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Figure S1. '"H NMR (400 MHz, CDCls) spectrum of compound DB-TXO.
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Monoisotopic Mass, Odd and Even Electron lons

15 formula(e) evaluated with 1 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C.0-15 H:0-10 O:01 S:0-2 Br:0-2
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Maximum: 3.0 50.0 100.0
Mass Calc. Mass mDa PPM DRE i-FIT i-FIT (Nerm) Formula
368.8580 368.8584 -0.4 -1.1 9.5 21.3 0.0 Cl3 H7 O S Br2
Figure S2. ESI-MS spectrum of compound DB-TXO.
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Figure S3. '"H NMR (400 MHz, CDCls) spectrum of compound DP-TXO.
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Figure S4. >C NMR (100 MHz, CDCl5) spectrum of compound DP-TXO.

Monoisotopic Mass, Even Electron lons

217 formula(e) evaluated with 188 results within limits (up to 1 closest results for each mass)

Elements Used:
C.0-80 H:0-160 0©O:0-16 8:0-3
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Figure S5. ESI-MS spectrum of compound DP-TXO.
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Figure S7. >C NMR (100 MHz, CDCl5) spectrum of compound DP-TXT.
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Monoisotopic Mass, Even Electron lons

2 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-25 H:0-20 S:0-2
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Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
381.0773 381.0772 0.1 0.3 17.5 47.6 0.0 C25 H17 82

Figure S8. ESI-MS spectrum of compound DP-TXT.
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Figure S9. '"H NMR (400 MHz, DMSO-ds) spectrum of compound BDPA-TXO.
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Figure S10. °C NMR (100 MHz, CDCls) spectrum of compound BDPA-T XO.
Monoisotopic Mass, Even Electron lons
72 formula(e) evaluated with 8 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-40 H:0-30 N:O5 0O:01 S:0-2
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Mass Calc. Mass mDa PPM DBE 1-FIT 1-FIT (Norm) Formula
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Figure S11. ESI-MS spectrum of compound BDPA-TXO.
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Figure S13. *C NMR (100 MHz, CDCl;) spectrum of compound BDPA-TXT.
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Monoisotopic Mass, Even Electron lons
26 formula(e) evaluated with 4 results within limits (up to 1 closest results for each mass)
Elements Used:
C.0-40 H:0-30 N:0-5 8:0-2
LCT Premier/XE KE465 04-May-2011
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Figure S14. ESI-MS spectrum of compound BDPA-TXT.
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Figure S15. A plot of fluorescence intensity change of DP-TXT (10.0 uM) against
varied concentrations of Hg”"™ (5.0-30.0 uM) in CH3;CN-H,0 (5:5, v/v) (hex = 309 nm,
slit: 5 nm/5 nm, PMT Volts: 610.). R*= 0.9934, k = 3.7x10” aw/M. The Standard
deviation (o = 0.26) was obtained by fluorescence responses (10-times of consecutive
scanning on the Varian Cary Eclipse Fluorescence Spectrophotometer). Therefore, the
detection limit was calculated by the formula (36/k) and gave a result 21 nM.
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Figure S16. Partial 'H NMR spectrum (400 MHz, CDCIl;) of chemodosimeter
DP-TXT before and after addition of excessive Hg”"
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Figure S17. Partial '"H NMR spectrum (400 MHz, DMSO-ds) of chemodosimeter
BDPA-TXT before and after addition of excessive Hg*"
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Figure S18. A plot of fluorescence intensity change of BDPA-TXT (10.0 uM) against
varied concentrations of Hg*" (5.0-40.0 uM) in DMSO-H,0 (9:1, v/v) (Aex = 357 nm,
slit: 5 nm/5 nm, PMT Volts: 800.). R*= 0.9944, k = 1.2x10” aw/M. The Standard
deviation (¢ = 0.30) was obtained by fluorescence responses (10-times of consecutive
scanning on the Varian Cary Eclipse Fluorescence Spectrophotometer). Therefore, the
detection limit was calculated by the formula (36/k) and gave a result 75 nM.
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Monoisotopic Mass, Even Electron lons

26 formula(e) evaluated with 4 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-40 H:0-30 MN:0-6 8:0-2
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Moneisotopic Mass, Even Electron lons
72 formula(e) evaluated with 8 results within limits (up to 1 closest results for each mass)
Elements Used:
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Figure S19. HRMS (ESI) spectra of compound BDPA-TXT in the absence and in the
presence of Hg".
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Monoisotopic Mass, Even Electron lons

2 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-25 H:0-20 S:0-2

R,
+
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° 376.0 378.0 380.0 382.0 384.0 386.0 388.0 390.0 392.0 394.0 396.0 398.0 me
Minimum: -1.5
Maximum: 50.0 50.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
381.0773 381.0772 0.1 0.3 17.5 47.6 0.0 c25 H17 52

Monoisotopic Mass, Even Electron lons

217 formula(e) evaluated with 188 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-80 H:0-160 ©:0-16 S:0-3

1: TOF MS ES+
24+ 7.66e+003
100 DP-TXT + Hg 365.1000
%
366.1052
346.3325 349.1056
330.3383 338.3441 367.1066
‘ 3313415 3 341’f019 ‘ (3501003531736 3583695 362'f'283 ‘ 374.3652
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Minimum: -1.5
Maximum: 500.0 50.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
365.1000 365.1000 0.0 0.0 17.5 21.4 0.0 c25 H17 O S

Figure S20. HRMS (ESI) spectra of compound DP-TXT in the absence and in the
presence of Hg".
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Figure S21. (a) Emission ratiometric response of DP-TXT to various metal ions.
[DP-TXT] = 1.0x107° M, [Hg*'] = 3.0x10° M, [M"] = 1.0x10"* M. (b) Emission
ratiometric response of BDPA-TXT to various metal ions. [BDPA-TXT] = 1.0x10~
M, [Hg* ] =4.0x10" M, [M™]=1.0x10"* M.



