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Spectral data of 1-ethyl-3-methylimidazolium ethylsulphate (lonic liquid)

'H-NMR (400 MHz, CDCls): Cationic part, 8 1.32 (t, 3H, CHs), 3.16 (s, 1H, CH), 3.79 (s, 3H,
N-CHj3), 4.07-4.13 (g, 2H, CHy), 7.38-7.44 (m, 2H, CH); Anionic part, 6 1.01 (t, 3H, CHj3), 3.80-
3.87 (q, 2H, CH,).
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Fig. S1 'H NMR of 1-ethyl-3-methylimidazolium ethylsulphate



BC-NMR (100 MHz, CDCls): Cationic part, & 15.0, 36.0, 44.8, 122.0, 123.8, 136.4;

Anionic part, 15.3, 63.0.
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Fig. S2 **C NMR of 1-ethyl-3-methylimidazolium ethylsulphate
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Fig. S3 Mass spectra of 1-ethyl-3-methylimidazolium ethylsulphate



Spectral Data of some 2,6-diarylpiperidinones

3-methyl-2,6-diphenylpiperidin-4-one (1a)

'H-NMR (400 MHz, CDCly): & 0.87 (d, 3H, -CHs), 2.66-2.83 (m, 3H, CH, CH,), 3.67 (d, 1H,

CH), 4.13 (d, 1H, CH), 4.83 (bs, 1H, -NH), 7.29-7.65 (m, 8H, Ar-H), 8.14 (d, 2H, Ar-H).

~~~~~~~~~~~~ m M Mmoo ~
SoeowlmhTImmmmn @ \Gm @ e ry @ o
el BR RSyt VR I v Farame(er
1
2 Tite
|3 Comment
4 Origin

BERANES
mmmmmmm

—4.83
4.13
3.67

Owner
Site

5

(]

i7 Spectrometer
8 Author

9 Solvent

10 Temperature

11 Pulse
Seguence

12 Number of
Scans

45 13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification
Date

19 Spectrometer
Freguency

20 Spectral Width

21 Lowest
Freguency

22 Nudleus

23 Acquired Size

24 Spectral Size

{ g_JLl_I,JL_N i

0hd—
257

030—
032—
030—
0.98—
Lo0

4
4
]
4
1

= = e e = = = ————
10 a 8 7 6 5
1 (ppm)

»
w
~
i
=
i
I~

Fig. S4 *H-NMR of 3-methyl-2,6-diphenylpiperidin-4-one (1a)
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BC-NMR (100 MHz, CDCly):  10.2, 50.8, 51.7, 61.6, 68.5, 126.6, 127.9, 128.5, 128.7, 130.2,
133.7, 141.7, 142.6, 209.8.
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Fig. S5 *C NMR spectra of 3-methyl-2,6-diphenylpiperidin-4-one (1a)
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Fig. S6 Mass spectra of 3-methyl-2,6-diphenylpiperidin-4-one (1a)



2,6-Bis-(4-methoxyphenyl)-3-methylpiperidin-4-one (1b)

'H-NMR (400 MHz, CDCls): & 0.85 (d, 3H, -CHs3), 2.20 (bs, 1H, -NH), 2.59-2.73 (m, 3H, -
CH,, CH), 3.58 (d, 1H, -CH), 3.83 (s, 6H, 2x-OCHj3), 4.07 (d, 1H, CH), 6.89-6.93 (m, 4H, Ar-
H), 7.38 (d, 2H, Ar-H), 7.41 (d, 2H, Ar-H).
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Fig. S7 'H NMR spectra of 2,6-Bis-(4-methoxyphenyl)-3-methylpiperidin-4-one (1b)



BC-NMR (100 MHz CDCl): & 10.2, 51.9, 55.3, 61.0, 67.9, 113.8, 114.00, 114.33, 127.6,

128.8, 134.2, 135.1, 159.1, 159.3, 209.3.
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Fig. S8 **C NMR spectra of 2,6-Bis-(4-methoxyphenyl)-3-methylpiperidin-4-one

(1b)
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Fig. S9 Mass spectra 2,6-Bis-(4-methoxyphenyl)-3-methylpiperidin-4-one (1b)



3-Methyl-2,6-di-p-tolylpiperidin-4-one (1d)
'H-NMR (400 MHz, CDCls): & 0.87 (d, 3H, -CHa), 2.37 (s, 3H, CHs), 2.47 (s, 3H, CH3), 2.75
(m, 3H, -CH, CHy), 3.62 (d, 1H, CH), 4.12 (g, 1H, CH), 5.22 (bs, 1H, -NH), 7.17-7.37 (m, 6H,

Ar-H), 8.05 (d, 2H, Ar-H).
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Fig. S10 *H-NMR of 3-Methyl-2,6-di-p-tolylpiperidin-4-one (1d)




3C-NMR (100 MHz, CDCls): & 10.2, 21.1, 50.9, 51.6, 61.4, 68.3, 126.4, 127.6, 129.2, 130.2,
137.5, 138.9, 139.8, 144.5, 210.0.
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Fig. S11 C-NMR of 3-Methyl-2,6-di-p-tolylpiperidin-4-one (1d)



Spectral Data of some selected 3,4-dihydropyrimidinones
5-(Ethoxycarbonyl)-6-methyl-4-phenyl-3, 4-dihydropyrimidin-2(1H)-one (4a)

'H-NMR (400 MHz, DMSO-dg): & 1.08-1.11 (t, 3H, -OCH,CHjs), 2.25 (s, 3H, -CH3), 3.96-
4.01 (g, 2H -OCH,CHj3), 5.16 (d, 1H, -CH), 7.23-7.34 (m, 5H, Ar-H), 7.74 (bs, 1H, -NH), 9.19
(bs, 1H, -NH).
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Fig. S12 'H NMR spectra of 5-(Ethoxycarbonyl)-6-methyl-4-phenyl-3, 4-
dihydropyrimidin-2(1H)-one (4a)



BC-NMR (100 MHz, DMSO-de): & 14.5, 18.2, 54.4, 59.7, 99.8, 126.7, 127.8, 128.9, 145.3,
148.8, 152.6, 165.8.
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Fig. S13 *C NMR spectra of 5-(Ethoxycarbonyl)-6-methyl-4-phenyl-3, 4-
dihydropyrimidin-2(1H)-one (4a)
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Sample Name

Inj Vol

Data Filename

Jupl Position Vial 22 Instrument Name
0.05 InjPosition SampleType

Jupid ACQ Method Common postive and n C

5G11351102
Sample

User Name
IRM Calibration Status
Acquived Thre

?:10 4
5.2
5.
4.8
4.6
4.4 4
4.2
4
‘3.8
3.6
3.4
3.z
3_

[
(o]

0.8+

+ESI Scan:1 (0.11-0.31 min, 10 Scans) Frag=135.0v JUP1.d

261.10

218.00 - ]

172.00 410.10 521.10

106.10 345.00

581.00

Not Applicable
4/2/2013 3:30:01 PM

50 100 150 200 250 300 350 400 450 500 550 600
Counts vs., Mass-to-Charge (m/z)

Fig. S14 Mass spectra of 5-(Ethoxycarbonyl)-6-methyl-4-phenyl-3, 4-
dihydropyrimidin-2(1H)-one (4a)
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5-(Ethoxycarbonyl)-4-(4-methoxyphenyl)-6-methyl-3, 4-dihydropyrimidin-2-(1H)-
one (4b)

'H-NMR (DMSO-dg): & 1.09-1.12 (t, 3H, -OCH,CHjs), 2.24 (s, 3H, -CH3), 3.37 (s, 3H, -
OCHs), 3.97-3.98 (q, 2H, -OCH,CH3), 5.09 (d, 1H, -CH), 6.87 (d, 2H, Ar-H), 7.13 (d,
2H, Ar-H), 7.68 (bs, 1H, -NH), 9.16 (bs, 1H, -NH).
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Fig. S15 "H NMR spectra 5-(Ethoxycarbonyl)-4-(4-methoxyphenyl)-6-methyl-3, 4-
dihydropyrimidin-2-(1H)-one (4b)



BC-NMR (DMSO-dg): & 14.6, 18.2, 53.8, 55.5, 59.6, 100.0, 114.2, 127.9, 137.5, 148.5,
152.6, 158.9, 165.8.
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Fig. S16 *C NMR spectra 5-(Ethoxycarbonyl)-4-(4-methoxyphenyl)-6-methyl-3, 4-
dihydropyrimidin-2-(1H)-one (4b)



5-(Ethoxycarbonyl)-4-(3-nitrophenyl)-6-methyl-3, 4-dihydropyrimidin-2(1H)-one (4e)
'H-NMR (400 MHz, DMSO-dg): & 1.08-1.12 (t, 3H, -OCH,CH3), 2.29 (s, 3H, -CH3), 3.96-
4.02 (q, 2H, -OCH,CH3), 5.26 (d, 1H, -CH), 7.50-7.52 (m, 2H, Ar-H), 8.21-8.24 (m, 2H, Ar-H),
7.91 (bs, 1H, -NH), 9.36 (bs, 1H, -NH).
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Fig. S17 'H NMR spectra 5-(Ethoxycarbonyl)-4-(3-nitrophenyl)-6-methyl-3, 4-
dihydropyrimidin-2(1H)-one (4e)



5-(Ethoxycarbonyl)-6-methyl-4-styryl-3, 4-dihydropyrimidin-2(1H)-one (4j)

'H-NMR (400 MHz, DMSO-dg): & 1.18-1.22 (t, 3H, -OCH,CH3), 2.20 (s, 3H, -CH3), 4.06-
4.11 (q, 2H, -OCH,CH3), 4.74 (d, 1H, -CH), 6.16-6.22 (dd,1H, -CH=C-H), 6.34-6.38 (d,1H, H-
C=CH) 7.23-7.41 (m, 5H, Ar-H), 7.55 (bs, 1H, -NH), 9.14 (bs, 1H, -NH).
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Fig. S18 'H NMR spectras-(Ethoxycarbonyl)-6-methyl-4-styryl-3, 4-dihydropyrimidin-
2(1H)-one (4))



BC-NMR (100 MHz, DMSO-d¢): & 14.7, 18.2, 52.3, 59.7,
130.4, 136.3, 149.0, 153.0, 165.7.
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Fig. S19 C NMR spectras-(Ethoxycarbonyl)-6-methyl-4-styryl-3, 4-dihydropyrimidin-

2(1H)-one (4))



5-(Ethoxycarbonyl)-6-methyl-3, 4-dihydropyrimidin-2-(1H)-one (4l)
'H-NMR (400 MHz, DMSO-d): & 1.17-1.19 (t, 3H, -OCH,CH3), 2.15 (s, 3H, -CH3), 3.88(s,
1H, -CH), 4.32-4.08 (q, 2H, -OCH,CH3), 7.03 (bs, 1H, -NH), 8.86 (bs, 1H, -NH).
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Fig. S20 'H NMR spectra of 5-(Ethoxycarbonyl)-6-methyl-3, 4-dihydropyrimidin-2-(1H)-
one (4l)



BBC-NMR (100 MHz, DMSO-de): & 14.6, 17.8, 36.7, 59.7, 95.4, 148.9, 153.4, 165.9.
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Fig. S21 *C NMR spectra of 5-(Ethoxycarbonyl)-6-methyl-3, 4-dihydropyrimidin-2-
(1H)-one (41)



