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General information: All the melting points were determined on a Fisher-Johns melting
point apparatus and are uncorrected. Analytical TLC was performed on Merck precoated 60
F,s4 silica gel plates. Visualization was done by exposing to iodine vapour. IR spectra (KBr
pellet) were recorded on a Perkin-Elmer BX series FT-IR spectrometer. 'H NMR spectra
were recorded on a Varian Gemini 300 MHz spectrometer. '3C NMR spectra were recorded
on a Bruker 75 MHz spectrometer. Chemical shift values are given in ppm (J) with
tetramethyl silane as internal standard. High-resolution mass spectra (HRMS) were recorded
on Q-TOF Micro mass spectrometer.

3-Methyl-4-nitro-5-(2-phenyl-3-(quinolin-2-yl)propyl)isoxazole (3aa):

HsC NOz _
DI LI
\O N
Yield: 90%, mp 140-142 °C. IR (KBr): 2948, 2840, 1642, 1575, 1390, 1060 cm. '"H NMR (300
MHz, CDCl;) : 0 2.23 (s, 3H), 3.05-3.12 (m, 2H), 3.52-3.63 (m, 1H), 4.09-4.18 (m, 2H), 7.22-7.69 (m,
10H), 8.19 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCl;): & 12.7, 32.9, 41.1, 43.9, 122.8, 123.3,

125.7,126.0, 126.7, 127.2, 127.9, 128.0, 128.9, 129.2, 129.5, 130.5, 136.2, 144.7, 148.0, 156.2, 159.3,
161.5. HRMS (ESI-MS) calcd for C,,H;9N3NaO; (M + Na)*396.1324, found 396.1330.

3-Methyl-4-nitro-5-(3-(quinolin-2-yl)-2-(p-tolyl)propyl)isoxazole (3ab):

Yield: 85%, mp 136-138 °C. IR (KBr): 2941, 2850, 1640, 1572, 1386, 1053 cm'. 'H NMR (300
MHz, CDCLy) : § 2.10 (s, 3H), 2.49 (s, 3H, CH;), 3.03-3.15 (m, 2H), 3.68-3.79 (m, 1H), 4.02-4.12 (m,
2H), 7.22-7.55 (m, 9H), 8.16 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCly): & 11.7, 26.3, 32.0,
41.7, 43.6, 121.1, 122.8, 126.6, 126.7, 127.4, 127.8, 128.4, 128.9, 129.2, 129.5, 131.7, 134.5, 136.3,
144.0, 148.2, 156.1, 159.3, 160.9. HRMS (ESI-MS) calcd for CpHy N;NaO; (M + Na)* 410.1481,
found 410.1486.

3-Methyl-4-nitro-5-(3-(quinolin-2-yl)-2-(o-tolyl)propyl)isoxazole (3ac):

o)
Hscm
/\ O
N\O \N

Yield: 82%, mp 133-135 °C. IR (KBr): 2952, 2845, 1647, 1570, 1382, 1065 cm™. 'H NMR (300
MHz, CDCl;) : 6 2.08 (s, 3H), 2.40 (s, 3H), 3.04-3.12 (m, 2H), 3.48-3.62 (m, 1H), 4.00-4.14 (m, 2H),
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7.19-7.73 (m, 9H), 8.14 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCL): § 12.7, 25.4, 32.1, 41.0,
43.3,122.9, 123.7, 126.4, 126.7, 127.2, 127.5, 128.5, 128.9, 129.6, 129.9, 130.4, 133.7, 137.3, 144.3,
148.4, 156.3, 159.5, 161.7. HRMS (ESI-MS) calcd for C»3H, N3NaO; (M + Na)* 410.1481, found
410.1481.

5-(2-(4-Methoxyphenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3ad):

Yield: 90%, mp 137-139 °C. IR (KBr): 2946, 2851, 1640, 1573, 1380, 1060 cm™. 'H NMR (300
MHz, CDCLy) : § 2.11 (s, 3H), 3.02-3.13 (m, 2H), 3.51 (s, 3H, OCH3), 3.65-3.70 (m, 1H), 4.01-4.12
(m, 2H), 7.25-7.76 (m, 9H), 8.17 (d, J = 8.6 Hz, 1H). '*C NMR (75 MHz, CDCl;): § 12.0, 32.4, 41.2,
432, 60.4, 122.9, 123.7, 126.0, 126.9, 127.2, 127.8, 128.3, 128.5, 129.3, 129.9, 131.2, 137.3, 144.3,
149.1, 152.3, 156.2, 159.5, 161.3. HRMS (ESI-MS) caled for Cp3H,N;NaO, (M + Na)* 426.1430,
found 426.1439.

5-(2-(2-Methoxyphenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3ae):

HyC Noz o¢ a‘
"\ O
N, SN

(0)

Yield: 85%, mp 130-132 °C. IR (KBr): 2940, 2843, 1644, 1570, 1381, 1058 cm'. '"H NMR (300
MHz, CDCl;) : 6 2.07 (s, 3H), 3.00-3.15 (m, 2H), 3.57 (s, 3H, OCH3;), 3.63-3.69 (m, 1H), 4.03-4.08
(m, 2H), 7.18-7.73 (m, 9H), 8.20 (d, /= 8.6 Hz, 1H). '3C NMR (75 MHz, CDCl;): 6 11.7, 32.0, 41.5,
43.3, 60.1, 121.3, 123.7, 126.3, 126.7, 127.4, 127.8, 128.0, 128.6, 129.1, 129.7, 131.2, 136.6, 144.4,
148.6, 152.3, 156.2, 159.1, 161.1. HRMS (ESI-MS) calcd for Cy;H;N3sNaO, (M + Na)* 426.1430,
found 426.1435.

5-(2-(4-Chlorophenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3af):

Yield: 92%, mp 141-143 °C. IR (KBr): 2948, 2852, 1640, 1575, 1378, 1063 cmr'. 'H NMR (300
MHz, CDCly) : 9 2.02 (s, 3H), 3.08-3.18 (m, 2H), 3.60-3.70 (m, 1H), 4.02-4.13 (m, 2H), 7.21-7.70 (m,
9H), 8.19 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCLy): & 12.4, 32.3, 41.1, 43.6, 122.8, 123.9,
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126.1, 126.8, 127.2, 127.5, 128.3, 128.6, 129.4, 129.6, 130.0, 132. 3, 136.9, 144.3, 149.3, 156.3,
159.4, 161.0. HRMS (ESI-MS) caled for C,,H3CIN;NaO; (M + Na)*™430.0934, found 430.0941.

5-(2-(2-Chlorophenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3ag):

Yield: 75%, mp 144-146 °C. IR (KBr): 2945, 2850, 1646, 1573, 1370, 1055 cm™. 'H NMR (300
MHz, CDCL;) : § 2.09 (s, 3H), 3.06-3.18 (m, 2H), 3.61-3.68 (m, 1H), 4.05-4.14 (m, 2H), 7.20-7.75 (m,
9H), 8.16 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCLy): & 12.1, 32.3, 41.6, 43.1, 121.5, 123.2,
126.0, 126.7, 127.2, 127.5, 128.1, 128.8, 129.2, 129.7, 131.3, 134.2, 136.4, 144.5, 148.2, 156.1, 159.0,
161.7. HRMS (ESI-MS) caled for C,H,sCIN;NaO; (M + Na)* 430.0934, found 430.0934.

5-(2-(2,4-Dichlorophenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3ah):

Yield: 72%, mp 149-151 °C. IR (KBr): 2948, 2856, 1640, 1570, 1373, 1052 cm’. 'H NMR (300
MHz, CDCls) : 6 2.19 (s, 3H), 3.06-3.14 (m, 2H), 3.60-3.68 (m, 1H), 4.08-4.17 (m, 2H), 7.23-7.72 (m,
8H), 8.21 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCLy): & 12.2, 32.9, 41.5, 43.4, 125.4, 126.2,
126.5, 127.3,127.5, 128.0, 128.2, 129.8, 129.9, 131.3, 132.0, 134.5, 136.7, 144.8, 149.7, 156.4, 159.6,
161.5. HRMS (ESI-MS) calcd for Cy,H,,C1,N;NaO; (M + Na)* 464.0545, found 464.0545.

5-(2-(4-Bromophenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3ai):
Br

HsC NOz _
. 0
Yield: 90%, mp 153-155 °C. IR (KBr): 2941, 2853, 1647, 1570, 1375, 1057 cm’. '"H NMR (300
MHz, CDCl;) : 6 2.12 (s, 3H), 3.05-3.15 (m, 2H), 3.62-3.68 (m, 1H), 4.02-4.11 (m, 2H), 7.22-7.73 (m,
9H), 8.23 (d, J = 8.6 Hz, 1H). *C NMR (75 MHz, CDCl;): 8 12.6, 32.9, 41.3, 43.6, 123.2, 124.7,
125.9,126.3, 126.7, 127.2, 127.8, 128.3, 128.6, 129.4, 129.9, 130.6, 136.8, 144.4, 148.2, 156.1, 159.0,
160.6. HRMS (ESI-MS) calcd for C,,H;sBrN;NaO; (M + Na)*474.0429, found 474.0429.
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5-(2-(2-Bromophenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3aj):

NO O Br
Hacme
7\
N\O \N

Yield: 82%, mp 150-152 °C. IR (KBr): 2945, 2850, 1641, 1556, 1370, 1060 cm. 'H NMR (300
MHz, CDCl;) : 6 2.04 (s, 3H), 3.06-3.13 (m, 2H), 3.60-3.66 (m, 1H), 4.04-4.16 (m, 2H), 7.18-7.69 (m,
9H), 8.11 (d, J = 8.6 Hz, 1H). *C NMR (75 MHz, CDCl;): 8 11.9, 32.3, 41.0, 43.5, 121.0, 123.4,
125.5, 126.1, 126.0, 127.1, 127.6, 128.3, 128.7, 129.2, 129.7, 131.0, 136.3, 144.1, 148.0, 156.4, 159.2,
161.6. HRMS (ESI-MS) calcd for Cy,H;3sBrN;NaO; (M + Na)*474.0429, found 474.0436.

5-(2-(4-Fluorophenyl)-3-(quinolin-2-yl)propyl)-3-methyl-4-nitroisoxazole (3ak):

Yield: 85%, mp 143-145 °C. IR (KBr): 2940, 2849, 1640, 1550, 1377, 1058 cm™. 'H NMR (300
MHz, CDCl;) : 6 2.11 (s, 3H), 3.04-3.11 (m, 2H), 3.54-3.68 (m, 1H), 4.02-4.16 (m, 2H), 7.22-7.70 (m,
9H), 8.16 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCLy): & 12.2, 32.7, 41.5, 43.5, 116.3, 122.9,
123.8, 125.9, 126.0, 126.7, 127.2, 127.9, 128.6, 129.0, 129.7, 130.2, 136.8, 144.4, 148.6, 156.1, 159.5,
160.6. HRMS (ESI-MS) calcd for C,,H,sFN;NaO; (M + Na)* 414.1230, found 414.1230.

3-Methyl-4-nitro-5-(2-(4-nitrophenyl)-3-(quinolin-2-yl)propyl)isoxazole (3al):

Yield: 78%, mp 127-129 °C. IR (KBr): 2948, 2850, 1644, 1555, 1370, 1055 cm'. '"H NMR (300
MHz, CDCls) : 6 2.10 (s, 3H), 3.06-3.17 (m, 2H), 3.61-3.70 (m, 1H), 4.05-4.16 (m, 2H), 7.20-7.70 (m,
9H), 8.19 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCL): § 12.0, 32.4, 41.1, 43.7, 122.7, 123.7,
124.9, 126.5, 126.8, 127.4, 127.6, 128.3, 129.4, 129.6, 130.3, 137.4, 141.3, 145.7, 147.9, 156.5, 159.2,
161.9. HRMS (ESI-MS) caled for C,H,sN,NaOs (M + Na)* 441.1175, found 441.1182.

3-Methyl-4-nitro-5-(2-phenyl-3-(pyridin-2-yl)propyl)isoxazole (3ba):

NO
H3C 2 _

I\
N NS
0 N

Yield, 85%, mp 101-103 °C. IR (KBr): 2945, 2848, 1640, 1570, 1380, 1056 cm”. 'H NMR (300
MHz, CDCly): 8 2.20 (s, 3H), 3.20-3.42 (m, 2H), 3.75-3.81 (m, 1H), 4.05-4.13 (m, 2H), 7.21-7.70 (m,
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8H), 8.18 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCls, & ppm): 6 11.7, 33.6, 42.3, 44.5, 122.6,
123.7, 125.3, 126.0, 126.5, 128.3, 128.9, 130.3, 137.4, 145.9, 148.3, 156.6, 158.1, 162.4. HRMS (ESI-
MS) calcd for C1gH17N3NaOs (M + Na)* 346.1168, found 346.1168.

3-Methyl-5-(3-(6-methylpyridin-2-yl)-2-phenylpropyl)-4-nitroisoxazole (3ca):

I |
N\o N
Yield, 80%, mp 106-108 °C. IR (KBr): 2952, 2845, 1647, 1565, 1385, 1060 cm''. 'H NMR (300

MHz, CDCly): & 2.03 (s, 3H), 2.50 (s, 3H), 3.23-3.30 (m, 2H), 3.72-3.80 (m, 1H), 4.03-4.11 (m, 2H),
7.22-7.69 (m, 7H), 8.10 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCls, § ppm): 6 12.1, 24.1, 33.4,
42.7, 445, 122.9, 123.3, 125.7, 126.0, 126.5, 128.2, 128.4, 130.4, 136.7, 145.0, 148.7, 156.7, 159.5,
161.5. HRMS (ESI-MS) calcd for C1oH;oN;NaO; (M + Na)* 360.1324, found 360.1334.

3-Methyl-5-(3-(4-methylpyridin-2-yl)-2-phenylpropyl)-4-nitroisoxazole (3da):
H3C NOZ Ph -
A\ |
N\O N
Yield, 82%, mp 100-102 °C. IR (KBr): 2950, 2855, 1642, 1561, 1380, 1055 cm’'. 'H NMR (300
MHz, CDCL): ¢ 2.08 (s, 3H), 2.52 (s, 3H), 3.20-3.28 (m, 2H), 3.70-3.80 (m, 1H), 4.00-4.07 (m, 2H),
7.21-7.70 (m, 7H), 8.15 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCl;, 6 ppm): ¢ 12.0, 24.3, 33.0,
425,442, 121.0, 122.8, 125.2, 126.3, 126.8, 128.3, 128.7, 130.1, 136.5, 145.7, 148.2, 156.0, 158.4,

162.2. HRMS (ESI-MS) calcd for C;9H;9N;NaO; (M + Na)*360.1324, found 360.1329.

3-Methyl-5-(3-(3-methylpyridin-2-yl)-2-phenylpropyl)-4-nitroisoxazole (3ea):
H3C NOZ Ph =

7\ N

N N

Yield, 75%, mp 107-109 °C. IR (KBr): 2948, 2851, 1643, 1566, 1384, 1050 cm''. 'H NMR (300
MHz, CDCL): ¢ 2.11 (s, 3H), 2.55 (s, 3H), 3.22-3.31 (m, 2H), 3.73-3.81 (m, 1H), 4.05-4.12 (m, 2H),
7.20-7.69 (m, 7H), 8.11 (d, J = 8.6 Hz, 1H). *C NMR (75 MHz, CDCl;, & ppm): ¢ 12.5, 24.9, 33.3,
42.2,44.4, 121.1, 122.5, 125.1, 126.0, 126.6, 128.2, 128.8, 130.4, 136.8, 145.9, 148.0, 156.3, 158.1,

162.6. HRMS (ESI-MS) caled for C;H,oN3NaO; (M + Na)* 360.1324, found 360.1334.

3-Methyl-5-(3-(6-methylquinolin-2-yl)-2-phenylpropyl)-4-nitroisoxazole (3fa):

H,C  NO; CHj
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Yield: 80%, mp 118-120 °C. IR (KBr): 2949, 2856, 1642, 1570, 1380, 1059 cm. 'H NMR (300
MHz, CDCLy) : § 2.07 (s, 3H), 2.50 (s, 3H, CHs), 3.04-3.16 (m, 2H), 3.52-3.68 (m, 1H), 4.04-4.17 (m,
2H), 7.19-7.71 (m, 9H), 8.15 (d, J = 8.6 Hz, 1H). *C NMR (75 MHz, CDCly): & 12.5, 26.9, 34.7,
413, 43.5,122.9, 123.1, 126.6, 126.7, 127.4, 127.9, 128.5, 128.9, 129.5, 129.9, 131.7, 134.4, 136.0,
144.3, 1482, 156.1, 159.8, 160.8. HRMS (ESI-MS) calcd for Cy;HyN3NaO; (M + Na)* 410.1481,
found 410.1481.

5-(3-(6-Methoxyquinolin-2-yl)-2-phenylpropyl)-3-methyl-4-nitroisoxazole (3ga):

NO.
HsC, 2 oy A ‘ OCH,4

N Sy
Yield: 78%, mp 123-125 °C. IR (KBr): 2952, 2846, 1645, 1570, 1375, 1054 cm™. 'H NMR (300
MHz, CDCL) : § 2.13 (s, 3H), 3.04-3.15 (m, 2H), 3.49 (s, 3H, OCH3), 3.54-3.67 (m, 1H), 4.02-4.17
(m, 2H), 7.21-7.70 (m, 9H), 8.20 (d, J = 8.6 Hz, 1H). '*C NMR (75 MHz, CDCl;): § 11.8, 32.0, 41.4,
43.2, 60.6, 123.9, 125.1, 126.0, 126.6, 127.3, 127.6, 128.1, 128.6, 129.3, 129.9, 131.4, 139.8, 144.9,
149.7, 152.1, 156.1, 159.3, 161.8. HRMS (ESI-MS) caled for Cp3H,N;NaO, (M + Na)* 426.1430,

found 426.1430.

5-(3-(8-Methoxyquinolin-2-yl)-2-phenylpropyl)-3-methyl-4-nitroisoxazole (3ha):

Hc.  NO;
s PR

v N

OCHs
Yield: 75%, mp 119-121 °C. IR (KBr): 2948, 2851, 1640, 1580, 1372, 1061 cm-. 'H NMR (300
MHz, CDCLy) : 6 2.09 (s, 3H), 3.01-3.13 (m, 2H), 3.50 (s, 3H, OCHs), 3.61-3.70 (m, 1H), 4.003-4.09
(m, 2H), 7.20-7.73 (m, 9H), 8.17 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCLy): & 12.4, 32.6, 41.9,
43.1, 60.7, 121.0, 123.3, 126.0, 126.7, 127.3, 127.9, 128.3, 128.8, 129.0, 129.9, 131.5, 136.0, 144.3,
148.2, 152.3, 156.8, 159.0, 161.1. HRMS (ESI-MS) calcd for Co3Hy N;NaO, (M + Na)* 426.1430,

found 426.1442.

5-(3-(6-Chloroquinolin-2-yl)-2-phenylpropyl)-3-methyl-4-nitroisoxazole (3ia):

HsC  NO
3 Ph = ‘ Cl

I ALK,

Yield: 90%, mp 129-131 °C. IR (KBr): 2945, 2850, 1644, 1570, 1371, 1058 cm''. "H NMR (300
MHz, CDCl;) : 6 2.11 (s, 3H), 3.04-3.17 (m, 2H), 3.56-3.68 (m, 1H), 4.04-4.14 (m, 2H), 7.20-7.72 (m,
9H), 8.20 (d, J = 8.6 Hz, 1H). '3C NMR (75 MHz, CDCl;): & 11.8, 32.2, 41.3, 43.7, 122.6, 123.9,
126.2, 126.6, 127.4, 127.9, 128.1, 128.6, 129.4, 129.6, 130.3, 132.3, 136.9, 144.0, 148.3, 156.5, 159.3,

161.9. HRMS (ESI-MS) calcd for C,,H;sCIN;NaO; (M + Na)*430.0934, found 430.0934.
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5-(3-(6-Bromoquinolin-2-yl)-2-phenylpropyl)-3-methyl-4-nitroisoxazole (3ja):

HyC.  NO2 B
s P '

I <

\o N
Yield: 85%, mp 135-137 °C. IR (KBr): 2948, 2850, 1645, 1576, 1369, 1063 cm-. 'H NMR (300
MHz, CDCl;) : 6 2.02 (s, 3H), 3.04-3.17 (m, 2H), 3.60-3.68 (m, 1H), 4.00-4.13 (m, 2H), 7.22-7.70 (m,
9H), 8.20 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCLy): & 11.6, 32.5, 41.2, 43.5, 122.0, 123.4,
125.8, 126.1, 126.9, 127.0, 127.9, 128.3, 128.5, 129.3, 129.8, 130.5, 136.5, 144.6, 148.4, 156.2, 159.1,

161.5. HRMS (ESI-MS) caled for C,,H sBrN;NaO; (M + Na)*474.0429, found 474.0439.

5-(3-(6-Fluoroquinolin-2-yl)-2-phenylpropyl)-3-methyl-4-nitroisoxazole (3ka):

HyC.  NO; F

Yield: 75%, mp 126-128 °C. IR (KBr): 2951, 2854, 1646, 1557, 1370, 1056 cm’'. '"H NMR (300
MHz, CDCl;) : 6 2.10 (s, 3H), 3.03-3.14 (m, 2H), 3.59-3.65 (m, 1H), 4.01-4.15 (m, 2H), 7.20-7.70 (m,
9H), 8.10 (d, J = 8.6 Hz, 1H). *C NMR (75 MHz, CDCl;): § 12.6, 32.0, 41.0, 43.2, 116.7, 121.0,
123.6, 125.3, 126.3, 126.9, 127.1, 127.6, 128.2, 129.3, 129.8, 131.7, 136.4, 144.3, 148.4, 156.2, 159.0,
161.7. HRMS (ESI-MS) calcd for C,,H sFN;3;NaO3; (M + Na)*414.1230, found 414.1238.

3-Methyl-4-nitro-5-(3-(6-nitroquinolin-2-yl)-2-phenylpropyl)isoxazole (3la):

HyC  NO;
3 Ph /‘ NO,

N Sy
Yield: 80%, mp 115-117 °C. IR (KBr): 2945, 2849, 1640, 1570, 1375, 1062 cm'. 'H NMR (300
MHz, CDCly) : 6 2.20 (s, 3H), 3.02-3.16 (m, 2H), 3.60-3.69 (m, 1H), 4.01-4.15 (m, 2H), 7.18-7.69 (m,
9H), 8.15 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCL): § 11.9, 32.0, 41.3, 43.5, 122.2, 123.3,
125.0, 126.0, 126.5, 127.1, 127.8, 128.3, 129.2, 129.6, 130.3, 136.4, 141.0, 145.2, 148.9, 156.6, 159.4,

161.5. HRMS (ESI-MS) calcd for C,,H;sN4NaOs (M + Na)*441.1175, found 441.1187.

3-Methyl-4-nitro-5-(2-phenyl-3-(6-(trifluoromethyl)quinolin-2-yl)propyl)isoxazole (3ma):

NO
HsC, 2 o o ‘ CF,

RSP
Yield: 72%, mp 111-113 °C. IR (KBr): 2950, 2852, 1640, 1573, 1378, 1060 cm'. 'H NMR (300
MHz, CDCL;) : § 2.11 (s, 3H), 3.02-3.11 (m, 2H), 3.60-3.68 (m, 1H), 4.04-4.17 (m, 2H), 7.20-7.69 (m,
9H), 8.18 (d, J = 8.6 Hz, 1H). '3C NMR (75 MHz, CDCLy): § 12.0, 25.7, 32.2, 41.4, 43.6, 122.3,
123.7,125.3, 126.2, 126.7, 127.1, 127.7, 128.1, 128.9, 129.4, 129.6, 130.3, 136.4, 144.2, 148.2, 156.3,

159.4, 161.5. HRMS (ESI-MS) caled for C,3H,5F;N3;NaO; (M + Na)*464.1198, found 464.1198.
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3-Methyl-4-nitro-5-(2-phenyl-3-(quinoxalin-2-yl)propyl)isoxazole (3na):

Hsc  NO; o AN
3 _TL)
\O N
Yield: 52%, mp 150-152 °C. IR (KBr): 2945, 2843, 1640, 1570, 1380, 1055 cm''. '"H NMR (300
MHz, CDCl;) : 6 2.01 (s, 3H), 3.20-3.34 (m, 2H), 3.60-3.67 (m, 1H), 4.02-4.13 (m, 2H), 7.20-7.70 (m,
9H), 8.15 (d, J = 8.6 Hz, 1H). 3C NMR (75 MHz, CDCl;): & 12.2, 33.4, 41.1, 44.1, 125.7, 126.0,
126.5,127.7,128.2, 128.5, 128.9, 129.0, 129.8, 130.4, 136.7, 142.5, 145.7, 149.5, 156.7, 157.3, 159.5.
HRMS (ESI-MS) calcd for C;,HoN3;NaO; (M + Na)*397.1277, found 397.1289.

3-Phenyl-5-(2-phenyl-3-(quinolin-2-yl)propyl)isoxazole-4-carbonitrile (5):

Yield: 82%, mp 151-153 °C. IR (KBr): 2948, 2840, 2195, 1640, 1060 cm”. 'H NMR (300 MHz,
CDCLy): 6 3.13-3.18 (m, 2H), 3.49-3.54 (m, 1H), 4.15-4.19 (m, 2H), 7.20-7.80 (m, 15H), 8.22 (d, J =
8.5 Hz, 1H). HRMS (ESI-MS) caled for CogH, N3NaO (M + Na)* 438.1582, found 438.1589.
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'H NMR of compound 3ac
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13C NMR of compound 3ai
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13C NMR of compound 3ak
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TH NMR of compound 3al

10—

EFTE—

ETTr—
£LEr—

L9
:‘RW
9SLL

e
SL'ETT
06'¥Z1
10921
£5'971
65LTT ./

mmmﬁ
mm,mﬂ W
YIEZT \ﬁ
20T

ovLEr—
eI —

SLSHT—
06¢rT—

¥5'95T—

L2651—
06'191—

10

20

30

40

50

60

70

100 90 80
f1 (ppm)

110

120

130

140

150

160

13C NMR of compound 3al

Fre

m
|
|
,
|
| |
dd ==
f.vS.N N

|
|
[ p—
| ,

Foot

2.5 2.0

3.0

4.5 4.0 3.5

S119

f1 (ppm)

5.0

5.5




TH NMR of compound 3ba
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TH NMR of compound 3ca
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13C NMR of compound 3la
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'H NMR of compound 3na
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