Supplementary Material (ESI) for New Journal of Chemistry
This journal is © The Royal Society of Chemistry and
The Centre National de la Recherche Scientifique, 2010

Supporting information

A new squaraine and Hg**-based chemosensor with tunable measuring range for
thiol-containing amino acids
Chao Luo, Qianxiong Zhou, Baowen Zhang, Xuesong Wang*
Key Laboratory of Photochemical Conversion and Optoelectronic Materials, Technical
Institute of Physics and Chemistry, Chinese Academy of Sciences, Beijing 100190, P. R.
China.

Synthesis of SQ1

Scheme S1 shows the method that we used to synthesize SQ1. Compounds 1 and 2 were
synthesized according to the reported literatures.' SQ1 was then obtained by the condensation of 2
with squaric acid in n-butanol/toluene (1:1 v/v) under reflux. 'HNMR (400 MHz, CDCl5): 6 8.47 (d,
4H, J= 8.7 Hz), 6.89 (d, 4H, J=9.08 Hz), 3.73 (t, 8H, J = 7.28 Hz), 2.80 (t, 8H, J = 7.64 Hz), 2.62
(q, 8H, J=7.40 Hz), 1.30 (t, 12H, J = 7.36 Hz). MS (ESI): calcd for (C3,H44N,0,S,+ H") 617.2364,

found 617.2380.

Ho\L J/OH TsO\L J/OTs
N N

sl H,O/THF, 0l

0
o S

Na/CH;0H © + j:(

Toluene/n-butanol
cluene/buargl o= >0

|+
P SN W N
SQl

Scheme S1. Synthetic route of SQI.
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Spectroscopic response of SQ1 in acetonitrile toward metal ions
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Figure S1. Absorption (a) and fluorescence (b) spectra of SQ1(2 uM) in acetonitrile upon addition

of various metal ions (40 uM).

Spectroscopic response of SQ1 in acetonitrile/water (2:1) toward metal ions
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Figure S2. Absorption (a) and fluorescence (b) spectra of SQ1(2 uM) in acetonitrile/water (2:1 in

volume ratio) upon addition of various metal ions (40 uM).

Spectroscopic response of SQ1 in acetone toward metal ions
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Figure S3. Absorption (A) and fluorescence (B) spectra of SQ1(2 uM) in acetone upon addition of

various metal ions (40 uM).

Spectroscopic response of SQ1 and ng+ solution in acetonitrile/water toward cysteine
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Figure S4. Absorption (a) and emission (b) recovery of the solution of SQ1 (1 uM) and Hg** (20

uM) in acetonitrile/water (2:1) upon addition of cysteine.
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Figure S5. Absorbance at 642 nm (a) and fluorescence intensity at 678 nm of the acetonitrile/water
solutions (2:1) of SQ1 (1 uM) and Hg*" (120 pM) in the presence of varied concentrations of

cysteine.
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