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General Information:
Chemicals were purchased from Alfa Aesar and used as received. 9-Anthraldehyde were directly purchased from Spectrochem Pvt. Ltd. 1 was prepared according to the literature. Flash Column Chromatography was performed using Silica Gel 60 (230-400 mesh). The 1H-NMR and 13C-NMR spectra was recorded on 400MHz Jeol NMR ECX 400 NMR spectrometer. UV-Vis spectra were recorded on Ocean Optics USB 4000 UV-Visible Spectrometer, using quartz cuvette with a path length of 1.0 cm. Fluorescence measurements were performed using a Cary Eclipse Fluorescence Spectrophotometer.








Synthesis of the receptor 1 
The 9-anthraldehyde (0.33 g, 1.60 mmol), 5a,6,6-trimethyl-2-nitro-6,12-dihydro-5aH-benzo[5,6][1,3]oxazino[3,2-a]indole (0.5 g, 1.61 mmol) and TFA (2 mL) were dissolved in methanol (20 mL) in a 100 mL round bottom flask and the reaction mixture refluxed for 12h. The solvent was concentrated and the residue was purified by using column chromatography [CH2Cl2/Hexane (1:1/ v: v)] to afford the product as yellow solid. Yield 72%. m.p. 166-172oC. FT-IR (KBr, ν/cm-1): 1173, 1337, 1516, 1588, 1730, 1914, 2923, 2856, 2959, and 3051.  1H-NMR (400MHz, DMSO-d6): 8.54 (s, 1H), 8.30 (d, 1H, J = 3.2 Hz), 8.08-8.05 (m, 3H), 7.77 (d, 2H, J = 9.2 Hz), 7.57 (d, 1H, J = 16.8Hz), 7.48 (t, 2H,  J = 6.8Hz), 7.39 (t, 2H, J = 8.4 Hz), 7.25 (d, 1H, J = 8.0 Hz), 7.15-7.10 (dd, 2H, J = 8.4 Hz), 6.88-6.85 (dd, 2H, J = 8.0 Hz), 6.25 (d, 1H, J = 16.8 Hz), 5.07 (s, 1H), 4.70 (s, 1H), 1.68 (brs, 2H), 1.25 (m, 4H). 13C-NMR (100MHz, DMSO-d6): 159.0, 146.7, 140.5, 137.4, 132.8, 132.5, 130.8, 130.6, 128.7, 128.5, 127.6, 126.7, 126.0, 125.3, 124.6, 123.8, 123.5, 122.3, 121.4, 120.3, 118.2, 108.9, 103.3, 49.4, 30.3, 28.3, 23.1, 22.4.  HR-MS: m/z = Calculated 498.1943; found [M+H]+ 499.2011.
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Figure S1. The 1H-NMR spectrum of the receptor 1.
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Figure S2A. The 13C-NMR spectrum of the receptor 1 in DMSO-d6.
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Figure S2B. Partial 13C-NMR spectrum of the receptor 1 in DMSO-d6.
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Figure S3. FT-IR spectrum of the receptor 1.
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Figure S4. High Resolution Mass spectrum of the receptor 1.


    
[bookmark: _GoBack]Figure S5. UV-Vis spectrum of the receptor 1 (CH3CN, 298K, 25 μM) before (a) and after TFA (1.0 eq, b) and then TEA (1.0 Eq, c)

      
Figure S6. UV-Vis spectrum of the receptor 1 (CH3CN, 298K, 25 μM) upon treatment with TFA (1.0-10 eq.).

 


Figure S7. Determination of detection limit of receptor 1 (CH3CN, 298K, 25 μM) after subsequent addition of TFA.



Figure S8. Reversibility of the receptor 1 with alternative addition of TFA and TEA. 




Figure S9. Determination of the fluorescence detection limit of receptor 1 in the presence of TFA.
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Qualitative Compound Report

Data File KP 186Ad Sample Name  KP 186A
Sample Type Sample Position 285

Instrument Name Instrument 1 User Name SMILY

Acq Method 29.10.2014.m Acquired Time  20-08-2015 16:53:37
IRM Calibration Status UGS R vA Method Default.m
Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (85125)

Compound Table

MFG DI
[ Label RT Mass Formula MEG Formula (ppm) DB Formula
Cpd 2: C33 H26 N2 03 11| 498.1937 C33 H26 N2 03 C33 H26 N2 03 128 C33 H26 N2 03

Compound Label  |m/z 3 rithm _Mass__
Cpd 2: C33 H26 N2 03 499.2011 11 ‘Flnd by Molecular Feature 498.1937
MFE MS Spectrum

x10 5 [Cpd 2: C33 H26 N2 03: +ES| MFE Spectrum (# 7-42) Frag=135.0V KP 186A.d

8
3
4
2
0
200 400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
10 5 |Cpd 2: C33 H26 N2 O3: +ESI MFE Spectrum (# 7-42) Frag=135.0V KP 186A.d

8

499.2011
([C33 H26 N2 O3]+H)+

499.£011
(IC33 H26 N2 O3)+H)+

6
4
2 537.1604
| (IC30 H30 N2 O3 S}#+K)+
470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund Formula Ton
499.2011] 1 | 954797.06 [C33 H26 N2 03 [(M+H)+
5002041 1 | 341530.09|C33 H26 N2 03 [(M+H)+
501.2067| 1 64878.35 |C33 H26 N2 03 [(M+H)+
502.2087] 1 9169.74|C33 H26 N2 03 [(M+H)+
503.2063] 1 947.56 |C33 H26 N2 03 [(M+H)+
537.1604] 1 500.89]C30 H30 N2 03 § (M+K)+

-~ End Of Report -—
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