absorption maxima.
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Figure S3: Fluorescence lifetime spectra of TVF (Bi-exponential decay) in (a) Toluene and (b)

Dioxane under air.



Table S2: Fluorescence lifetime measurement parameter of TVF.

Solvent | T1(ns) | T2 (ns) B1 B2 Chi.sq.
Toluene 0.32 2.6 0.17 0.009 1.07
Dioxane 0.04 2.6 2.16 0.02 1.12
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Figure S4: Fluorescence spectra of TVF (62 uM) with the addition of different concentrations of
HOCI (0—-6 eq) in methanol. A, =511 nm.
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Figure S5: (a) UV-Visible and (b),(c) Fluorescence spectra of TPA-Flavin (62 uM) and TPA-Flavin
incubated with 10 equivalents of HOCI in methanol. Fluorescence spectra were recorded with

excitation at (b) 435 nm and (c) 491 nm.
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Figure S6: Mass spectrum peaks of the product of TVF and ClO-. (a) and (b) is the different

zoomed region of the mass spectrum
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Figure S7: (a) UV-visible and (b) Fluorescence spectra of TVF recorded in different viscosities
solvents such as MeOH, PEG400, and addition of HOCI (10 eq) in PEG400.




sensing

2. Table for the comparison of TVF with published probes for HOCI

Table S3: The comparison of TVF with published probes for HOCI sensing.

Emission Target Response | LOD | Reference
Probe wavelengt o L.
h Localization type (nM) s
520 nm Non-specific Ratlocmetrl 500 1
774 nm Non-specific ON-OFF 700 2
OHN O
OO 515 nm Non-specific Ratlocmetrl 53 3
OH |
-T
o
o]
: HNH | “i’{ 435 nM Mitoc:ondri Ratiocmetri 27 4
N/
ne
511 nm Lysosomes Ratlocmetrl 10.6 5
455 nm Mitochondri | Ratiometri 182 6

a

C




530 nm Non-specific OFF-ON 68 7
'l
oo OH 435 nm ) .
D and 525 M'toc:c’"d” OFF-ON | 12 8
= | nm
5
o)
490 nm Non-specific OFF-ON 190 9
i 520 nm Non-specific OFF-ON 8.3 10
\
O, N (0]
9<¢ 535n0m | Non-specific | ranometri | o g 11
I CN ¢
OH / cN
O NINW\&O Mitochondri
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List of NMR
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Figure S8. 'H NMR (400 MHz, CDCl;) of compound 3.
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Figure S9. 3C NMR (100 MHz, CDCl;) of compound 3.
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Figure S10. 'H NMR (400 MHz, DMSO-d;) of compound TVF.
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Figure S11. 3C NMR (75 MHz, DMSO-d;) of compound TVF.
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4.

List of HRMS

x10 4 |Cpd 1: C29 H27 N3 O2: + FBF Spectrum (rt: 0.177-0.413 min) HA-453-02.d Subtract
4 450.4175
35 ([C29H27N302]+H)+ di
o L, o
2.5 488.1723 N
21 ([C29H27N302]+K @
1.5
467.2455
19 431.2091 ([C29H27N302]+NH4)+
0.5 [C29H27N302]+[-H20] |
0 . . . . | ; L., ; ; ; ;
410 420 430 440 450 460 470 480 490 500 510
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
(m/z z Abund [Formula Ton
431.2091] 1 150.57|C29H2Z7N302 M+[-H20]
450.2175, 1 T2341.13| C2GH2TNI0Z G
451.2218) 1 15976.09|C29H27N302 (M+H )+
452.2241] 1 2827 3|C29HZTN30Z (M+H )+
467.2455, I 3153.95|C2OH2/NI0L (T NHAYT
468.2446, T T138.62|C25H27N30Z M+ NHA)T
470.174 1 70.44| C2OH27N302 (M+K)+[-H20]
488.1723) 1 14754.3‘5'@&7»@02 MK+
489.1858| 1 6470.63| C2OH2Z7N302 MK+
50,1604 T 3228.82| CZHZTNIOZ (KT
--- End Of Report -

Figure S12. HRMS spectra of compound 3.

%10 2 |Cpd 1: C33 H27 N5 O2: + FBF Spectrum (rt: 0.792-0.892 min) AKM-HA-H-62-00.d Subtract

0-—

526.3230
([C33H27NHO2]+H)+

548.2024
([C33H27N5O2]+Na)+

Con
o oA
0

485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

MS Spectrum Peak List

Counts vs. Mass-to-Charge (m/z)

m/z z Abund Formula Ton
508.2265| 1 440.36|C33H27N502 M-+H)+[-H20]
525.2302] 1 53.32|C33H27N502 M+ NHA)+[-H20]
526.223 1 884.77|C33H27N502 M+H)+
527.2241] % 427.4|C33H27N502 M+H)+
528.2378| 1 131.13|C33H27N502 M+H)+
598.2024] 1 67.83]C33H27N502 M+Ha)+

- End Of Report —

Figure S13. HRMS spectra of compound TVF.
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