Supporting Information
Indole derived “turn-on” fluorometric probe for dual detection of Hg2+ and Cu2+ ions at nanomolar level
Ajaz A. Dar,a Atul K. Dwivedi,a Parameswar K. Iyer a,* and Abu T. Khana,*  
aDepartment of Chemistry, Indian Institute of Technology Guwahati, Guwahati 781 039, India
Tel.: +91 361 2582305; fax: +91 361 2582349.

E-mail: atk@iitg.ernet.in (A.T. Khan), pki@iitg.ernet.in (P.K. Iyer)
Title page








1
Experimental                     





            2

Spectral data of the ligand





           
2
Copies of 1H NMR, 13C NMR spectra of Ligand (4)
                      
3
Experimental 

IR spectra were recorded on Perkin-Elmer 281 IR spectrophotometer. 1H and 13C NMR spectra were recorded on Varian 400 spectrometer TMS as internal reference; chemical shifts (δ   scale) are reported in parts per million (ppm). 1H NMR Spectra are reported in the order: multiplicity, coupling constant (J value) in hertz (Hz) and no of protons; signals were characterized as s (singlet), d (doublet), dd (doublet of doublet), t (triplet), m (multiplet). Elemental analyses were carried out using Perkin-Elmer 2400 Series II CHNS/O analyzer at the Department of Chemistry, Indian Institute of Technology Guwahati. Column chromatographic separations were performed using Merck silica gel (60-120 mesh). The absorbance and fluorescence were measured using UV-Vis spectrophotometer (Perkin Elmer Lambda 25 UV-visible spectrophotometer) and Flourimeter (VARIAN Cary Eclipse Fluorescence Spectrophotometer) in aqueous solution respectively.
General Procedure:

The catalyst, hydrated ferric sulfate (0.042 g, 0.1 mmol) was added to a stirred mixture of indole (0.117g, 1 mmol) and benzaldehyde (1 mmol) in 3 mL of ethanol at room temperature. Subsequently, benzenethiol (1.2 mmol) was added into it and stirring was further continued. After completion of the reaction as monitored by TLC, ethanol was removed in rotary evaporator and the crude residue was extracted with dichloromethane (2 × 15 mL). The organic layer was washed with water followed by brine solution. The organic extract was dried over anhydrous sodium sulfate and it was concentrated in a rotary evaporator. Finally, the crude residue was passed through a silica gel column to obtain the desired pure product 4.
Spectral data for ligand (4):

3-(Phenyl(phenylthio)methyl)-1H-indole (4): dark red semi-solid, Rf = 0.40, IR (KBr, cm-1): 3414 (-NH), 3049, 2917, 1613, 1454, 1333, 1176, 1090, 1023, 806, 740, 697; 1H NMR (400 MHz, CDCl3): δ 5.68 (s, 1H), 6.84 (s, 1H), 6.94-7.08 (m, 6H), 7.10 (s, 1H), 7.15 (t, J = 8.4 Hz, 4H), 7.34 (d, J = 7.6 Hz, 2H), 7.51 (d, J = 8.0 Hz, 1H), 7.68 (s, 1H, NH) ppm; 13C NMR (100 MHz, CDCl3): δ 49.9, 111.5, 116.3, 119.8 (2C), 122.5, 124.1, 126.4, 126.5, 127.3, 128.5 (2C), 128.6 (2C), 128.9 (2C), 130.5 (2C), 136.7, 136.8, 141.4 ppm; Anal Calcd. C21H17NS (315.43): requires C, 79.96; H,5.43; N, 4.44%. Found C, 79.82; H, 5.37; N, 4.35%.
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