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General Information.

All starting materials and reagents were purchased from commercial suppliers. TLC
was performed on 0.20 mm Silica Gel 60 F2s4 plates (Qingdao Ocean Chemical
Factory, Shandong, China). Nuclear magnetic resonance spectra (NMR) were
recorded on a Bruker spectrometer (400 MHz) with TMS as an external reference and
reported in parts per million.

General procedures for the reaction of substituted benzoxazole-2-thiol with
2-chloro-N-arylacetamides

To a solution of substituted benzoxazole-2-thiol (1.0 mmol) and
2-chloro-N-arylacetamides (1.0 mmol) in DMF (10 mL) were added KOH powder
(224 mg; 4 mmol) and the reacting mixture was stirred at room temperature for 5 h.
After the completion of the reaction, the mixture was poured into 100 mL of water
and extracted with CH2Cl, (100 mLx3). The combined organic layers were dried over
Na>SO4 and concentrated under vacuum. The residue was purified by chromatography
to give the desired N-aryl-2-aminobenzoxazoles.

N-(4-Chlorophenyl)benzo[d]oxazol-2-amine (3a)
Cl

O
X 2
N

Yellow solid, yield 68 %, m.p. 169-172 °C, *H NMR (CDCls, 400 MHz) ¢: 7.13-7.17
(m, 1H, Benzoxazole-H), 7.23-7.27 (m, 1H, Benzoxazole-H), 7.35-7.37 (m, 3H,
Ar-H), 7.48 (d, 1H, J = 7.2 Hz, Benzoxazole-H), 7.57-7.60 (m, 2H, Ar-H), 7.67 (s, 1H,
NH); 3C NMR (DMSO-d6, 100 MHz) §: 109.5, 117.2, 119.5, 122.4, 124.6, 126.1,
129.3, 138.2, 142.7, 147.4, 158.1; HRMS (ESI) calcd for [M+H]" Ci3H10CIN2O:
245.0476, found: 245.0474.
N-Phenylbenzo[d]oxazol-2-amine (3b)

O ;
©: »~»—NH

N
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Yellow solid, yield 71 %, m.p. 170-172 °C, *H NMR (CDCls, 400 MHz) §: 7.10-7.15
(m, 2H, Ar-H), 7.21-7.26 (m, 1H, Benzoxazole-H), 7.34 (d, 1H, J = 8.0 Hz,
Benzoxazole-H), 7.38-7.42 (m, 2H, Ar-H), 7.48 (d, 1H, J = 8.0 Hz, Benzoxazole-H),
7.60-7.63 (m, 2H, Ar-H), 7.93 (s, 1H, NH); 3C NMR (CDCls, 100 MHz) &: 109.2,
117.0, 118.6, 121.8, 123.4, 124.3, 129.4, 138.0, 142.1, 147.9, 158.7; ; HRMS (ESI)
calcd for [M+H]* C13H11N20O: 211.0866, found: 211.0867.

N-(p-Tolyl)benzo[d]oxazol-2-amine (3c)
Me

Ny
N

White solid, yield 64 %, m.p. 176-178 °C, *H NMR (CDCls, 400 MHz) &: 2.35 (s, 3H,
CHs), 7.11-7.25 (m, 4H, Ar-H), 7.32-7.34 (m, 1H, Ar-H), 7.47-7.49 (m, 3H, Ar-H),
7.92 (s, 1H, NH); 3C NMR (CDCls, 100 MHz) &: 20.8, 109.2, 116.8, 119.0, 121.6,
124.3, 129.9, 133.1, 135.4, 142.2, 148.0, 159.1; HRMS (ESI) calcd for [M+H]*
C14H13N20: 225.1022, found: 225.1021.

N-(m-Tolyl)benzo[d]oxazol-2-amine (3d)

Crp

White solid, yield 59 %, m.p. 137-140 °C, 'H NMR (CDCls, 400 MHz) &: 2.40 (s, 3H,

Me

CHa), 6.92 (d, 1H, J = 7.2 Hz, Ar-H), 7.11-7.15 (m, 1H, Benzoxazole-H), 7.22-7.26
(m, 1H, Benzoxazole-H), 7.26-7.30 (m, 1H, Ar-H), 7.34 (d, 1H, J = 8.0 Hz,
Benzoxazole-H), 7.41-7.44 (m, 2H, Ar-H), 7.48 (d, 1H, J = 8.0 Hz, Benzoxazole-H),
7.90 (s, 1H, NH); *C NMR (CDCls, 100 MHz) ¢: 21.6. 109.3, 115.9, 116.7, 119.5,
121.6, 124.3, 124.3, 129.2, 138.0, 139.3, 142.0, 148.0, 159.1; HRMS (ESI) calcd for
[M+H]" C14H13N20: 225.1022, found: 225.1028.
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N-(o-Tolyl)benzo[d]oxazol-2-amine (3e)

cro-et

Yellow solid, yield 62 %, m.p. 98-100 °C, *H NMR (CDCls, 400 MHz) ¢: 2.36 (s, 3H,
CH3), 7.06-7.13 (m, 2H, Ar-H), 7.20-7.25 (m, 2H, Ar-H), 7.29-7.33 (m, 2H, Ar-H),
7.45 (d, 1H, J = 8.0 Hz, Benzoxazole-H), 8.06 (d, 1H, J = 8.0 Hz, Ar-H); *C NMR
(CDCls, 100 MHz) o: 17.8, 109.1, 117.1, 121.1, 121.7, 124.2, 124.5, 127.2, 128.2,
130.8, 136.0, 142.2, 148.0, 159.1; HRMS (ESI) calcd for [M+H]" C14H13N20:
225.1022, found: 225.1021.

N-(2,4-Dimethylphenyl)benzo[d]oxazol-2-amine (3f)
Me

oo bl

Brown solid, yield 51 %, m.p. 95-97 °C, 'H NMR (CDCls, 400 MHz) ¢: 2.32 (s, 3H,
CHs), 2.33 (s, 3H, CHs), 7.05-7.11 (m, 3H, Ar-H), 7.20 (t, 1H, J = 6.8 Hz
Benzoxazole-H), 7.30 (d, 1H, J = 7.6 Hz, Benzoxazole-H), 7.43 (d, 1H, J = 7.6 Hz,
Benzoxazole-H), 7.82 (d, 1H, J = 8.0 Hz, Ar-H); *C NMR (CDClz, 100 MHz) §: 17.8,
20.9, 109.0, 116.8, 1215, 122.2, 124.1, 127.6, 129.3, 131.5, 133.3, 134.6, 142.5,
148.1, 159.7; HRMS (ESI) calcd for [M+H]" C15H15N20: 239.1179, found: 239.1176.

N-(4-Fluorophenyl)benzo[d]oxazol-2-amine (3g)
F

o

N

Yellow solid, yield 73 %, m.p. 166-168 °C, *H NMR (CDCls, 400 MHz) §: 7.07-7.15
(m, 3H, Ar-H), 7.22-7.26 (m, 1H, Benzoxazole-H), 7.33 (d, 1H, J = 8.0 Hz,
Benzoxazole-H), 7.45 (d, 1H, J = 8.0 Hz, Benzoxazole-H), 7.56-7.59 (m, 2H, Ar-H);

13C NMR (CDCls, 100 MHz) §: 109.2, 115.9 (d, 2C, J = 22.6 Hz), 116.8, 120.5 (d, 2C,
J =79 Hz), 121.9, 124.4, 134.0 (d, 1C, J = 2.7 Hz), 141.9, 147.9, 1579 (d, 1C, J =
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241.1 Hz); HRMS (ESI) calcd for [M+H]* C1sH10FN,O: 229.0772, found: 229.0771.

N-(2,4-Dichlorophenyl)benzo[d]oxazol-2-amine (3h)
Cl

)

White solid, yield 61 %, m.p. 90-93 °C, *H NMR (CDCls, 400 MHz) §: 7.16-7.20 (m,
1H, Benzoxazole-H), 7.25-7.29 (m, 1H, Benzoxazole-H), 7.34-7.38 (m, 2H, Ar-H),
7.42 (d, 1H, J = 2.0 Hz, Ar-H), 7.47 (s, 1H, NH), 7.53-7.55 (m, 1H, Benzoxazole-H),
8.57 (d, 1H, J = 8.8 Hz, Ar-H); *°C NMR (CDCls, 100 MHz) §: 109.2, 117.9, 119.6,
121.9, 122.7, 124.4, 127.8, 128.2, 128.8, 133.3, 142.1, 147.7, 156.6; HRMS (ESI)
calcd for [M+H]* C13HyCI2N20: 279.0086, found: 279.0084.
N-(4-Ethoxyphenyl)benzo[d]oxazol-2-amine (3i)
OFEt

e

N

Brown solid, yield 52 %, m.p. 123-125 °C, *H NMR (CDCls, 400 MHz) ¢: 1.41 (m,
3H, OCH2CH3), 4.03 (m, 2H, OCH,CHj3), 6.82-6.97 (m, 2H, Ar-H), 7.05-7.13 (m, 1H,
Ar-H), 7.19-7.31 (m, 2H, Ar-H), 7.39-7.53 (m, 3H, Ar-H), 7.63 (s, 1H, NH); 3C NMR
(CDCls, 100 MHz) ¢: 14.9, 63.9, 109.1, 115.2, 116.6, 121.0, 121.4, 124.2, 131.0,
142.2, 148.0, 155.5, 159.5; HRMS (ESI) calcd for [M+H]* CisH1sN20O2: 255.1128,
found: 255.1128.

N-(2-Ethoxyphenyl)benzo[d]oxazol-2-amine (3j)

e

Brown solid, yield 63 %, m.p. 40-43 °C, *H NMR (CDCls, 400 MHz) §: 1.49 (t, 3H, J
= 6.8 Hz, OCH>CHs), 4.03 (m, 2H, J = 6.8 Hz, OCH»CHs3), 6.88-6.90 (m, 1H, Ar-H),
6.98-7.05 (m, 2H, Ar-H), 7.10-7.14 (m, 1H, Benzoxazole-H), 7.21-7.25 (m, 1H,
Benzoxazole-H), 7.33 (d, 1H, J = 8.0 Hz, Benzoxazole-H), 7.50 (d, 1H, J = 8.0 Hz,
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Benzoxazole-H), 7.70 (s, 1H, NH), 8.39 (d, 1H, J = 7.6 Hz, Ar-H); 13C NMR (CDCls,
100 MHz) ¢: 14.9, 64.3, 108.9, 110.9, 117.4, 121.2, 121.9, 122.6, 124.1, 127.5, 142.7,
146.6, 147.8, 157.7; HRMS (ESI) calcd for [M+H]* C1sH1sN202: 255.1128, found:
255.1123.

N-(3-(Trifluoromethyl)phenyl)benzo[d]oxazol-2-amine (3k)

s

White solid, yield 60 %, m.p. 190-193 °C, *H NMR (CDCls, 400 MHz) §: 7.15-7.19
(m, 1H, Benzoxazole-H), 7.26-7.29 (m, 1H, Ar-H), 7.35-7.40 (m, 2H, Ar-H),
7.50-7.54 (m, 2H, Ar-H), 7.88-7.89 (m, 2H, Ar-H), 8.03 (s, 1H, NH); 3C NMR
(DMSO-ds, 100 MHz) ¢: 109.6, 113.9, 117.4, 118.8 (d, 1C, J = 3.7 Hz), 121.6, 122.6,
123.3 (d, 1C, J = 270.8 Hz), 124.6, 130.1 (d, 1C, J = 31.5 Hz), 130.6, 140.0, 142.5,
147.4, 157.9; HRMS (ESI) calcd for [M+H]" CisHi0FsN2O: 279.0740, found:

CFj3

279.0736.

N-(4-Phenoxyphenyl)benzo[d]oxazol-2-amine (3I)
OPh

oo

Brown solid, yield 53 %, m.p. 140-143 °C, *H NMR (CDCls, 400 MHz) §: 7.00-7.02
(m, 2H, Ar-H), 7.06-7.10(m, 3H, Ar-H), 7.11-7.14 (m, 1H, Benzoxazole-H), 7.21-7.26
(m, 1H, Benzoxazole-H), 7.31-7.35 (m, 3H, Ar-H), 7.46 (d, 1H, J = 8.0 Hz,
Benzoxazole-H), 7.57 (d, 2H, J = 8.0 Hz, Ar-H); 3C NMR (CDCls, 100 MHz) &:
109.2, 116.8, 118.4, 120.1, 120.5, 121.7, 123.1, 124.4, 129.8, 133.6, 142.0, 147.9,
153.0, 157.7, 158.9; HRMS (ESI) calcd for [M+H]* CigH1sN202: 303.1128, found:
303.1124.
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6-Methyl-N-phenylbenzo[d]oxazol-2-amine (3m)

"

White solid, yield 75 %, m.p. 146-147 °C, 'H NMR (DMSO-d6, 400 MHz) &: 2.39 (s,
3H, ArCHs), 7.00-7.05 (m, 2H, Benzoxazole-H and ArH), 7.32-7.34 (m, 2H,
Benzoxazole-H), 7.35-7.39 (m, 2H, ArH), 7.75-7.77 (m, 2H, ArH), 10.55 (s, 1H, NH);
13C NMR (DMSO-d6, 100 MHz) ¢: 21.5, 109.8, 116.6, 117.9, 122.4, 125.1, 129.4,
131.7, 139.3, 140.5, 147.6, 158.0; HRMS (ESI) calcd for [M+H]" C14H13N-0:
225.1022, found: 225.1017.

N-(4-Chlorophenyl)-6-methylbenzo[d]oxazol-2-amine (3n)
Cl

Me 0 Q
L
N
White solid, yield 62 %, m.p. 176-178 °C, *H NMR (DMSO-d6, 400 MHz) ¢: 2.39 (s,
3H, ArCHs), 7.03 (dd, 1H, J = 8.0 Hz, 0.8 Hz, Benzoxazole-H), 7.33-7.35 (m, 2H,
Benzoxazole-H), 7.41 (d, 2H, J = 8.8 Hz, ArH), 7.77 (d, 2H, J = 8.8 Hz, ArH), 10.72
(s, 1H, NH); *C NMR (DMSO-d6, 100 MHz) §: 21.5, 109.9, 116.7, 119.3, 125.2,
126.0, 129.3, 132.0, 138.3, 140.3, 147.6, 157.7; HRMS (ESI) calcd for [M+H]*
C14H12CIN20: 259.0633, found: 259.0633.

N-(4-Chlorophenyl)-5-fluorobenzo[d]oxazol-2-amine (30)
of

foets

F N

Yellow solid, yield 55 %, m.p. 203-205 °C, *H NMR (DMSO-d6, 400 MHz) §:
6.93-6.98 (m, 1H, Benzoxazole-H), 7.31 (dd, 1H, J = 8.8 Hz, 2.4 Hz, Benzoxazole-H),
7.49 (dd, 1H, J = 8.8 Hz, 4.4 Hz, Benzoxazole-H), 7.43 (d, 2H, J = 8.8 Hz, ArH), 7.76
(d, 2H, J = 8.8 Hz, ArH), 10.91 (s, 1H, NH); *C NMR (DMSO-d6, 100 MHz) &:

104.1 (d, 1C, J = 26.4 Hz), 108.6 (d, 1C, J = 25.5 Hz), 109.9 (d, 1C, J = 10.4 Hz),
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119.7, 126.5, 129.4, 137.9, 143.8 (d, 1C, J = 5.3 Hz), 143.9 (d, 1C, J = 7.4 Hz), 158.7
(d, 1C, J = 234 Hz), 159.6; HRMS (ESI) calcd for [M+H]* C1sHsCIFN20: 263.0382,
found: 263.0378.

5-Fluoro-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3p)
OPh

o

F N

Yellow solid, yield 51 %, m.p. 151-153 °C, *H NMR (DMSO-d6, 400 MHz) §:
6.91-6.94 (m, 1H, Benzoxazole-H), 6.96 (d, 2H, J = 8.8 Hz, ArH), 7.08-7.11 (m, 3H,
ArH), 7.29 (dd, 1H, J = 8.8 Hz, 2.4 Hz, Benzoxazole-H), 7.35-7.39 (m, 2H, ArH),
7.48 (dd, 1H, J = 8.8 Hz, 4.4 Hz, Benzoxazole-H), 7.76 (d, 2H, J = 8.8 Hz, ArH),
10.77 (s, 1H, NH); 3C NMR (DMSO-d6, 100 MHz) &: 103.9 (d, 1C, J = 26.3 Hz),
108.3 (d, 1C, J = 25.5 Hz), 109.7 (d, 1C, J = 10.4 Hz), 118.0, 119.9, 120.6, 123.3,
130.4, 135.0, 144.0, 144.1 (d, 1C, J = 13.7 Hz), 151.5, 158.1, 158.7 (d, 1C, J =234.4
Hz), 160.1; HRMS (ESI) calcd for [M+H]" C19H14FN20>: 321.1034, found: 321.1026.

5-Bromo-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3q)
OPh

oot

Br N

White solid, yield 59 %, m.p. 196-197 °C, *H NMR (CDCls, 400 MHz) ¢: 7.01-7.04
(m, 2H, ArH), 7.08-7.14 (m, 4H, ArH), 7.20 (d, 1H, J = 8.4 Hz, ArH), 7.24 (d, 1H, J =
1.6 Hz, ArH), 7.33-7.37 (m, 2H, ArH), 7.57 (d, 2H, J = 8.4 Hz, ArH), 7.61 (d, 1H, J =
2.0 Hz, ArH); 3C NMR (DMSO-d6, 100 MHz) ¢: 111.1, 116.4, 118.0, 119.5, 120.0,
120.6, 123.3, 124.5, 130.4, 134.8, 145.0, 146.8, 151.6, 158.0, 159.5; HRMS (ESI)
calcd for [M+H]" C19H14BrN202: 381.0233, found: 381.0244.
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5-Methyl-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3r)
OPh

o

Me N

Yellow solid, yield 60 %, m.p. 198-200 °C, 'H NMR (CDCls, 400 MHz) ¢: 2.44 (s,
3H, ArCHs), 6.94 (m, 1H, ArH), 7.01-7.03 (m, 2H, ArH), 7.07-7.12 (m, 3H, ArH),
7.21 (d, 1H, J = 8.4 Hz, ArH), 7.26-7.30 (m, 2H, ArH), 7.33-7.37 (m, 2H, ArH), 7.59
(d, 1H, J = 8.4 Hz, ArH); 3C NMR (DMSO-d6, 100 MHz) §: 108.8, 117.3, 117.9,
119.6, 120.6, 122.7, 123.2, 130.4, 133.6, 135.4, 143.1, 145.7, 151.1, 158.2, 158.7,
HRMS (ESI) calcd for [M+H]* C20H17N202: 317.1285, found: 317.1281.

6-Chloro-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3s)
OPh

-

Yellow solid, yield 42 %, m.p. 191-193 °C, *H NMR (DMSO-d6, 400 MHz) §:
6.96-6.99 (m, 2H, ArH), 7.09-7.11 (m, 3H, ArH), 7.14 (dd, 1H, J = 8.4 Hz, 2.4 Hz,
ArH), 7.35-7.39 (m, 2H, ArH), 7.50-7.52 (m, 2H, ArH), 7.75 (d, 2H, J = 8.8 Hz, ArH),
10.82 (s, 1H, NH); **C NMR (DMSO0-d6, 100 MHz) ¢: 110.5, 116.7, 118.0, 120.0,
120.6, 121.7, 123.3, 128.6, 130.4, 134.9, 144.5, 146.4, 151.6, 158.1, 159.7; HRMS
(ESI) calcd for [M+H]" C19H14CIN202: 337.0738, found: 337.0735.

6-Methyl-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3t)
OPh

Ly

N

Yellow solid, yield 52 %, m.p. 170-173 °C, *H NMR (DMSO-d6, 400 MHz) §: 2.39 (s,
3H, ArCHzs), 6.96 (m, 2H, ArH), 7.02 (d, 1H, J = 8.0 Hz, ArH), 7.07-7.11 (m, 3H,

ArH), 7.30-7.32 (m, 2H, ArH), 7.35-7.39 (m, 2H, ArH), 7.77 (d, 2H, J = 8.8 Hz, ArH),
10.56 (s, 1H, NH): 13C NMR (DMSO-d6, 100 MHz) §: 21.5, 109.8, 116.5, 117.9,
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119.5, 120.6, 123.2, 125.1, 130.4, 131.7, 135.4, 140.5, 147.7, 151.0, 158.2, 158.2;
HRMS (ESI) calcd for [M+H]* C20H17N20,: 317.1285, found: 317.1278.

6-Fluoro-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3u)
OPh

oot

White solid, yield 53 %, m.p. 168-170 °C, *H NMR (DMSO-d6, 400 MHz) &:
6.96-6.98 (m, 2H, ArH), 7.08-7.11 (m, 4H, ArH), 7.34-7.39 (m, 2H, ArH), 7.41 (dd,
1H, J = 8.8 Hz, 4.8 Hz), 7.51 (dd, 1H, J = 8.8 Hz, 2.4 Hz), 7.76 (d, 2H, J = 8.8 Hz),
10.69 (s, 1H, NH); *C NMR (DMSO-d6, 100 MHz) &: 98.3 (d, 1C, J = 28.9 Hz),
111.1 (d, 1C, J = 23.6 Hz), 116.9 (d, 1C, J = 9.7 Hz), 118.0, 119.7, 120.6, 123.2, 130.4,
135.1, 139.3, 147.3 (d, 1C, J = 14.9 Hz),151.3, 157.1 (d, 1C, J = 235.3 Hz), 158.1,
159.0, 159.0; HRMS (ESI) caled for [M+H]* CioH1FN,Oz: 321.1034, found:
321.1033.
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N-(4-Chlorophenyl)benzo[d]oxazol-2-amine (3a)
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Eimt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 50 o] 2 0 7 P 3 0 0 Cu 2 a 0 H
B 3 Q0 0 180 2 0 0 ] 2 0 1 Br 1 a 0 Na
C 4 0 38 F 1 0 1 Cl 1 0 1 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin (ppm): 100 DBE Range: -2.0 -1000.0 Electron lons: bath
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isatope RI (%): 1.00 Isotope Res: 10000
MSn Iso Rl (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time: 1.187 -> 1.187 Scan# : 238 -> 238
4.500e6
4.000e6
3.500e6- 2450474
3.000e6
2.500e6
2.000e6 247.0448
1.500e6
. 246.0501
100028 4130663
5.000e51
[ L T I, b - T % T T T T T T T
1000 200.0 3000 400.0 500.0 600.0 700.0 800.0 9000 10000 1100.0 1200.0 1300.0 1400.0
Measured region for 245.0474 m/z
245.0474
100.04
50.04
247.0448
246.0501
\ /T\ 248.0472
o s L gatas /1\ | L . A . .
2445 245.0 2455 246.0 246.5 247.0 2475 248.0 248.5 249.0
€13 H10 N2 O CI M+ : Predicted region for 245.0476 miz
245.0476
100.04
50.04
247.0450
246.0507
0 T T \M T T T T A T T
2445 245.0 2455 246.0 246.5 247.0 2475 248.0 248.5 249.0
Rank Score Formula (M) lon Mees.m/z  Pred.m/z Df.{(mDa) Df. (ppm) Iso DBE
2 8781 C13HION2OCI M+ 245.0474 245.0476 0.2 -0.82 87.81 95
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N-Phenylbenzo[d]oxazol-2-amine (3b)

0w [Ix] [Iw) = = [35] [35] [ ] L8] — — [Ix] [ | =
|
|
— He
j =
0604 -
FLL LA T
DEL"LA
AN Fa
61 L
ZS1 LT L2
61T'LT
77T LA L
65T LA
Lt?Z'.-Lﬂ,IE J r{.@.{.'l Lo
N R ——— _ 680
SHEL — = SLT L w
€084 —_ oL |
[8€'L ~— 81 =
00F'L v [ o
Z0b'L
12b' o
Z8P'L -
1054 o
#0921
909'L 1 o
57941 -
879°L -
$T6'L- “

S14

f1l {ppm)



01-

(wdd) 13

06

0ot
1

011
I

0zt 0eT
I . 1

071
I

0st

091
1

00T—

00T+
002
00t

007

009+
00.4
oom“
oom“
0001+
coﬁﬁ“
aowﬁh
00ETH
00F T+
comﬁM
aomﬁh
00LT

0081+

0061

Lerl-"

6Ll

L'851

S§15



Elmt_ Val. Min Max Eimt  Vel. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct

H 1 0 50 (o} 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 0 S 2 0 1 Br 1 0 1} Na
(o] 4 0 38 F 1 0 0 cl 1 0 1 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0

Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both

HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isatope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Lagic Mode: AND Max Results: 500

Event# 1 MS(E+) Ret. Time : 0.997 Scan# : 200

1.200e7
1.100e7
1.000e7
9.000e6 ] 211.p867
8.000e6
7.000e6-
6.000e6-
5.000e6+
4.000e6
3.000e6 212.0882
2.000e6
1.000e6

O L L L L . .
1000 2000 3000 400.0 500.0 600.0 7000 800.0 900.0 10000 1100.0 1200.0 1300.0 1400.0

Measured region for 211.0867 m/z.

211.0867
100.04
50.0+
212.0892
\
0 p Tty : ; e : | | ; :
211.0 2115 212.0 2125 213.0 2135 214.0 214.5 215.0

C13 H11 N2 O M+ : Predicted region for 211.0866 m/z

211.0866

100.04

50.04

‘ 212.0897
0 i — ) D ‘ ‘ ‘ .
211.0 2115 212.0 2125 213.0 2135 214.0 2145 215.0
Rank Score Formula (M) lon Meas. miz  Pred.m/z Df. {(mDa) Df. (ppm) lso  DBE
2 9256 C13H11N20O M+ 211.0867  211.0866 0.1 0.47 9256 95
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N-(p-Tolyl)benzo[d]oxazol-2-amine (3c)
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Eimt  Val. Min Max Elmt  Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 50 (o] 2 0 7 P 3 0 1] Cu 2 0 0 H
B 3 0 0 180 2 0 0 s 2 0 1 Br 1 0 0 Na
C 4 0 38 F 1 0 0 cl 1 0 1 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin (ppm): 100 DBE Range: -2.0-1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.162 -> 1.162 Scan# : 233 -> 233
1.000e7+
9.000e6
8.000e6
225.1021
7.000e6
6.000e6-
5.000e64
4.000e6
3.000e64
226.1042
2.000e6
1.000e6+
0 brlort T T
1000 2000 3000 4000 5000 6000 7000 8000 9000 10000 1100.0 1200.0 1300.0 1400.0
Measured region for 225.1021 m/z
2251021
100.04
50.04
226.1042
T e |A‘ T )4‘\ T T < T T T T
225.0 225.5 226.0 226.5 227.0 227.5 228.0 228.5 229.0
C14 H13 N2 O M+ : Predicted region for 225.1022 miz
225.1022
100.04
50.04
226.1053
T T T 'I\ T T T T T T
2250 2255 226.0 226.5 227.0 227.5 228.0 2285 229.0
Rank Score Formula (M) lon Meas. miz  Pred.myz Df. {mDa) Df. (ppm) Iso DBE
2 7742 C14HI3N20O M+ 225.1021 2251022 -0.1 044 7742 9.5
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N-(m-Tolyl)benzo[d]oxazol-2-amine (3d)
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Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 0 50 o] 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 aQ 180 2 0 0 S 2 0 1 Br 1 o} 0 Na
c 4 0 38 F 1 0 0 Cl 1 0 1 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time :1.202 -> 1.202 Scan# : 241 -> 241
1.000e7
9.000e6
8.000e6
7.000e6] 225.1028
6.000e6]
5.000e67
4.000e6]
3.000e6
226.1056
2.000e6
1.000e6
0L ot T — T T T T T T T T T T T
1000 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 225.1028 m/z

225.1028
100.04

50.0

226.1056

e

2250 2255 226.0 2265 227.0 2275 228.0 228.5 229.0 '
C14 H13 N2 © M+ : Predicted region for 225.1022 m/z
225.1022
100,04
50.0
226.1053
2250 2255 226.0 2265 227.0 2275 2280 2285 2290
Rank Score Formula (M) lon Meas.m/z  Pred.m/z Df.{mDa) Df. (ppm) lso DBE
2 7892 C14HI13N20 M+ 225.1028  225.1022 0.6 267 8236 95
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N-(o-Tolyl)benzo[d]oxazol-2-amine (3e)
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Eimt  Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 a0 50 o] 2 Q 7 P 3 0 b} Cu 2 0 0 H

B 3 0 0 180 2 0 0 s 2 0 1 Br 1 0 0 Na

o] 4 0 38 F 1 0 0 Cl 1 0 1 | 3 0 0

N 3 0 3 Si 4 0 o} Ni 2 0 0

Error Margin (ppm): 100
HC Ratio: unlimited
Max Isotopes: all
MSn Iso Rl (%) 75.00

Apply N Rule: no
Isotope RI (%): 1.00
MSn Logic Mode: AND

Event#: 1 MS(E+) Rel. Time : 1.452 Scan# : 291

DBE Range: -2.0 - 1000.0

Electron lons: both

Use MSn Info: no
Isotope Res: 10000
Max Results: 500

1.100e74
1.000e7+
9.000e6-
8.000e6- 22511021
7.000e6
6.000e6-
5.000e6-
4.000e6
3.000e6-
2.000e6
1.000e6

226.1038

0 Lo r
1000 200.0 3000 4000 500.0 600.0 7000 800.0 900.0 10000 1100.0 1200.0 1300.0 1400.0

Measured region for 225.1021 miz

2251021
100.04
50.0-
226.1038
| f
0 oog o o M e . . |
2250 2255 226.0 226.5 2270 227.5 2280 228.5 2290
C14 H13 N2 O M+ : Predicted region for 225.1022 m/z
225.1022
100.04
50.0+
226.1053
J‘ |
T T ; T T T T T T
2250 2255 226.0 226.5 2270 227.5 2280 228.5 2290
Rank Score Formula (M) len Meas.m/z  Pred.m/z Df.{mDs) Df. (ppm) Iso DBE
2 80.16 C14H13N20O M+ 2251021 225.1022 -0.1 -0.44 80.16
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N-(2,4-Dimethylphenyl)benzo[d]oxazol-2-amine (3f)
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Eimt Val. Min Max Elmt Val Min Max Elmt Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 0 50 [e] 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 0 s 2 0 1 Br 1 0 0 Na
c 4 0 38 F 1 0 0 cl 1 0 1 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI {%): 1.00 Isolope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.262 Scan# : 253
9.000e6
8.000e6 239.1176
7.000e6
6.000e6
5.000e6
4.000e6
3.000e6
240.1196
2.000e6
1.000e6
ol T ; , : ‘ : : ‘ : ‘ :
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 239.1176 m/z.
239.1176
100.04
50.0+
240.1196
Il
I
\j A \m T j \ T T i T T T T T
239.0 2395 240.0 240.5 241.0 241.5 242.0 242.5 2430 2435
C15 H15 N2 O M+ : Predicted region for 239.1179 m/z
239.1179
100.0
50.04
‘ 240.1210
| ] .
2390 2385 240.0 2405 241.0 2415 2420 2425 243.0 2435
Rank Score Formula (M) lon Meas. m/z  Pred.m/z Df.{mDa) Df. (ppm) Iso  DBE
2 9459 CIGHIEN20 M+ 239.1176 239.1179 -0.3 -1.25 95.18 9.5

528



N-(4-Fluorophenyl)benzo[d]oxazol-2-amine (3g)
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Eimt  Val. Min Max Elmt  Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct

H 1 0 50 o} 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 0 S 2 0 1 Br 1 0 0 Na
c 4 0 38 F 1 0 1 Cl 1 a 1 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0] 0

Error Margin {ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both

HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isatope Res: 10000
MSn Iso RI {%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS{E+) Ret. Time : 1.117 Scand# : 224

6.500e6
6.000e6-
5.500e6
5.000e6- 229.0771
4.500e6
4.000e6
3.500e6
3.000e6
2.500e6
2.000e6
1.500e6 230.0786

1.000¢6]
5.000e5 331-r99°

By 1
T

0 o
1000 2000 3000 4000 500.0  600.0 7000 800.0 900.0 1000.0 1100.0 1200.0 13000 1400.0

Measured region for 229.0771 m/z

229.0771
100.0
50.04
230.0786
Mo A
2290 2295 230.0 2305 231.0 2315 2320 2325 233.0
C13 H10 N2 O F M+ : Predicted region for 229.0772 m/z
229.0772
100.04
50.0
230.0802
0 T T T h T T T T T T
229.0 2295 230.0 2305 231.0 23156 232.0 2325 233.0
Rank__Score Formula (M) lon Meas. m/z  Pred. iz Df. (mDa) Df. (ppm) Iso DBE
2 8948 C13HION2OF M+ 229.0771 229.0772 -0.1 044 8948 95
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N-(2,4-Dichlorophenyl)benzo[d]oxazol-2-amine (3h)
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Elmt_ Val. Min Max Elmt  Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct

H 1 0 50 [6] 2 0o 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 1] S 2 0 1 Br 1 0 0 Na
Cc 4 0 38 F 1 0 1 Cl 1 0 2 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin {ppm): 100 DBE Range: -2.0 -1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.007 -> 1.007 Scan# : 202 -> 202
5.000e6
4.500e6-
279.0084
4.000e6
3 500864 281.0051
3.000e64
2.500e6
2.000e6 ‘ 315.0255
1.500e6- 2800139 ‘ 337.0072
1.000e6
5.000e5- 283.0026 431.1802
0 T R R T T T T
1000 2000 3000 4000 5000 6000 7000 8000 900.0 10000 1100.0 12000 13000 14000
Measured region for 279.0084 m/z.
279.0084
100.04
281.0051
50.04
\ 800139 , 282.0069 2830026
| A
Lo Mo A AN,
278.5 279.0 279.5 280.0 280.5 281.0 2815 282.0 282.5 283.0 2835 284.0
C13 H9 N2 O CI2 M+ : Predicted region for 279.0086 m/z
279.0086
100.04
281.0059
50.0+
280.0117 282 0088 283.0034
0 ' T JA T s T ‘\“ T ’P‘ T "
2785 279.0 279.5 280.0 280.5 281.0 2815 282.0 2825 283.0 2835 284.0
Rank Score Formula (M} lon Meas. m/z  Pred. m/z Df.{mDa) Df. (ppm) Iso DBE
5 8135 C13H9N20OCI2 M+ 279.0084 279.0086 0.2 072 9135 95

S34



N-(4-Ethoxyphenyl)benzo[d]oxazol-2-amine (3i)
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Elmt_ Val. Min Max Elmt  Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct

H 1 0 50 0] 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 a s 2 0 1 Br 1 0 0 Na
C 4 0 38 F 1 0 1 Cl 1 0 2 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin {ppm): 100 DBE Range: -2.0 -1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI {%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.107 - 1.537 -> 1.900 Scan# : 222 - 308 -> 381
1.100e6
1.000e6 255.1128
9.000e5-
8.000e5+
7.000e5+
6.000e5 277.0972
5.000e5- ‘
4.00065. 531.p005
3.000e5- 256.1198 278.0930 §32.2051
2.000e51 4132703
1.000e57 ‘ 400.2140
0 P - - . ‘ ‘ , ‘ ‘ - :
1000  200.0 300.0 4000 500.0 600.0 700.0 800.0 $00.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 255.1128 m/z.
255.1128
100.0+
50.01
256.1198
f
i
. PV V| | W) A ‘ ‘ . . .
255.0 255.5 256.0 256.5 257.0 2567.5 258.0 2585 259.0 259.5 260.0
C15 H15 N2 O2 M+ : Predicted region for 255.1128 m/z
2551128
100.0+
50.04
256.1159
T T T k T —™ T T T T T
255.0 2555 256.0 256.5 257.0 2575 258.0 2585 259.0 259.5 260.0
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df.{mDa) Df. (ppm) Iso DBE
2 6336 C15H15N2 02 M+ 2551128  255.1128 0.0 0.00 63.36 95
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N-(2-Ethoxyphenyl)benzo[d]oxazol-2-amine (3j)
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Elmt Val. Min Mex Elmt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct

H 1 0 50 o 2 0 7 P 3 0 0 Cu 2 0 a H
B 3 0 0 180 2 0 0 S 2 0 1 Br 1 0 0 Na
o] 4 0 38 F 1 0 1 Cl 1 0 2 | 3 0 a
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin {ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isatope Rl {%): 1.00 Isotope Res: 10000
MSn Iso Rl {%): 75.00 MSn Logic Mode: AND Max Results: 500
Event# 1 MS(E+) Ret. Time : 1.342 Scand : 269
9.000e6
8.000e6
255.(1123
7.000e6
6.000e6
5.000e6
4.000e6
3.000e6
256.1153
2.000e6
1.000e6
ol o B P : : : : : : : : :
100.0 200.0 3000 400.0 5000 6000 700.0 8000 900.0 1000.0 11000 1200.0 1300.0 1400.0
Measured region for 2565.1123 m/z
255.1123
100.04
50.04
256.1153
bl | pee ﬂ\ S —
255.0 255.5 256.0 256.5 257.0 2575 258.0 258.5 259.0 259.5 260.0
C15 H15 N2 02 M+ : Predicied region for 255.1128 m/z
255.1128
100.0q
50.0
256.1159
J 1 .
T T T T T T T T T T T
255.0 255.5 256.0 256.5 257.0 2575 258.0 258.5 259.0 259.5 260.0
Rank Score Formula (M) lon Meas. m/z  Pred.m/z Df.(mDa) Df. (ppm) Iso DBE
2 8692 C15HI5N2 02 M+ 2551123  255.1128 -0.5 -1.96  89.06 95
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N-(3-(Trifluoromethyl)phenyl)benzo[d]oxazol-2-amine (3k)
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Eimt  Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 0 50 o} 2 0 7 P 0 0 Cu 2 a 0 H
B 3 0 0 180 2 0 o] ] 0 1 Br 1 a 0 Na
C 4 0 38 F 1 Q 3 Cl 0 2 I 3 0 0
N 3 0 3 Si 4 0 0 Ni 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso Rl (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.127 -> 1.137 Scan# : 226 -> 228
1.000e7
9.000e6
8.000e6- 279.0736
7.000e6-
6.000e6
5.000e6-
4.000e6
3.000e6
280.0776
2.000e6-
1.000e64
0 bbb T T T T T T | | r T
100.0 2000 300.0 4000 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 14000
Measured region for 279.0736 miz
279.0736
100.04
50.01
\ 280.0776
Mo A
279.0 2795 280.0 280.5 281.0 281.5 2820 2825 283.0 283.5 284.0
C14 H10 N2 O F3 M+ : Predicted region for 279.0740 m/z
279.0740
100.0q
50.04
‘ 280.0771
I }
279.0 2795 280.0 280.5 281.0 281.5 282.0 2825 283.0 2835 284.0
Rank Score Formula (M) lon Meas. m/z  Pred.m/z Df. {(mDa) Df. Iso
3 8810 C14H1ON2OF3 M+ 279.0736 279.0740 -0.4 -1.43  89.05
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N-(4-Phenoxyphenyl)benzo[d]oxazol-2-amine (3I)
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Min_Max Elmt _Val.

H 1 0 50 o] 2 0 7 P 0 0 Cu 2

B 3 0 0 180 2 0 0 S 0 1 Br 1

C 4 0 38 F 1 0 3 Cl 0 2 | 3

N 3 0 3 Si 4 0 0 Ni 0 0

Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons:
HC Ratio: unlimited Apply N Rule: no Use MSn Info:
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res:
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results:

Event#: 1 MS(E+) Rel. Time : 1.067 Scan#:214

Min_Max Use Adduct

0 0 H
0 0 Na
0 0

both

no

10000

500

7.000e6
6.000e6+
303.1124
5.000e6

4.000e6

3.000e6 325.0938

2.000e6 304.1152

1.000e6] A26.0975 627.2001

Ly i

0 P s
1000 200.0  300.0 4000 500.0  600.0 7000

800.0 9000 1000.0 1100.0 1200.0 1300.0

1400.0

Measured region for 303.1124 miz

303.1124
100.0q

50.04

304.1152

[V |

i
303.0 303.5 304.0 3045 305.0

305.5

3060 3065

307.0 3075 308.0

C19 H15 N2 02 M+ : Predicted region for 303.1128 m/z
303.1128
100.04
50.01
304.1160
T | T T ‘“‘ T T A T T T T T T
303.0 3035 304.0 304.5 305.0 305.5 306.0 306.5 307.0 307.5 308.0
Rank Score Formula (M) lon Meas. miz  Pred. m/z Df. (mDa) Df. Iso DBE
5 79.75 C19H15 N2 02 M+ 303.1124 303.1128 -0.4 -1.32  80.39 135
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6-Methyl-N-phenylbenzo[d]oxazol-2-amine (3m)
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Eimt  Val. Min Max Elmt  Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 50 [s] 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 0 s 2 0 0 Br 1 0 1 Na
C 4 0 38 F 1 0 1 Cl 1 0 1 I 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin (ppm): 100 DBE Range: -2.0-1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isolopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 0.957 Scan# : 192
4.000e67
3.500e6+
3 00066 2251017
2.500e6]
2.000e67]
477.1798
150086 249.0385
100006 2261061 arggzy | V75097
477.0869
5000851 251.0366
437.1743
0l TR - iy , : : ‘ : '
100.0 200.0 300.0 400.0 5000 600.0 700.0 8000 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 225.1017 miz
225.1017
100.0
50.0H
226.1061
) I
0 T v i et T T T T T
225.0 225.5 226.0 226.5 227.0 2275 228.0 228.5
C14 H13 N2 O M+ : Predicted region for 225.1022 m/iz
225.1022
100.04
50.0
226.1053
0 ‘ I . A ‘ : : . ,
225.0 2255 226.0 226.5 227.0 2275 228.0 2285
Rank Score Formula (M) lon Meas. miz  Pred. 'z Df. {mDa) Df. (ppm) Iso DBE
2 88386 C14H13N20O M+ 2251017 2251022 -0.5 -2.22  91.65 95
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N-(4-Chlorophenyl)-6-methylbenzo[d]oxazol-2-amine (3n)
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Elmt Val. Min Max Elmt Val. Min Max
H 1 0 50 (e] 2 0 7
B 3 0 a 180 2 0 0
C 4 0 38 F 1 0 1
N 3 0 3 Si 4 0 0

Error Margin {ppm): 100
HC Ratio: unlimited
Max Isotopes: all
MSn Iso RI {%): 75.00

Event# 1 MS(E+) Ret Time : 1.057 Scar# 212

DBE Range: -2.0 - 1000.0
Apply N Rule: no
Isotope RI {%): 1.00
MSn Logic Mode: AND

Eimt Val. Min Max _Eimt Val. Min Max Use Adduct
P 3 0 0 Cu 2 0 0 H

s 2 0 0 Br 1 0 1 Na

Cl 1 0 1 | 3 0 0

Ni 2 0 0

Electron lons: both
Use MSn Info: no
Isotope Res: 10000
Max Results: 500

5.500e6-
5.000e6+
4.500e61 259.0633
4.000e6-
3.500e6-
3.000e6-
§ 353.2657
2.500e6 261 0593
2.000e6-
1.500e6+ 260.0662 354.2603
1.000e6+ )
5.000e5- | 181.2955
[ T l A b —+ T T T T r T T T T
100.0  200.0 300.0 4000 500.0 600.0 7000 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 259.0633 m/z
259.0633
100.04
50.04
261.0593
\ 260.0662
i l 262.0638
259.0 259.5 260.0 260.5 261.0 2615 262.0 262.5 263.0 263.5 264.0
C14 H12 N2 O CI M+ : Predicted region for 259.0633 miz
259.0633
100.04
50.04
261.0607
260.0664
h | 262.0636
L ) S ) S R , ‘ : :
259.0 259.5 260.0 260.5 261.0 2615 262.0 262.5 263.0 2635 264.0
Rank _Score Formula (M) lon Meas. m/z  Pred.m/z Df.(mDa) Df. Iso DBE
2 9248 C14H12N20OCI M+ 259.0633 259.0633 0.0 0.00 9248 9.5
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N-(4-Chlorophenyl)-5-fluorobenzo[d]oxazol-2-amine (30)
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Eimt Val. Min Max Elmt  Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 50 o] 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 0 S 2 0 0 Br 1 0 1 Na
[ 4 0 38 F 1 0 1 Cl 1 0 1 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso Rl (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.097 Scan# : 220
2.000e6
1.800e6
1.600661 263.0378
1.400e6
1.200e6
1.000e6
265.0342
8.000e5
6.000e5] 3§1.0960
264.0418
400057 ooe 0ong 4371767
2.000e5 l T
(BN VIR H Y Y ‘ . ‘ : : : ; :
100.0 200.0 3000 4000 5000 6000 700.0 800.0 900.0 1000.0 1100.0 12000 1300.0 1400.0
Measured region for 263.0378 m/z
263.0378
100.04
50.0
265.0342
264.0418 \
|
A OIS | R W
262.5 263.0 263.5 264.0 2645 265.0 265.5 266.0 266.5 267.0 267.5 268.0
C13 HY N2 O F CI M+ : Predicted region for 263.0382 m/z
263.0382
100.04
50.0
265.0356
264.0413 ‘
0 L ; A . I ; A ; . ‘ ;
262.5 263.0 2635 264.0 2645 265.0 265.5 266.0 266.5 267.0 267.5 268.0
Rank Scora Formula (M} lon Meas. miz  Pred. m/z Df. (mDa) Df. Iso  DBE
2 80.15 C13HIN2OFCI M+ 263.0378 263.0382 0.4 -1.52 8120 95
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5-Fluoro-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3p)
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Elmt  Val Min Max Elmt Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 0 50 o] 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 0 S 2 0 0 Br 1 0 1 Na
[ 4 0 38 F 1 0 1 Cl 1 0 1 | 3 0 0
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin {ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI {%): 1.00 Isotope Res: 10000
MSn Iso Rl {%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.027 -> 1.027 Scani : 206 -> 206
2.600e6
2.400e6]
2.200e6
2.000e6 | 321.1026
1.800e6
1.600e6
1.400e6
1.200e6
1.000e6] 364.1144
8.000e5 3221059
6.000e57 255 1122
4.00065. 365.1204 705.2434
2.000e57 l 7062497
0t iy LU T T T T T T T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 8000 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 321.1026 m/z
321.1026
100.0q
50.0q
3221059
|
T : T B T ! ‘\L T T n T T T T T T T
321.0 321.5 322.0 322.5 323.0 323.5 324.0 3245 325.0 325.5 326.0
C19 H14 N2 O2 F M+ : Predicted region for 321.1034 m/z
321.1034
100.0q
50.04
322.1065
T \ T T JI! T T A T T T T T T T
321.0 3215 322.0 3225 323.0 3235 324.0 3245 325.0 3255 326.0
Rank Score Formula (M) lon Mees. miz Pred.m/z Df.{mDa) Df. (ppm) Isc DBE
2 9476 CI9H14N20O2F M+ 321.1026  321.1034 0.8 -2.49 9843 13.5

558



5-Bromo-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3q)
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Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 50 (o] 2 o] 7 P 3 0 0 Cu 2 0 0 H
B 3 0 ) 180 2 o] 0 S 2 0 0 Br 1 0 1 Na
o} 4 0o 38 F 1 0 0 Cl 1 0 0 I 3 0 0
N 3 0 3 Si 4 o] 0 Ni 2 0 0
Error Margin {ppm): 100 DBE Range: -2.0 - 10000 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso Rl {%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Rel Time : 0.942 Scan# : 189
1.600e6-
1.400e6- 406.0035
1.200867 se.0230 403.0055
381.0244
1.000e6. 4371841
8.000e5-
6.000e5-
438.1854
4.000e5] 382.0268
2.000e57 384.0259 785.0153
ol ; Lo Lhi L . , , , . . , .
100.0 200.0 300.0 4000 500.0 600.0 700.0 800.0 900.0 10000 1100.0 1200.0 1300.0 1400.0
Measured region for 381.0244 m/z
381.0244 383.0230
100.04
50.04
382.0268 384 0258
|
\ J’\
|
oo daw N L ae
380.5 381.0 3815 382.0 3825 383.0 3835 384.0 3845 385.0
C19 H14 N2 O2 Br M~ : Predicted region for 381.0233 m/z
381.0233 383.0215
100.04
50.0+
382.0265 384.0245
I
} | \ fr‘l
0= - ‘ i ; L ; I ‘ £
380.5 381.0 3815 382.0 3825 383.0 383.5 384.0 384.5 385.0
Rank Score Formula (M) lon Meas.m/z  Pred.m/z Df. {(mDa) Df. (ppm) Iso DBE
2 6631 C19H14 N2 02 Br M+ 381.0244  381.0233 11 289 6960 135
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5-Methyl-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3r)
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Error Margin (ppm):
HC Ratio:

Max Isolopes:

MSn Iso RI (%)

Event#: 1 MS(E+) Ret. Time : 1,327 Scan# : 266

Max Elmt  Val. Min Max Eimt  Val. Min Max Eimt _ Val.
50 [a] 2 0 7 P 3 0 Q Cu 2
0 180 2 0 0 s 2 0 0 Br 1
38 F 1 0 0 Cl 1 0 0 | 3
3 Si 4 0 0 Ni 2 0 0
100 DBE Range: -2.0 - 1000.0 Electron lons:
unlimited Apply N Rule: no Use MSn Info:
all Isotope RI {%): 1.00 Isolope Res:
: 75.00 MSn Logic Mode: AND Max Results:

Use Adduct
0 H
1 Na

9.000e6
8.000e6
at7.1281
7.000e6
6.000e6
5.000e6
4.000e67
3.000e6] 318.1313
2.000e64
1.000e67 407.1776
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 317.1281 miz.
317.1281
100.0q
50.0
318.1313
} Aoy oty L1 . T . , ; ; ;
317.0 3175 318.0 3185 319.0 3195 320.0 3205 321.0 321.5
€20 H17 N2 02 M+ : Predicied region for 317.1285 m/z
317.1285
100.0
50.04
318.1316
‘|I
a \lt )& M
T T T T T T T T T T
317.0 3175 3180 3185 319.0 3195 320.0 3205 321.0 321.5
Rank Score Formula (M) lon Meas. m/z  Pred.m/z Df.{mDa) Df. (ppm) Iso  DBE
2 9125 C20H17 N2 02 M+ 317.1281 317.1285 -0.4 -1.26 91.85 1356
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6-Chloro-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3s)
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Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct

H 1 0 50 o} 2 0 7 P 3 0 0 Cu 2 0 0 H
B 3 [t} 0 180 2 0 0 S 2 0 0 Br 1 0 1 Na
c 4 o 38 F 1 0 0 cl 1 0 1 | 3 0 a
N 3 0 3 Si 4 0 0 Ni 2 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isatope Rl {%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time:1.112-> 1.112 Scan# : 223 -> 223

3.500e64
3.000e6] L
3370735 SopPsH
250086
2.000e6]
1.500e6 390704 | | 361.0512
1.000e6] 338.0762 | | 360.0562
3812955

500085 ‘ 695.1231

| IV T | .

0 i
1000 2000 3000 4000 5000 6000 700.0 800.0  900.0 10000 1100.0 1200.0 1300.0 1400.0

Measured region for 337.0735 m/z
337.0735

100.0+

50.07
339.0704

338.0762

j ) \ f ‘I 340&728

N - /I \ /

3365 3370 3375 3380 3385 339.0 3395 340.0 3405 3410 3415 3420

C19 H14 N2 O2 CI M+ : Predicted region for 337.0738 m/iz

337.0738
100.04
50.0
339.0716
338.0770
| \ ‘| 340.0743
0 .” ‘ . , AL ‘ A ‘ . ‘ ‘
336.5 3370 3375 338.0 3385 339.0 3395 340.0 3405 341.0 3415 3420
Renk Score Formula (M) lon Meas. m/z  Pred. m/z Df, (mDa) Df. (ppm) Iso DBE

2 8589 C19H14N202CI M+ 337.0735 3370738 -0.3 089 8589 135
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6-Methyl-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3t)
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Elmt Val. Min Mex _ Elmt Val
H 1 0 50 (o] 2
B 3 0 0 180 2
C 4 0 38 F 1
N 3 0 3 Si 4

Error Margin (ppm): 100

HC Ratio: unlimited
Max Isotopes: all
MSn Iso RI (%): 75.00

DBE Range

Apply N Rule:
Isotope RI (%):

MSn Lagic Mode

Elmt _ Val.
P 3
s 2
Cl 1
Ni 2
: -2.0-1000.0
no
1.00
: AND

Event#: 1 MS(E+) Ret. Time: 1.002 -> 1.002 Scan# : 201 -> 201

Elmt _Val.

Electron lons:
Use MSn Info:

Isotope Res:

Max Results:

Min_ Max

0 0
0 1
0 0

both

no

10000

500

8.000e6-
7.000e6
317,
6.000e6
5.000e6
4.000e6

3.000e6
318.1319

2.000e6-

1.000e6+

278

339.1086

655.2337

o .
1000 2000 300.0

1
4000 5000 600.0 7000 8000 9000 10000 1100.0 1200.0 13000 1400.0

Measured region for 317.1278 miz

317.1278
100.04
50.04
318.1319
|
| \
0 SRS \ ! \ . \ \ ‘ : T T
317.0 317.56 318.0 3185 319.0 319.5 320.0 320.5 321.0 3215 3220
C20 H17 N2 02 M+ : Predicted region for 317.1285 m/z
317.1285
100.04
50.04
318.1316
0 ‘ : : 1 : e ‘ ‘ ‘ : ; ;
317.0 3175 318.0 3185 319.0 3195 320.0 3205 321.0 3215 3220
Rank Score Formula (M) lon Meas. m/iz  Pred. m'z  Df. {(mDa) Df. (ppm) Iso  DBE
1 88.28 C20H17 N2 02 M+ 3171278 317.1285 0.7 221 9103 1358

S70



6-Fluoro-N-(4-phenoxyphenyl)benzo[d]oxazol-2-amine (3u)
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Eimt | Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Use Adduct

H 1 0 50 o] 2 a0 7 P 3 0 0 Cu 2 0 0 H
B 3 0 0 180 2 0 4] s 2 0 0 Br 1 4] 1 Na
C 4 0 38 F 1 0 1 ci 1 0 1 | 3 0 0
N 3 0 3 Si 4 a0 0 Ni 2 0 0

Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both

HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI {%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Rel. Time : 0.952 Scan# : 191

5.000e6]
4.500e6
4.000e6- 321.1033

3.500e6 343.0834
3.000e6
2.500e64
2.000e6
1.500e6 3221064
1.000e6-
5.000e5

437.1881

0 1 | ] [ |
1000 2000 300.0 400.0 500.0 6000 700.0 8000 900.0 10000 1100.0 1200.0 1300.0 1400.0

Measured region for 321.1033 m/z
321.1033

100.0+

50.04

\ 322.1064
i

R . \ : —L . : : . . . .
321.0 3215 322.0 3225 3230 3235 3240 3245 325.0 3255 326.0

-

€19 H14 N2 02 F M+ : Predicted region for 321.1034 miz

321.1034
100.0
50.0+
322.1065
|
|
T l T T S T T 4 T T T T T T
321.0 3215 322.0 3225 323.0 3235 324.0 3245 325.0 3255 326.0
Rank Score Formula (M} lon Meas. m/z  Pred. m/z Df, (mDa) Df. (ppm) Iso DBE
2 8332 C19H14N202F M+ 321.1033 321.1034 -0.1 031 8332 135
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