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1. Spectroscopic data (*H and 3C-NMR) and Mass spectrum.
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Figure S1. 'H-NMR spectrum of 2 in CDCl; (500 MHz).
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Figure S2. 13C-NMR spectrum of 2 in CDCl; (125 MHz).
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HR-ESI-MS (Bruker maXis)

Analysis Info Acquisition Date 7/31/2012 B:AT:27 AM
Analysis Name D:\Data\Service\3634sihres.d
Method ESI_lowMR.m Operator ust
Sample Name 1a2m Instrument / Ser# maXis 33
Comment Solvent: MeCN + HCOOH
Client: Diemer
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Nat active Set Dry Heater 180°C
Scan Begin 100 miz Set Capillary 4000V Set Dry Gas 4.0 Umin
Scan End 2500 miz Set End Plate Offset 500V Set Divert Valve Source
Intens. @ +MS, Profile, 0.1-0.5min #{5-31))
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33065378 1 C4TH3I9N3IO 100,00 330.65411 033 1.00 145 30.0 even ok
Figure S3. HRMS spectrum of 2.
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Figure S4. 'H-NMR spectrum of 3 in CDCl; (500 MHz).
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Figure S5. 13C-NMR spectrum of 3 in in CDCl3 (125 MHz).
HR-ESI-MS (Bruker maXis)
Analysis Info Acquisition Date 7/31/2012 8:43:07 AM
Analysis Name DAData\Service\3635sihres.d
Methad ESI_lowMR.m Operator ust
Sample Name 1C1M Instrument / Ser# maXis 33
Comment Solvent: MeCN + HCOOH
Client: Diemer
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 3000 V Set Dry Gas 4.0 min
Scan End 2500 m'z SetEnd Plate Offset 500 Set Divert Valve Source
Intens. +MiS, Profile, 0.1-0 9min #5-53)
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Bruker Compass DataAnalysis 4.0 printed: 7/31/2012 8:55:04 AM Page 10f2
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
35465943 1 CBH0H39NS 100.00 354.65972 0.30 0.84 18.2 34.0 even ok
2 C49H43NO4 81.89 354.65906 -0.37 -1.05 258 28.0 even ok

Figure S6. HRMS spectrum of 3.
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2. Suitable condition of compound 3.

2.1. Various solvent.
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Figure S7. Emission spectra of 3 (10 pM) by various % H,0 in CH3CN (v/v) before (orange
line) and after (blue line) the addition of cyanide ion (100 uM) in HEPES buffer pH 7.4 (Ax =
368 nm and A.,, = 460 nm).

2.2. Various pH
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Figure S8. Difference of fluorescent emission intensity (I-Iy) of 3 (10 uM) by various pH (7-
12) in 10% (v/v) HO (100 mM HEPES buffer pH 7-12 in CH;3CN before and after the
addition 100 uM cyanide ion (Ae = 368 nm and A, = 460 nm).

* At pH 12.0, precipitate was occurred in the solution.
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3. Absorption spectra of compound 3 before and after the addition of CN-.
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Figure S9. Absorption spectra of 3 (10 uM) in CH3CN/100 mM HEPES buffer pH 10.0 (9:1 v/v)

before and after the addition of CN- (10 uM).

4. The photophysical properties of compound 3.

Absorption Emission
Compound
Amax (M) € (x10°Mcm?) A, (nm) O
3 368 84,600 460 0.008
3+CN 368 86,900 460 0.016

Quinine sulfate in 0.1 M H2S04 (OF = 0.54) was used as standard.

Table S1. Photophysical properties of 3 in 10% H,0 (100 mM HEPES buffer pH 10.0) in CH3;CN
before and after the addition of cyanide ion.
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5. Calibration curve of compound 3 for CN- detection.
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Figure S$10. Fluorescence emission spectra of 3 (10 uM) in CH3CN/ 100 mM HEPES buffer
pH 10.0 (9:1 v/v) response to the addition of CN- at various concentration 0-80 uM (Ae = 368
nm).

6. Fluorescence intensity of compound 3 under different temperature.
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Figure S11. Fluorescence intensity of 3 (10 uM) in a mixture of solvents (CH3CN : 100 mM
HEPES buffer, 9 : 1) after the addition of CN- at temperature 25°C and 40°C (Ao, = 368 nm and
Aem = 460 nm).
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7. CN- distillation set.

Figure S12. CN- distillation glassware set by following AOAC 28.1.47.
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