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1-Oxo-1-phenylethyl benzoate (Scheme 1, 3aa)!

'"H NMR (CDCl;, 400 MHz) 6 8.15 (d, J = 7.2 Hz, 2H), 7.98 (d, J = 7.2 Hz, 2H), 7.58 (q, J = 7.6 Hz,
2H), 7.48 (m, 4H), 5.59 (s, 2H); 13C NMR (CDCl;, 100 MHz) & 192.1, 166.0, 134.3, 133.9, 133.3,
129.9, 129.4, 128.4, 127.8, 66.4.

1-Oxo0-1-(4-methylphenyl)ethyl benzoate (Scheme 1, 3ab)?

'H NMR (CDCl;, 400 MHz) 6 8.03 (d, J= 7.2 Hz, 1H), 7.96 (d, J = 7.2 Hz, 2H), 7.86 (d, J= 7.2 Hz,
1H), 7.27 (m, 5H), 5.44 (s, 2H), 2.42 (s, 3H); *C NMR (CDCl;, 100 MHz) & 198.4, 166.8, 143.9, 134.3,
130.0, 129.5, 129.2, 129.1, 128.2, 127.9, 66.2, 21.6.

1-Ox0-1-(4-chlorophenyl)ethyl benzoate (Scheme 1, 3ac)’

'H NMR (CDCl;, 400 MHz) & 8.07 (d, J= 7.2 Hz, 2H), 7.90 (d, J = 7.2 Hz, 2H), 7.46 (m, 5H), 5.54 (s,
2H); 3C NMR (CDCl;, 100 MHz) & 190.6, 165.1, 140.0, 132.5, 131.3, 129.9, 129.3, 129.2, 128.8,
128.5, 66.4.

1-Oxo0-1-(2-methylphenyl)ethyl benzoate (Scheme 1, 3ad)*

'"H NMR (CDCl;, 400 MHz) 6 8.12 (d, J=7.2 Hz, 1H), 7.71 (d, /= 7.2 Hz, 1H), 7.50 (m, 5H), 7.31 (m,
2H), 5.43 (s, 2H), 2.55 (s, 3H); 3C NMR (CDCl;, 100 MHz) & 195.8, 165.7, 139.1, 133.3, 132.2, 132.1,
129.9, 129.4, 128.4, 128.1, 125.8, 122.1, 67.7, 21.8.

1-Ox0-1-(4-fluorophenyl)ethyl benzoate (Scheme 1, 3ae)?

"H NMR (CDCl;, 400 MHz) & 8.15 (m, 2H), 8.01 (m, 2H), 7.45 (t, J= 7.2 Hz, 1H), 7.18 (m, 4H), 5.54
(s, 2H); *C NMR (CDCl;, 100 MHz) 6 190.5, 167.7, 165.0, 164.5, 133.4, 132.6, 132.5, 130.6, 130.4,
129.9,128.4, 116.3, 116.0, 115.8, 115.3, 66.3.

1-Oxo-1-(3-fluorophenyl)ethyl benzoate (Scheme 1, 3af)

Pale yellow crystals;; m.p. 91-93 °C; '"H NMR (CDCl;, 400 MHz) & 8.13 (d, J = 7.2 Hz, 1H), 7.91 (m,
1H), 7.72 (d, J= 7.2 Hz, 1H), 7.57 (d, J = 7.2 Hz, 1H), 7.44 (m, 3H), 7.29 (m, 2H), 5.54 (s, 2H); 13C
NMR (CDCl;, 100 MHz) 6 200.3, 164.3, 133.4, 130.7, 130.6, 130.2, 130.1, 129.9, 128.4, 125.7, 123.5,
121.2, 120.9, 120.7, 120.4, 117.0, 114.8, 66.6; HR-MS (ESI): calcd for C;sH,FO;: [M+H*] 259.0765,
found 259.0752.

1-Oxo-1-(3-methylphenyl)ethyl benzoate (Scheme 1, 3ag)

CAS: 587887-43-2; 'H NMR (CDCl;, 400 MHz) 6 8.15 (d, J = 7.2 Hz, 1H), 7.97 (s, 1H), 7.79 (d, J =
7.2 Hz, 2H), 7.58 (t, J= 7.2 Hz, 1H), 7.42 (m, 5H), 5.57 (s, 2H), 2.43 (s, 3H); '*C NMR (CDCl;, 100

MHz) § 192.2, 166.0, 128.7, 134.6, 133.3, 130.5, 130.0, 128.4, 128.3, 127.1, 125.0, 66.5, 21.3; HR-MS



(ESI): calcd for C¢H;503: [M+H"] 255.1015, found 255.1007.

1-Ox0-1-(4-nitrophenyl)ethyl benzoate (Scheme 1, 3ah)?

"H NMR (CDCl;, 400 MHz) 8 8.26 (m, 4H), 7.42 (m, 4H), 5.41 (s, 2H); '3*C NMR (CDCl;, 100 MHz) 6
202.1, 164.5, 150.6, 135.5, 135.2, 130.8, 128.7, 128.6, 128.4, 123.5, 67.6.

2-(furan-2-yl)-2-oxoethyl benzoate (Scheme 1, 3ai)®

'H NMR (CDCl;, 400 MHz) 6 7.63 (d, J = 7.2 Hz, 2H), 7.32 (d, J = 7.2 Hz, 2H), 7.28 (m, 1H), 6.58 (m,
3H), 5.39 (s, 2H); '3C NMR (CDCl;, 100 MHz) 6 181.2, 157.8, 146.8, 146.7, 119.1, 117.9, 117.7,
112.5,112.5, 112.0, 65.5.

2-0x0-2-(thiophen-2-yl)ethyl benzoate (Scheme 1, 3aj)

CAS: 326886-39-9; 'H NMR (CDCl;, 400 MHz) 6 8.14 (dd, J = 1.5 Hz, J= 7.2 Hz, 2H), 7.83 (dd, J =
1.2 Hz,J=7.2 Hz, 1H), 7.72 (dd, /= 1.2 Hz, J=7.2 Hz, 1H), 7.63 (t, J= 7.2 Hz, 1H), 7.48 (t,J="7.2
Hz, 2H), 7.19 (dd, J = 1.2 Hz, J = 7.2 Hz, 1H), 5.46 (s, 2H); '3*C NMR (CDCl;, 100 MHz) & 185.4,
165.9, 140.4, 134.3, 133.4, 132.0, 130.0, 129.2, 128.4, 128.3, 66.2; HR-MS (ESI): calcd for Cy3H,,0;S:
[M+H*] 247.0423, found 247.0438.

2-cyclopropyl-2-oxoethyl benzoate (Scheme 1, 3ak)!

'H NMR (CDCl;, 400 MHz) 4 8.12 (d, J = 7.2 Hz, 2H), 7.62 (t, J = 7.2 Hz, 1H), 7.46 (d, J = 7.2 Hz,
2H), 5.06 (s, 2H), 2.05 (m, 1H), 1.18 (m, 2H), 1.01 (m, 2H); *C NMR (CDCl;, 100 MHz) & 203.8,
166.1, 133.3,129.9, 129.3, 128.4, 68.8, 17.2, 11.4.

1-(4-fluorophenyl)-1-oxopropan-2-yl benzoate (Scheme 1, 3al)’

'"H NMR (CDCl;, 400 MHz) 6 8.05 (m, 4H), 7.56 (t,J= 7.2 Hz, 1H), 7.43 (t, J= 7.2 Hz, 2H), 7.14 (, J
=7.2 Hz, 2H), 6.14 (q, J= 6.9 Hz, 1H), 1.68 (d, J= 6.9 Hz, 3H); 3C NMR (CDCl;, 100 MHz) § 195.2,
197.8,166.0, 164.0, 133.4, 131.3, 131.1, 129.8, 129.3, 128.4, 116.1, 115.8, 115.5, 71.7, 17.1.
1-(4-chlorophenyl)-1-oxopropan-2-yl benzoate (Scheme 1, 3am)’

'"H NMR (CDCl;, 400 MHz) 6 7.87 (d, J= 7.2 Hz, 2H), 7.48 (d, J = 7.2 Hz, 2H), 7.35 (m, 5H), 5.11 (q,
J=172 Hz, 1H), 1.68 (d, J = 7.2 Hz, 3H); *C NMR (CDCl;, 100 MHz) 3 201.2, 171.0, 140.9, 140.5,
131.5,130.5, 129.2, 128.5, 127.6, 127.0, 69.3, 22.1 .

1-(4-chlorophenyl)-1-oxobutan-2-yl benzoate (Scheme 1, 3an)

Colorless crystals; m.p. 114-116 °C; 'H NMR (CDCl;, 400 MHz) 6 8.10 (d, /= 7.2 Hz, 2H), 7.96 (d, J
= 7.2 Hz, 2H), 7.59 (t, /= 7.2 Hz, 1H), 7.45 (m, 4H), 5.97 (q, J = 7.2 Hz, 1H), 2.06 (m, 2H), 1.12 (t, J

= 7.5 Hz, 3H); 3C NMR (CDCls, 100 MHz) & 195.4, 166.2, 140.5, 133.4, 133.2, 129.8, 129.4, 129.1,



128.6, 128.4, 76.6, 26.2, 9.95; HR-MS (ESI): calcd for C;7H;4ClO;3: [M+H*] 303.0782, found 303.0791.
1-(4-methoxyphenyl)-1-oxopropan-2-yl benzoate (Scheme 1, 3ao)’

'"H NMR (CDCl;, 400 MHz) 6 8.09 (d, J = 7.2 Hz, 2H), 8.01 (d, J = 7.2 Hz, 2H), 7.57 (t, J = 7.2 Hz,
1H), 7.41 (t, J="7.2 Hz, 2H), 6.94 (d, J=7.2 Hz, 2H), 6.17 (q, J= 7.2 Hz, 1H), 3.86 (s, 3H), 1.65 (d, J
= 6.9 Hz, 3H); 3C NMR (CDCl;, 100 MHz) 3 195.1, 166.0, 163.9, 133.2, 130.9, 129.8, 129.6, 128.4,
127.3,114.0,71.6, 55.5, 17.4.

1-oxo-1-(thiophen-2-yl)propan-2-yl benzoate (Scheme 1, 3ap)?

'"H NMR (CDCl;, 400 MHz) 6 8.10 (d, J = 7.2 Hz, 2H), 7.88 (d, J = 7.2 Hz, 1H), 7.66 (d, J= 7.2 Hz,
1H), 7.56 (t, J=7.2 Hz, 1H), 7.46 (t, J= 7.2 Hz, 2H), 7.16 (d, /= 7.2 Hz, 1H), 5.97 (q, /= 6.9 Hz, 1H),
1.71 (d, J = 6.9 Hz, 3H); 13C NMR (CDCl;, 100 MHz) & 189.6, 165.9, 140.5, 134.4, 133.3, 132.7,
129.9,129.4, 128.4, 128.2,72.9, 17.6.

1-Oxo-1-phenylethyl 4-methylbenzoate (Scheme 2, 3ba)?

'"H NMR (CDCl;, 400 MHz) 6 8.03 (d, J= 7.2 Hz, 2H), 7.97 (d, J = 7.2 Hz, 2H), 7.66 (d, J= 7.2 Hz,
1H), 7.53 (t, J = 7.2 Hz, 1H), 7.48 (t, J = 7.2 Hz, 2H), 7.26 (d, J = 7.2 Hz, 2H), 5.56 (s, 2H), 2.43 (s,
3H); 3C NMR (CDCl;, 100 MHz) § 192.3, 166.1, 144.1, 133.8, 130.0, 129.1, 128.9, 128.8, 128.4,
127.8, 66.3, 21.7.

1-Oxo-1-phenylethyl 4-fluorobenzoate (Scheme 2, 3ca)

CAS: 55153-22-5; 'TH NMR (CDCl;, 400 MHz) & 8.14 (d, J = 7.2 Hz, 2H), 7.97 (d, J = 7.2 Hz, 2H),
7.50 (t, J = 7.2 Hz, 2H), 7.48 (m, 2H), 7.15 (t, J = 7.2 Hz, 1H), 5.59 (s, 2H); '*C NMR (CDCl;, 100
MHz) $ 192.1, 167.5, 166.0, 164.0, 133.9, 133.9, 133.3, 132.5, 132.4, 130.0, 128.9, 128.4, 127.8, 115.8,
115.5, 66.4; HR-MS (ESI): calcd for CsH;,FO5: [M+H"] 259.0765, found 259.0781.
1-Oxo-1-phenylethyl 4-chlorobenzoate (Scheme 2, 3da)?

'H NMR (CDCl;, 400 MHz) & 8.07 (d, J = 8.0 Hz, 2H), 7.97 (d, J = 7.2 Hz, 2H), 7.63 (t, J = 7.2 Hz,
1H), 7.49 (m, 4H), 58 (s, 2H); '3C NMR (CDCl;, 100 MHz) & 191.8, 165.2, 139.8, 134.2m 134.0m
131.3m 129.9m 128.9m 128.8m 127.8, 66.5.

1-Oxo-1-phenylethyl 2-naphthoate (Scheme 2, 3ea)?

'H NMR (CDCl;, 400 MHz) & 8.96 (d, J = 7.2 Hz, 1H), 8.39 (d, J = 7.2 Hz, 1H), 8.05 (d, J = 7.2 Hz,
1H), 7.96 (m, 3H), 7.89 (d, 1H), 7.53 (m, SH), 5.69 (s, 2H); 3C NMR (CDCl;, 100 MHz) 8 192.3,

166.9, 133.9, 133.7, 133.3, 131.4, 130.7, 130.0, 128.9, 128.4, 127.8, 126.3, 125.8, 124.5, 66.



NMR spectra
1-Oxo-1-phenylethyl benzoate (Scheme 1, 3aa)
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1-Oxo0-1-(4-methylphenyl)ethyl benzoate (Scheme 1, 3ab)
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1-Oxo0-1-(4-chlorophenyl)ethyl benzoate (Scheme 1, 3ac)
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1-Oxo0-1-(2-methylphenyl)ethyl benzoate (Scheme 1, 3ad)
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1-Oxo0-1-(4-fluorophenyl)ethyl benzoate (Scheme 1, 3ae)
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1-Oxo0-1-(3-fluorophenyl)ethyl benzoate (Scheme 1, 3af)
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1-Oxo0-1-(3-methylphenyl)ethyl benzoate (Scheme 1, 3ag)
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1-Oxo-1-(4-nitrophenyl)ethyl benzoate (Scheme 1, 3ah)
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2-(furan-2-yl)-2-oxoethyl benzoate (Scheme 1, 3ai)
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2-0x0-2-(thiophen-2-yl)ethyl benzoate (Scheme 1, 3aj)
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2-cyclopropyl-2-oxoethyl benzoate (Scheme 1, 3ak)
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1-(4-fluorophenyl)-1-oxopropan-2-yl benzoate (Scheme 1, 3al)
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1-(4-chlorophenyl)-1-oxopropan-2-yl benzoate (Scheme 1, 3am)
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1-(4-chlorophenyl)-1-oxobutan-2-yl benzoate (Scheme 1, 3an)
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1-(4-methoxyphenyl)-1-oxopropan-2-yl benzoate (Scheme 1, 3a0)

LD — b~ 0000 NO MM OO
— 00— 00 b= b= OO b LD
—_— ood N N N———
] Aol

0

.

0 CHa CHs
0

3. 860

1679
<1656

Y —
12 03% ——
]
1,995 b
1. 002 ma—

45000

40000

35000

30000

25000

20000

15000

10000

5000

ra00

800

r600

r400

r300

200

r100

J |
o T oL
o, 00w} on wn o
[eNey] o (=] o
T T T T T T T T T T T T T T T T T T 1
19:5 9.5 990 8.5 80 785 0 65 6.0 55 65O 45 40 36 I0 256 2.0 £S5 L0 0§
f1 (ppm)
o o= NOoOWNOoO = ONO (=] e}
= g o5 Sogagel g ¥ ;
a3 [{eie] O NNNg — b b= O — L e
— —— b i b e Skl b— b— b— b— [T —
| N = | =] | |
)
CHa “SCH,
o
b)
1]
I
1 ]
T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 5H0 40 30 20 10

f1 (

ppm)



1-Oxo-1-(thiophen-2-yl)propan-2-yl benzoate (Scheme 1, 3ap)
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1-Oxo-1-phenylethyl 4-methylbenzoate (Scheme 2, 3ba)
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1-Oxo-1-phenylethyl 4-fluorobenzoate (Scheme 2, 3ca)
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1-Oxo-1-phenylethyl 4-chlorobenzoate (Scheme 2, 3da)
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1-Oxo-1-phenylethyl 2-naphthoate (Scheme 2, 3ea)
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