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S1. SPECTRAL DATA SCANS OF ALL COMPOUNDS

Sl.a. 'H, ®C and DEPT-135 NMR spectrum of ethyl 6-methoxy-4-phenylquinoline-2-
carboxylate (1a)
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S1.b. 'H, 3C and DEPT-135 NMR spectrum of ethyl 6-methoxy-4-p-tolylquinoline-2-
carboxylate (1b)
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Sl.c. 'H, 13C and DEPT-135 NMR spectrum of ethyl 6-methoxy-4-(thiophen-3-yl)quinoline-2-

carboxylate (1c)
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S1.d. 'H, 13C, DEPT-135 and "F NMR spectrum of ethyl 4-(4-(trifluoromethyl)phenyl)-6-
methoxyquinoline-2-carboxylate (1d)
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Sl.e. 'H, '3C and DEPT-135 NMR spectrum of ethyl 4-(4-tert-butylphenyl)-6-methoxyquinoline-
2-carboxylate (1e)
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Sl.g. 'H, BC and DEPT-135 NMR
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'H, 13C and DEPT-135 NMR spectrum of ethyl 8-phenyl-[1,3]dioxolo[4,5-g]quinoline-6-

carboxylate (1i)
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S2.j. 'H, 3C and DEPT-135 NMR spectrum of ethyl 8-p-tolyl-[1,3]dioxolo[4,5-g]quinoline-6-

carboxylate (1j)
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S2.k. 'H, 3C, DEPT-135 and '""F NMR spectrum of ethyl 8-(4-(trifluoromethyl)phenyl)-
[1,3]dioxolo[4,5-g]quinoline-6-carboxylate (1k)
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S2.1. 'H, 3C and DEPT-135 NMR spectrum of ethyl 8-m-tolyl-[1,3]dioxolo[4,5-g]quinoline-6-

carboxylate (11)
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S2.m. 'H, *C and DEPT-135 NMR
glquinoline-6-carboxylate (1m)

spectrum of ethyl 8-(3-chlorophenyl)-[1,3]dioxolo[4,5-
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'H, 13C and DEPT-135 NMR Spectrum of ethyl 8-(4-ethynylphenyl)-[1,3]dioxolo[4,5-

g]quinoline-6-carboxylate (1n)
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S2.0. 'H, 3C, DEPT-135 and '"F NMR spectrum of ethyl 8-(4-(trifluoromethoxy)phenyl)-

[1,3]dioxolo[4,5-g]quinoline-6-carboxylate (10)
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'H, 13C and DEPT-135 NMR spectrum of ethyl 6,7-dimethoxy-4-phenylquinoline-2-

carboxylate (1p)
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S3.q. 'H, 13C
dimethoxyquinoline-2-carboxylate (1q)
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S4.r. 'H, BC and DEPT-135 NMR spectrum
carboxylate (1r)

of ethyl 6-(benzyloxy)-4-phenylquinoline-2-
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S4.,s. 'H, BC and DEPT-135 NMR
chlorophenyl)quinoline-2-carboxylate (1s)
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S2.  Redox potential measurement of compound 1o

S2a. Cyclic voltammogram trace of compound 10

Current / 1le-6A

'90 E T T T [ T LI T I T T T T T T

Current / 1e-6A

6.0 T

-10 08 -06 -04 -02 0 02 04

Potential / V

Current / 1e-6A

Y S S S
412 08 04 0 04

Potential / V

0.8

June 18, 2014 15:33:52
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File: 1lim-226c8.bin

Init E (V) = -1.2
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Low E (V) =-1.2

Init P/IN = P

Scan Rate (V/s) = 0.05
Segment = 2
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Sensitivity (A/V) = 1e-5
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S2b. Cyclic voltammogram trace of tetrabutylammonium perchlorate (ACN)
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June 18, 2014 16:17:09
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File: iiim perchlorate free.bin

Init E (V) =-1.2

High E (V) = 1.2
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S3. LCMS analysis of the reaction mixture

The reaction was carried out using optimized reaction conditions (Entry 16 of Table 1). The
LCMS analysis was done after 45 min reaction time.
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LC-ESI-MS/MS analysis was carried out on Agilent Triple-Quad LC-MS/MS system (model
6410). Liquid chromatography analyses were carried out using an Agilent 1260 Infinity (Agilent,
USA) quaternary pump equipped with an autosampler, column heater and online degasser. A
Chromolith C;g (Merck, Germany) column (55 x 4.6 mm) was used at 30 °C temperature and the
injection volume was 10 pl. The elution was carried out with binary solvent system consisting of
0.1% formic acid in water (solvent A) and acetonitrile (solvent B) at a constant flow-rate of 0.5

ml/min. The gradient elution was used, as depicted in Table S1-a.

Table S1-a. Gradient details used in LC-ESI-MS/MS analysis

Time Solvent A (water) Solvent B (acetonitrile) | Flow rate (ml/min)
0 90 10 0.5
10 40 60 0.5
15 40 60 0.5
17 90 10 0.5
20 90 10 0.5

Table S1-b. Instrument parameters during LC-ESI-MS analysis

Source parameters Autosampler parameters Quaternary pump parameters
Gas Temp. 300 °C Injection volume | 10 pl Run time 20 min
Gas flow 12 L/min | Eject speed 200 pl/min | Flow rate 0.5

ml/min
Nebulizer 50 psi Draw speed 200 pl/min | Elution Gradient™
pressure
Capillary 4000 v
voltage
Cell Acc(v) |7V

* Gradient system is provided in Table S1-a
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