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N-(1-(4-Bromophenyl)-3-(4-methoxyphenyl)-1,3-dioxopropan-2-yl)-2,2,2-
trifluoroacetamide (3a)

o/

O
(s
Br HNYO

CF;
Isolated as white solid; Rg: 0.23 (EtOAc/Petether 3.5:1.5 v/v); mp: 173-174 °C; IR
(KBr) 3284, 3070, 2966, 1718, 1689, 1664, 1263, 1070, 682, 570 cm™'; "H NMR (300
MHz, CDCl3) 6 8.01 (d, J = 8.0 Hz, 2H), 7.86 (d, J = 8.0 Hz, 2H), 7.61 (d, J = 8.0 Hz,
2H), 6.95 (d, J = 8.1 Hz, 2H), 6.77 (d, J = 7.1 Hz, 1H), 3.88 (s, 3H). °C NMR (75
MHz, CDCls) 6 190.6, 188.8, 165.1, 156.7, 132.9, 132.4, 131.8, 130.3, 130.0, 126.4,
117.3, 114.5, 113.6 60.4, 55.6. Anal. Calcd for: C;gH3BrF3;NO4: C, 48.67; H, 2.95; N,
3.15 %. Found: C, 48.70; H, 2.91; N, 3.12 %. ESI-MS m/z calcd [M+Na]" 465.99;

Found: [M+Na]" 466.48.

N-(1-(4-Chlorophenyl)-1,3-dioxo-3-(p-tolyl)propan-2-yl)-2,2,2-trifluoroacetamide (3b)

,CJ
(W3
cl HN\(O

CF,
Isolated as off white solid; R 0.38 (EtOAc/Petether 3.5:1.5 v/v); mp 170-172 °C; IR
(KBr) 3271, 3068, 2937, 1714, 1692, 1663, 1267, 1093, 722, 687 cm™; "H NMR (300
MHz, CDCl3) 6 7.96 (d, J= 8.6 Hz, 2H), 7.90 (d, J = 8.2 Hz, 2H), 7.45 (d, J = 8.6 Hz,

2H), 7.28 (d, J = 8.2 Hz, 2H), 6.82 (d, J = 7.4 Hz, 1H), 2.42 (s, 3H). *C NMR (75



MHz, CDCIl3)* 6 190.13, 190.1, 146.4, 141.4, 132.5, 131.3, 130.5, 129.9, 129.5, 129.3,
60.7, 21.8. Anal. Calcd for: CgH3CIF5;NOs: C, 56.34; H, 3.41; N, 3.65 %. Found: C,
56.38; H, 3.43; N, 3.62 %. *The CF; carbon has not been picked up. ESI-MS m/z

caled [M+H]" 383.05; Found: [M+H]" 384.17.

N-(1-(4-Bromophenyl)-3-(4-methoxyphenyl)-1,3-dioxopropan-2-yl)acetamide (3¢)

O/

o ]

O o
HN (0]
Br \f

Isolated as white solid; Rg 0.25 (EtOAc/Petether 3.5:1.5 v/v); mp: 250-251 °C; IR
(KBr) 3292, 3057, 2924, 2846, 1701, 1641, 1629, 1294, 1068, 596 cm™'; 'H NMR
(300 MHz, CDCl3) 6 8.03 (d, /= 8.9 Hz, 2H), 7.90 (d, J = 8.5 Hz, 2H), 7.59 (d, /= 8.4
Hz, 2H), 7.02 (d, /= 7.8 Hz, 1H), 6.94 (d, J = 7.1 Hz, 2H), 3.86 (s, 3H), 2.08 (s, 3H).
C NMR (75 MHz, CDCls) § 192.8, 191.1, 169.7, 164.6, 133.4, 132.2, 131.6, 130.4,
129.4, 127.0, 114.2, 114.0, 59.9, 55.5, 22.9. Anal. Calcd for: C;3H;¢BrNO4: C, 55.40;
H, 4.13; N, 3.59 %. Found: C, 55.44; H, 4.18; N, 3.54 %. ESI-MS m/z calcd [M+Na]"

412.01; Found: [M+Na]" 413.20.



N-(1-(4-Chlorophenyl)-1,3-dioxo-3-(p-tolyl)propan-2-yl)acetamide (3d)

Isolated as white solid; Ry 0.38 (EtOAc/Petether 3.5:1.5 v/v); mp: 227-229 °C; IR
(KBr) 3288, 3068, 2947, 2852, 1718, 1696, 1654, 1091, 702 cm™; '"H NMR (300
MHz, CDCl3) 6 7.98 (d, J = 8.6 Hz, 2H), 7.91 (d, J = 8.2 Hz, 2H), 7.42 (d, J = 8.6 Hz,
2H), 7.25 (d, J = 8.2 Hz, 2H), 7.14 (d, J = 8.0 Hz, 1H), 6.98 (d, J = 8.0 Hz, 1H), 2.40
(s, 3H), 2.09 (s, 3H). °C NMR (75 MHz, CDCl3) § 192.5, 192.4, 169.6, 145.6, 140.7,
132.9, 131.7, 130.4, 129.7, 129.3, 129.2, 60.0, 23.0, 21.7. Anal. Calcd for:
CisHi6sCINO3: C, 65.56; H, 4.89; N, 4.25 %. Found: C, 65.58; H, 4.83; N, 4.28 %.

ESI-MS m/z caled [M+H]" 329.08; Found: [M+H]" 329.96.

N-(1-(4-Chlorophenyl)-3-(4-methoxyphenyl)-1,3-dioxopropan-2-yl)acetamide (3e)

o/

o ]

O o
HN (0]
cl \f

Isolated as pale yellow solid; Ry 0.25 (EtOAc/Petether 3.5:1.5 v/v); mp: 236-237 °C;
IR (KBr) 3298, 3068, 2995, 2841, 1718, 1688, 1647, 1288, 1095, 773 cm™'; 'H NMR
(300 MHz, CDCls) 6 8.02 (d, J=8.9 Hz, 2H), 7.97 (d, /= 8.6 Hz, 2H), 7.41 (d, J= 8.6
Hz, 2H), 7.09 (d, J = 9 Hz, 1H), 6.92 (d, J = 8.7 Hz, 3H)*, 3.86 (s, 3H), 2.08 (s, 3H).
BC NMR (75 MHz, CDCls) & 192.6, 191.2, 169.7, 164.5, 140.5, 132.9, 131.6, 130.8,

130.3, 129.1, 127.0, 114.1, 113.9, 59.9, 55.5, 22.9. Anal. Calcd for: Ci;gsHicsCINO4: C,
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62.52; H, 4.66; N, 4.05 %. Found: C, 62.57; H, 4.64; N, 4.01 %. ESI-MS m/z calcd

[M+H]" 345.08; Found: [M+H]" 345.16. * Merge with N-H

N-(1,3-Dioxo-1,3-diphenylpropan-2-yl)acetamide (3f)

(o] l

(o)
HNYO

Isolated as white solid; Rg: 0.52 (EtOAc/Petether 3.5:1.5 v/v); mp: 164-166 °C; IR
(KBr) 3294, 3081, 1724, 1677, 1653, 2849, 2937 cm’'; '"H NMR (300 MHz, CDCls) &
8.04 — 8.01 (m, 4H), 7.61 — 7.56 (m, 2H), 7.47 — 7.42 (m, 4H), 7.06 (s, 2H), 2.09 (s,
3H). °C NMR (75 MHz, CDCls) & 193.4, 169.7, 134.5, 134.2, 129.0, 128.9, 60.1,
22.9. Anal. Calcd for: C17H5NO3: C, 72.58; H, 5.37; N, 4.98 %. Found: C, 72.62; H,

5.34; N, 4.95 %. ESI-MS m/z caled [M+H]" 281.11; Found: [M+H]" 282.33.

N-(1-(4-Methoxyphenyl)-1,3-dioxo-3-phenylpropan-2-yl)acetamide (3g)

(o] ]

o
~o HN\fo

Isolated as off-white solid; R 0.33 (EtOAc/Petether 3.5:1.5 v/v); mp: 161-163 °C; IR
(KBr) 3287, 3064, 2831, 1721, 1636, 1627, 1286 cm™'; "H NMR (300 MHz, CDCls) &
7.96 — 7.90 (m, 4H), 7.61 (bs, 1H), 7.49 (t, J = 7.4 Hz, 1H), 7.35 (t, J = 7.6 Hz, 2H),
6.94 (d, J= 8.5 Hz, 1H), 6.83 (d, J= 8.9 Hz, 2H), 3.77 (s, 3H), 1.99 (s, 3H). °C NMR
(75 MHz, CDCI3) o 193.5, 191.4, 169.6, 164.1, 134.4, 133.6, 131.2, 128.6, 128.5,
127.0, 113.9, 59.5, 55.2, 22.5. Anal. Calcd for: CgH17NOg4: C, 69.44; H, 5.50; N, 4.50
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%. Found: C, 69.47; H, 5.52; N, 4.47 %. ESI-MS m/z calecd [M+Na]" 334.11; Found:

[M+Na]" 334.24.

N-(1-(4-Chlorophenyl)-1,3-dioxo-3-(thiophen-2-yl)propan-2-yl)acetamide (3h)

Isolated as brown solid; Ry 0.71 (EtOAc/Petether 3.5:1.5 v/v); mp 189-190 °C; IR
(KBr) 3298, 3172, 2931, 2852, 1701, 1695, 1643, 1091, 738 cm™; 'H NMR (300
MHz, CDCl3) & 7.99 (d, J = 8.6 Hz, 2H), 7.75 (d, J= 4.9 Hz, 1H), 7.44 (d, J= 8.6 Hz,
2H), 7.20 — 7.14 (m, 2H), 6.82 (d, J = 7.9 Hz, 1H), 2.10 (s, 3H). °C NMR (75 MHz,
CDCls) 6 191.9, 185.3, 169.9, 140.8, 140.6, 136.1, 134.7, 132.6, 130.2, 129.1, 128.6,
61.0, 22.7. Anal. Calcd for: CsH;2CINOsS: C, 55.99; H, 3.76; N, 4.35, S, 9.96 %.
Found: C, 55.96; H, 3.80; N, 4.31, S 9.98 %. ESI-MS m/z calcd [M+Na] 344.0;

Found: [M+Na]" 344.24.

2-Chloro-N-(1-(4-chlorophenyl)-1,3-dioxo-3-(p-tolyl)propan-2-yl)acetamide (3i)

0] ]

O o
HN (o]
cl \E

Isolated as white solid; Rg: 0.51 (EtOAc/Petether 3.5:1.5 v/v); mp: 253-255 °C; IR

Cl

(KBr) 3277, 3066, 2858, 1718, 1701, 1664, 1458, 1089, 786 cm’; 'H NMR (300

MHz, CDCl;) & 8.09 (d, J= 7.4 Hz, 1H), 7.98 (d, J = 8.7 Hz, 2H), 7.92 (d, J = 8.3 Hz,



2H), 7.44 (d, J = 8.7 Hz, 2H), 7.27 (d, J = 6.0 Hz, 2H), 6.85 (d, J = 7.7 Hz, 1H), 4.10
(s, 2H), 2.41 (s, 3H). °C NMR (75 MHz, CDCls) & 191.4%* 165.8, 145.8, 140.9,
132.7, 131.5, 130.4, 129.7, 129.3,* 128.8, 128.5, 60.9, 42.3, 21.7. Anal. Calcd for:
CisHisCIbNOs: C, 59.36; H, 4.15; N, 3.85 %. Found: C, 59.38; H, 4.13; N, 3.89 %. **
Two carbonyl carbon signals merged here; *Two aryl carbon signals mergrd here.

ESI-MS m/z caled [M+Na]" 386.02; Found: [M+Na]" 386.05.

N-(1-(4-Bromophenyl)-3-(4-methoxyphenyl)-1,3-dioxopropan-2-yl)-2-chloroacetamide
&)

~

o)

o l

O o
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Br \EO

Isolated as white solid; Rg 0.48 (EtOAc/Petether 3.5:1.5 v/v); mp: 164-166 °C; IR

Cl

(KBr) 3282, 3066, 2841, 1701, 1685, 1654, 1463, 1294, 1070, 788, 582 cm™'; '"H NMR
(300 MHz, CDCls) ¢ 8.03 (d, J= 8.3 Hz, 3H), 7.89 (d, J= 7.7 Hz, 2H), 7.61 (d, J= 7.5
Hz, 2H), 6.95 (d, J= 8.0 Hz, 2H), 6.81 (d, J = 6.9 Hz, 1H), 4.10 (s, 2H), 3.87 (s, 3H).
BC NMR (75 MHz, CDCls) & 191.8, 190.1, 166.0, 164.7, 133.1, 132.2, 131.7, 130.4,
129.6, 126.8, 114.3, 60.8, 55.6, 42.2. Anal. Calcd for: CsH;sBrCINO4: C, 50.91; H,
3.56; N, 3.30 %. Found: C, 50.93; H, 3.58; N, 3.28 %. ESI-MS m/z calcd [M+Na]"

445.97; Found: [M+Na]" 446.26.



N-(1-(4-Chlorophenyl)-3-(4-methoxyphenyl)-1,3-dioxopropan-2-yl)-4-nitrobenzamide

(k)

(o)
)L G
NH

Isolated as white solid; Rg 0.18 (EtOAc/Petether 3.5:1.5 v/v); mp: 178-180 °C; IR
(KBr) 3325, 3066, 2841, 1701, 1684, 1643, 1527, 1290, 1091, 721 cm™; 'H NMR
(300 MHz, CDCl5) ¢ 8.30 (d, J= 8.8 Hz, 2H), 8.08 (d, /= 9.0 Hz, 2H), 8.03 (d, J= 8.4
Hz, 3H), 7.93 (d, J = 7.4 Hz, 1H), 7.45 (d, J = 8.6 Hz, 2H), 7.08 (d, J = 7.6 Hz, 1H),
6.95 (d, J = 8.9 Hz, 2H), 3.88 (s, 3H). °C NMR (75 MHz, CDCls) & 192.1, 190.7,
164.9, 164.8, 149.8, 140.9, 138.5, 132.8, 131.7, 130.4, 129.3, 128.6, 126.8, 123.7,
114.3, 60.5, 55.6. Anal. Calcd for: C,3H;7CIN2Os: C, 61.00; H, 3.78; N, 6.19 %.
Found: C, 61.05; H, 3.81; N, 6.14 %. ESI-MS m/z caled [M+Na]" 475.07; Found:

[M+Na]" 475.82.

N-(1-(4-Chlorophenyl)-1,3-dioxo-3-(p-tolyl)propan-2-yl)-4-nitrobenzamide (31)

Isolated as white solid; Rg: 0.20 (EtOAc/Petether 3.5:1.5 v/v); mp: 152-153 °C; IR
(KBr) 3327, 3034, 2920, 2850, 1718, 1687, 1654, 1560, 1093, 761 cm’'; '"H NMR
(300 MHz, CDCls) 6 8.24 (d, J = 8.8 Hz, 2H), 8.06 (d, J = 7.8 Hz, 1H), 8.07 — 8.01

(m, 5SH)*, 7.94 (d, J = 8.2 Hz, 2H), 7.43 (d, J = 8.6 Hz, 2H), 7.26 (d, J = 8.0 Hz, 2H),



7.16 (d, J = 7.8 Hz, 1H), 2.41 (s, 3H). °C NMR (75 MHz, CDCls) § 191.93, 191.88,
164.9, 149.9, 146.0, 141.0, 138.6, 132.8, 131.5, 130.5, 129.8, 129.4, 129.2, 128.6,
123.8, 60.6, 21.8. Anal. Calcd for: C,3H;7CIN,Os: C, 63.24; H, 3.92; N, 6.41 %.
Found: C, 63.28; H, 3.96; N, 6.45 %. ESI-MS m/z caled [M+H]" 436.08; Found:

[M+H]" 436.31. *merged with N-H

N-(1-(4-Chlorophenyl)-1,3-dioxo-3-(p-tolyl)propan-2-yl)benzamide (3m)

O« 5O
NH

o

Cl
Isolated as pale yellow solid; R 0.48 (EtOAc/Petether 3.5:1.5 v/v); mp: 168-170 °C;
IR (KBr) 3336, 3051, 2960, 2854, 1718, 1707, 1637, 1093, 781 cm™; 'H NMR (300
MHz, CDCls) & 8.06 (d, J = 8.6 Hz, 2H), 7.98 (d, J= 8.1 Hz, 2H), 7.86 (d, J= 7.9 Hz,
2H), 7.56 — 7.43 (m, 5H), 7.27 (d, J = 8.4 Hz, 2H), 7.14 (d, J = 7.8 Hz, 1H), 2.40 (s,
3H). *C NMR (75 MHz, CDCls) & 192.43, 192.38 166.8, 145.6, 140.8, 133.23,
133.20, 132.2, 132.0, 130.5, 129.9, 129.8, 129.3, 128.9, 128.7, 128.5, 127.3, 60.8,
21.7. Anal. Calcd for: Cy3H3CINO3: C, 70.50; H, 4.63; N, 3.57 %. Found: C, 70.54;

H, 4.66; N, 3.52 %. ESI-MS m/z calcd [M+Na]" 414.08; Found: [M+Na]" 414.37.
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2-Chloro-N-(1-(4-chlorophenyl)-1,3-dioxo-3-(p-tolyl)propan-2-yl)benzamide (3n)

Cl
Isolated as white solid; Ry 0.45 (EtOAc/Petether 3.5:1.5 v/v); mp: 184-185 °C; IR
(KBr) 3267, 3064, 2954, 2852, 1707, 1691, 1654, 1093, 1037, 783 c¢cm™'; 'H NMR
(300 MHz, CDCls) ¢ 8.04 (d, J= 8.5 Hz, 2H), 7.98 (d, /= 8.1 Hz, 2H), 7.87 (d, J= 7.6
Hz, 1H), 7.63 (d, J = 6.9 Hz, 1H), 7.45 — 7.39 (m, 4H), 7.27 (d, J = 6.9 Hz, 2H), 7.08
(d, J=17.6 Hz, 1H), 2.41 (s, 3H). °C NMR (75 MHz, CDCl3) & 191.97, 191.91, 165.8,
145.7, 140.8, 133.9, 133.6, 133.1, 131.9, 131.3, 130.6, 130.5, 130.3, 129.7, 129.4,
129.3, 127.1, 61.7, 21.8. Anal. Calcd for: C»3H7C1LNOs3: C, 64.80; H, 4.02; N, 3.29 %.
Found: C, 64.86; H, 4.05; N, 3.26 %. ESI-MS m/z caled [M+Na]" 448.05; Found:

[M+Na]" 448.10.

4-Chloro-N-(1-(4-chlorophenyl)-1,3-dioxo-3-(p-tolyl)propan-2-yl)-2,5-

difluorobenzamide (30)

F
[oJe)
O c'
NH
lo) F
Cl

Isolated as white solid; Ry 0.53 (EtOAc/Petether 3.5:1.5 v/v); mp: 177-179 °C; IR
(KBr) 3284, 3066, 2920, 2850, 1718,, 1698, 1654, 1238, 1091, 761 cm™'; 'H NMR

(300 MHz, CDCl5) § 8.01 (d, J = 8.1 Hz, 2H), 7.96 (d, J= 7.7 Hz, 2H), 7.69 (d, J = 6.7
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Hz, 1H), 7.44 (d, J = 8.0 Hz, 2H), 7.27 (d, J = 6.5 Hz, 3H), 7.04 — 6.99 (m, 3H), 2.41
(s, 3H). °C NMR (75 MHz, CDCl3)* § 191.6, 191.5, 161.9, 159.1, 145.9, 140.9,
137.7,132.9, 131.6, 130.5, 129.8, 129.4, 129.3, 129.1, 128.9, 113.6, 113.3, 61.5, 21.8.
Anal. Calcd for: C»3H5C1LF,NOs: C, 59.76; H, 3.27; N, 3.03 %. Found: C, 59.79; H,
3.24; N, 3.01 %. *One aromatic carbon not picked up. ESI-MS m/z calcd [M+Na]"

484.02 ; Found: [M+Na]" 484.14.

(5-(4-Chlorophenyl)-2-methyloxazol-4-yl)(4-methoxyphenyl)methanone (7a)

Isolated as off white solid; Rg: 0.82 (EtOAc/Petether 4.5:0.5 v/v); mp 152-153 °C; IR
(KBr) 3034, 2922, 1850, 1718, 1602, 1288, 1095, 773 cm™; '"H NMR (300 MHz,
CDCl3) & 8.11 (d, J = 8.7 Hz, 2H), 7.93 (d, J = 8.6 Hz, 2H), 7.39 (d, J = 8.6 Hz, 2H),
6.95 (d, J = 8.8 Hz, 2H), 3.88 (s, 3H), 2.58 (s, 3H). ’C NMR (75 MHz, CDCl;) &
187.1, 163.6, 158.9, 153.0, 135.7, 134.3, 132.7, 130.1, 128.7, 128.67, 125.9, 113.5,
55.42, 13.8. Anal. Calcd for: CsH4CINOs: C, 65.96; H, 4.31; N, 4.27 %. Found: C,
65.98; H, 4.34; N, 4.24 %. ESI-MS m/z caled [M+Na]" 350.06; Found: [M+Na]"

350.14.
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(5-(4-Chlorophenyl)-2-methyloxazol-4-yl)(thiophen-2-yl)methanone (7b)

Isolated as pale brown solid; Rs: 0.94 (EtOAc/Petether 4.5:0.5 v/v); mp 170-172 °C; IR
(KBr) 3169, 3039, 2933, 2854, 1704, 1606, 1093, 741 cm'; '"H NMR (300 MHz,
CDCl3) 6 8.34 (dd, J= 3.9, 1.2 Hz, 1H), 8.03 (d, J = 8.8 Hz, 2H), 7.64 (dd, J= 5.0, 1.2
Hz, 1H), 7.35 (d, J = 8.8 Hz, 2H), 7.10 (dd, J = 4.9, 3.9 Hz, 1H), 2.53 (s, 3H). "°C
NMR (75 MHz, CDCl;) ¢ 178.8, 158.9, 153.9, 143.4, 136.1, 135.8, 134.9, 133.6,
129.3, 128.6, 127.9, 125.7, 13.78. Anal. Calcd for: C,sH(CINO,S: C, 59.31; H, 3.32;
N, 4.61; S, 10.56 %. Found: C, 59.35; H, 3.34; N, 4.58; S, 10.59 %. ESI-MS m/z calcd

[M+Na]" 326.00; Found: [M+Na]" 326.75.

Phenyl(5-phenyl-2-(trifluoromethyl)oxazol-4-yl)methanone (8a)
o
N
e
o8

Isolated as yellow oil; Rg: 0.32 (EtOAc/Petether 4:1 v/v); IR (KBr) 3066, 1709, 1612,
1288, 684 cm™; "H NMR (400 MHz, DMSO-dg) 8: 8.09 (d, J = 8.0 Hz, 2H), 8.03 (t, J
= 8.0 Hz, 2H), 7.62 (t, J = 7.6 Hz, 1H), 7.47-7.52 (m, 5H). °C NMR (100 MHz,
DMSO-de) &: 187.7, 156.8, 147.7, 136.5, 133.8, 133.6, 131.4, 130.3, 128.8, 128.4,
128.2, 125.7, 116.3. Anal. Calcd for: C7H0FsNO2: C, 64.36; H, 3.18; N, 4.14 %.
Found: C, 64.30; H, 3.14; N, 4.19 %. ESI-MS m/z caled [M+H]" 317.07; Found:

[M+H]" 318.20.
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(2-Bromophenyl)(5-(4-chlorophenyl)-2-(trifluoromethyl)oxazol-4-yl)methanone (8b)

Isolated as pale yellow oil; Rg: 0.41 (EtOAc/Petether 4:1 v/v); IR (KBr) 3054, 1702,
1601, 1291, 1083, 1031, 723, 672 cm™; '"H NMR (400 MHz, CDCl;) &: 8.14 (d, J =
8.4 Hz,2H ), 7.71 (dd, J= 8.0, 1.2 Hz, 1H), 7.57 (dd, J = 8.8, 2.0 Hz, 1H), 7.43-7.48
(m, 3H), 7.42 (td, J = 7.6, 2.0 Hz, 1H). °C NMR (100 MHz, CDCls) &: 184.1, 156.1,
149.0, 140.2, 135.6, 134.2, 133.4, 132.5, 132.3, 131.7, 128.8,* 127.4, 123.5, 116.1.
Anal. Calcd for: C;7HgBrCIFsNO;: C, 47.42; H, 1.87; N, 3.25 %. Found: C, 47.38; H,
1.82; N, 3.29 %. *Two carbons merged here. ESI-MS m/z calcd [M+Na]" 453.59;

Found: [M+Na]" 453.7.

(5-(3-Methoxyphenyl)-2-(trifluoromethyl)oxazol-4-yl)(4-nitrophenyl)methanone (8c)

o

N
L X
uvl

o
Isolated as yellow oil; Re: 0.25 (EtOAc/Petether 4:1 v/v); IR (KBr) 3043, 1701, 1609,
1563, 1288, 1272, 679 cm™; '"H NMR (400 MHz, CDCls) &: 8.35 (d, J = 9.2 Hz, 2H),
8.26 (d, J=9.2 Hz, 2H), 7.71 (d, J= 7.6 Hz, 1H), 7.64 (t, J= 2.0 Hz, 1H), 7.44 (t, J =
8.0 Hz, 1H), 7.21 (dd, J = 8.0, 2.0 Hz, 1H), 3.88 (s, 3H). *C NMR (100 MHz, CDCl;)
o: 186.6, 159.7, 154.0, 149.0, 137.1, 135.9, 131.3, 129.6, 129.3, 129.2, 123.9, 123.8,

123.5, 120.8,114.3, 55.5. Anal. Calcd for: C;sH1F3N,Os: C, 55.11; H, 2.83; N, 7.14

14



%. Found: C, 55.15; H, 2.87; N, 7.09 %. ESI-MS m/z caled [M+H]" 392.06; Found:

[M+H]" 392.1.

(5-(2-Chloro-3,4-dimethoxyphenyl)-2-(trifluoromethyl)oxazol-4-yl)(4-

methoxyphenyl)methanone (8d)

Isolated as yellow oil; Rg: 0.23 (EtOAc/Petether 4:1 v/v); IR (KBr) 3072, 1711, 1609,
1287, 1051, 1273, 718, 688 cm™'; 'H NMR (400 MHz, CDCl3) &: 8.16 (d, J = 8.4 Hz,
2H), 7.37 (d, J = 8.4 Hz, 1H), 6.95 (d, J = 8.4 Hz, 2H), 6.93 (d, J = 8.4 Hz, 1H), 3.94
(s, 3H), 3.88 (s, 3H), 3.87 (s, 3H). >C NMR (100 MHz, CDCl3) : 184.4, 163.9, 155.8,
154.0, 148.5, 145.9, 136.2, 132.8, 128.9, 128.7, 127.5, 118.3,* 116.3, 114.6, 113.7,
110.2, 54.3. Anal. Calcd for: C,0H;5sCIF3NOs: C, 54.37; H, 3.42; N, 3.17 %. Found: C,
54.32; H, 3.38; N, 3.23 % * Two carbon signals merged here. ESI-MS m/z calcd

[M+H]" 441.06; Found: [M+H]" 441.9.

(2,4-Dichlorophenyl)(5-(p-tolyl)-2-(trifluoromethyl)oxazol-4-yl)methanone (8e)

Isolated as yellow oil; Re: 0.31 (EtOAc/Petether 4:1 v/v); IR (KBr) 3068, 2849, 2960, 1703,
1602, 1281, 1053, 720, 672 cm’™; '"H NMR (400 MHz, CDCl;) &: 8.06 (d, J = 8.4 Hz, 2H),
7.58 (d, J=8.4 Hz, 1H), 7.53 (d, /= 1.6 Hz, 1H), 7.40 (dd, J = 8.4, 1.6 Hz, 1H), 7.29 (d, J =

15



8.4 Hz, 2H), 2.44 (s, 3H). °C NMR (100 MHz, CDCL) &: 185.4, 153.1, 144.8, 137.9, 136.8,
134.8, 133.1, 132.7, 130.4,* 130.2, 129.1, 127.3, 123.9, 117.4, 21.7; Anal. Calcd for:
C1sH10CLF3;NO,: C, 54.02; H, 2.52; N, 3.50 %. Found C, 53.93; H, 2.46; N, 3.57 % *Two

carbons merged here. ESI-MS m/z caled [M+H]" 399.0; Found: [M+H]" 399.9.

Key NMR assignments and HMBCs of compound 3e

.~ ~~~~*3.86 (s, 3H); 55.5

o
8.02 (d, J = 8.9 Hz, 2H); 131.4

7.09 (d, J =9 Hz, 1H); 59.9

Key HMBC assignment in compound 7a

7.93 (d, J = 8.6 Hz, 2H); 128.7
A 1530
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BK-A5_140417190807 #19 RT:0.26 AV: 1 NL: 5.76E2
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KAH1_140526224416 #240 RT: 0.72 AV:1 NL: 6.76E2
F: ITMS + p ESI Full ms [150.00-1000.00]
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T1#67 RT:0.97 AV: 1 NL: 8.20E2
T: ITMS + ¢ ESI Full ms [50.00-1000.00]
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BK-A4_140417190807 #20 RT: 0.27 AV: 1 NL: 1.72E2
T: ITMS + ¢ ESI Full ms [100.00-1000.00]
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3K#53 RT:0.68 AV:1 NL: 9.40E2
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