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Experimental:

General remarks

Unless otherwise stated, all reagents were purchased from commercial sources and
used without further purification. Reaction progress was monitored by TLC using
Merck silica gel 60 F,s4 (0.25mm) with detection by UV or iodine. Chromatography
was performed using Merck silica gel (60-120) mesh size with freshly distilled
solvents. Columns were typically packed as slurry and equilibrated with the
appropriate solvent system prior to use. '"H NMR (400 MHz and 600 MHz) and *C
NMR (100 MHz and 150 Hz) spectra were recorded on a Varian FT-400 MHz and
Bruker FT-600 MHz instrument using TMS as an internal standard. Data are
presented as follows: chemical shift (ppm), multiplicity (s = singlet, d = doublet, t =
triplet, g = quartet, m = multiplet, b = broad, brs = broad singlet, brm= broad
multiplet, coupling constant J (Hz). Elemental analyses were carried out on a
Perkin—-Elmer 2400 automatic carbon, hydrogen, nitrogen and sulfur analyser.

Melting points were recorded on Buchi B-545 melting point apparatus and are
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uncorrected. IR spectra were recorded in KBr or neat on a Nicolet Impact 410
spectrophotometer. Mass data were obtained with a WATERS MS system, Q-tof
premier and data analyzed using Mass Lynx4.1.

Crystallographic Analysis: Crystal data were collected with Bruker Smart Apex-I11
CCD diffractometer using graphite by using graphite-monochromated Mo-K,,
radiation (L = 0.71073 A) at 298 K. Cell parameters were retrieved using
SMART 'USA, 1995 software and refined with SAINT * for all observed reflections.
Data reduction was performed with the SAINT software and corrected for
Lorentzian and polarization effects. Absorption corrections were applied with the
SADABS program.”.The structures were solved by direct methods implemented in
the SHELX-97 program® and refined by full-matrix least-squares methods on F2. All
non-hydrogen atom positions were located in difference Fourier maps and refined
anisotropically. The hydrogen atoms were placed in their geometrically generated
positions. The crystals were isolated in rectangular shape from ethyl acetate and

hexane mixture at room temperature.
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Figure 1. ORTEP views of N-(2-Hydroxyphenyl)benzamide (2a’)
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Crystallographic  description of N-(2-Hydroxyphenyl)benzamide (2a’):
C13H11NO,, crystal dimension 0.28 x 0.26 x 0.24 mm, M, = 213.23, Monoclinic,
Space group P 2i/c, a = 10.9246(10) A, b = 7.0228(6) A, ¢ = 14.1338(12) A, o =
90.00, B = 90.645(6), y = 90.00, VV = 1084.29(16) A3, Z = 4, peaics = 1.306 mg/m?, i =
0.089 mm™, F(000) = 448, reflection collected / unique = 2385 / 1350, refinement
method = full-matrix least-squares on F?, final R indices [I > 2o (I)]: Ry = 0.0789,
WR, = 0.2155, R indices (all data): R; = 0.1433, wR, = 0.2512, goodness of fit =
1.174. CCDC-919286 (for N-(2-hydroxyphenyl)benzamide) contains the
supplementary crystallographic data for this paper. These data can be obtained free
of charge from The Cambridge Crystallographic Data Centre via

www.ccdc.cam.ac.uk/data request/cif.

Bri

Figure 2 ORTEP views of 4-Bromo-6-methyl-2-phenylbenzo[d]oxazole (21aa)

Crystallographic description of 4-Bromo-6-methyl-2-phenylbenzo[d]oxazole
(21aa): C14H10BrNO, crystal dimensions 0.28 x 0.26 x 0.24 mm, M, = 288.13,
Monoclinic, Space group P 2/1, a = 10.3512(8) A, b = 14.0265(11) A, ¢ =
12.8571(10) A, o= 90.00, f = 105.177(5), y = 90.00, V = 1801.6(2) A3, Z = 6, peaica
= 1.593 mg/m?, 1 = 3.403 mm™, F(000) = 760, reflection collected / unique = 7274
/ 3248 , refinement method = full-matrix least-squares on F2, final R indices [I > 2
(D]: Ry = 0.0552, wR, = 0.1374, R indices (all data): R; = 0.1695, wR, = 0.1897,
goodness of fit = 0.890. CCDC - 919285 (for 4-Bromo-6-methyl-2-
phenylbenzo[d]oxazole) contains the supplementary crystallographic data for this
paper. These data can be obtained free of charge from The Cambridge

Crystallographic Data Centre via www.ccdc.cam.ac.uk/data_request/cif.
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Spectal Data
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N-(2-Hydroxyphenyl)acetamide (1a’): Brown solid; M.p. 199-201 °C (lit. 201 °C);
'H NMR (DMSO-ds, 400 MHz): & (ppm) 2.09 (s, 3H), 6.73-6.77 (m, 1H), 6.85 (d,
1H,J = 7.6 Hz), 6.91-6.95 (m, 1H), 7.66 (d, 1H, J = 7.6 Hz), 9.31 (brs, 1H), 9.76 (s,
1H); *C NMR (DMSO-ds, 100 MHz): & (ppm) 18.7, 111.1, 114.1, 117.5, 119.8,
121.5, 143.0, 164.2; IR (KBr): 3403, 2925, 2617, 1658, 1595, 1542, 1455, 1380,
1282, 1240, 1106, 1037, 1016, 765, 660 cm™; HRMS (ESI): calcd. for (CgHgNO,)
(MH") 152.0706; found 152.0693.

Mixture of N-(2-Hydroxy-4-methylphenyl)acetamide and N-p-Tolylacetamide
(2a'+2a'"): Off white solid; *"H NMR (DMSO-ds, 400 MHz): & (ppm) 2.01 (s, 3H),
2.06 (s, 3H), 2.18 (s, 3H), 2.23 (s, 3H), 6.56 (d, 2H, J = 8.4 Hz), 6.66 (s, 1H), 7.07
(d, 2H, J = 8.4 Hz), 7.45 (t, 2H, J = 8 Hz), 9.29 (s, 1H), 9.65 (s, 1H), 9.83 (s, 1H);
B3C NMR (DMSO-ds, 100 MHz): & (ppm) 20.5, 20.6, 23.5, 23.96, 116.7, 119.1,
119.6, 122.5, 123.8, 129.1, 131.9, 134.2, 136.8, 147.9, 168.2, 169.1; IR (KBr): 3431,
3270, 3073, 2919, 1661, 1639, 1621, 1550, 1415, 1383, 1301, 1268, 1250, 1160,
1119, 1045, 1015, 973, 945, 860, 797 cm™.

OH H
/@NTMe‘;@/NTMe
0 o)
Br Br
Mixture of N-(4-Bromo-2-hydroxyphenyl)acetamide and N-(4-
Bromophenyl)acetamide (3a’+3a’"): Brown solid; *H NMR (DMSO-dg, 400 MHz):
d (ppm) 2.07 (s, 3H), 2.02 (s, 3H), 6.93 (d, 1H, J = 8.8 Hz), 7.00 (s, 1H), 7.46 (d,

2H,J = 7.6 Hz), 7.54 (d, 2H, J = 8.4 Hz), 7.73 (d, 1H, J = 8.8 Hz), 9.26 (s, 1H), 10.1
(s, 1H), 10.4 (s, 1H); *C NMR (DMSO-ds, 100 MHz): & (ppm) 23.7, 24.0, 114.6,
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115.6, 118.0, 120.9, 121.6, 123.7, 126.1, 131.5, 138.7, 149.0, 168.6, 169.1; IR
(KBr): 3390, 2704, 1658, 1604, 1586, 1534, 1407, 1366, 1270, 1235, 1197, 1118,
1010, 966, 877, 848, 796 cm™.

Me N._Me
O
Me °
N-(3,4-Dimethylphenyl)acetamide (4a’"): Brown solid; M.p. 83-85°C; 'H NMR
(CDCls, 400 MHz): & (ppm) 2.11 (s, 3H), 2.18 (s, 6H), 7.01 (d, 1H, J = 8 Hz), 7.21
(d, 1H, J = 8 Hz), 7.26 (s, 1H), 8.06 (brs, 1H); **C NMR (CDCls, 100 MHz): &
(ppm) 19.3, 19.9, 24.4, 117.9, 121.8, 129.96, 132.7, 135.9, 137.2, 169.1; IR (KBr):
2922, 2858, 1600, 1592, 1539, 1505, 1448, 1408, 1371, 1317, 1263, 1208, 1164,

1120, 1022, 875 cm™; elemental analysis calcd (%) for CyoH1sNO (163.2163) C
73.59, H 8.03, N 8.58; found C 73.67, H 7.99, N 8.51.

50

N-(2-Hydroxyphenyl)benzamide (2a’): Brown solid; M.p. 145-148 °C; 'H NMR
(DMSO-dg, 400 MHz): & (ppm) 6.84 (t, 1H, J = 7.6 Hz), 6.93 (d, 1H, J = 8 Hz),
7.02-7.06 (m, 1H), 7.53-7.59 (m, 3H), 7.68 (d, 1H, J = 8 Hz), 7.97 (d, 2H, J = 6.8
Hz), 9.53 (s, 1H), 9.78 (s, 1H); *C NMR (DMSO-ds, 100 MHz): & (ppm) 116.0,
119.1, 124.1, 125.7, 127.5, 127.6, 128.5, 131.7, 134.4, 149.3, 165.8; IR (KBr): 3048,
3026, 2923, 2850, 1645, 1575, 1542, 1452, 1367, 1286, 1238, 1094, 748, 703 cm™;
HRMS (ESI): calcd. for (C13H131NO,) (MH™) 214.0863; found 214.0848.




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

S6

Cl

OH H\’(©/
N
@f I

4-Chloro-N-(2-hydroxyphenyl)benzamide (3a’): Brown solid; M.p. 164-166.5 °C;
'H NMR (DMSO-ds, 400 MHz): & (ppm) 6.83 (t, 1H, J = 7.6 Hz), 6.92 (d, 1H, J = 8
Hz), 7.05 (t, 1H, J = 7.6 Hz), 7.60 (d, 3H, J = 7.6 Hz), 7.99 (d, 2H, J = 7.6 Hz), 9.62
(s, 1H), 9.74 (s, 1H); **C NMR (DMSO-ds, 100 MHz): & (ppm) 115.9, 118.9, 124.7,
125.5, 126.0, 128.5, 129.5, 133.2, 136.4, 149.7, 164.3; IR (KBr): 3211, 2923, 2853,
1732, 1633, 1596, 1528, 1484, 1455, 1329, 1292, 1096, 913, 746 cm™; HRMS (ESI):
calcd. for (C13H10CINO,) (MH™) 248.0473; found 248.0461.

OMe
OH H\n/©/
N
Cf I

N-(2-Hydroxyphenyl)-4-methoxybenzamide (4a’): Brown solid; M.p. 170-172
°C; 'H NMR (DMSO-ds, 400 MHz): & (ppm) 3.84 (s, 3H), 6.83 (t, 1H, J = 7.2 Hz),
6.91 (d, 1H, J = 8 Hz), 6.99-7.07 (m, 3H), 7.66 (d, 1H, J = 8 Hz), 7.96 (d, 2H, J =
8.8 Hz), 9.43 (s, 1H), 9.74 (brs, 1H); *NMR (DMSO-dgs, 100 MHz): & (ppm) 55.5,
113.8, 116.2, 119.1, 123.9, 125.6, 126.2, 126.4, 129.5, 149.2, 162.0, 164.9; IR
(KBr): 3262, 2959, 2389, 1628, 1604, 1508, 1486, 1327, 1291, 1262, 1235, 1174,
1027, 910, 843, 757 cm™; elemental analysis calcd (%) for C14H1sNO3 (243.2574)
C 69.12, H5.39, N 5.76; found C 69.19, H 5.32, N 5.71.

2-Hydroxyaniline: M.p. 216-218 °C, *H NMR (DMSO-dg, 400 MHz): & (ppm) 4.36
(brs, 2H), 6.27 (t, 1H, J = 7.6 Hz), 6.39-6.47 (m, 2H), 6.52 (1H, d, J = 7.6 Hz), 8.81
(brs, 1H); °C NMR (DMSO-dg, 100 MHz): & (ppm) 114.4, 114.5, 116.4, 119.5,
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136.5, 143.9; IR (KBr): 3376, 3305, 1605, 1511, 1459, 1402, 1267, 1216, 1075,
1031, 896, 846, 741 cm™; elemental analysis calcd (%) for CgH/NO (109.1256): C
66.04, H 6.47, N 12.84; found C 66.09, H 6.43, N 12.73.

[See)

2-Phenylbenzo[d]oxazole (2aa): White solid; M.p. 101-103 °C (lit.> 103-104 °C);
'H NMR (CDCls, 400 MHz): & (ppm) 7.33-7.35 (m, 2H), 7.51-7.52 (m, 3H), 7.56-
7.58 (m, 1H), 7.75-7.78 (m, 1H), 8.23-8.26 (m, 2H); *C NMR (CDCls, 100 MHz): &
(ppm) 110.8, 120.2, 124.8, 125.3, 127.3, 127.8, 129.1, 131.7, 142.3, 150.9, 163.2; IR
(KBr): 2927, 2851, 1635, 1618, 1553, 1448, 1242, 1053, 924, 806, 745, 704 cm™:
elemental analysis calcd (%) for C13HgNO (195.2163): C 79.98, H 7.17, N 4.65;
found C 80.05, H 4.62, N 7.09.

O

2-(4-Chlorophenyl)benzo[d]oxazole (3aa): White solid; M.p. 149-151 °C (lit.> 153-
154 °C); *H NMR (CDCls, 400 MHz): & (ppm) 7.32-7.36 (m, 2H), 7.48 (d, 2H, J =
8.8 Hz), 7.55-7.57 (m, 1H), 7.73-7.76 (m, 1H), 8.17 (d, 2H, J = 8.8 Hz); *C NMR
(CDCls, 100 MHz): & (ppm) 110.8, 120.2, 124.9, 125.5, 125.8, 128.9, 129.4, 137.9,
142.1, 150.9, 162.2; IR (KBr): 3054, 1616, 1481, 1452, 1404, 1243, 1091, 1055,
1009, 924, 832, 738 cm™; HRMS (ESI): calcd. for (C13HsCINO) (MH") 230.0367;
found 230.0355.

N
(0]
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2-(4-Methoxyphenyl)benzo[d]oxazole (4aa): White solid; M.p. 103-105 °C (lit.
103-105 °C); *H NMR (CDCls, 400 MHz): & (ppm) 3.86 (s, 3H), 7.01 (d, 2H, J = 9.2
Hz), 7.79-7.33 (m, 2H), 7.53-7.55 (m, 1H), 7.22-7.25 (m, 1H), 8.19 (d, 2H, J = 9.2
Hz); *C NMR (CDCls, 100 MHz): & (ppm) 55.4, 110.4, 114.4, 119.67, 119.71,
1245, 124.6, 129.4, 142.4, 150.7, 162.4, 163.2; IR (KBr): 2923, 1617, 1604, 1503,
1454, 1253, 1242, 1169, 1105, 1059, 1017, 919, 831, 740, 729 cm™; HRMS (ESI):
calcd. for (C14H11NO,) (MH") 226.0863; found 226.0877.

N
@CHZMe
o

2-(4-Ethylphenyl)benzo[d]oxazole (5aa): White solid; M.p. 83-85 °C (lit.® 84-86
°C); *H NMR (CDCls, 400 MHz): & (ppm) 1.18 (t, 3H, J = 8 Hz), 2.62 (q, 2H, J =
7.6 Hz), 7.22-7.25 (m, 4H), 7.44-7.47 (m, 1H), 7.65-7.67 (m, 1H), 8.07 (d, 2H, J =8
Hz); 3C NMR (CDCls, 100MHz): & (ppm) 15.3, 29.0, 110.6, 119.9, 124.6, 124.7,
124.9, 127.8, 128.5, 142.3, 148.3, 150.8, 163.4; IR (KBr): 2954, 2928, 2862, 1618,
1552, 1496, 1453, 1414, 1286, 1244, 1168, 1053, 1009, 922 cm™; elemental analysis
calcd (%) for CysH1sNO (223.2693): C 80.69, H 5.87, N 6.27; found C 80.77, H
5.93, N 6.20.

T Orwe

2-p-Tolylbenzo[d]oxazole (6aa): White Solid; M.p. 111-113 °C (lit.” 110-112 °C);
'H NMR (CDCls, 400 MHz): & (ppm) 2.38 (s, 3H), 7.27-7.31 (m, 4H), 7.51-7.53 (m,
1H), 7.73-7.75 (m, 1H), 8.11 (d, 2H, J = 7.6 Hz); **C NMR (CDCls, 100 MHz): &
(ppm) 21.7, 110.6, 119.9, 124.5, 124.6, 124.9, 127.7, 129.7, 142.1, 142.3, 105.8,
163.4; IR (KBr): 3054, 2917, 1621, 1552, 1500, 1450, 1242, 1196, 1172, 1054,
1015, 820, 745, 724 cm™; HRMS (ESI): calcd. for (C14H1:NO) (MH") 210.0935;
found 210.0947.




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

S9

N
OIS
(@)

2-(4-(Methylthio)phenyl)benzo[d]oxazole (7aa): Yellowish-white solid; M.p. 103-
106 °C; *H NMR (CDCls, 400 MHz): & (ppm) 2.53 (s, 3H), 7.32 (d, 4H, J = 6.8 Hz),
7.53-7.56 (m, 1H), 7.72-7.74 (m, 1H), 8.13 (d, 2H, J = 8 Hz); *C NMR (CDCls, 100
MHz): & (ppm) 15.1, 110.6, 119.9, 123.4, 124.7, 125.1, 125.8, 127.9, 142.3, 143.8,
150.8, 162.9; IR (KBr): 2916, 1923, 1614, 1594, 1484, 1453, 1404, 1242, 1177,
1094, 1051, 1007, 941, 742 cm™; elemental analysis calcd (%) for C 4H;NOS
(241.3088): C 69.68, H 4.59, N 5.80, S 13.29; found C 69.77, H 4.51, N 5.72, S
13.40.

N
(:[ \>—< >—CF3
o

2-(4-(Trifluoromethyl)phenyl)benzo[d]oxazole (8aa): White solid; M.p. 148-150
°C (lit.2 146-147 °C); *H NMR (CDCls, 400 MHz): & (ppm) 7.36-7.39 (m, 2H), 7.58-
7.60 (m, 1H), 7.77 (d, 3H, J = 8.4 Hz), 8.35 (d, 2H, J = 8 Hz); '*C NMR (CDCl;,
100 MHz): & (ppm) 110.9, 120.6, 122.6, 125.1, 125.9, 126.02, 126.05, 127.9, 130.6,
142.1, 151.0, 161.6; IR (KBr): 2958, 1933, 1608, 1558, 1453, 1415, 1321, 1244,
1167, 1116, 1069, 846, 815, 743 cm'l; elemental analysis calcd (%) for C14HgF3sNO
(263.2143): C 63.88, H 3.06, N 5.32; found C 63.97, H 3.11, N 5.24.

O |

2-(4-Fluorophenyl)benzo[d]oxazole (9aa): White solid; M.p. 106-108 °C; *H NMR
(CDCls, 400 MHz): 6 (ppm) 7.11-7.16 (m, 2H), 7.27-7.29 (m, 2H), 7.49-7.51 (m,
1H), 7.68-7.69 (m, 1H), 8.16-8.20 (m, 2H); **C NMR (CDCl;, 100 MHz): & (ppm)
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110.7, 116.3 (d, 1C, J = 22.1 Hz), 120.1, 123.6, 125.0 (d, 1C, J = 47.3 Hz), 129.9 (d,
1C, J = 9.2 Hz), 142.2, 150.9, 162.3, 163.7, 162.2; IR (KBr): 3054, 2923, 1895,
1600, 1498, 1472, 1451, 1412, 1230, 1152, 1053, 834, 761 cm™; elemental analysis
calcd (%) for C13HgFNO (213.2068): C 73.23, H 3.78, N 6.57; found C 73.29, H
3.72, N 6.51.

-0 |

5-Methyl-2-phenylbenzo[d]oxazole (10aa): White solid; M.p. 103-105 °C (lit.°
103-105 °C); *H NMR (CDCls, 400 MHz): & (ppm) 2.45 (s, 3H), 7.14 (d, 1H, J = 8.4
Hz), 7.43 (d, 1H, J = 8 Hz), 7.49-7.51 (m, 3H), 7.54 (s, 1H), 8.21-8.24 (m, 2H); *C
NMR (CDCl;, 100 MHz): & (ppm) 21.6, 109.9, 119.9, 126.3, 127.4, 127.6, 128.9,
131.4, 134.4, 142.4, 149.1, 163.1; IR (KBr): 3032, 2920, 2857, 1551, 1474, 1445,
1334, 1263, 1198, 1053, 1021, 925, 825, 795, 775, 700 cm™; HRMS (ESI): calcd. for
(C14H1:NO) (MH") 210.0913; found 210.0925.

Me N
O
0]

2-(4-Chlorophenyl)-5-methylbenzo[d]oxazole (11laa): White solid; M.p. 148-150
°C (lit.? 148-150 °C); *H NMR (CDCls, 400 MHz): & (ppm) 2.46 (s, 3H), 7.14 (d,
1H, J = 7.6 Hz), 7.42 (d, 1H, J = 8.4 Hz), 7.46 (d, 2H, J = 8.4 Hz), 7.52 (s, 1H), 8.14
(d, 2H, J = 8.4 Hz); *C NMR (CDCls, 400 MHz): & (ppm) 21.7, 110.1, 120.1, 125.9,
126.6, 128.9, 129.3, 134.7, 137.7, 142.4, 149.1, 162.3; IR (KBr): 2917, 2857, 1596,
1552, 1476, 1456, 1401, 1260, 1201, 1089, 1050, 1006, 825, 796 cm™; HRMS (ESI):
calcd. for C14H10CINO (MH™) 244.0524; found 244.0524.
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5-Methyl-2-p-tolylbenzo[d]oxazole (12aa): White Solid; M.p. 137-139 °C (lit.
138-141 °C); *H NMR (CDCls, 400 MHz): & (ppm) 2.41 (s, 3H), 2.46 (s, 3H), 7.12
(d, 1H,J =8 Hz), 7.30 (d, 2H, J =8 Hz), 7.41 (d, 1H, J = 8.4 Hz), 7.52 (s, 1H), 8.11
(d, 2H, J = 8 Hz); **C NMR (CDCl;, 100 MHz): & (ppm) 21.7, 21.8, 109.9, 119.9,
124.7,126.1, 127.6, 129.7, 134.4, 141.9, 142.5, 149.0, 163.5; IR (KBr): 2917, 2857,
1610, 1577, 1555, 1498, 1473, 1426, 1330, 1261, 1179, 1054, 1012, 924, 825, 796
cm™; HRMS (ESI): calcd. for C1sH1sNO (MH") 224.107; found 224.1067.

Me N
T
)

5-Methyl-2-(4-nitrophenyl)benzo[d]oxazole (13aa): Yellow solid; M.p. 204-206
°C; 'H NMR (CDCls, 400 MHz): & (ppm): 2.51 (s, 3H), 7.23-7.26 (m, 1H), 7.49 (d,
1H, J = 8 Hz), 7.59 (s, 1H), 8.35-8.42 (m, 4H); *C NMR (CDCls, 100 MHz): &
(ppm) 21.7, 110.4, 120.6, 124.3, 127.7, 128.4, 133.1, 135.4, 142.3, 149.4, 160.8; IR
(KBr): 2923, 1599, 1555, 1520, 1481, 1342, 1196, 1105, 1060, 853, 798, 707 cm™;
HRMS (ESI): calcd. for C14H1oN,03 (MH™) 255.0764; found 255.0760.

Me N
Lo
0]

5-Methyl-2-(4-(methylthio)phenyl)benzo[d]oxazole (14aa): Yellowish solid; M.p
116-118 °C; *H NMR (CDCls, 400 MHz): & (ppm) 2.46 (s, 3H), 2.52 (s, 3H), 7.11-
7.13 (m, 1H), 7.32 (d, 2H, J = 8.8 Hz), 7.41 (d, 1H, J = 8.4 Hz), 7.51 (s, 1H), 8.11
(d, 2H, J = 8.8 Hz); **C NMR (CDCls, 100 MHz): & (ppm) 15.1, 21.7, 109.9, 119.9,
123.7, 125.8, 126.2, 127.9, 134.5, 142.5, 143.6, 149.0, 163.1; IR (KBr): 2923, 1596,
1541, 1481, 1451, 1404, 1289, 1259, 1179, 1116, 1094, 1050, 820, 790, 728 cm™;
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elemental analysis calcd (%) for C;sH;3sNOS (255.3353): C 70.56, H 5.13, N 5.49, S
12.56; found C 70.65, H 5.21, N 5.41, S 12.63.

2-(4-Chlorophenyl)-6-methoxybenzo[d]oxazole (15aa): White solid; M.p. 134-136
°C; 'H NMR (CDCls, 400 MHz): & (ppm) 3.86 (s, 3H), 6.94 (dd, 1H, J; = 2.4 Hz, J,
= 8.8 Hz), 7.077-7.083 (m, 1H), 7.46 (d, 2H, J = 8.4 Hz), 7.61 (d, 1H, J = 8.8 Hz),
8.11 (d, 2H, J = 8.4 Hz); *C NMR (CDCls, 100 MHz): & (ppm) 56.1, 95.5, 113.1,
120.2, 125.9, 128.5, 129.3, 135.9, 137.3, 151.8, 158.6, 161.3; IR (KBr): 2934, 2829,
1618, 1484, 1317, 1292, 1220, 1146, 1113, 1089, 1050, 1020, 815, 762 cm™;
elemental analysis calcd (%) for C4H9CINO,; (259.687): C 64.75, H 3.88, N 5.39;
found C 64.81, H 3.94, N 5.31.

O
A\
MeO o

6-Methoxy-2-phenylbenzo[d]oxazole (16aa): Off-white solid; M. p 63-66 °C (lit.*°
65-66 °C); *H NMR (CDCls, 400 MHz,): & (ppm) 3.86 (s, 3H), 6.94 (dd, 1H, J; = 2.4
Hz, J, = 8.8 Hz), 7.086-7.092 (m, 1H), 7.48-7.49 (m, 3H), 7.62 (d, 1H, J = 8.8 Hz),
8.17-8.19 (m, 2H); *C NMR (CDCls, 100 MHz): § (ppm) 56.96, 95.5, 112.9, 120.0,
127.3, 127.4, 128.9, 131.1, 135.9, 151.7, 158.4, 162.3; IR (KBr): 2934, 2921, 1620,
1488, 1448, 1347, 1273, 1215, 1176, 1144, 1127, 1053, 1023, 838, 814 cm™; HRMS
(ES)): calcd. for (C14H1:NO,) (MH") 226.0863; found 226.0874.

N
O
MeO 9




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

S13

2-(4-Fluorophenyl)-6-methoxybenzo[d]oxazole (17aa): White Solid; M.p. 105-107
°C; 'H NMR (CDCl;, 400 MHz): & (ppm) 3.89 (s, 3H), 6.96 (dd, 1H, J; = 2.4 Hz, J,
= 8.4 Hz), 7.105-7.111 (m, 1H), 7.19 (t, 2H, J = 8.8 Hz), 7.63 (d, 1H, J = 8.8 Hz),
8.18-8.22 (m, 2H); **C NMR (CDCls, 100 MHz): & (ppm) 56.1, 95.6, 112.9, 116.2
(d, 1C, J = 22.1 Hz), 120.1, 123.8, 129.5 (d, 1C, J = 9.2 Hz), 135.9, 151.8, 158.4,
161.5, 164.7 (d, 1C, J = 51 Hz); IR (KBr): 2941, 2835, 1620, 1599, 1496, 1465,
1349, 1278, 1221, 1147, 1132, 1051, 831, 803 cm™; elemental analysis calcd (%) for
C14H10FNO; (243.2327): C 69.13, H 4.14, N 5.76; found C 69.22, H 4.18, N 5.70.

N
IS
MeO o

6-Methoxy-2-p-tolylbenzo[d]oxazole (18aa): White solid; M.p. 94-96 °C; *H NMR
(CDCl3, 400 MHz): & (ppm) 2.39 (s, 3H), 3.85 (s, 3H), 6.92 (dd, 1H, J; = 2.8 Hz, J,
= 8.8 Hz), 7.067-7.072 (m, 1H), 7.28 (d, 2H, J = 8 Hz), 7.33 (1H, d, J = 8.8 Hz),
8.06 (d, 2H, J = 8.4 Hz); 3C NMR (CDCls, 100 MHz): & (ppm) 21.6, 55.9, 95.5,
112.6, 119.8, 124.6, 127.2, 129.6, 135.9, 141.5, 151.6, 158.2, 162.5; IR (KBr): 3001,
2928, 1862, 1626, 1486, 1462, 1347, 1272, 1212, 1178, 1143, 1126, 1056, 1019,
826, 801, 724 cm™; elemental analysis calcd (%) for C1sH13NO,: C 75.30, H 5.48, N
5.85; found C 75.38, H 5.41, N 5.79.

N
MeO o

6-Methoxy-2-(4-(methylthio)phenyl)benzo[d]oxazole (19aa): Yellowish solid;
M.p. 128-130 °C; *H NMR (CDCls, 400 MHz): & (ppm) 2.52 (s, 3H), 3.86 (s, 3H),
6.93 (dd, 1H, J; = 2.0 Hz, J, = 8.4 Hz), 7.075-7.08 (m, 1H), 7.31 (d, 2H, J = 8.8 Hz),
7.59 (d, 1H, J = 8.8 Hz), 8.07 (d, 2H, J = 8.4 Hz); *C NMR (CDCl;, 100 MHz): &
(ppm) 15.1, 56.0, 95.5, 112.8, 119.8, 123.7, 125.8, 127.5, 136.0, 143.1, 151.6, 158.2,
162.1; IR (KBr): 2959, 2923, 2830, 1617, 1595, 1571, 1429, 1404, 1338, 1325,
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1297, 1266, 1190, 1145, 1095, 1044, 1028, 1008, 983, 959, 841 cm™; HRMS (ESI):
calcd. for (MH") 272.074; found 272.0738.

Br
N
Me o

4-Bromo-2-(4-chlorophenyl)-6-methylbenzo[d]oxazole (20aa): White solid; M.p.
184-186 °C; 'H NMR (CDCls, 400 MHz): & (ppm) 2.49 (s, 3H), 7.32-7.33 (m, 1H),
7.37-7.38 (m, 1H), 7.49 (d, 2H, J = 9.2 Hz), 8.21 (d, 2H, J = 8.8 Hz); **C NMR
(CDCls, 100 MHz): & (ppm) 21.7, 110.2, 112.2, 125.3, 129.2, 129.3, 137.2, 138.1,
139.5, 151.1, 162.1; IR (KBr): 2917, 2819, 1612, 1588, 1484, 1407, 1331, 1251,
1198, 1088, 1053, 1011, 976, 926, 871, 838, 818 cm™; HRMS (ESI): calcd. for
(C14HsBrCINO) (MH*) 321.9629; found 321.9640.

Br
J@EN@
\
Me O

4-Bromo-6-methyl-2-phenylbenzo[d]oxazole (21aa): Yellowish-white solid; M.p.
135-137 °C; *H NMR (CDCl3, 400 MHz): & (ppm) 2.48 (s, 3H), 7.32 (s, 1H), 7.36
(s, 1H), 7.49-7.54 (m, 3H), 8.27 (dd, 2H, J; = 1.6 Hz, J, = 8.0 Hz); **C NMR
(CDCls3, 100 MHz): 6 (ppm) 21.6, 110.1, 112.0, 126.8, 127.9, 128.89, 129.94, 131.8,
136.8, 139.6, 151.0, 163.1; IR (KBr): 3054, 2915, 2893, 1611, 1550, 1473, 1447,
1399, 1333, 1287, 1198, 1255, 1198, 1055, 1022, 976, 928, 866, 846 cm™; elemental
analysis calcd (%) for C14H10BrNO (288.1389): C 58.36, H 3.50, N 4.86; found C
58.42, H 3.55, N 4.81.

MeOC
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1-(2-(4-Chlorophenyl)benzo[d]oxazol-6-yl)ethanone (22aa): White solid; M.p.
185-187 °C; *H NMR (CDCls, 400 MHz): & (ppm) 2.67 (s, 3H), 7.50 (d, 2H, J = 8.4
Hz), 7.78 (d, 1H, J = 8.4 Hz), 7.99 (dd, 1H, J; = 1.6 Hz, J, = 8.4 Hz), 8.18 (d, 3H, J
= 8.8 Hz); *C NMR (CDCls;, 100 MHz): & (ppm) 26.9, 110.9, 119.8, 125.1, 125.7,
129.3, 129.5, 134.6, 138.7, 146.0, 150.8, 164.9, 169.9; IR (KBr): 3065, 1674, 1613,
1595, 1548, 1482, 1425, 1405, 1347, 1282, 1257, 1222, 1095, 1056, 826, 728 cm™;
elemental analysis calcd (%) for C15H10CINO, (271.6977): C 66.31, H 3.71, N 5.16;
found C 66.38, H 3.78, N 5.10.

6-Chloro-2-(4-chlorophenyl)benzo[d]oxazole (23aa): White solid; M.p. 148-150
°C (lit.** 148-150 °C); *H NMR (CDCls;, 400 MHz): & (ppm) 7.32 (dd, 1H, J; = 2.0
Hz, J, = 8.4 Hz), 7.48 (d, 2H, J = 8.8 Hz), 7.56 (s, 1H), 7.64 (d, 1H, J = 8.0 Hz),
8.13 (s, 2H, J = 8.8 Hz); °C NMR (CDCls, 100 MHz): & (ppm) 111.4, 120.7, 125.3,
125.6, 129.0, 129.5, 131.1, 138.3, 140.9, 151.0, 162.8; IR (KBr): 3083, 1982, 1615,
1591, 1548, 1482, 1461, 1425, 1401, 1326, 1259, 1239, 1124, 1094, 1009, 918, 854,
841 cm™; HRMS (ESI): calcd. for (C13H;Cl,NO) (MH") 263.9977; found 263.9989.

N
O
Br o

6-Bromo-2-(4-chlorophenyl)benzo[d]oxazole (24aa): White solid; M.p. 157-160
°C; 'H NMR (CDCls, 400 MHz): & (ppm) 7.49-7.47 (m, 3H), 7.60 (d, 1H, J = 8.4
Hz), 7.22 (s, 1H), 8.14 (d, 2H, J = 8.8 Hz); *C NMR (CDCls, 100 MHz): & (ppm)
114.3, 118.4, 121.2, 125.3, 128.4, 129.1, 129.5, 138.3, 141.4, 151.4, 162.7; IR
(KBr): 3082, 2928, 1925, 1614, 1547, 1478, 1459, 1399, 1325, 1258, 1084, 1051,
1009, 906, 812, 728 cm™; HRMS (ESI): calcd. for (C13H;BrCINO) (MH") 307.9472;
found 307.9487.
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N
Lo
FsC o

2-(4-Chlorophenyl)-6-(trifluoromethyl)benzo[d]oxazole (25aa): White solid; M.p.
114-116 °C; *H NMR (CDCls, 400 MHz): & (ppm) 7.51 (d, 2H, J = 8.4 Hz), 7.62 (d,
1H, J = 8.4 Hz), 7.83 (d, 2H, J = 8.8 Hz), 8.18 (d, 2H, J = 8.4 Hz); *C NMR
(CDCl3, 100 MHz): 6 (ppm) 108.6, 120.6, 122.2, 125.0, 129.3, 129.6, 138.8, 144.9,
150.3, 164.5; IR (KBr): 3092, 1912, 1616, 1597, 1552, 1483, 1434, 1333, 1305,
1263, 1166, 1119, 1047, 927, 828 cm™; HRMS (ESI): calcd. for (C14H;FsCINO)
(MH") 298.0241; found 298.0251.

N
e
Br o

6-Bromo-2-p-tolylbenzo[d]oxazole (26aa): White solid; M.p. 127-129 °C; 'H
NMR (CDCls, 400 MHz): & (ppm) 2.42 (s, 3H), 7.30 (d, 2H, J = 8.0 Hz)7.44 (dd,
1H, J; = 2.0 Hz, J, = 8.8 Hz), 7.58 (d, 1H, J = 8.0 Hz), 7.71 (s, 1H), 8.09 (d, 2H, J =
8.0 Hz); *C NMR (CDCls, 100 MHz): & (ppm) 21.9, 114.2, 117.8, 120.9, 124.1,
127.8, 128.1, 129.9, 141.6, 142.6, 151.3, 163.9; IR (KBr): 3027, 2917, 1613, 1497,
1456, 1437, 1325, 1255, 1182, 1118, 1050, 907, 830 cm™; elemental analysis calcd
(%) for C14H10BrNO (288.1389): C 58.36, H 3.50, N 4.86; found C 58.45, H 3.44, N
4.81.

6-Chloro-2-(4-(trifluoromethyl)phenyl)benzo[d]oxazole (27aa): White solid; M.p.
120-123 °C; *H NMR (CDCls, 400 MHz): & (ppm) 7.34 (dd, 1H, J; = 2.0 Hz, J, =
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8.4 Hz), 7.59 (s, 1H), 7.67 (d, 1H, J = 8.8 Hz), 7.76 (d, 2H, J = 8.4 Hz), 8.31 (d, 2H,
J = 8.0 Hz); *°C NMR (CDCls, 100 MHz): & (ppm) 111.6, 121.0, 125.9, 126.1,
128.0, 130.1, 131.7, 140.8, 151.1, 162.2; IR (KBr): 2958, 1614, 1558, 1500, 1461,
1426, 1409, 1323, 1159, 1108, 1067, 922, 817 cm™; HRMS (ESI): calcd. for
(C14H7FsCINO) (MH") 298.0241; found 298.0255.

N
JOSSWs
Br o

6-Bromo-2-(4-(trifluoromethyl)phenyl)benzo[d]oxazole (28aa): White solid; M.p.
106-108 °C; *H NMR (CDCls, 400 MHz): & (ppm) 7.49 (dd, 1H, J; = 1.6 Hz, J; =
8.4 Hz), 7.64 (d, 1H, J = 8.8 Hz), 7.77 (d, 3H, J = 8.0 Hz), 8.33 (d, 2H, J = 8.0 Hz);
3C NMR (CDCl;, 100 MHz): & (ppm) 114.5, 118.9, 121.5, 126.2, 127.8, 128.1,
128.6, 130.1, 141.3, 151.4, 162.1; IR (KBr): 3090, 2922, 1899, 1651, 1606, 1556,
1523, 1504, 1459, 1414, 1379, 1320, 1259, 1171, 1124, 1068, 1052, 1013, 966, 907,
847, 819 cm™; elemental analysis calcd (%) for C14H;BrFsNO (342.1104): C 49.15,
H 2.06, N 4.09; found C 49.23, H 2.11, N 4.01.

Mixture of N-(2-Hydroxyphenyl)acetamide (1a") and N-phenylacetamide (1a"):
Brown solid; *H NMR (DMSO-dg, 600 MHz): & (ppm) 2.09 (s, 3H), 2.15 (s, 3H),
6.81 (t, 1H, J = 7.8 Hz), 6.91 (d, 1H, J = 7.8 Hz), 6.99 (t, 1H, J = 7.2 Hz), 7.07 (¢,
1H,J=7.8 Hz), 7.34 (t, 2H, J = 7.8 Hz), 7.62 (d, 2H, J = 7.8 Hz), 7.72 (d, 1H, J =
7.8 Hz), 9.35 (s, 1H), 9.78 (s, 1H), 9.97 (s, 1H); *C NMR (DMSO-ds, 150 MHz): &
(ppm) 23.9, 24.3, 116.4, 119.6, 119.8, 123.3, 123.9, 125.6, 126.5, 129.2, 139.4,
148.5, 169.5, 170.1; IR (KBr): 3481, 3403, 3295, 2966, 1661, 1596, 1556, 1500,
1453, 1368, 1322, 1284, 1263, 1106, 1038, 1014, 966, 844 cm™,
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N M
e
JOR
Me o

N-p-Tolylacetamide (2a’’): Brown solid, M.p. 134-137°C; *H NMR (CDCls, 600
MHz): & (ppm) 2.14 (s, 3H), 2.30 (s, 3H), 7.098-7.108 (m, 2H), 7.359-7.369 (m,
2H), 7.42 (brs, 1H); **C NMR (CDCls, 150 MHz): & (ppm) 21.0, 24.6, 120.3, 129.6,
134.2, 135.5, 168.7; IR (KBr): 2920, 2850, 1662, 1602, 1551, 1511, 1445, 1378,
1365, 1322, 1264, 1040, 819, 752 cm™; elemental analysis calcd (%) for CoH1:NO
(149.1897) C 72.46, H 7.43, N 9.39; found C 72.39, H 7.45, N 9.31.
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SPECTRA

N-(2-Hydroxyphenyl)acetamide (1a’): *H NMR (DMSO-dg, 400 MHz)

expl  s2pul
SAMPLE SPECIAL

date Oct 3 2011 temp not used
solvent OHSO gain not used
tile exp spin not used

ACQUISITION hst 0.008
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nt 32 hs
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N-(2-Hydroxyphenyl)acetamide (1a’): *C NMR (DMSO-ds, 100 MHz)

NK_NEV HYDROXYLATION
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4 HL rp ~28
dot o 1p -376.4
dn vy PLO
daa W we 0
dpwr 42
dnf 8300 vs 151 2
8 o
e o ph 3
|
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- HE] s
s ] - | I X
2 < i 2
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Mixture of N-(2-Hydroxy-4-methylphenyl)acetamide and N-p-Tolylacetamide
(2a’+2a'"): "H NMR (DMSO-d, 400 MHz)

i
NK_SB_16 |
expl  s2pul l
SAMPLE SPECIAL
dste Jul 25 2013 temp not used
OMSO gain not used
e exp spin not_used
ACQUISITION hst 0.008 {
sw §389.8 pwdo 15.100
at 1.998 alfa 20.000 OH
3 Taed 1 H H I
not uses n
bs in n N Me N Me
d1 1.000 dp y
nt 28 hs n +
c s PROCESSING |
TRANSNITTER b .10 fo) O
t HI fn 65536
sfrq 399,855 DISPLAY Me Me
tof 362.8 sp -268.3
tpws 59 wp 5205.7
ss0 el 1788
DECOUPLER tp 9336
d 13 rp 178.2
dot o 1p -73.2
dn ann pLoT
dam ¢ we 250 1
dpw 4 sc I
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th !
o cdc ph {
|
I
i
i
|
i
|
I
[
R
/
\ \/ I
i
&5_‘
o —— R e e — T : i TR . Py =
12 11 10 9 8 7 6 5 4 3 2 1 -0 ppm

Mixture of N-(2-Hydroxy-4-methylphenyl)acetamide and N-p-Tolylacetamide
(2a"+2a"): °C NMR (DMSO-dg, 100 MHz)

NK_S8_16_13C
oxpl  szpul
sampLE SPECIAL
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Mixture of N-(4-Bromo-2-hydroxyphenyl)acetamide and N-(4-
Bromophenyl)acetamide (3a’+3a’’): 'H NMR (DMSO-dg, 400 MHz)

NK_SB_newl
expl  szpul
SAMPLE SPECIAL
date Jul 19 2013 temp not used
splvent gain not used
e exp spin not used
ACQUISITION hst 0.008
sw 6389.8 90 15.100
at 1.998 alfa 20.000
ng 528
f not used 11
5 4 in n
d1 1.000 dp vy OH H H
nt 32 hs an
¢ 32 PROCESSING
TRANSMITTER b 0.10 N Me N Me
tn H1 fn 65536 +
:f;q 399.855 DISPLAY
0 362.8 sp 337.2
tpwr 53 wp 4315.7 B o B o
pw 7.550 rf1 1787.4 r r
DECOUPLER rfp 999.6
dn €13 rp ~179.6
dof o 1p ~76.7
dn . nnn PLOT
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dpwr 44 sc ]
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th 20
na cdc ph
i I
| i
i
| JULﬁ\_J' bu -
ﬂ | i
i
. 7“ RE— AAl‘o i L U —_———— -
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Mixture of N-(4-Bromo-2-hydroxyphenyl)acetamide and N-(4-
Bromophenyl)acetamide (3a’+3a’"): *C NMR (DMSO-dg, 100 MHz)

_SB_Newl_13C
expl  s2pul
SAMPLE SPECIAL
date Jul 19 2013 tem not used
solvent DMSO gain not used S
file exp spin not_used OH a
ATQUISITION hst 0.088 aw
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sfrq 100.554 DISPLAY
tof 1536.3 sp ~1565.6
tpwr 61 wp 25125.6
700 rT1 37.
DECOUPLER rfp 39715
HL rp 4.
dot o 1p -271.4
dn yyy
dun W we 250 H
dpwr 4z sc ° ®
daf 8500 vs 117 - H
th 3 = b 1
nm no ph - |
"
e
»
] s
| s 2
P ! s
2 | [ il 29
=2 2 [h]|e <!
52 i (|12 ~'
® £ - e |
< i
\F - : | =
] s LRI
|
- ]
a
i
|
| i

IBaans T T T T T AR R I R B R e S B e roesr
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N-(3,4-Dimethylphenyl)acetamide (4a’"): *H NMR (CDCls, 400 MHz)

NK_SB_New2_1H

expl  s2pul
SAMPLE SPECIAL
date Jul 25 2013 temp not used
sofvent €0C13 gain not used
file exp spin not used
ACQUISITION h 0.0
6388. L] 15.100
at 1.998 alfa 20.000
n 25528
1 not used 11
8 in n
d1 1.080 dp v
nt 128 hs nan
12 PROCESSING
TRANSMITTER b 0.10
n 65536
sfrq 399.853 DISPLAY
tof 362.8 108.4
tpwr 53 wp 4172.9
v .550 rf) 798.4
DECOUPLER rfp
dn c13 rp 165.4
dof 0 1p -68.5
de nnn PLOT
den c we 250
dpwr 44 sc [
def 17100 vs 153
10

th
nm cdc ph

M H Me
e

\ﬂ/
Ij (0]

Me

S22

N S
T A T o e . R e e —
10 9 8 7 L] 5 4 3 2 1 ppm
1.u6
. H . 13
N-(3,4-Dimethylphenyl)acetamide (4a’"): °C NMR (CDCl3, 100 MHz)
NK_SB_New2_13C
expl s2pul
SAMPLE SPECIAL
date Jul 25 2013 temp not used
solvent coci3 gain not used
. exp spin not used
ACQUISITION hst 0.008
sw 25125.6 pwso 9.400
at 1.199 ailfa 20.000 H
? 5a o "
bs in n Me N _Me
d1 1.000 dp y \n/
nt 10000 hs n
ct 64 PROCESSING
TRANSMITTER b 2.00 Q/ O
tn C13 fn 65536
strg 100.5548 DISPLAY Me
tof 1536.3 sp =1514.1
tpwr wp 25125.5
pw 4.700 rf1 9279
DECOUPLER rfp 7764.9
dn H1 rp -65.1
dof 0 1 -271.4
dm yyy PLOY
dan W weC 25
dpwr 42 sc L]
daf 8500 vs 17
th 3
nm no ph
nme
g2z -
888 .. nes e
s K3 2% -
wd Ll %a ag P-4
:; [ ‘> o RRR - 1[}
2 2 -3 T - |
: " T
r | ]
| | ] i
e S ' ; i ; i R
220 200 180 160 140 120 100 80 60 a0 20 0 ppm
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S23

N-(2-Hydroxyphenyl)benzamide (2a’): *H NMR (DMSO-ds, 400 MHz)

nK-58-18
expt  s2pul
SANPLE SPECIAL
date Nov 29 2011 temp not used
:"‘n' DMSO  pgain not used
le exp spin not_used
ACQUISITION hst 0.008
sw €389.8 pvso 19.700
at 1.998 alfa 20.008 OH
» 25528 FLAGS H
T not used 11 n
bs 4 in n N
a1 1.000 dp y
t 32 hs nn
ct 32 PROCESSING
TRANSMITTER I 0.10
tn tn 65536 o)
sfrq 399.855 DISPLAY
tof 362.8 sp -143.9
towr o a349.
o 9.850 rf1 1730.0
DECOUPLER o 33905
dn €13 rp 131
dot o 1 Ssals
- nnn pLoT
den c we 250
dpwr 50 sc o
dat 15300 vs 131
h 20

N-(2-Hydroxyphenyl)benzamide (2a’): **C NMR (DMSO-dg, 100 MHz)

NK_SB_18_13C
expl  s2pul
SANPLE SPECIAL
date Dec 8 2011 t not used
solvent DMSO gatn not used
x| spin not used
s Aenuxsxv;?:“: et o"o08
.6 pwse 18600
at 1.199 alfs 20.000 OH
B3 60270 FLAGS H
13800 11 n
bs 32 in n N
a1 1.000 dp y
nt 7000 hs na 4
ct 2528 PROCESSING a
TRANSHITTER i 2.00 2
tn €13 1 65536 @) 3
sfrq 100.554 DISPLAY >
tof 1536.3 sp 1571 S
tpwr 61 25125.6 H
P 300 1) ss42.4 S8
DECOUPLER " rfp 3971.5 a i)
rp -82.9 %
dot o p -271.4
yyy PL
dum v wc
d 42 0
dnt 8300 vs %
4
na no ph
s
-
@ 9
- J
s L
1
iz s
s’z s
B 2 7
TN e oitd
NG s
8 $ies L
-3 =233
o~ 3 "
o = = |
H " <
w -
e 3
-'- 4
| J WL L JLA
: T R ¢ T T & T T T - T T T T T T T T T T T
T T T g j
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S24

4-Chloro-N-(2-hydroxyphenyl)benzamide (3a’): *H NMR (DMSO-ds, 400 MHz)

expl  s2pul
SAMPLE SPECIAL
date Oct 3 2011 tems not used
solvent OHSO  gatn not used
e exp spin not_used
ACQUISITION nst 0.008
sw 6389.8 L] 19.700
at 1.995 aifa 20 000
np 25528 FLAGS Cl
i3 not used 11 n OH
bs 4 in n
d1 1.000 dp y H
nt 32 hs nn N
ct 32 PROCESSING
TRANSMITTER n not used
tn H1 DISPLAY
sfrq 399.855 sp -319.8
tof 362.8 wp 5201.0 (@)
tpwr 57 rn 1958.4
pw 7.000 rfp 9898.6
DECOUPLER rp 11408
dn c13 1p -95.6
. pLOT
da ann we 250
dua ¢ sc "
dpwr 50 vs i
daf 15909 th 20
ne cdc ph
m MJM}\\ __~_J LJW. o~
B e e e s B e
12 11 10 9 8 7 6 s 4 3 2 1 -0 Ppm

4-Chloro-N-(2-hydroxyphenyl)benzamide (3a’): **C NMR (DMSO-dg, 100 MHz)

NK_SB_19_13¢ "
expl stdi3c Cl N
SANPLE SPECIAL OH H 3

datd  Jan 17 2012 temp not us
solvent OMS0 gain not used N
LN el e
c ~ 5

. 3E.17d pwie 18.600

38.500
39.2985

2

ACQUISITION alta 200000
v 250089 FLAGS O
b sisen in °
n n =
o 13800 dp y H
bs 32 hs nn -
d1 [ PROCESSING 3
nt 5000 1b 1.00
ct 4416 fn not used =
TRANSHITTER DISPLAY 2
tn €13 sp -3044.0 o
sfrq 100.553 25000.0 e
to 4l 70154 1
tpwr 61 rfp 387115 !
It 667 rp -21
DECOUPLER » -375.8
d 1 pLoT
dof 0 we 250
dn yyy sc 9
dea w vs 187
dpwr 42 .
daf 8308 nm no ph
s
2
a
b- 4 e
-y -
] 2
~Se Ll
e G
8

115.991

133.202
t 5

149,752

164.261

—136.434
—_—

T T T T T T T T R ma S R
200 180 160 140 120 100 80 60 40 20 0 ppm
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S25

N-(2-Hydroxyphenyl)-4-methoxybenzamide (4a’);: ‘H NMR (DMSO-ds, 400
MHZz)

expl  szpul
SAMPLE SPECIAL
date Apr 2 2012 temp not used OMe
solvent DHSO gain not used OH
file /export/home/~ spin not used
Ciftemp/NK_SB_38_t~ hst 0.008 H
1.17d pwso 19.780
ACQUISITION alfa 20.008 N
sw 6389.8 FLAGS
at 1.998 11 n
n 25528 in n
1 not used dp
bs i o O
d1 1.000
nt 64 b 0.10
ct 64 fn 65536
TRANSNITTER DISPLAY
tn Hi sp .2
sfrq 393.855 wp 4298.9
tof 362.8 rf1 1789.0
tpwr 57 rtp 9986
pw 5.850 rp 134.6
DECOUPLER » -85.5
dn c13 pPLOT
dof 0 wc 50
dn nan  sc ]
dua c vs 256
dpwr 50 th 20
daf 15900 nm cdc ph
T T T T T T T T T T i Al
10 9 8 7 6 5 a 3 2 1 ppm

N-(2-Hydroxyphenyl)-4-methoxybenzamide (4a’): *C NMR (DMSO-ds, 100
MHz)

38_lower_13C

sta13c
SAMPLE SPECIAL
. Apr 14 2812 temp not used
solvent DHSO gain ot used
Tile exp spin not used
ACQUISITION hst 8.008
w 25000.0 pwas 18.600 OMe
at 1.19% alfa 20.000 OH
" 59968 FLAGS
1 13808 11 n H
bs 32 in n
a1 9 dp y N
nt 6008 hs on
ct 4032 PROCESSING
TRAMSMITTER I 1.08
™ 13 fn not used
sfrq 100.553 DISPLAY O
tof " 26
tpwr 61 17805.3
v %7 N 7011
DECOUPLER rtp 3971.s
dn ML rp -8.7
dot s sas
vy Lot
dna v we 250
dpwr 42 sc
dnf asee ve 35
th
ne no ph
.o, -
238 T
e aat
EEH H fas
3 ~
Lo i3 ]
28 - 3
B B s
2% 33 2 2 2
- e = 4 - e o
ss & L s 1 2
. - |
i 3 l
ss
T T T r T T T T e T Ty v T T T -
180 160 140 120 100 80 60 40 20 ppm
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S26

2-Hydroxyaniline: *H NMR (DMSO-dg, 400 MHz)

NK_SB_15_lower_2

expl  s2pul
SAMPLE SPECIAL
date Oct 3 2011 temp not used
solvent DMSO gain not used
1 exp spin not used
ACQUISITION hst 0.008
sw 6389.8 pwso 18.700
at 1.998 ailfa 20.000
np 25528 FLAGS
;b not used :I n
s 4 n n
d1 1.000 dp y OH
nt 32 hs n
ct 32 PROCESSING
TRANSMITTER b 0.10 NH2
tn n 65536
sfrgq 399.855 DISPLAY
tof 362.8 sp 211.0
tpwr 57 wp 3644.1
pw 9.850 rf) 1838.1
DECOUPLER rfp 999.6
dn €13 rp 115.2 >
dof 0 Ip -82.8
dm nnn PLOT
dam c we 50
dpwr 50 sc 0
daf 15800 vs 33
th 20
nm cdc ph
b
| / i
Y] i,\ i
\ \
\J J / |
_ __,,_J\,ﬁ~¥_ NA._._»-,a—l/ \\‘;_7_“ - o \\,__¥,__/ Sz 1 S| U S S
T — — - — — —_—————— " ——— = —
9 8 7 6 5 a 3 2 1 ppm

wer_13C
zpul
SAMPLE SPECIAL
4te  OCt 3 2011 temp not used
solvent OMSO gain not used OH
file exp spin not used
AcoursITIOn hst 0.008
sw 125.6  pwso 18.600
at 1.199 alfa 20.000 NH2
np 50270 FLAGS
b 13800 11 n
bs 32 in n
d1 1.000 dp
nt 5000 hs nn
ct 672 PROCESSING
TRANSHITTER 2.00 Y
n €13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp -1571.0
tpwr 61 wp 25125.6
pw 9.300 rf) 5542.4
DECOUPLER rfp 3971.5
dn H1 rp -28.1
dof o 1p -343.5
dn vy pLOT
den W we 250
dpwr 42 sc 0
daf 8300 vs 20
th 4
nm no ph

,—119.518
R | L (1]
—114.461
114,393
—40.118
—39.918
'—-39.081

—-143.991
——— i) 38817

i

e e o o e B EE R e . B B o B e B S S E At n e
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S27

2-Phenylbenzo[d]oxazole (2aa): *H NMR (CDCls, 400 MHz)

NK_S8_2e€
expl  s2pul
SAMPLE SPECIAL
date Feb 14 2012 temp not used
solvent coc13 gain not used
Tile exp spin not used
ACQUISITION hst 0.008 N
sw 6389.8 pwso 18.700
at 1.998 aifa 20.000 N
n 25528 FLAGS
; not used :l n
s 4 n n
di 1.000 dp y O
nt 32 hs nn
ct 32 PROCESSING
TRANSMITTER b 0.10
tn H1 fn 65536
sfrg 399.853 DISPLAY
tof 362.8 sp -250.4
tpwr 57 wp 4828.0
pw 9.850 rf) 796.0
DECOUPLER rfp [
dn c13 rp 112.5
dof o 1p -92.5
dm nnn pLOT
dem c wc 250
dpwr 50 sc 0
daf 15900 vs 81
th 59
nm cdc ph
L» _—_— - NNL‘,’\_,«; ,v‘)k_,,
BT B S e e e i o S S T S S T R s A e v s s T
= = 3 st
10 9 8 7 6 5 4 3 2 1 ppm

2-Phenylbenzo[d]oxazole (2aa): *C NMR (CDCls, 100 MHz)

NK_SB_20C_13C

expl s2pul
SAMPLE SPECIAL
date Jan 30 2012 temp not used
solvent CDCI3 gain not used
file /--g:r /home/~ spin not used N
ciftemp/NK-SB~20C-~ hst 0.008
3C.f1d  pwso 18.600 \
ACQUISITION alfa 20.000
sw 5125.6 FLAGS
at 1.198 11 n (@)
np 60270 in n -
b 13800 dp y 2e
bs 32 hs nn g T
d1 1.000 PROCESSING nea
nt 7000 1b 2.00 o <
ct 6336 fn 65536 B3
TRANSMITTER DISPLAY
tn c13 sp -1506.4
sfrq 100.554 wp 25125.6
tof 1536.3 rf) 9271.3
tpwr 61 rfp 7764.9
pw 9.300 rp -4.6
DECOUPLER » -480.1
dn HL pLOT
dof 0 wc 250
da yyy sc 0
dan w o vs 91
dpwr 42 th 4
daf 8900 nm no ph
~
5
- @
an
1S
s
S
i
o
~ e 9w8
R et
. N
I CE
- vt =4 w
1 J1)) e
J 2
o = II [ &
= s 8 I
“ 5 W i |
2 =] = ’ J |
T |
| K
| = T ——
\aus P A I A opreag st
T T T T e T , T T s : T T T e T e
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2-(4-Chlorophenyl)benzo[d]oxazole (3aa): *H NMR (CDCls, 400 MHz)

2-(4-Chlorophenyl)benzo[d]oxazole (3aa): **C NMR (CDCls, 100 MHz)

r

-a sl
13
e 2012
ent coc13
exp
ISITION
v §389.8
at 1.998
25528
] not”used
bs
d 1.000
nt
ct 3
TRANSHITTER
tn H;
sfrq 399.853
tof 362.8
tpwr 57
pw 9.850
DECOUPLER
dn c13
dot 0
dn ann
dna <
dpwr 50
daf 15900

NK_SB_23_13C

t used
gain not used
spin not used

0.008
pwso 13.700
alfa 20.000
3 FLAGS
;n n
ne
PROCESSING
1b 0.
n 65536
DISPLAY
s -148.3
g 3828.
rfl 3698.1
rfp 2894.9
p 113,
» -93.3
pLOT
we 250
sc 0
vs 67
5

th
s cdc ph

S28

expl  s2pul
L SPECIAL
date Feb 9 2012 temp not used
soWwent 13 gain not used
Tite spin not used N
ACQUISITION hst 0.008
w 25125.6  pwso 18.600
at 1.189 alfa 20.000 \ Cl
] 60270 FLAGS
1l 13800 i1 n
bs in n O
d1 1.000 dp y
nt 5000 hs nn
ct 1312 PROCESSING
TRANSMITTER 1 2.00
tn Ci3 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp 1098.4
tpwr wp 17960.7
pw 9.300 rf) 9274.4
DECOUPLER rtp 7764.9
dn HL rp -112.9
dof o 1p -271.4
dn vyy pLOT
dea W we 50
dpwr 42 sc 0
daf 8900 vs 38
th 3
na no ph
-
43
2%,
w
o8y -
- s
LRl 2 &
L n @
i - ~e ™
i 2 ~e |
LS 1.
‘ M 2 f
] i |
ile - i
° o O ~ = i
2 3 23 ’ i A i
o * 8 B | 1
@ B % = | | I
[ | ‘
| i
| i
! \ | i
| | L] J_ﬂ J l -
' oy - At R e it e RS S B e ) cre
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2-(4-Methoxyphenyl)benzo[d]oxazole (4aa): *H NMR (CDCls, 400 MHz)

NK_SB_27
expl  s2pul
SAMPLE SPECIAL
date Feb 14 2012 P not used
solvent €oC13 gain not used
le exp spin not used
ACQUISITION hst 0.
sw §389.8 0 19.700
at .998 ailfa 20.000
n 25528 FL,
1 not used 11
bs 4 in n
d1 1.000 dp y
nt 32 hs nn
ct 32 PROCESSING
TRANSMITTER 1b 0.10
tn HL fn 65536
sfrq 399.853 DISPLAY
tof 362.8 sp ~250.4
tpwr 57 wp 4828.0
pv 9.850 rf) 796.0
DECOUPLER cfp 0
dn €13 rp 112.5
dot 0 1p 92.5
dn ann pLOT
dan c we 250
dpwr 50 sc 0
def 15800 vs 81
th 59
nm cdc ph

S29

I R e T N
11 10 9 8 7 6 5 3 -0 ppm
.13
2-(4-Methoxyphenyl)benzo[d]oxazole (4aa): ~°C NMR (CDCls;, 100 MHz)
$B_27_13C
expl s2pul
AMPL SPECIAL
date Feb 16 2012 temp not used
solvent CDC13 gain not used
Tl exp spin not used
ACQUISITION hst 0.008 N
at 12 BYra Z0.000 N
t . a .
- 60270 FLAGS OMe
; I3B;l :‘ e
s n
d1 1.000 dp O
nt 5000 hs an
ct 832 PROCESSING
TRANSMITTER b 2.00
tn C13 fn 65536
sfrg 100.554 DISPLAY
tof 1536.3 s -151
tpwr wp 25125.6
pw 9.300 r?1 9282.1
DECOUPLER rfp 7764.9
dn H1 rp ~78.1
dof P -320.7
dm vyy PLO
das W wC 250
dpwr 42 sc 0
dmf 8900 vs 37
th 3
nm no ph
&
§ 2
= 8
S -
| o &=
33:8 .
& EEEERIe = m
a8 171711 RgR
S b e I8 g
e ~ - - 9
7 8 3 , b é
i s s 8
| a3 f 1 |
| ] |
|
i i :
N , ‘
| |
B o
220 200 180 160 140 120 100 80 60 a0 20 0 ppm
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S30

2-(4-Ethylphenyl)benzo[d]oxazole (5aa): *H NMR (CDCls, 400 MHz)

NK_SB_42_1H
expl s2pul
SAMPLE SPECIAL
date Apr 6 2012 temp not used
solvent cOC13 gain not used
e exp spin not_used
ACQUISITION hst 0.008
sw 6389

.8 pwso 19.700
at 1.938 aifa 20.008 N
" 28528 0 Flacs N
not uses n
bs 4 in n
o Lot ; CHyMe
nt 64 hs nn
c PROCESSING
s O

t 64
TRANSMITTER b 0.

tn n 65536

sfrq 399.853 DISPLAY

tof 362.8 sp -133.2

tpwr 57 wp 4189.7

pw 9.850 rfl 838.3

DECOUPLER rtp

dn 13 rp 104.5

dof o 1p -87.7

dm ann PLO

dun c wec 0

dpwr 50 ]

daf 15900 vs 35
20

o cdc ph

10 9 8 7 6 5 a 3 2 1 ppm

2

(4-Ethylphenyl)benzo[d]oxazole (5aa): **C NMR (CDCls, 100 MHz)

_SB_s2_13C
expl s2pul
SAMPLE SPECIAL
date Apr 26 2012 temp not used
solvent CoC13 gain not used
file exp spin not used
ACQUISITION hst 0008
v 25125.6 pwse 18,608 N
at :6:;: alfa 20,000
np FLAGS
b 13808 11 n N
& % n g CH;Me
d1 1.000 dp y
nt 12008 hs an O
ct 7840 PROCESSING
TRANSMITTER )0 2.00
c13 1 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp -887.6
tpwr 1 20535.6
pw 3.300 1) 9279.8
DECOUPLER rfp 7764.9
d WL rp -§7
dof 0 1 -318.1
da yyy PLI
dua v wc ]
dpwr 42 sc
daf 8900 vs 26
th 2
ns no ph
ss
%"
R
n"sd
2
1| 128z
] P
ii
~ - ook
. =73 3 INFS s o
=2 . - s s
3 $° - s w
2 e H B
2 a3 9
- a 3
T - T T TT

T T T T T T v ¥
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S31

2-p-Tolylbenzo[d]oxazole (6aa): *H NMR (CDCls, 400 MHz)

NK_SKR_31_1W
expl  s2pul
SANPLE SPECIAL
date Feb 23 2012 temp not used
solvent cocls in not used
file exp spin not used
ACQUISITION t .. N
v 6385.8 pwie 19.790
at :i::l alfa sLAOS 20.000 A\
] L.
B it . Me
:: 1 .l: é v
d dp
a i - o
TRANSMITTER b 8.
tn H1 T 65536
sfrq 399.853 DISPLAY
tof 2.8 sp 224.6
tpwr 57 4777.5
v 9.858 rf1 803.8
DECOUPLER rfp
d €13 rp 125.4
dof 0 Ip -103.2
dn nnn PLO’
dan c  w 250
dpwr 50 sc L]
daf 15900 vs 74
20
nm cdc ph
— e e i - Jk& . il
— T T r ——— T —r L e B e e e i et
11 10 9 8 7 6 5 a 3 2 1 0 ppm

2-p-Tolylbenzo[d]oxazole (6aa): *C NMR (CDCls, 100 MHz)

NK_SKR_31_13C

expl s2pul
SAMPLE SPECIAL
date Feb 23 2012 temp not used
solvent coCl13 gain not used N
file exp spin not used
ACQUISITION hst 0.008
sw 25125.6 pwso 18.600 \ Me
at 1.199 ailfa 20.000
ny 60270 FLAGS 0O
1l 13800 11 n
bs 32 in n
d1 1.000 dp
nt 5000 hs nn
ct 544 PROCESSING
TRANSMITTER 1b
tn €13 fn 5536
sfrq 100.554 DISPLAY
to! 1536.3 sp -492.0
tpwr 61 wp 20866.1
9.300 rfl 27
DECOUPLER rfp 7764.9
HL rp -55
dof o 1p -373.8
da yyy PLO
dea v wc ]
dpwr 42 sc 0
daf 8900 vs 20
th
na no ph
N
aBbe
Read
]
oo
S8 » °
b - =
LT s @
~ g
H | 1285 " INE3S
" ‘ <o H L]
d = a . -
o (- ] < - o n
8 =3 =R &
- s | | | s
e 2

r—gﬂ.ﬁﬂ
L

———A142.125

L - L

L LR S A L L B LA L S N S e i e e e o o i e s e e e e e
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2-(4-(Methylthio)phenyl)benzo[d]oxazole (7aa): *H NMR (CDCls, 400 MHz)

NK_SB_S7_1H
expl  s2pul

S32

SANPLE SPECIAL
aate Mar 20 2012 tem not used
se1vent cOC)3 gain not used
Tile exp Spin not_used N
ACQUISITION hst 0.0
sw ‘”,i: o+ 19.700 \
at 1.998 aifa 20.000
ap 25528 FL SMe
® not used 11 n
s 4 n n
d1 1.000 dp y O
nt 32 hs nn
ct 32 PROCESSING
TRANSMITTER 1b 0.10
n tn 65536
sfrgq 399.853 DISPLAY
tof 362.8 sp 472.2
tpwr 57 4424.3
pu 9.850 rfl 36988
DECOUPLER o 2884’9
dan €13 rp 108.8
dot o 1p ~92.8
dn nan pLOT
dan C w 250
dpwr 50 s n
daf 15908 vs s7
6
na cdc ph
JJK S
T T T T T T
12 11 10 9 8 7 ppm

2-(4-(Methylthio)phenyl)benzo[d]oxazole (7aa): **C NMR (CDCls, 100 MHz)

NK_SB_37_13C

expl  s2pul

SPECIAL

SAMPLE
date Mar 21 2012 temp not used
solvent cOC13 gain not us,
Tile exp Spin not_used
ACQUISITION .0 N
s 21256 pes 181600 N
a . alfa 20.000
np 0270 FLAGS SMe
;H 13800 :I n
S 10 n n
d1 1.000 dp O
nt 000 he nn
ct 88 PROCESSING
TRANSMITTER 1 2.00
tn c13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp ~192.
tpwr 20106.9
b4 9.300 rfl s278.
DECOUPLER rfp 7764.9
dn HL rp -81.
dot i -299.8
dn vy PLO
dan v we 250
dpwr a2 sc 0
daf 8900 vs 29
th 4
na no ph
—
Ris
o
: 3 : |
R = i g
N - | e
H s 33 7 i 8
; [
i 2 l I
- - 1 L
i | ‘ i |
| | [
| i ]
| ‘ H
| i
‘ |
|
A ‘ |
J Logdl -

180

8’0

40

20
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S33

2-(4-(Trifluoromethyl)phenyl)benzo[d]oxazole (8aa): ‘H NMR (CDCls, 400
MH2z)

"5_s8_39
expl  s2pul
SANPLE SPECTAL
dage tar 76 ez temp not used
sofvent coc13 gatn not used
file exp spin not used
R M N E N
Lo . .
at 1.998 alfa 20,000 \ CF
” 25528 FLAGS 3
ROt used 11 n
bs 4 in n O
d1 1.000 y
ot 32 hs an
ct 3z PROCESSING
TRANSHITTER i 0.10
tn WL fn 65536
sfrq 398.853 o1SPLAY
tof 362.8 sp 208.7
towr e 3939.1
P 9.850 rf1 3687.7
DECOUPLER rfp 2894.9
dn c13 rp 112.7
dor s 1p BTN
da nnn sLOT
pres e e e
0 sc
ar 15900 vs 18
th 20
na cdc ph
— T T s e e I o B s e T . =
10 [] 8 7 6 s '} 3 1 ppm

2-(4-(Trifluoromethyl)phenyl)benzo[d]oxazole (8aa): *C NMR (CDCls;, 100
MHZz)

NK_SB_33_13C_2

expl s2pul
SAMPLE SPECIAL
date Apr 7 2012 temp not used
==:v|nt CoC13 gain not used
e exp spin not used
ACQUISITION het o'008
sw 25125.6 pwis 18.608 N
at :‘;;: alfa 20.000
:8 FLAGS A\
13800 11 n
b2 32 in n CF3
1.000 dp
ot seee hs B O
4 PROCESSING
TRANSMITTER 1 %
13 fn 65536
sfrq 100.554 DISPLAY
tot 1536.3 sp 75
tpwr 51 wp 19182.2
9.300 71 3.
DECOUPLER rfp 7764.8
oy M1 rp -47
dof o 1p -364.6
dn vy PLO’
dea v we ]
dpwr 42 sc °
daf 8300 vs 35
th 2
ne no ph
~o
Rilw
=23
i
Re®
S8
ass
N
-
E 323 3z
- Rew
) 8 a5
. H
H 2 3
b -
= s 3
- -
2 = s =2
= a <
= 7 -'{-
T T T T T T T - T T T T T
T T T T T
180 160 140 120 100 80 60 40 20 Ppm
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2-(4-Fluorophenyl)benzo[d]oxazole (9aa): *H NMR (CDCls, 400 MHz)

NK-$8-40- 1H

STANDARD 1H OBSERVE

expl stdih
SANPLE SPECIAL
date Mar 28 2012 P not used
;?:von! €DC13  gain not used
e spin not_used
ACQUISITION i 'l l“lll N
N ‘:ﬂi’ o 19.700 A\
alfa 20.000
np 23964 0 F F
not used n
bs in n ()
d1 1.000 dp y
nt 32 h
ct 32 PKUCESSING
TRANSMITTER R { not used
n H1 DISPLAY
sfrq 399.853 sp -104.
tof wp 3983.4
tpwr 57 rf1 996.
pw 7.000 rfp
DECOUPLER rp 98.1
c i 80.5
dof PLOT
dn nnn - we 250
dem c sc 0
dpwr 50 vs 18
daf 15300 th 20
nm cdc ph

T 1

e e e e S e e e B T T T T T T T —p—r—r—r——— —r——r——r-

9 8 7 6 5 a 3 2 1 ppm

2-(4-Fluorophenyl)benzo[d]oxazole (9aa): **C NMR (CDCls, 100 MHz)

REY
s2pul
SAMPLE SPECIAL
Late  Apr 3 2012 temp not used
solvent coc13 gain not used N
file exp spin not_used
ACQUISITION hst 8.008 N
W 25125.6 pwie 18.600 F
at 1.199 alfa s 20.000
np §0270
' 13800 11 n O
bs 32 in n
a1 1.000 dp y
nt 5008
ct 1280 PROCESSING
TRANSMITTER 2.
tn c13 fn 65536
sfrq 100.554 DISPLAY
1536.3 ~1508.5
tpwr 61 25125.6
9.300 rf) 9274.4
DECOUPLER rfp 7764.9
WL rp 103,
dot o 1p -271.4
dn yyy pLOT
dnm v we 250
dpwr 42 sc
daf 8300 vs 23
th
s no ph

129.991
77.543
76.910

142.201

———150.888

=
—
—

T T T T T T T T T T T T T T
220 200 180 140 120 100 80 60 40 20 0 ppm
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5-Methyl-2-phenylbenzo[d]oxazole (10aa): *H NMR (CDCls, 400 MHz)

NK_SB_25
expl s2pul
SANPLE SPECIAL
date Feb 11 2012 temp not used
t cOC13 gain not used
p spin not used
ACQUISITION hst 0.008

sw §389.8 pwdo 19.700
at 1.998 alfa 20.000 Me N
n 25528 FLAGS N\
1i not used 11 n
be $ In n

1.000 dp
nt 32 H (@]

s nn
PROCESSING
0.10

ct 32
TRANSMITTER 1b .
tn HL fn 65536
sfrq 399.853 DISPLAY
tof 362.8 sp 203.
tpwr 57 wp 3895.8
v 9.850 rfl 3698.5
DECOUPLER rfp 289%4.9
n €13 rp 112.7
dof o 1p -90.2
dm nnn PLOT
dem c we 50
dpwr 50 0
daf 15800 vs a7
20
nm cdc ph
l M A -
— S T S . S . SRS L
10 9 8 7 6 a 3 2 1 ppm
5-Methyl-2-phenylbenzo[d]oxazole (10aa): ~°C NMR (CDCl3, 100 MHz)
NK_SB_25_13C
expl s2pul
SAMPLE SPECIAL
date Feb 13 2012 temp not used
solvent €oC13 gain not used
tile exp spin not used Me
ACQUISITION hst 0.008 N
sw 25125.6 pwio 18.600
at 1.199 alfa 20.000 \
np 60270 FLAGS
b 13800 11 n
bs 32 in n (@)
d1 1.000 dp y
nt 5000 b n
ct 1184 PROCESSING
TRANSMITTER b 2.
tn n 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp 231.9
tpwr 61 wp 20337.7
pw 9.300 rf1 9282.8
DECOUPLER rfp 7764.9
dn HL rp -80.9
dof 0 1p -323.8
dm yyy PLOT
dan W we 50
dpwr 42 sc 0
daf 8900 vs 33
th 5
nm no ph
.
"o
o
EEN
]
i
2
s by
< 8 2 2
~ o I w @
55 |88 ¢ 4 ¥
. - - 3 3 ~ b4
< | % | % - ~an -
L | - - 1% 2
g & @ 3 s 2 : s
2 & ¥ 7 CI. :
] E 3 ] 2
IR R ANT S A “ 2
5 i g |
2 T30 |
I |
! ,
1 . |
| I f
| i J |
‘ J l L

200 180 160 140 120 100 80 60 40 20 ppm
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2-(4-Chlorophenyl)-5-methylbenzo[d]oxazole (1laa): 'H NMR (CDCls, 400

MH2z)

Me N
-0
@)

K_SB_28
expl sZpul
SANPLE SPECIAL
emte Feb 16 2012 temp not used
solvent cDC13 gain not used
2 xp spin not_used
ACQUISITION hst 0.008
6389.8 pws 13708
at 1.998 alfa 20.000
n 25528 FLAGS
1i not used 11 n
bs in n
d1 1.000 dp
nt 3, hs nn
ct 32 PROCESSING
TRANSMITTER 1 0.10
n n 65536
sfrq 399.853 DISPLAY
tof 362.8 sp -81.7
tpwr 57 wp 4206.5
pw 9.850 rf) 3698.5
DECOUPLER rtp 2894.9
dn €13 rp 105.0
dof » -87.1
da nnn PLOT
don we 250
dpwr 50 sc (]
daf 15900 vs 52
th 20
ne cdc ph

ﬁﬁﬁﬁﬁ ok

B s e e e S e e e

10 9

7

2-(4-Chlorophenyl)-5-methylbenzo[d]oxazole (11aa): “*C NMR (CDCls; 100

MHz)

NK-88-28
expl  s2pul

. SMRLE  oie seecIAL
a eb 21 2 t not use
sotvent cbC13 gain not used Me N
Te exp spin not used
ACQUISITION hst 0.008 N\
25125.6 pwse 18.600 Cl
at 1.199 alfa 20.000
np s027¢ FL O
b 13808 11 n
bs 32 in n
a1 1.000 dp y
nt 5008 nn
c 836 PROCESSING
TRANSNITTER 1 2.90
tn c13 r 65536
sfrq 100.554 DISPLAY
tof 1536.3 472.
tpwr 61 18224.5
v 5.300 rfl 9272.
DECOUPLER rfp 7764.3
dn H1 rp -40.
dof o 1p -398.6
yyy PLO
den W e 250
dpwr 42 sc o
daf 8900 vs 24
th 2
ne no ph
°w
na
Ly
b
-.L-.
R
&= 2 8
= .n o : 2
3 3 g% |28 2 g
. 3 o ~N - -
o < 8 ~ 8 o
2 - g =
1
W R 1 JL L J J -
ey r a T Ty 1 f e R B A B S A A o ot S
180 160 140 120 100 a0 60 40 20 ppm
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5-Methyl-2-p-tolylbenzo[d]oxazole (12aa): *H NMR (CDCls, 400 MHz)

NK_SB_23
expt  s2pul

SPECIAL
not

Me N
O
o]

5-Methyl-2-p-tolylbenzo[d]oxazole (12aa): *C NMR (CDCls, 100 MHz)

_SB_29_13C
expl stdi3c
SAMPLE SPECIAL
date Mar 4 2012 temp not used
solvent COC13 gain not used
file o spin not used
AcQu! t .008
5000.0 0 w0 | Me N
at 1,199 alfa 20.000 N
np FL
:h 13800 11 n Me
s 32 in n
d1 o dp y (@]
nt 3000 hs nn
28
TRANSMITTER b 1.00
n 13 fn not used
sfrg 100.552 DISPLAY
of 0 sp 11
tpwr 61 18166.1
pw 8.667 rf1 10750.1
DECOUPLER rfp 7764.9
dn HL rp -61.7
dof 0o 1p -355.6
dn vyy PLO
den W wC 250
dpwr 42 sc
nf 8900 vs 27
th
nm no ph
i
- ee ae
2= 2 2 = REY £e
< ~ e s % -
w3 2 < o @ b
-4 ~
] g 37 % s 2 H 1 !
' b [ = J ’
» e j a
2 o ’
e B ot T 1 T 1 . T T T T B B o e B Jon e e I S S
180 160 140 120 100 80 60 40 20 ppm
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5-Methyl-2-(4-nitrophenyl)benzo[d]oxazole (13aa): *H NMR (CDCls, 400 MH?z)

"_38_33
expl  s2pul
SPECIAL
@ute Mar 5 2012 temp not used
Alvent coc in not used
exp spin not use:
ACQUISITION hs o Me N
Y e il
a alfa e
n 25528 FL D N02
: not used 11 n
5 in n
di 1.008 dp 0]
nt 32 h
32 PROCESSING
TRANSHITTER 1 0.
ML 1 65536
sfrq 399.853 DISPLAY
362.8 s =105,
tpwr 57 wp 439907
9.850 rf1 73309
DECOUPLER rfp 0
n 9 113.8
dof » 3400
da non PLOT
dua ¢ we 250
dpwr 50 0
duf 15800 vs 35
20
om cdc ph
—r—r— — T L S B o e B i e o O S e
10 9 8 7 5 5 a 3 2 1 ppm

5-Methyl-2-(4-nitrophenyl)benzo[d]oxazole (13aa): *C NMR (CDCls, 100 MHz)

NK_SB_33_13¢
expl  s2pul
SAMPLE SPECIAL
date Mar 16 2012 temp not used
:?;vlﬂ' coci3 ll:'l not Ili.:
e exp spin not uset
ACQUISITION het s | Me N
sw 25125.6 pwie 18.600
at 1.195 ailfa 20.000 A\ NO
np 60270 FLAGS /)
o lu:: 11 n
bs in n
d1 1.000 dp y (6]
nt $000 hs n
ct 1760 PROCESSING
TRANSMITTER 16 2.00
tn n 65536
sfrq 100.554 PISPLAY
tof 1536.3 sp ~1505.7
tpwr 61 wp 25125.6
pw 9.300 r11 9270.6
DECOUPLER rfp 7764.9
n HL rp -17.8
dof 0 1p -419.6
dn yyy pLoT
dua v we 250
dpwr 42 sc
daf 8300 vs 33
th 2
na no ph

—77.543
77.230
.76.910

128.427
127.741
—124.332

-135.375

160.848
149.439
142.285
133,085
120.541
110.459
21.724

TN T v T T T T T T T T L . T
220 200 180 160 140 120 100 80 60 a0 20
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5-Methyl-2-(4-(methylthio)phenyl)benzo[d]oxazole (14aa): *H NMR (CDCls, 400
MH2z)

K_88_35_1H
expl  s2pul

SANPLE SPECIAL
date Mar 8 201

b - Me N
{J
acourstron *° 3Ee" "ot aea \ SMe
sw 6389.8 pwo 18.700
at 1.998 ailfa 20.000
FLAGS O

n‘ 25528
1 not used 1) n
:: 1 ll: :n v
. p

nt 32 hs 4
ct 32 PROCESSING

TRANSMITTER 1b 0.10
tn HL fn $5536
sfrgq 399.853 DISPLAY
tof 362.8 sp 95.
tpwr 57 wp 3938.0
L 0 9.850 rf1 3698.3

DECOUPLER rfp 28%4.9
dn €13 rp 110.2
doft o p -96.3
de nnn PLOT
den € wc 50
dpwr 50 sc (]
daf 15500 vs 61
th
ne cdc ph

5-Methyl-2-(4-(methylthio)phenyl)benzo[d]oxazole (14aa): *C NMR (CDCls,
100 MHz)

58-35
expl stdi3c

SANPLE E
date Mar 14 2012 temp not used
nt coC13 ga used

9
68
bs 10 1in
d1 dp 4
nt 5088 ns
ct 2170 PROCESSING
TRANSMITTER 1L 1.00
tn 3 n it used
sfrq 100.552 DISPLAY
H- S
tpwr 61w 5
8.667 r“ 2084.5
DECOUPLER rfp L]
n HL rp -67.8
dof e 1p ~-323.6
dn yyy
= : =
pur
daf 8308 vs 25
na no ph
as
i,
58S
T - -
LS 3 s
e
tae
©_, I3 3 ~
22 B - e - =
~ %o - - s =
s
2 2 33 3 2 : =
4 -
H] 3 ,

—_—

b

—

= 130,477
123,678
S

.

T T T T T T T R Vi

T T T T T T T T
180 160 140 120 100 80 60 40 20 0 ppa
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2-(4-Chlorophenyl)-6-methoxybenzo[dJoxazole (15aa): *H NMR (CDCls, 400
MH2z)

NK_SB_43_1H
expl  s2pul
SANPLE SPECIAL
date Apr 5 2012 temp not used
solvent cOC13 gatn not used
e exp spin not_used N
ACQUISITION nst 0.008
sw §389.8 pwso 13700 \ Cl
at 1.958 aifa 20.000
n 25528 FLAGS
® not used 11 n
o 3 : MeO o
d1 1.000 dp y
nt 32 h n
ct 32 PROCESSING
TRANSMITTER I 0.1
tn fn 65536
sfrq 399.853 oIsPLAY
tof 3%2.8 sp -123.6
tpwr wp 425700
v 9.850 rf1 36985
DECOUPLER rp 2894.8
n c13 rp 115.4
dof ° -85.7
dn ann pLOT
dun ¢ we s0
dpwr 50 sc o
daf 15300 vs 32
th H
na cdc ph
T T T T T Lo e T e
10 9 8 7 6 5 4 : X =S
3 2 1 ppm

2-(4-Chlorophenyl)-6-methoxybenzo[d]oxazole (15aa); *C NMR (CDCls;, 100
MHZz)

sB_a3_13c
expl s2pul
SAMPLE SPECTAL
date Apr 7 2012 temp not used
solvent cOCI3 gain not used
file exp spin not used N
ACQUISITION hst 0.008
sw 25125.5 pwn 18.680 \) cl
at 1.135 alfa 20.000
3 isae o o
n
bs 32 in n MeO
d1 1.000 dp
nt 5008 hs an
ct 1280 PROCESSING
TRANSMITTER 1 2.00
tn c13 fn 65538
sfrq 100,554 oISPLAY
tof 1536.3 1528.5
tpwr 1 16706.2
v 9.308 rf1 9273
DECOUPLER rfp 7764.9
dn HL rp =54
dot o p -363.2
dn yyy PL
dnn v we 250
dpwr az o
daf 8900 vs 26
3
ne no ph
-
-
S5e - =
o8 a3 =
2 e
] ne®
4
H z ~
« %) o H -
s s -
g 2 g 8 2 “ s
e . . e
48 5 - -
ERE ]

——137.343
——135.924

o
b=

I

=

—

S
S
L

s

T T T r T r T r T , .
160 140 120 100 80 60 a0 ppm
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6-Methoxy-2-phenylbenzo[d]oxazole (16aa): *H NMR (CDCls, 400 MHz)

NK_S8_44_1H
SANPLE SPECIAL
date Apr 9 2012 temp not used N
solvent €OCI3 gain not used
tile exp spin not used \
v ACOISITION bt 0.008
o 18.700
at 1.398 alfa 20.000
o 25528 FLAGS MeO 0
1 not used 11 n
:: 1.0 :' ¥
P
nt 64 hs "y
c s PROCESSING
TRANSHITTER I .10
n HL fn 65536
sfrq 399.853 DISPLAY
2. sp 47.7
tpwr 57 wp 4416.5
s.850 rf) 3698.3
DECOUPLER rfp 2894.3
dn €13 rp 105.1
dof 1p 88,
de ann pLoT
‘hn 55 we 25
pwr sc
dut 15800 vs 8
th 20
na cdc ph
JJLLL JL_ L 1
T A 4 T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm

6-Methoxy-2-phenylbenzo[d]oxazole (16aa): *C NMR (CDCls, 100 MHz)

NK_SB_44_13C
expt  szpul
SAMPLE SPECIAL
date Apr 13 2012 temp not used
solvent €OC13 gain not used
tile exp spin not _used
ACQUISITION hst 0.008 N
b 25125.6 pwis 18.600
at 1.139 alfa 20,000 N
np §0270 FLAGS
4] 13800 1) n o
bs 32 n n
d1 1.000 dp
nt 5000 hs ") MeO
ct ase PROCESSING
TRANSMITTER ) .00
tn c1 65536
sfrq 100.554 DISPLAY
tof 536.3 3 1158.2
tpwr [ 16805.1
9.300 rfl 9280.5
DECOUPLER rfp 7764.9
HL rp -57.7
dof o 1p -372.3
da yyy
dea v 250
dpwr 42 sc ]
daf LU 24
T

-
° 2
> -
~ s on
~ Ce
2 - - nen~ -
S H = H
e v < . -
~ - -4 1 .
~ S - °
] H 3

162.274
158.362
151.711
135.932
131.135
i N
—

—

T T T T T T T T
160 140 120 100 80 60 a0 20 ppm
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2-(4-Fluorophenyl)-6-methoxybenzo[d]oxazole (17aa): '"H NMR (CDCls;, 400
MH2z)

NK_SB_a5_1H
expl  s2pul
SAMPLE SPECIAL
date Apr 9 2012 temp not used N
solvent c0C13 gain not used
file exp  spin not used \)
ACQUISITION hst v.008 F
a ‘ioais Mi7a FHH
a : alfa 3
ny 25528 FLAGS Meo O
1 not used 11 n
bs n
a1 1.000 dp y
nt 6 s
ct . PROCESSING
TRANSMITTER b 0.1
tn HL fn 65536
sfrq 393.853 DISPLAY
tof 362.8 sp -88.
towr $7 wp 42738
3.850 rf1 7937
DECOUPLER rtp
an p 104,08
dot » -8z
dn nnn pLOT
dam c we 250
d 50 sc [
daf 15300 vs 62
h 20
ne cdc ph
T T T T T T T T T T T
10 9 8 7 6 5 a 3 2 1 ppm

2-(4-Fluorophenyl)-6-methoxybenzo[d]oxazole (17aa): *C NMR (CDCls;, 100
MHz)

NK_SB_45_13C_3
expl  szpul
SPECIAL
not us

SAMPLE
Jun 12 2012 temp od
solvent cDC13 gain not used
Tile exp spin not used
ACQUISITION hst 0.008
sw 25125.6 pwis 18.608
at 1.193 0. N
o
b \
e F
1
=
S MeO o
TRANSMITTER .00
tn fn §5536
sfrq 100.554 DISPLAY
tof 1536.3 sp -452.1
tpwr wp 21839.9
pw 8.300 rf1 9272.9
DECOUPLER rfp 7764.9
dn H1L rp -21.1
dof 1p -429.8
dn PLOT
dem yy! we 250
dpwr 42 sc 1]
daf 8800 vs 18
h 2
ns no ph
---
- 233
5 a oL
EE ] TRE
gz 2 ]
N
228 17 3375 g l
533 B s L8l “ ! .
28 < s 5% || s s
1118 & 8 @ s
\ l| I i 3 ‘ ' \
‘ |
’ H |
o | l Ll H ] J " |

R . L ant T T T Y

200 180 160 140 120 100 80 60 40 20 Pp®
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6-Methoxy-2-p-tolylbenzo[d]oxazole (18aa): *H NMR (CDCls, 400 MHz)

NK_SB_a%_1H
expl  stdih
SANPLE SPECIAL
date Apr 18 2012 temp not used
selvent €0C13 gatn not used
spin not_used N
AcoutsTTIoN 0.008 R
L] 19.700
at 1.955 alfa 20 008 Me
b e U
not us n
i in MeO O
a1 1.008 dp y
nt 32
ct 32 PROCESSING
TRANSMITTER 3 { not used
n H DISPLAY
sfrg 309.853 ¢ -65.8
tof 3709.3
tpwr 57 rfl 1869
7.000 rfp 2884’9
DECOUPLER rp H
c13 1p 83.5
dof ° pLOT
dm nnn - we 1)
dan sc
dpwr 58 vs 8
dnf 15800 th 10
nm cdc ph

Fdhe J .

T T T T T T T T T (B s T

9 8 7 6 5 4 3 2 1 ppm

6-Methoxy-2-p-tolylbenzo[d]oxazole (18aa): *C NMR (CDCls, 100 MH?z)

_4s_13¢
s2pul

SAMPLE SPECIAL
date Apr 21 not w

2012 temp
solvent €oc13 gain not used N
Tile exp spin not_used
o MO s s pese 180 N Me
at Ll aira 20 o
2 MeO
nn

13808 11 n
bs 32 1in n
di 1.000 dp y
nt se08
ct s PROCESSING
TRANSMITTER 1 2.90
tn c13 36
sfrq 100.554 DISPLAY
i 1536.3 sp 64
tpwr 61 18951.4
v 3.300 1 9281.3
DECOUPLER rfp 7784.3
dn WL rp 64,
dot CIR! -388.6
dm vy LoT
= v 250
ipwr 42
dnf 8900 n 31
™ no
~
s
H
en
SS
8-
. -
e L
E " 3=
~ - na®
S H » 1N
- - ] - s b -
= - 2 ° ~ - ] : - b
- 5 8 s R -1 I - 3
s 3 2 " - e = 2 = -
w2 - S 8 s - k|
s 7 H - - H H
=

r_
‘P-

Ll

T T T T T T
180 1860 140 120

T T T T T
100 80 60 40 20 ppa
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6-Methoxy-2-(4-(methylthio)phenyl)benzo[d]oxazole (19aa): 'H NMR (CDCls,
400 MHz)

NK-SB-47
exp1  stdih
SANPLE SPECIAL
date Apr 13 2012 temp not used
solvent €OC13 gain not used
1 spin not_used N
AcouISITION hst -se8 R
5.0 18.700
at 5 alfa 20.000 SMe|
?ﬂ uses O
not us; n
bs n MeO
d1 1.000 dp
at 32 hs
ct 32 PROCESSING
TRANSMITTER 1 not used
tn H DISPLAY
sfrq 399.853 sp 129
tof wp 41825
tpwr 57 rfl 58
pv 7.000 cfp 2894.9
DECOUPLER P 94.8
13 1p -76.9
dot o PLOT
dn nan 250
dem c sc
dpwr 50 vs 0
daf 15300
nm cdc ph
T T 1 T T T N T T T T T
o 9 8 7 6 5 a4 3 2 1 pPpm

6-Methoxy-2-(4-(methylthio)phenyl)benzo[d]oxazole (19aa): *C NMR (CDCls,
100 MHz)

RK_SB_47_13C
expl  s2pul
SAMPLE SPECIAL
dase Apr 21 2012 temp not used
solvent c0CI3 gain not used
file exp spin not_used N
AcoursiTIon o het a-088 R
sw 5125.6 o 18.60
at 1,138 114 rLacs 2000 SMe|
ny s0278
™ 13808 11 n O
bs 32 1in n Meo
d1 1.000 dp y
nt 5000 hs
ct 1184 PROCESSING
TRANSMITTER n 2.00
tn c13 fn 65536
sfrq 100.554 oIsPLAY
1536.3 sp -424.5
tpwr 61 19380.0
3.300 rf1 3278.2
DECOUPLER rfp 7764.3
d HL rp -
dof " 1p -328.5
vyy PLO
dea v we 258
d 42 sc .
duf 8300 vs 28
th .
na no ph
>
3
S
~
33 g 3
2 voe
] 31
S
- .
3 & 4
R e 2 o - a - H
g8 ¥ 3 3 3 3 ¥ H H
- - 2 - - -
e s = 3 2 »

—————————123.668

|
—
i_—
F
-

T T T T T T T T T T T T
180 160 140 120 100 80 60 a0 20 ppm
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4-Bromo-2-(4-chlorophenyl)-6-methylbenzo[d]oxazole (20aa): *H NMR (CDCls,
400 MHz)

NK_SB_49
expl s2pul
SAMPLE SPECIAL
date Apr 23 2012 temp not used
solvent CDC13 gain not used
file /export/home/~ spin not used Br
ciftemp/NK_SB_49_1~ hst 0.008
170 pwso 18.700
ACQUISITION alfa 20.000
sw 6389.8 FLAGS N
at 1.958 11 n
np 25528 in n \ Cl
b not used dp y
o 4 hs an
1.000 PROCESSING
ot 32 1 0.10 Me O
ct 32 fn 65536
TRANSMITTER OISPLAY
n s -64.0
sfrq 399.853 wp 3837.1
tof 362.8 rf1 734.5
tpwr $7 rtp 0
9.850 rp 105.0
DECOUPLER » ~s1.1
n c13 pLOT
dot 0 wc 250
dn nnn sc 0
dmm c vs 33
dpwr 50 th 7
daf 15900 na cdc ph
‘ |
|
J ,UL |
L A J
————————— — e — — T —
9 8 7 6 5 a4 3 2 1 ppm

4-Bromo-2-(4-chlorophenyl)-6-methylbenzo[d]oxazole (20aa): **C NMR (CDCl;,
100 MHz)

expl  s2pul

SAMPLE SPECIAL
date Apr 21 2012 temp not used
solvent cDC13  gain not used
T exp spin not_used
ACQUISITION hst 0.008 Br
sw 25125.6 pwie 18.600
at 1.189 ailfa 20,008
n| 0270 FLAG!
1 13808 11 n N
H el & ;
1 .
nt se000 n: n: \ Cl
ct rreall84 |, PROCESSING
TRANSMITTER 2.00
tn €13 fn 65536 Me (@]
sfrq 100.554 DISPLAY
tof 6.3 s -424.5
tpwr 61 19380.0
v 00 rf1 9278.2
DECOUPLER rfp 7764.9
dn P -7
dof "« i -328.5
dm yyy PLoT
dem we 250
dpwr 4 sc
duf 8300 vs 28
th
nm no ph
~ -
3 %3
1 Re®
EE] "EE
s ]
B
- -
g3 1§ 8%
Sas . 2 -
a8 “ o
s g 883 |& &3 g
32 F [ 1 3
- - b
H] a
S H
. RSO O w1 " A
e .

T T T T T T T T T T T T T T T
eRe 200 188 160 140 120 100 80 60 a0 20 0 ppa
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4-Bromo-6-methyl-2-phenylbenzo[d]oxazole (21aa): *H NMR (CDCls, 400 MHz)

)
\
O]

NK_SB_50
expl  s2pul
SAMPLE SPECIAL
date May 4 2012 p not used
solvent €OC13 gain not used
file exp spin not_used
ACQUISITION hst 0.008
sw §389.8 o 19.700
at 1.938 alfa 20.000
np 25528
1 not used 11 n
bs in n
d1 1.000 dp
nt 32 hs an
ct 3 PROCESSING
TRANSHITTER b 0.10
tn HL fn 65536
sfrq 399.853 DISPLAY
tof 362.8 sp -72.7
tpwr 57 wp 48531
9.850 rf1 794.7
DECOUPLER rfp 0
dn €13 rp 107.1
dof o 1p -95.3
dn nnn pLOT
den c wc 250
dpwr 50 sc ]
daf 15900 vs 74
h 13
nm cdc ph
J /"l
B i s
11 10 9

4-Bromo-6-methyl-2-phenylbenzo[d]oxazole (21aa): **C NMR: (CDCls, 100

MHz)

expl  s2pul
SAMPLE SPECIAL
date May & 2012 temp not used
solvess coc13 gain not used
" exp spin not_used
ACQUISITION ns 0008
$125.6 18.600
at 1.139 aifa 26 000
ny 60270 FL,
1i 13808 1 n
bs 32 in n
d1 1.e00 dp y
nt S008 b an
ct 2176 PROCESSING
TRANSHITTER 1 2.08
tn €13 1 65536
sfrgq 100.554 DISPLAY
tof 1536.3 5 533.2
tpwr 6 17927.7
pw 5.300 rfl 9278.2
DECOUPLER rfp 7784.9
dn HL rp -75.0
dof » -328.2
dn vy pLOT
dea we 250
dpwr 42 sc u
duf 8300 vs 28
th 3
ns no ph
n
B
aoe
"33
it
Se
138
13
& 1
H
"
1
"
H ~ S
* Goe
- 3
H a7
- |
1 |

——151.055

= \_126.833

L1486

112.038
110

77.543
77.230
76.910

—T

180 160

120

100

80 60 40

pea
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1-(2-(4-Chlorophenyl)benzo[d]oxazol-6-yl)ethanone (22aa): 'H NMR (CDCls,
400 MHz)

NK_S8_51_1H
exp1  s2pul
SANPLE SPECIAL
date May § 2012 temp not used
solvent €oC13 gain not used
file exp spin not used N
ACQUISITION hst 0.003
sw 6389.8 pwio 19.700 A\
at 1.398 aifa 20 000 Cl
np 25528 FLAGS
14 not used 11 n o
s 4 in n
d1 1.000 dp y Meoc
nt 32 hs
ct 32 PROCESSING
TRANSMITTER b 0.1
Wt 65536
sfrq 399.853 DISPLAY
tof 2.8 sp 128.6
tpwr 57 wp 4072.3
v s.850 r1) 36983
DECOUPLER rtp 2834’3
c1 L] 91.6
dof e ~84.7
nnn pLoT
dom c we 250
d sc o
daf 15900 vs 65
th
nm cdc ph
/»K\JJ I \ )
" 1
st x_J J\ J
- — S S S — ; . M ——
10 9 8 7 6 5 a 3 2 1 ppm

1-(2-(4-Chlorophenyl)benzo[d]oxazol-6-yl)ethanone (22aa): **C NMR (CDClIs,
100 MHz)

SB_S1_13C
expl  s2pul
SAMPLE SPECIAL
date May 13 2012 tesp not used
solvent coC13 gain not used
file exp spin not_used
ACQUISITION st N
25125.6 . 18.600
at 101 alta o 20ee N\ cl
sez7e
w isste 1) n o
n n
d1 1.008 dp y
5000 hs an MeOC
c 432 PROCESSING
TRANSHITTER n 2.9
tn €13 fn 65536
sfrq 100554 DISPLAY
i R
t 61 ¥
g 9.300 7 9274.4
DECOUPLER rtp 7784.9
T -80
dof » or T2
" pL
das '! we 250
o 42 sc
dar 8308 vs 27
th
ne no ph
e ~
-1
n .
Rg®
8
5 3 1
o 2 - H
- -~ o2 - s
H H 3 x g = s
? 1 . S s
: i &3 33

-
P
-
—
-
L__
e =
S
e

(
r——.—

T T T T T T T T T T T
200 180 160 140 120 100 80 60 a0 20 ppm
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6-Chloro-2-(4-chlorophenyl)benzo[d]oxazole (23aa): 'H NMR (CDCl;, 400
MH2z)

C_SE_S3_1k
exps  s2pul
SAMPLE SPECIAL
dete May 19 2012 temp not used
Tvent TOC13 gain not used
. exp spin not_used
ACQUISITION net 0008 N
sw §383.8 pwse 19.708
at 1.934 aifa 20080 \ Cl
np 25528 FLAGS
™ not used 11 "
bs e in n (@)
a1 1.008 dp y Cl
at 32 ns nn
ct 3z PROCESSING
TRANSHITTER 10 0.10
™ ML 1 <5836
sfrq 399.853 DISPLAY
tof .8 sp 388
tpwr $7 wp 3581.3
9.850 rf1 98
DECOUPLER rrp 28943
dn c13 rp 1
dof RN -78.2
non L
dua € we 250
dpwr 59 sc .
dut 15308 vs "
t 13
ne cdc ph

6-Chloro-2-(4-chlorophenyl)benzo[d]oxazole (23aa): *C NMR (CDCls;, 100
MHz)

NK_SB_S3_13C
expl  s2pul

SPECIAL

SAMPLE
date Jun S 2012 temp not used
solvent €OCI3 gain not used
Tile exp spin not_used
ACQUISITION hst 0.008 N
sw 25125.6  pwso 18500
at 1.198 aifa 20.000 \ Cl
np 60270 FLAGS
™ 13800 11 n
bs 32 in n O
di 1.000 dp y Cl
t 5000 hs n
ct 1024 PROCESSING
TRANSMITTER b 2.0
n c13 tn 65535
sfrq 100.554 DISPLAY
tof 1536.3 sp 1662.7
tpwr 61 wp 17696.9
pw 9.300 rf) 271.
DECOUPLER rtp 77648
n ML rp -45.4
dof o 1p -372.7
dn vy pLOT
dum v owe 50
dpwr a2 sc ]
onf 8300 vs 29
th s
na no ph
" -
a3 s =
o] F
wo e e
2 Rei
4] bt
s | 180
2
il
~ N
£ S
: % & H n
] w " -
2 H 2% 30 B 3 ,
3 : a8 9 | [ o 3
= o
g gz ) R ‘ ]
: b
1 ]
| |
| |
TR . J l l
, i B T . B R T — : . '
180 160 140 120 100 80 60 a0 ppa
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6-Bromo-2-(4-chlorophenyl)benzo[d]oxazole (24aa): ‘H NMR (CDCls, 400

MH2z)

NK_SB_S2_1H
expl  szpul
SAMPLE SPECIAL
dete May 13 2012 t not used
soivent COC13 gain not used N
e exp spin not used
ACQUISITION hst A\
sw €389.8 pwie 19.708 Cl
at 198 aite . 20,000
L
1 not used 11 o
b 4 in " Br
d1 1.000 dp y
nt 32 he nn
ct 32
TRANSMITTER 103 0.1
tn Hi fn 65536
sfrq 393.853 DISPLAY
tof 2.8 sp 111.2
tpwr 57 3761.5
v 858 rfl 98.9
DECOUPLER rfp 2834.3
dn €13 rp 103.2
o 1p -66.7
dn nnn PLOT
doa c wec 250
dpwr 56 sc °
daf 15800 vs 21
20
na cdc ph

6-Bromo-2-(4-chlorophenyl)benzo[d]oxazole (24aa): *C NMR (CDCls, 100

MHz)

.38_52_13C
SAMPLE SPECIAL
date Jun 6 2012 temp not used
solvent coc13 gain not used N
file exp spin not used
ACQUISITION hst 0008 N
sw 25125.6 pwse 18,600 Cl
at L1ss alfa o zeee
§0270 FL
3 13800 11 n Br (0]
bs 32 in n
d1 1.000 dp
nt 5000 hs n
ct 2112 PROCESSING
TRANSNITTER b .
tn c13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp 738.7
tpwr 61 wp 17267.5
pw 9.300 rf) 9270.6
DECOUPLER rfp 7764.9
dn p -77.4
dof e p -292.4
da vy pLOT
dan v wc 258
dpwr 42 sc ]
daf 8308 vs 34
4
ns no ph
3
b
-
&
B
I
- &
3 2 28 it
S E . %
o = 38
= ] - “I
I | ~
|
i |
| t
! |
| l
- S o T e f T et St ST Rl T A o o S o SR B T e B Mt S e
160 140 120 100 80 60 a0 20 ppm
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2-(4-Chlorophenyl)-6-(trifluoromethyl)benzo[d]oxazole

(CDCls, 400 MHz)

NK_SB_S54
expl  s2pul

SAMPLE SPECIAL
dgte  Junis 2012 temp not used
Tvent €0C13 gain not used
e exp spin not used
ACQUISITION hst 0.8
389.8 pwse 19.700
at 1.998 aifa 20,000
ny 25528
I not used 11 n
s n n
a1 1.000 o
nt 32 he o F3C
ct 32 PROCESSING
TRANSHITTER b 0.10
tn HL fn 65536
sfrq 399.853 DISPLAY
tof 62.8 sp 157.3
tpwr $7 wp 43314
v 9.850 rf1 3698.7
DECOUPLER rtp 2884.9
an €13 rp 113.
dof ¢ 1p TR
dn nan pLOT
dne we 250
dpwr 50 sc ]
daf 15900 v 3¢

na cdc ph

S50

(25aa): 'H NMR

Loz

Ppe

2-(4-Chlorophenyl)-6-(trifluoromethyl)benzo[d]oxazole (25aa): **C NMR (CDCl;, 100

MHZz)

_54_13C
s2pul
SAMPLE SPECIAL
dete Jun 21 2012 temp not used
solvent COC13 gain not used
L xp  spin not used
ACQUISITION hst 0.008
125.6 o 18.600
at 1.199 ailfa 20.000
np 60270 FL
13800 11 n
bs 32 in n
d1 1.000 dp y
nt 5000 h nn
ct 1728 PROCESSING
TRANSMITTER 1 2.00
tn 13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 3 1070.0
tpwr 61 17960.7
v 300 rf1 9269.8
DECOUPLER rfp 7764.9
dn HL rp =-23.4
dof o 1p -421.9
dn vyy PLOT
:- w  we 250
pwr 42 sc 0
dut 8900 vs 23
th 2
na no ph
- S w8
H
- - 2 s
s < 8
B -

——— 164

~
)
-
&
=

129.320
125.026

—122.234
—120.595

ul

108.598

—77.543
77.230

—76.910

i B e S

180 60

140

T e
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100 a0

R B e e T T
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6-Bromo-2-p-tolylbenzo[d]oxazole (26aa): *H NMR (CDCls, 400 MHz)

NK_Shiva-3

expl  szpul
SAMPLE SPECIAL
date Jul 16 2012 temp not used N
solvent c0C13 gatn not used
file exp spin not used N
ACQUISITION hst 0.008 Me
sw 6383.8 pwse 19.7¢0
at 1.998 alfa 20,000 o)
n 25528 FLAGS Br
1 not used 11 n
I‘n . in n
1 1.008 dp
nt 32 hs 4
ct 32 PROCESSING
TRANSNITTER 1 0.1
tn HL T 65536
sfrq 399.853 DISPLAY
r 362.8 -81
tpwr B 3971.5
9.850 rfl 3698.1
DECOUPLER rfp 2894.8
n 3 rp 110.0
dot . -91.5
dn nnn pLOT
dea c °
dpwr 50 ]
daf 15500 vs 2
2

6-Bromo-2-p-tolylbenzo[d]oxazole (26aa): *C NMR (CDCls, 100 MHz)

shiva_3_13c
s2pul
SAMPLE SPECIAL
date Ju) 15 2012 temp not used
solvent cOC13 gatn not used N
Tile exp spin not_used
ACQUISITION hst 0.008 A\
W 25125.6 pwie 18.600 Me
at li;;! alfa 20.000
n 50270 FLAGS
e 13808 11 n Br )
bs 32 in n
d1 1.000 dp y
t 5000 hs n
c 3360 PROCESSING
TRANSMITTER 1L 2.
tn €13 fn 65536
sfrq 100.554 DISPLAY
to 1536.3 sp 633
tpwr 61 wp 17729.9
9.300 rr1 8271.3
DECOUPLER rfp 7764.9
HlL rp 2.
dot 0 1p -42001
da vyy PLO
due W we ]
pwr 42 ]
dat 8900 vs 37
n 3
nm no ph
o o
- -
b o
Rge
k‘:
° L
H
~
387
s |
- oo
Se 3
e
s ° =4 ]
H ] 3 s2s 2
s 3 MEEEE 2
@ & @83 a
—“ ‘ ‘ ] N
- S J |

|
]
]
|
]

T T T T T T B = T e
180 160 140 120 100 80 60 40 20 pPpm
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6-Chloro-2-(4-(trifluoromethyl)phenyl)benzo[d]oxazole ~ (27aa): '‘H NMR
(CDCls, 400 MHz)

NK_SHIVA_S
expl  s2pul

SAMPLE SPECIAL

date Jul 17 2012 temp not used
solvent cOC13 gain not used
file exp spin not used N

AcourstTion o bt 0.008
w .8 pwse 13.708
at 1.938 aifa 20 008 \ CF3
o 25528 FLAGS
1 not used 11 n (o)
bs 4 in n C|
d1 1.000 dp y
nt 32 hs nn
ct 3z PROCESSING

TRANSMITTER ) .10
tn H1 fn 65536
sfrg 389.853 DISPLAY
tof 362.8 sp -199.
towr S7 wp 4357.8
pw 9.850 rf1 3698

DECOUPLER rfp 28%4.3
dn 13 rp 248
dot o Ip -73.3
dm nann pLOT
dan c wc 50
dpwr 50 sc [
daf 15900 vs 26

th 15
= cdc ph
LI T, o % T = A T T T P e S SRS T = T

10 9 8 7 6 L] 4 3 2 1 0 ppm

6-Chloro-2-(4-(trifluoromethyl)phenyl)benzo[d]oxazole ~ (27aa): *C NMR
(CDCls, 100 MHz2)

_Shiva_s_13c
expl  s2pul
SAMPLE SPECIAL
date Jul17 201z temp not used N
solvent gain not used
Tile exp spin not used \ CF
ACQUISITION hst 9.008 3
sw 25125.6 pwso 18.600
at 1.198 alfa 20.000 cl O
np 50270 FLAGS
b 13800 11 n
bs 32 in n
d1 1.000 dp y
nt 5000 h
2240 PROCESSING
TRANSNITTER 1 2.00
n 13 o 65535
sfrq 100.554 DISPLAY
tof 1536.3 sp 1466
tpwr 61 wp 171686
pw s.300 rf1 9269
DECOUPLER rtp 7764.8
dan H1 rp -4’5
dof o 1p -354.3
dm vy pLOT
due v we
dpwr 4z sc ]
duf 8300 vs 3
th 3

-n S e
> s o=
B ]
s o %
sw °
bR nen
B o

125.872

121.048
111,585

162.244
151.155
140.828
—  ——— i

S
L
-

1

T T T T T i) T T T T T T
180 160 140 120 100 80 60 a0 ppm
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6-Bromo-2-(4-(trifluoromethyl)phenyl)benzo[d]oxazole ~ (28aa): 'H NMR
(CDCl3, 400 MHz)

NK-Shiva-G_1y

expl  s2pul

SAMPLE SPECIAL
date  Jul 17 2012 temp not used
solvent €0C13 gain not used
file exp spin not used N
AcouistrIon hst 0008
sw 9.8 pwse 19.708
at 1.998 ailfa 26,008 N CF
np 25528 FLAGS 3
o not used 11 n 0
s 4 in n
d1 1.000 dp y Br
nt 3 hs nn
ct 32 PROCESSING
TRANSMITTER i) 0.10
tn M1 fn §5536
sfrq 399.853 DISPLAY
tof 2.8 sp -64
tpwr 57 40218
v 850 rf1 3688.1
DECOUPLER rfp 28349
dn rp
dot » -83.3
dn nn pLOT
dea c we 250
dpwr 58 sc °
daf 15300 vs s
h 20
ne cdc ph
T T T T T T T T T
=
] 8 7 6 s a 3 2 1 ppm

6-Bromo-2-(4-(trifluoromethyl)phenyl)benzo[d]oxazole  (28aa): '*C NMR
(CDCls, 100 MHz)

NK_Shiva_6_13C

exp1  szpul
SAMPLE SPECIAL
date Jul 17 2012 temp not used
solvent cOC13 gain not used
file exp spin not_used
ACQUISITION hst 0008
v 25125.6  pwse 18.680
at 1.199 aifa 20.000 N
" % o N
n
& " . CF,
d1 1008 &
nt 000 hs
ct 1984 PROCESSING Br (@)
TRANSMITTER b
tn 13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp 1267.8
tpwr ] 16878.0
pv 300 ) 2269
DECOUPLER fp 7764.9
dn HL rp -83
dof o 1p -271.4
yyy PLO’
dom v we 250
d 42 sc
daf 8300 vs 31
th
ne no ph
2 e
s &
~
Rge
&
»
a
3
»
s
H
& % - e, @
b ] » a 23 &
& 3 3 ie 3
e ] b a8 9
H

T T T T T T T T T
160 140 120 100 80 60 a0 ppm
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Mixture of N-(2-Hydroxyphenyl)acetamide (1a’) and N-phenylacetamide (1a"):
'H NMR (DMSO-dg, 600 MHz)

NK-Bo-New-1-1H

e GEun

J— _— Current Data Parameters
28 2 BNBLRSIRTZEDSND @ g 28 M o-New-1-18
l\' ™ FRELVOUMMMOCOOO N ®® - n ~HOo X X
S o SRR s e e e - o e frome ’
F2 - Acquisition Parameters
I \/ Date_ 20131028
Time 13.26
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
™ 32768
SOLVENT
NS 16
OH S :
H SWH 12019.230 Hz
H o 15638438 oe
g s
N Me N Me RG 157.17
oW 41.600 usec
+ DE 6.50 usec
TE 298.1 K
O O 129 1.00000000 sec
™0 1
e i T
SFO1 600.1737063 MHz
NuC1 1H
Pl 12.00 usec
PLW1 21.00000000 W
o G e
sI 384
SF 600.1699687 MHz
EM
SSB 0
1B 0.30 Hz
GB 0
PC 1.00
ALL ll LUM -_
T T T T T T T T T T T T T 1

Mixture of N-(2-Hydroxyphenyl)acetamide (1a’) and N-phenylacetamide (1a"):
3C NMR (DMSO-ds, 150 MHz)

NK-HY_13C-TMEDA~ New1

Current bata rarameters
IAME NK-HY_13C
1

.53

Ni
EXPNO
PROCNO 1

— 145

e
Sa
s
\ F2 - Acquisition Parameters
Date_ 20131009

Time 12.57
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
D 32768
SOLVENT D';gg
NS
oH H H DS 2
SWH 36057.691 Hz
N Me N Me FIDRES 1.100393 Hz
+ AQ 0.4543829 sec
RG 65.24
DW 13.867 usec
o © DE 6.50 usec
TE 298.6 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
=m=mm=== CHANNEL fl ===s====
SFO1 150.9279571 MHz
NUC1 13c
Pl 10.50 usec
PLW1 95.00000000 W
s=mmm=m= C EL £2 ======m=
SFO2 600.1724007 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 70.00 usec
PLW2 21.00000000 W
PLW12 0.61714000 W
PLW13 0.30239999 W
F2 - Processing parameters
SI 16384
SF 150.9128567 MHz
WDW EM
SsB 0
LB 1.00 Hz
| | I
PC 1.40

T T

T T T T
200 180 160 140 120 100

60

40

20

0

ppm
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N-p-Tolylacetamide (2a’’): *H NMR (CDCls;, 600 MHz)

Nk-BO-New-2-1H

ZT

<

D

,
£
x!
/2 302

Me

N2.143

—1.766

S55

ahGRsn

Current Data Parameters
NAME

EXPNO
PROCNO

Nk-BO-New-2-1H
1
1

F2 - Acquisition Parameters
Date_ 20131028

Time
INSTRUM
PROBHD
PULPROG
SOLVENT
NS

DS

Sl
FIDRES

spect
S mm PABBO BB/
2930
32768
cncl3
16
2
12019.230 Hz
0.366798 Hz
1.3631488 sec
65.24
41.600 usec
6.50 usec
298.1 K
1.00000000 sec
1

CHANNEL f1 swemmmms
600.1737063 MHz

11
12.00 usec
21.00000000 W

F2 - Processing parameters
s1

SF
ssB
18
GB
PC

1 10 9 8 7 6 5 4 3

N-p-Tolylacetamide (2a’"): **C NMR (CDCls, 150 MHz)

_NEW2_13C
\/ | \'2 |
H
N \ﬂ/ Me
(0]
Me
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20

ppm

16384
600.1700145 MAz

0.30 Hz

1.00

Current Data Parameters
NAME

EXPNO
PROCNO

nmv_-rm_nsnzl_uc
1

F2 - Acquisition Parameters
Date 20131017

Time
INSTRUM
PROBHD
PULPROG

NU(
CPDPRG([2

PLW2
PLW12
PLW13

SI
SF
WOW
SsB
LB
GB
PC

15.00

2
36057.691

1.100393 H:

0.4543829

13.867
6.50

300.2
2.00000000

Hz

z
sec
usec
usec
K

sec
sec

0.03000000
1

CHANNEL f1 swwwwmme
150.9279571 MHz
13c

10.50 usec
95.00000000 W

CHANNEL f2 ===s====
600.1724007 MHz

waltzl6
70.00 usec
21.00000000 W
0.61714000 W
0.30239999 W

F2 - Processing parameters
16384

150.9128394 MHz
EM
0
o

1.00 Hz
1.40



