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General information:

All the reagents were commercial grade and used without purification. Organic
extracts were dried over anhydrous sodium sulphate. Solvents were removed in a rotary
evaporator under reduced pressure. Silica gel (60-120 mesh size) was used for the column
chromatography. Reactions were monitored by TLC on silica gel 60 Fzs4 (0.25mm). NMR
spectra were recorded in CDCl; with tetramethylsilane as the internal standard for *H NMR
(400 MHz) CDClI; solvent as the internal standard for **C NMR (75 MHz and 100 MHz).

HRMS spectra were recorded using ESI mode. IR spectra were recorded in KBr or neat.

General procedure for the synthesis of benzyl benzoate (aa): A mixture of BusNI (36.9
mg, 10 mol %) and toluene (a) (1 mL) were taken in an oven dried round bottom flask fitted
with a condenser. To this mixture an aqueous solution of TBHP (70% in H,0) (857 pL, 6
equiv.) was added and the reaction mixture was heated at 80 °C for 6 h. During this period

formation of benzyl benzoate (aa) was observed as judged from TLC. The reaction mixture
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was cooled to room temperature and admixed with ethyl acetate (20 mL). The ethyl acetate
layer was washed successively with a 5% solution of sodium bicarbonate (2 x 5mL) and a 5%
solution of sodium thiosulphate (2 x 5 mL). The ethyl acetate layer was dried over anhydrous
Na,SO, and the solvent was evaporated under reduced pressure. The crude product was
purified over a column of silica gel and elutedwith (98: 2, hexane / ethyl acetate) to afford

benzyl benzoate (aa) (201 mg, 95% yield).

General procedure for the synthesis of 1-phenylethyl benzoate (ak): A mixture of BusNI
(36.9 mg, 10 mol %), toluene (a) (0.5 mL) and ethylbenzene (k) (0.5 mL) were taken in an
oven dried round bottom flask fitted with a condenser. To this mixture an aqueous solution of
TBHP (70% in H,0) (857 uL, 6 equiv.) was added and the reaction mixture was heated at 80
°C for 6 h. During this period formation of 1-phenylethyl benzoate (ak) was observed as
judged from TLC. The reaction mixture was cooled to room temperature and admixed with
ethyl acetate (20 mL). The ethyl acetate layer was washed successively with a 5% solution of
sodium bicarbonate (2 x 5mL) and a 5% solution of sodium thiosulphate (2 x 5 mL). The
ethyl acetate layer was dried over anhydrous Na,SO,4 and the solvent was evaporated under
reduced pressure. The crude product was purified over a column of silica gel and elutedwith

(98: 2, hexane / ethyl acetate) to afford 1-phenylethyl benzoate (ak) (198 mg, 95% yield).

General procedure for the synthesis of 2-phenylpropan-2-yl benzoate (al): A mixture of
BusNI (36.9 mg, 10 mol %), toluene (a) (0.5 mL) and isopropylbenzene (I) (0.5 mL) were
taken in an oven dried round bottom flask fitted with a condenser. To this mixture an aqueous
solution of TBHP (70% in H,0) (857 pL, 6 equiv.) was added and the reaction mixture was
heated at 80 °C for 6 h. During this period formation of 1-phenylethyl benzoate (al) was
observed as judged from TLC. The reaction mixture was cooled to room temperature and
admixed with ethyl acetate (20 mL). The ethyl acetate layer was washed successively with a

5% solution of sodium bicarbonate (2 x 5mL) and a 5% solution of sodium thiosulphate (2 x
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5 mL). The ethyl acetate layer was dried over anhydrous Na,SO, and the solvent was
evaporated under reduced pressure. The crude product was purified over a column of silica
gel and elutedwith (98: 2, hexane / ethyl acetate) to afford 2-phenylpropan-2-yl benzoate (al)

(180 mg, 75% yield).

Table S1. Screening of Reaction Conditions.®

H F]zz
H .
ol AN . H%—@ Catalyst / Oxidant
% H — Temperature

(CY

Entry  Catalyst (mol%) Oxidant (Equiv.) Temp (°C) Yield %"
1. Cu(OAc),.2 H,0 (10) TBHP in decane (4) 100 3
2. BuyNI (10) TBHP in decane (4) 25 30
3. BusNI (10) TBHP in decane (6) 80 90
4, BusNI (10) Ag. TBHP (6) 80 95
5. BuyNI (10) Ag. TBHP (6) 100 95
6. BusNI (20) Ag. TBHP (6) 80 95
7. BusNI (5) Ag. TBHP (6) 80 60
8. BuyNI (10) Ag. TBHP (5) 80 50
9. BusNI (10) Ag. H,0, (6) 80 00
10. BusNI (10) DDQ (6) 80 00
11. BuyNI (10) PhI(OAC); (6) 80 00
12. BusNBr (10) Ag. TBHP (6) 80 00
13. Kl (10) Ag. TBHP (6) 80 00
14. I, (10) Ag. TBHP (6) 80 00
15. nil Ag. TBHP (6) 80 00
16. Bu,NI (10) nil 80 00

aToluene (1mL), Reaction time: 6 h, ° Isolated yield.
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Scheme S1. Various routes to benzylic esters.
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Scheme S2. Proposed mechanism of the oxidative esterification.
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Spectral Data

Benzyl benzoate (aa):

[Saae

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 5.36 (s, 2H), 7.33-7.45 (m, 7H),

7.54 (t, 1H, J = 7.6 Hz), 8.08 (d, 2H, J = 8.4 Hz); 3c NMR (100 MHz, CDCl3): & (ppm)
66.7, 128.2, 128.3, 128.4, 128.6, 129.7, 130.2, 133.0, 136.1, 166.4; IR (KBr): 3066, 3033,
2923, 1718, 1451, 1314, 1271, 1109, 1070, 1026, 711 cm'l; Anal. calcd. for C14H1,0,: C

79.22, H 5.70; found C 79.20, H 5.78.

3-Methoxybenzyl 3-methoxybenzoate (bb):

(o]
H;CO OCH
3 \©)J\0A©/ 3

Yellowish liquid; *"H NMR (400 MHz, CDCly): & (ppm) 3.81 (s, 3H), 3.83 (s, 3H), 5.33 (s,

2H), 6.88 (d, 1H, J = 8.4 Hz), 6.98 (s, 1H), 7.02 (d, 1H, J = 7.6 Hz), 7.08-7.11 (m, 1H),
7.28-7.35 (m, 2H), 7.60 (s, 1H), 7.68 (d, 1H, J = 7.6 Hz); *C NMR (100 MHz, CDCls): &
(ppm) 55.4, 55.6, 66.8, 113.8, 114.4, 119.6, 120.5, 122.3, 129.6, 129.8, 131.6, 137.7, 159.8,
159.9, 166.4; IR (KBr): 2938, 2837, 1717, 1602, 1587, 1489, 1456, 1275, 1225, 1104, 1043,

756 cm'l; Anal. calcd. for C1gH1604: C 70.57, H 5.92; found C 70.62, H 5.84.

4-Methoxybenzyl 4-methoxybenzoate (cc):

o)
HsCO OCH;
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Yellowish liquid; *H NMR (400 MHz, CDCl3): & (ppm) 3.79 (s, 3H), 3.82 (s, 3H), 5.25 (s,
2H), 6.87-6.90 (M, 4H), 7.36 (d, 2H, J = 8.4 Hz), 7.99 (d, 2H, J = 8.8 Hz); *C NMR (100
MHz, CDCly): § (ppm) 55.4, 55.5, 66.3, 113.7, 114.1, 122.8, 128.6, 130.1, 131.8, 159.7,
163.5, 166.4; IR (KBr): 3002, 2957, 2837, 1707, 1606, 1513, 1255, 1166, 1097, 1029, 823,

769 cm™; HRMS (ESI): calcd. for CiH1604 (MH') 273.1121; found 273.1115.

4-Chlorobenzyl 4-chlorobenzoate (dd):

Feaatt

White solid; *H NMR (400 MHz, CDCls): & (ppm) 5.31 (s, 2H), 7.37-7.42 (m, 6H), 7.99 (d,

2H, J = 8.8 Hz); *C NMR (75 MHz, CDCl3): & (ppm) 66.1, 128.3, 128.8, 128.9, 129.7,
131.0, 131.1, 134.3, 139.6, 165.4; IR (KBr): 3049, 2927, 2852, 1715, 1592, 1488, 1400,
1307, 1274, 1172, 1123, 1091, 1014, 848, 810, 756 cm™; HRMS (ESI): calcd. for

C14H10C1,0, (MH") 281.0131; found 281.0124.

4-Bromobenzyl 4-bromobenzoate (ee):

(0]
/©/U\O/\©\
Br Br

White solid; *H NMR (400 MHz, CDCls): § (ppm) 5.30 (s, 2H), 7.31 (d, 2H, J = 8 Hz), 7.52

(d, 2H, J = 8.4 Hz), 7.58 (d, 2H, J = 8.4 Hz), 7.91 (d, 2H, J = 8.4 Hz); *C NMR (75 MHz,
CDCls): & (ppm) 66.2, 122.5, 128.4, 128.8, 130.0, 131.3, 131.9, 134.8, 165.6; IR (KBr):
2928, 2852, 1713, 1588, 1483, 1397, 1271, 1172, 1121, 1105, 1067, 1011, 803, 754 cm™;

HRMS (ESI): calcd. for C14H10Br,0, (MH") 368.9120; found 368.9123.
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4-Nitrobenzyl 4-nitrobenzoate (ff):

o)
@A"A@L
O,N NO,

Yellowish gum; *H NMR (400 MHz, CDCls): & (ppm) 5.48 (s, 2H), 7.60 (d, 2H, J = 8.8 Hz),

8.22-8.30 (m, 6H); 1BC NMR (100 MHz, CDCls): 6 (ppm) 68.6, 123.2, 124.4, 128.6, 130.9,
137.5, 146.5, 148.8, 166.7; IR (KBr): 2962, 2923, 2849, 1727, 1645, 1604, 1517, 1347, 1274,
1104, 735, 717 cm™*; Anal. Calcd. for C14H1oN,Og: C 55.63, H 3.33, N 9.27; found C 55.69,

H 3.36, N 9.17.

2-Methylbenzyl 2-methylbenzoate (gg):

CH; O CH;
©)J\OA©

Colourless liquid; *H NMR (400 MHz, CDCl3): & (ppm) 2.40 (s, 3H), 2.60 (s, 3H), 5.34 (s,

2H), 7.18-7.24 (m, 5H), 7.34-7.42 (m, 2H), 7.93 (d, 1H, J = 8.4 Hz); *C NMR (100 MHz,
CDCls): & (ppm) 18.9, 21.7, 64.8, 125.7, 126.0, 128.4, 129.2, 129.4, 130.3, 130.6, 131.7,
131.9, 134.1, 136.8, 140.3, 167.0; IR (KBr): 3066, 3022, 2929, 1717, 1605, 1457, 1290,
1250, 1141, 1075, 738 cm™; HRMS (ESI): calcd. for CigH160, (MH") 241.1223; found

241.1219.

3-Methylbenzyl 3-methylbenzoate (hh):

0
H3C\©)J\O/\©/CH3

Yellowish liquid; *H NMR (400 MHz, CDCls): & (ppm) 2.37(s, 3H), 2.38 (s, 3H), 5.31 (s,

2H), 7.14 (d, 1H, J = 6.4 Hz), 7.23-7.34 (m, 5H), 7.88 (d, 2H, J = 7.2 Hz); **C NMR (100
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MHz, CDCl3): & (ppm) 21.2, 21.4, 66.7, 125.3, 126.9, 128.3, 128.5, 129.0, 130.1, 130.2,
133.7, 136.1, 138.1, 138.2, 166.5; IR (KBr): 3027, 2922, 1721, 1610, 1455, 1372, 1276,
1197, 1106, 1081, 781, 746 cm™; Anal. calcd. for C1gH160,: C 79.97, H 6.71; found C 79.82,

H 6.94.

4-Methylbenzyl 4-methylbenzoate (ii):

(0]
@A‘A@L
H;C CHjy

Colourless liquid; *H NMR (400 MHz, CDCl3): & (ppm) 2.32 (s, 3H), 2.35 (s, 3H), 5.28 (s,

2H), 7.16 (t, 4H, J = 8.4 Hz), 7.31 (d, 2H, J = 8 Hz), 7.94 (d, 2H, J = 8.4 Hz); **C NMR (100
MHz, CDCls): & (ppm) 20.9, 21.4, 66.2, 127.5, 128.2, 128.9, 129.1, 129.6, 133.2, 137.7,
143.4, 166.2; IR (KBr): 2923, 2857, 1718, 1613, 1451, 1372, 1271, 1177, 1103, 1018, 807,

754 cm'l; Anal. calcd. for C1gH160,: C 79.97, H 6.71; found C 79.82, H 6.84.

3,5-Dimethylbenzyl 3,5-dimethylbenzoate (jj):

(@]
H3C\©)‘\0A©/CH3
CHs; CHs

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 2.32 (s, 6H), 2.32 (s, 6H), 5.26 (s,

2H), 6.95 (s, 1H), 7.04 (s, 2H), 7.15 (s, 1H), 7.69 (s, 2H); **C NMR (100 MHz, CDCls): &
(ppm) 21.2, 21.3, 66.8, 126.2, 127.5, 129.9, 130.2, 134.7, 136.1, 138.0, 138.2, 166.8; IR
(KBr): 3011, 2920, 2863, 1717, 1609, 1456, 1382, 1310, 1209, 1163, 1115, 846, 768 cm™;

HRMS (ESI): calcd. for C1gH200, (MH™) 269.1536; found 269.1534.
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1-Phenylethyl benzoate (ak):

B

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.70 (d, 3H, J = 6.4 Hz), 6.18 (q,

1H, J = 6.4 Hz), 7.30-7.49 (m, 7H), 7.56 (t, 1H, J = 7.6 Hz), 8.13 (d, 2H, J = 8 Hz); *C
NMR (100 MHz, CDCls): & (ppm) 22.3, 72.8, 126.0, 127.8, 128.3, 128.5, 129.5, 130.5,
132.8, 141.8, 165.6; IR (KBr): 3060, 2981, 1717, 1495, 1451, 1315, 1270, 1176, 1109, 1069,

1026, 761, 712, 698 cm™: Anal. calcd. for C15H140,: C 79.62, H 6.24: found C 79.69, H 6.17.

1-Phenylethyl 3-methoxybenzoate (bk):

O  CHs
H3CO
3 \©/U\O)\©

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.68 (d, 3H, J = 6.8 Hz), 3.79 (s,

3H), 6.15 (q, 1H, J = 6.4 Hz), 7.41-7.46 (m, 5H), 7.52-7.56 (m, 2H), 7.94 (d, 2H, J = 7.2
Hz); *C NMR (100 MHz, CDCls): & (ppm) 22.2, 55.4, 75.0, 113.8, 120.5, 126.4, 128.5,
129.0, 129.9, 130.1, 135.0, 140.5, 163.5, 166.6; IR (KBr): 2929, 2846, 1717, 1635, 1587,
1266, 1199, 757, 699 cm™; Anal. calcd. for C1gH1605: C 74.98, H 6.29; found C 74.92, H

6.35.

1-Phenylethyl 4-methoxybenzoate (ck):

O CHs
HCO

Yellowish liquid: *H NMR (400 MHz, CDCls): & (ppm) 1.65 (d, 3H, J = 6.4 Hz), 3.82 (s,

3H), 6.11 (g, 1H, J = 6.4 Hz), 6.90 (d, 2H, J = 7.2 Hz), 7.28 (t, 1H, J = 7.6 Hz), 7.35 (t, 2H, J
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= 7.6 Hz), 7.43 (d, 2H, J = 8 Hz), 8.04 (d, 2H, J = 9.2 Hz); *C NMR (100 MHz, CDCl,): &
(ppm) 22.6, 55.6, 72.7, 113.7, 123.1, 126.2, 127.9, 128.7, 131.8, 142.2, 163.5, 165.7; IR
(KBr): 3063, 3032, 2979, 2934, 2839, 1713, 1606, 1510, 1454, 1258, 1167, 1100, 1029, 847,

769, 698 cm™’; Anal. calcd. for C1gH1503: C 74.98, H 6.29; found C 75.06, H 6.33.

1-Phenylethyl 4-chlorobenzoate (dk):
0o CHg
0
Cl

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.67 (d, 3H, J = 6.4 Hz), 6.12 (q,

1H, J = 6.8 Hz), 7.30-7.44 (m, 7H), 8.00 (d, 2H, J = 8.8 Hz); *C NMR (100 MHz, CDCly): §
(ppm) 22.3, 73.2, 126.0, 128.0, 128.5, 128.6, 129.0, 131.0, 139.3, 141.5, 164.8; IR (KBr):
3038, 2981, 2929, 1718, 1594, 1452, 1269, 1103, 1063, 850, 759, 698 cm’; HRMS (ESI):

calcd. for Cy5H13CI0, (MH™) 261.0677; found 261.0685.

1-Phenylethyl 4-bromobenzoate (ek):

(0] CHgz
Br

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.66 (d, 3H, J = 6.4 Hz), 6.11 (q,

1H, J = 6.4 Hz), 7.29-7.43 (m, 6H), 7.56 (d, 2H, J = 8.8 Hz), 7.92 (d, 1H, J = 8.8 Hz); °C
NMR (100 MHz, CDCls): & (ppm) 22.2, 73.2, 126.0, 126.6, 127.9, 128.5, 129.4, 131.1,
131.6, 141.5, 164.8; IR (KBr): 3034, 2980, 2931, 1719, 1590, 1269, 1102, 1065, 1012, 848,

756, 698 cm™: Anal. calcd for CisH13BrO,: C 59.04, H 4.29: found C 59.11, H 4.33.
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1-Phenylethyl 4-nitrobenzoate (fk):

(0] CHjy
/@/U\o)\©
O,N

Yellowish liquid,; 'H NMR (400 MHz, CDCl5): 6 (ppm) 1.71 (d, 3H, J = 6.4 Hz), 6.16 (q, 1H,

J = 6.8 Hz), 7.32-7.46 (m, 5H), 8.21-8.27 (m, 4H); *C NMR (100 MHz, CDCls): & (ppm)
21.8, 73.8, 123.1, 125.8, 127.9, 128.4, 130.3, 135.5, 140.9, 150.1, 163.4; IR (KBr): 3035,
2984, 2934, 1724, 1689, 1607, 1527, 1452, 1351, 1271, 1199, 1103, 1061, 874, 762, 720, 699

cm™: Anal. calcd. for C1sH13sNO, : C 66.41, H 4.83, N 5.16; found C 66.46, H 4.79, N 5.12.

1-Phenylethyl 2-methylbenzoate (gk):

CH; O  CHy
o]

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.66 (d, 3H, J = 6.8 Hz), 2.58 (s,
3H), 6.11 (q, 1H, J = 6.4Hz), 7.18-7.36 (m, 6H), 7.43 (d, 2H, J = 7.6 Hz), 7.96 (d, 1H, J =
7.6 Hz); *C NMR (100 MHz, CDCls): & (ppm) 21.7, 22.3, 72.6, 125.6, 126.0, 127.8, 128.5,
129.9, 130.5, 131.6, 131.8, 140.1, 141.8, 166.5; IR (KBr): 3066, 3033, 2980, 2929, 1717,
1456, 1290, 1254, 1143, 1077, 1029, 738, 698 cm™; HRMS (ESI): calcd. for C16H160, (MH")

241.1223; found 241.1216.

1-Phenylethyl 3-methylbenzoate (hk):

(0] CHj3
H5C
3 \©)J\o)\©

Yellowish liquid; *"H NMR (400 MHz, CDCls): & (ppm) 1.71 (d, 3H, J = 6.4 Hz), 2.61 (s,

3H), 6.17 (g, 1H, J = 6.8 Hz), 7.33-7.49 (m, 7H), 7.91 (d, 1H, J = 8.4 Hz), 7.96 (d, 1H, J =
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7.6 Hz); °C NMR (100 MHz, CDCls): & (ppm) 20.5, 22.3, 75.0, 126.4, 126.8, 128.5, 128.9,
129.0, 130.1, 132.7, 133.3, 135.0, 140.5, 163.5; IR (KBr): 2984, 2931, 1738, 1693, 1597,
1452, 1199, 1176, 1059, 983, 761, 699 cm™; HRMS (ESI): calcd. for CisH160, (MHY)

241.1223; found 241.1221.

1-Phenylethyl 4-methylbenzoate (ik):

O  CHs
HaC

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.64 (d, 3H, J = 6.8 Hz), 2.58 (s,

3H), 6.11 (g, 1H, J = 6.4 Hz), 7.17-7.35 (m, 6H), 7.43 (d, 2H, J = 8 Hz), 7.96 (d, 1H, J = 7.6
Hz); *C NMR (100 MHz, CDCls): & (ppm) 21.7, 22.3, 72.6, 125.6, 126.0, 127.8, 128.5,
130.5, 131.6, 140.1, 141.8, 166.5; IR (KBr): 3066, 3027, 2979, 2923, 1717, 1455, 1255,
1077, 1029, 738, 698 cm™; HRMS (ESI): calcd. for CisH160, Anal. calcd. for CigH1602: C

79.97, H 6.71; found C 79.85, H 6.67.

1-Phenylethyl 3,5-dimethylbenzoate (jk):

(e} CH3
HsC
3 \Q)A\O)\@
CHs

Yellowish liquid; *"H NMR (400 MHz, CDCls): & (ppm) 1.68 (d, 3H, J = 6.4 Hz), 2.58 (s,

6H), 6.15 (g, 1H, J = 6.8 Hz), 7.31-7.46 (m, 6H), 7.94 (d, 2H, J = 7.2 Hz); **C NMR (100
MHz, CDCl): & (ppm) 21.3, 22.2, 75.0, 126.4, 128.4, 129.0, 130.0, 133.2, 134.9, 137.2,

140.4, 163.4; IR (KBr): 2923, 2852, 1734, 1635, 1449, 1198, 1177, 979, 760, 744, 698 cm™;

Anal. calcd. for C17H150,: C 80.28, H 7.13; found C 80.37, H 7.09.
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2-Phenylpropan-2-yl benzoate (al):

OH,C CH,4
©)J\O><©

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.91 (s, 6H), 7.24 (t, 2H, J = 7.2

Hz), 7.29-7.34 (m, 2H), 7.39-7.54 (m, 5H), 8.05 (d, 1H, J = 7.2 Hz): *C NMR (100 MHz,
CDCls): & (ppm) 28.5, 81.9, 124.0, 126.5, 128.1, 128.8, 129.3, 131.3, 132.4, 145.6, 164.8; IR
(KBr): 2981, 2929, 1721, 1450, 1365, 1314, 1281, 1145, 1098, 1070, 1027, 763, 712, 698

cm™®: Anal. caled. for C1gH160,: C 79.97, H 6.71; found C 80.03, H 6.77.

2-Phenylpropan-2-yl 4-chlorobenzoate (dl):

Colourless liquid; *H NMR (400 MHz, CDCls): & (ppm) 1.89 (s, 6H), 7.22-7.42 (m, 7H),
7.96 (d, 2H, J = 6.8 Hz); *C NMR (100 MHz, CDCls): & (ppm) 28.5, 82.4, 124.1, 127.0,
128.2, 128.4, 129.8, 130.8, 138.9, 145.4, 164.0; IR (KBr): 2981, 2931, 1725, 1595, 1449,
1365, 1277, 1145, 1116, 1098, 1015, 853, 761, 698 cm™; Anal. calcd. for CysH15ClO,: C

69.95, H 5.50; found C 69.87, H 5.54.
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Spectra

Benzyl benzoate (aa): *H NMR (400 MHz, CDCl5)

SAMPLE SPECIAL
date Aug 28 2012 temp not used
solvent coc13  gain not used
rile exp spin not used
ACQUISITION hst 0.008
W 10810.0 pwdd 19.700
at 1.996 alfa 20.000

np 39952 FLAGS
b not used 11 n
bs 4 in n
d1 1.000 dp y
nt 32 hs nn

ct 3z PROCESSING

TRANSMITTER b 0.10
n HL fn 65536

sfrg 399.853 DISPLAY
tof 362.8 sp -54.4
tpwr 57 wp 4071.3
pw 9.850 rfl 2617.4
DECOUPLER rfp [
dn €13 rp 132.1
dof o 1p ~137.7

dm nan PLOT
dmm T wcC 0
dpwr 50 sc (]
dmf 15900 vs 43
th 20

nm cdc ph

S E T T e g

Benzyl benzoate (aa): **C NMR (100 MHz, CDCls)

SAMPLE SPECIAL
date Sep 1 2012 temp not used
solvent coci3 gain not used
file exp spin not used
ACQUISITION hst 0.008
Sw 25125.6 pwi0 18.600
at 1.199 alfa zo.o000
np sez7e FLAGS
h 13890 i1 n
bs 32 in n
d1 1.000 dp
nt 12080 hs
ct PROCESSING
TRANSMITTER 1b 2.00
tn c1 n 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp 1705.7
Tpwr wp 18620.9
v 9.300 rfl 9284.3
DECOUPLER rfp 7764.9
dn HL rp -59.1
dof 6 1p -332.0
dn vyy PLOT
dnn W wC 250
dpwr 42 sc 0
dmf 8300 vs 28
3

--129.731
—128.626
--128.404

.-128.259

133.034
—130.212
—128.191

186.145

———166.377

66.675

L

180 160 120 120 100
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3-Methoxybenzyl 3-methoxybenzoate (bb): *H NMR (400 MHz, CDCls)

date Sep 26 20172 temp not used
solvent €oc13 gain not used
Tile exp spin not used

ACQUISITION hst 0.008
sw 6006.0 pwid 19.700
at 1.995 alfa 20.000
np 23964 FLAGS
fb not used 11 n
bs 4 in n
di 1.e00 dp
nt 3z hs
ct 32 PROCESSING

TRANSMITTER T not used
tn 1 DISPLA
sfrg 399.853 sp 1
tof ¢ wp 4056.4
tpwr 57 rf1 970.0
pw 7.000 rfp 0

DECOUPLER rp 109.4
dn c13 1p -82.1
dof L] PLOT
dm nnn - wc 2
dmm € sc 0
dpwr 50 vs 8
dmf 15300 th 21

nm cdc ph
T L B T I {— — — T
10 9 8 7 6 5 4 3

3-Methoxybenzyl 3-methoxybenzoate (bb): *C NMR (100 MHz, CDCl5)

date Sep 30 2012 temp not used
salvent CDC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
Sw 25125.6 pwie 18.600
at 1.199 alfa 20.000
np 50270 FLAGS
fb 13800 9§10 n
bs 10 in n
d1 1.000 dp y
nt 12000 hs nn
ct 750 PROCESSING
TRANSMITTER 1b 2.00
tn 13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp ~1445.1
tpwr 61 wp 22385.1
w” 9.300 rf1 9275.9
DECOUPLER rfp 7764.9
n HL rp -7z.7
dof o p =318.1
dm yyy PLOT
dmm W WC 250
dpwr 42 sc 0
dmf 8900 vs 26
th 5
nm no ph
n
-
@
- =
z s 3
~
w2 200w H 143
aw - o ~
03 e Nagd : °s
- A
iz S EREEE 53
4 ] aa - [
+H ‘ |J i 4 23
v { { ~
: , s U
i hi

166.431

. ‘4/—.122. 265

137.732
—131.

S
L
S
- —

|
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4-Methoxybenzyl 4-methoxybenzoate (cc): *H NMR (400 MHz, CDCls)

BANPLE
date OCt 3 eoiz temp not uied
:ﬂvln( cochy Il:l not used
. L pin not used
v mlll'lz‘. l:l :-..
19.700
at 1.998 m. z0.000
np 25528
o not used 11 L
o Lok g v
P
:‘ :; he PROCESS! llz
TRANSMITTER L] 4.10
tn H1 65536
strg 398,858 DISPLAY
to! 2.8 g ~804.0
tpwr 57 3as.8
9.858 r11 3688.9
DECOUPLER rip 8949
an (d 9.5
dof ~88.5
dn nnn PLOY
dem c 258
dpwr 58 sc
daf 15300 wvs
th 18
na cdc ph
1
AN JL J\__*_A_ e —
T T T T T T T A T T T ™ T T T -
T T ——
13 12 11 10 9 8 7 6 5 a4 3 2 1 -0 -1 [ ]

4-Methoxybenzyl 4-methoxybenzoate (cc): **C NMR (100 MHz, CDCls)

SAMPLE SPECIAL
date OCt 6 2012 temp not used
solvent CDCIS gatn not usad

g
w - - -
= ] hew
E 5 Ezs
gs 3s 23
e i Sne L3
278 58 g3
)% Jooo o gn
-
533 & T
588 E 2
s g : -
we 2 L] T
574 H
iy

o
t..

L
}_

IR

] T T LEAR S M ST T

ry v T
140 120 100 1] 60 49 20 0 ppm

T rr T
220 200

T T T
180 150
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4-Methoxybenzyl 4-methoxybenzoate (cc): HRMS

Sample Name
Inj vol
Data Filename

Position Instrument Name Usar Name
InjPosition SamplaType IRM Callbration Status
ACQ Method Comment Acquired Thne

x10 3 |+ESI Scan (0.895 min) Frag=175.0v

1.5
1.45 4
1.4
1.35
1.3
1.25
1.2
1.154
1.1 1
1.05 4
1
0.95
0.9
0.85 4
0.8
0.75
0.7
0.651
0.6
0.55
0.5
0.45 4
0.4
0.351
0.3
0.25
0.2
0.1

0.14 149.0229

0.05 L
i

273115

bk NP R | L

100 150 200 250 300 350 4000450

500 550 600 650 700 750 800 900 950
ounts va. Mess-to-Charge (m/z) 8s0

4-Chlorobenzyl 4-chlorobenzoate (dd): *H NMR (400 MHz, CDCls)

SAMPLE SPECIAL
date Dec 21 2012 temp not used
solvent cDC13 gain not used
file exp spin not used
ACQUISITION hst 8.008
sw 6389.8 pwdo 19.700
at 1.998 alfa 20.000
n 25528 FLAGS
Tl not used {1 n
bs 4 in n
d1 1.000 dp y
nt 3z hs n
ct PROCESSING
TRANSMITTER b 0.10
tn fn 65536
sfrg 399.853 DISPLAY
tof 362.8 sp —-166.9
tpwr 57 wp 4257.0
pw 9.850 rfl 796.6
DECOUPLER rfp o
dn €13 rp 81.3
dof 0 1p -58.0
dm nnn pLOT
dam [ 250
dpwr 50 sc []
dnf 15800 s a1
th 1z
nm cdc ph
— JL — ____,_g_’J‘-_‘_/\gi,_n_f._
— T — T ' o r ey 1 S 1 - ;
10 9 8 7 6 5 4 3 2 1 ppi
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4-Chlorobenzyl 4-chlorobenzoate (dd): *C NMR (75 MHz, CDCl5)

o~ N OO0 Do
< M ocwVorM [=- N MAME 2013-01-10-b-b
. .. O~ EXPNO 1
n Y —HOO®o® “ e e PROCNO 1
-] ™ m MM NNNN ~r~w Y Date_ 20130110
— I e e R R R ~re~Y Time 16.57
INSTRUM spect
| \\"\\% \l/ I PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 32768
SOLVENT cDcl3
NS 3000
Ds 4
SWH 18028.846 Hz
FIDRES 0.550197 Hz
AQ 0.9088159 sec
RG 80.6
DW 27.733 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
=mmmm=== CHANNEL £1 -—
NUCL 13c
Pl 9.80 usec
PL1 -0.50 dB
PLIW 34.66611099 W
SFOL 75.4778101 MHz
S===m=== CHANNEL f2 ====m===
CPDPRG2 waltzl6
NUC2 1H
PCPD2 100.00 usec
PL2 2.50 dB
PL12 19.20 dB
PL13 23.00 dB
PL2W 8.07971478 W
PL12W 0.17274120 W
PL13W 0.07201053 W
SFO2 300.1412006 MHz
sI 32768
SF 75.4702630 MHz
WDW EM
SSB 0
LB 1.00 Hz
___ I8 A GB 1]
BC 1.40
T T T T T T T T T 1
180 160 140 120 100 80 60 40 20 PPM
Sampie Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Riename ACQ Method Comment Acquired Time
+ESI Scan (# 20-32, 13 scans) Frag=175.0V
9 281.0124
85
8 |
7.5
7
6.5
]
5.5
5]
4.5
4
3.5
3
2.5
2
174.1279
1.5
1
0-5- L l
o Lieddeails lllhl.ﬁj.]--!l-uu|.lls el - L i L \
150 200 250 300 350 400 700 750 800 850 900 950
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4-Bromobenzyl 4-bromobenzoate (ee): *H NMR (400 MHz, CDCl5)

SAMPLE SPECIAL
date Dec 21 2012 temp not used
solvent €DC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
w 6389.8 pwsn 18.700
at 1.998 alfa 20.000
np 25528 FLAGS
b not used 11
bs 4 in n
di 1.000 dp
nt 32 hs
ct 3z PROCESSING
TRANSMITTER b 0.
tn H1 fn 65536
sfrg 399.853 DISPLAY
tof 362.8 sp -231.3
tpwr 57 wp 4408.1
W 9.850 rf1 793.7
DECOUPLER rfp []
€13 rp 80.3
dof o 1p -73.3
dm nnn PLOT
dam c wec 250
dpwr 50 sc
dmf 15900 ws 34
th 17
nm  cdc  ph
T T T I I e e e A T T — T T
10 9 8 7 6 5 4 3 2 1 0

0 T~ HO O

w ®©©NO 0w heRex NAME 2013-01-10-a-a

) T O oM T EXPNO 1

0 MMM NN ~~ 00 PROCNO 1

— e A ~r~~ 0 Date_ 20130110
Time 14.25

| \\!%/‘ V | INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2gpg30
™ 32768
SOLVENT cpc13
NS 2313
DS 1
SwH 18028.846 Hz
FIDRES 0.550197 Hz
RO 0.9088159 sec
RG 80.6
DW 27.733 usec
DE 6.50 usec
TE 300.0 K
bl 2.00000000 sec
D11 0.03000000 sec
D0 1
mems==== CHANNEL £l ————===
NUC1 13c
Pl 9.80 usec
PLL -0.50 dB
PLIW 34.66611099 W
SFO1 75.4778101 MHz
—mmmm== CHANNEL £2 ====e—c
CPDPRG2 waltzl6
NUC2 1H
PCPD2 100.00 usec
PL2 2.50 dB
PL12 19.20 dB
PL13 23.00 dB
PLZW 8.07971478 W
PLIZW 0.17274120 W
PL13W 0.07201053 W
SFO2 300.1412006 MHz
sI - 32768
SF 75.4702630 MHz
WDW EM
5B 0
L8 1.00 Hz
GB v}
PC 1.40

T T 1 T T T T T T 1
180 160 140 120 100 80 60 40 20 ppm
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4-Bromobenzyl 4-bromobenzoate (ee): HRMS

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 2 |Background -ESI| Scan (# 4-11, 8 scans) Frag=175.0V

14
0.95{
368.9123

0.9
0.85 |
0.8
0.751
0.7
0.65-
0.6
0.55 |
0.5
0.45
0.4
0.35
0.3
0.25-
0-21 249.0429
0.151
0.1 ‘

155.0352

0.05

o ulho bl L L.l. | | e ke by \ l M i
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Counts (%) vs. Mass-to-Charge (m/z)

4-Nitrobenzyl 4-nitrobenzoate (ff): *H NMR (400 MHz, CDCl5)

expl  s2pul
SANPLE

onte BOT'Se 2aaz SPECIAL
solvent (3]

ap

ACOUISITION het

od €383.8
at 1.938
n 23528

used
b “
“ L.009
nt i
ct at

TRANSHITTER
t: HL
sTrg 599.853
tot 2.8
tpwr 57
™ [H]
o DECOURLER
n
:" Cl:
nd nnn
dua ¢
dpur 58
dnf 15348
B N s e SR T . N
2 11 10 9 2 ; 8 5 . P e e
-0 ppa
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4-Nitrobenzyl 4-nitrobenzoate (ff): *C NMR (100 MHz, CDCl5)

sxpl  s2pw)
SANPLE SPICIAL
date Oct £8 téit tewp not wied
solvant coc13 gain not used
" axp  spin not uied
ACQUESTTION "t 0.0
w 512546 el 18,408
at 1.199 alfe 20,408
np sazra
b 13888 11
o 1088 dp
nt ionr ne
[ 1472
TRANSHITTER s
ci1s s
"re 100,558
tof 1536.3 p
tpwr 61
pw 1308 11
DECOUPLER rfp
dn Hl rp
v
i i
-t P 1
th
M po ph
- L -1
83 g2 a7
s = ra®
s 13 e (%)
seg® L i ¥
- ® A
-~ 2332 .
-
R I 3
- . H
2 E \l
! ‘ ]
] ] LJ
e N - vl
L S TR S A R A a0 R B ST LA I RS SN 0 it 8 AL T Ty T T T T T T e 1 ]
220 200 180 160 140 120 100 80 60 40 20 0 ppa

2-Methylbenzyl 2-methylbenzoate (gg): *H NMR (400 MHz, CDCls)

SAMPLE SPECIAL

date Sep 1 2012 temp not used

solvent cDC13 gain not used

file exp spin not used
ACQUISITION hst 0.008

sw 6389.8 pwso 19.700

at 1.998 alfa 20.000

np 25528 FLAGS

b not used {

bs 4 in n

a1 1.000 dp

nt 32 hs

nn
ct 32 PROCESSING

TRANSMITTER b 0.10
t HL

n n 65536
sfrg 399.853 DISPLAY
tof 362.8 sp -148.0
tpwr 57 wp 4206.5
pw 9.850 rfl 819.6
DECOUPLER rfp L}
n C13 rp 105.80
dof o 1p -82.0
dm nnn PLOT
dam c  wc 250
dpwr 50 sc 0
daf 15900 vs 7z
th 1

10 9 8 7 6 s 4 3 2 1 o
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2-Methylbenzyl 2-methylbenzoate (gg): *C NMR (100 MHz, CDCl5)

SAMPLE SPECTAL
date Sep 1 2012 temp not used
solvent cOC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
sw 25125.6 pwdo 18.600
at 1.188 alfa z0.000
np 50270 FLAGS
fb 13800 11 n
bs 32 in n
g1 1.000 dp
nt 12000 hs
ct 256 PROCESSING
TRANSHITTER b 2.
tn ci3 fn 65536
sfrq 100,554 DISPLAY
tof 1536.3 sp 6.5
tpwr 61 wp 20238.8
pw 9.300 rf1 9308
DECOUPLER rfp 7764.9
n HL rp -42.4
dof o 1p -364.7
dn yyy PLOT
dem W WC 50
dpwr 4z  sc o
dmf 8900 wvs 21
th 4
na no ph
@
]
H
w
o
a3
s o -
i
s Re® - a8
~ .. - o~
: = |
i .
i i .
i ! |
|
i
]
L |
- !
l e
|,
T 3 e Py g ey , - . S
180 160 140 120 100 a0 60 40 20
Sample Name Position Instrument Name User Name
1Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time
x10 1 |+ESI Scan (# 9-10, 13-14, 4 scans) Frag=175.0V
22
21
2411219
2
1.9
1.8
1.7
1.6
1.5
1.4
1.34
1.2+
1.14
1
0.9
0.8
0.7
0.6
0.5
0.4+
0.3+
0.2+
0.1+
1 L‘ Al !k Al \h Wi . " N N
150 200 250 300 350 400 450 500 5 650 700 750 800 850 900 950 1000

S50 600
Counts (%) vs. Mass-to-Charge (m/z)
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3-Methylbenzyl 3-methylbenzoate (hh): *H NMR (400 MHz, CDCl5)

date Oct 3 2012 temp not used

solvent €DC13 gain not used
e exp spin not used
ACQUISITION hst 0.008

sw 6389.8 pw30 18.700

at 1.998 alfa 20.000

np 25528 FLAGS

fo not used i1

bs 4 in n

d1 1.000 dp y

nt 32 hs nn
ct 3z PROCESSING

TRANSHITTER b 0.10
tn HL

n 65536
sfrg 399.853 DISPLAY
tof 362.8 sp -77.4
tpwr 7 wp 4500.6
pw 3.850 11 807.3
DECOUPLER rfp ]
n €13 rp 116.5
dof p =100.8
i ann pLoT
dea we 250
dpwr 50 sc 0
duf 15900 vs 93
th 15
nm cdc ph
,\
\
A ; J
— . BN A U A ,
et e T r e —1 — - i
10 3 8 7 6 5 Il 3 F 1 ppi
3-Methylbenzyl 3-methylbenzoate (hh): °C NMR (100 MHz, CDCls3)
date Oct 6 2012 temp not used
solvent cDC13 gain not used
Tile exp spin not_used
ACQUISITION hst 0.008
sw 25125.6 pwid 18.600
at 1.19% alfa 20,000
np 50270 FLAGS
b 13808 11 n
bs in n
di 1.000 dp y
at 10000 hs an
ct 160 PROCESSING
TRANSHMITTER b 2.00
tn €13 fn 65536
sfrg 100,554 DISPLAY
tof 1536.3 sp 940.8
tpwr 61 wp 186B6.8
w 5.300 r11 3300.5
DECOUPLER rfp 7764.93
HL rp ~64.
dof 0 1p -339.8
dm yyy PLOT
dmm W wC 250
dpwr a4z  sc 1]
dmf 8900 ws 17
th
am no ph
° o a®
N e in N
mGmENTg
N
geulla8s88"
RgzamENSRe -
@ 217 B m = e
mQen -] - 2 m
= N J “ - a3
- -
b LLL me® H el
s H (3 &
4
1
I |
|
R I ‘\

. ———— e — : — — S e : - .
180 160 140 120 100 80 80 a0 20 pp
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4-Methylbenzyl 4-methylbenzoate (ii): *H NMR (400 MHz, CDCls)

SAMPLE SPECIAL
date Sep 1 2012 temp not used
solvent CoC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
sw 6389.8 pwsD 19.700
at 1.8%8 alfa 20.000
np 25528 FLAGS
il not used 11 n
bs 4 in n
d1 1.000 dp
nt 32 hs nn
ct 32 PROCESSING
TRANSMITTER b 8.10
tn HL fn 65536
sfrg 399.853 0ISPLAY
tof 362.8 sp -374.0
tpwr 2 wp a475.2
pw 9.850 rf1 8z27.4
DECOUPLER rfp 0
dn €13 rp 122.2
dof 1p -99.1
dm nnn PLOT
dom we 250
dpwr 50 sc 0
daf 15900 s 56
th 20
na ¢dc ph

4-Methylbenzyl 4-methylbenzoate (ii): *C NMR (100 MHz, CDCl5)

SPECIAL

&l not used
solvent Di gain not used
€ exp spin not used
ACQUISITION hst 0.008
sw 25125.6 pwil 18.600
at 1.199 ailfa 20.000
np 60270 FLAGS
fb 13800 11
bs 32 in n
di 1.000 dp
nt 12000 hs nn
ct PROCESSING
TRANSMITTER 1b .00
tn Cl3 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp 3
tpwr wp 20238.8
W 9.30 rfl 9312.7
DECOUPLER rfp 7764.9
dn HL rp -67
dof p =291.6
dm yyy PL
dmm wC 250
dpwr 42 sc 0
inf 8300 ws 41
th 4
na no ph
®
i
@@
S
Saw
17 ﬁf
° @
<
. . 23
g 3 . Te
o o . ae o o
~ w7 I R @ |
o m o I - |
~ 3 neR o
: 2 | "R~ - |
e - 4 ‘
2 ! .
i i |
‘ F | ‘1
i | |
4 i
[t b
1t '
il
i
} 1 l gL J
— T T T s B | i ; Lo -
180 160 140 120 100 80 60 40 20 L]
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3,5-Dimethylbenzyl 3,5-dimethylbenzoate (jj): *H NMR (400 MHz, CDCl5)

€ BPECIAL
date Sep 3 2012 temp not uted
solv 13 gain not used
iat) exp spin not used
ACQUISITION st ..
W 96.9 19.7%0
at 1.955 alfa .
x 23844 FLAGS
used 1} n
bs 4 in n
“ 1.008 dp Y
nt 32 hs an
ct 32 PROCESSING
TRANBMITTER n us
tn DISPLAY
sfrg 395.853 sp ~441.4
Tor war.7
Tpwr 57 rfh 9035
pw T.080 rfp ]
DECOUPLER rp 8.8
n ci3 1p ~87.2
dof L
ds LLLI 258
dpwr sf b l:
vE
duf 15809 th 5
M gde ph
T T L s s T T T u T =TT T
] =9 (R 7 6 5 3 2 -0

3,5-Dimethylbenzyl 3,5-dimethylbenzoate (jj): **C NMR (100 MHz, CDCls)

SAMPLE SPECIAL
date Sep 4 2012 tem not used
solvent COC13  gain not used
file exp spin not used
ACQUISITION hs: 0.008
sw 25125.6 pwde 18.600
at 1.139 alfa 20.000
np 60270 FLAGS
b 13800 11 n
bs 32 in n
d1 1.000 dp v
nt 12000 hs nn
ct 544 PROCESSING
TRANSMITTER 1 2.00
n €13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp -1525.6
tpwr 61 wp 25125.6
pw 9.300 rfl 92905
DECOUPLER rfp 7764.%
dn HL rp -71.0
dof 0 1p -297.7
dm yyy PLOT
dnm woowe 250
dpwr 42 sc ]
dnt 8900 vs 38
th H
nm no ph
e wo
g A%
]
an
g 883 2
! ]
28e s T 37
el 8 4
©8a o =
"
bE :‘ o
|1 | m o
s =
-
| i fog B
R ~8% "
o o @
3 :' i
2 I |
2 L
il i
|
i !
AH 1 A
L T g T e e Ty e
220 200 180 100 a0 60 a0 20
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3,5-Dimethylbenzyl 3,5-dimethylbenzoate (jj): HRMS

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time
x10 2 |-ESI| Scan #19) Frag=175.0V
1.254
1.2
1.15
1.1
1.05
1
0.95
0.9
0.85
0.8 269.1534
0.75
0.7
0.65
0.6
0.554
0.5+
0.454
0.4
0.35
0.3+
0.25-
0.2
0.154
0.1
0.05 l_
o ‘ { et b e - * iJLl‘scoo{-)snltmo
50 600 650 700 750 800 850
150 200 250 300 350 400 43?,““‘5;0‘?3- I\?ass-lo-chal’ge (mv/z)
.1
1-Phenylethyl benzoate (ak): "H NMR (400 MHz, CDCl5)
uate Sep L/ zelz temp not usea
solvent CDC13 pgain not used
11 exp spin not used
ACQUISITION hst 0.008
sw 5006.0 pw30 19.700
at 1.395 alfa 20.000
np 23964 FLAGS
b not used {1 n
bs 4 in n
d1 1.000 dp
nt 32 hs nn
ct 3z PROCESSING
TRANSMITTER fn not used
tn HL DISPLAY
sfrg 399.853 sp 36.5
tof + wp 4387.8
tpwr 5 rfl 3868.4
pw 7.000 rfp 2894.9
DECOUPLER rp 115.5
n €13 1p -87.4
dof ] PLOT
dm nnn  wc 250
dmm c sc
dpwr 50 vs 70
dmf 15900 th 14
nm cdc ph
N - J___ A
T T T T T T T T T T T T
10 L] 8 7 6 5 4 3 2 1
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1-Phenylethyl benzoate (ak): *C NMR (100 MHz, CDCl5)

date Sep 30 2012 temp not used
solvent cDC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
sw 25125.6 pwso 18.600
at 1.198 alfa 20.000
np 60270 FLAGS
fb 13800 i1 n
bs 19 in n
di 1.080 dp ¥
at 5000 hs nn
ct 340 PROCESSING
TRANSMITTER b 2.00
tn c13 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp 1058.5
tpwr 61 wp 17432.4
pw 9.300 rf1 9314.3
DECOUPLER rfp 7764.3
dn H1 rp -41.0 ® o
o o 1p -344.0 Ioe =o
dn vyy PLOT s PR
dmm W we 250 - L
dpwr 42 sc o M= ae
dmt 8300 vs 65 a1 T
5 : 7]
nm no ph o
Y
&3
83
gt a
{ K ~ n
. @
> o =
Y ~
o
o
n
" ~
E 2 : 3
K 4
E: 1 N
~
]
T T T T L e B - O e LT T ' I B
180 160 140 120 100 80 60 40 20 p

1-Phenylethyl 3-methoxybenzoate (bk): *H NMR (400 MHz, CDCls)

solvent CDC13 gain not used
file /export/home/~ spin not used
appel/MG-188-new hst 9.008
ACQUISITION pwlo 19,700
Sw 6388.8 alfa 20.080
at 1.598 FLAGS
np 25528 11 n
AL not used in n
bs. 16 dp
d1 1.000 hs nn
nt 2 PROCESSING
ct z2 1b -18
TRANSHITTER fn 65536
tn HL DISPLAY
sfrq 399.853 sp -14.2
tor 362.8 wp 4617.9
tpwr rfl 3698.3
pw 9.850 rfp 2894.9
DECOUPLER re 103.7
c13 1p -90.9
dof L] PLOT
dn nnn o we 25
dna € sc
dpwr 50 wvs 339
duf 15900 t 1

h
nm cdc ph
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1-Phenylethyl 3-methoxybenzoate (bk): *C NMR (100 MHz, CDCl5)

SAMPLE SPECIAL
date Oct 27 2012 temp not used
solvent €oc13 pgain not used
Tile exp spin not used
ACQUISITION hst 0.008
sw 25000.8 pw30 18.680
at 1.139 alfa 20.000
np 59968 FLAGS
b 13800 11 n
bs 10 in n
d1 o dp y
nt 25000 hs nn
ct 15060 PROCESSING
TRANSMITTER 1 1.00
tn €13 fn not used
sfrq 100.552 DISPLAY
tof 9 sp ~2983.0
Tpwr 61 wp 25000.0
pw 8.667 rfl 10747.9
DECOUPLER rfp 7764.9
n H1 rp -2.6
dof e 1p -454.0
dm yyy PLOY
den W wWC a Je
dpwr 42 sc 3
dmf 8900 vs 59 e
th ~e
nm no ph s
=
-
™ ~ "
& o <
w o - @
) = - -
- a -
e *
g 3 | N |
- P -
8 L ~ - 3
. 0 ™~ . -4 - o
w @ . . - ] o 3
w . ~. - - e o]
- L ~ ~ = bl d = ~
[~ = | 4 < I
~ ~ | - | "
T - A w J
~> ( f ] [
~ ] | [
N | ‘
| ]
|
! ‘
bt
i i \
.
I I ‘
o
b
l l | J
ok J J
T T T T T T 7 T T T T T - T v e T T
200 180 160 140 120 100 80 60 40 20 0 pp!

1-Phenylethyl 4-methoxybenzoate (ck): *H NMR (400 MHz, CDCl3)

xpl  sEpal

date QCt &5 2012 ¢ "IH:I ]

ate -

lalmic [--J1] .ﬁ: not wsad
.
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1-Phenylethyl 4-methoxybenzoate (ck): *C NMR (100 MHz, CDCl5)

da
30
1

SAMPLE
te OCt 25 201

SPECIAL
not

2 temp L
Tvant cociz gain not used
exp &pin not used
ACQUISTTION % b 08
231235.6 pwis 18.808
1.1 alfa .00
1

o
ss3= P
A8z8 3 288
ST = D"
- [REEM ] Ftlek |
22 a3 = o
;" 2 o= &~ -
2= = |8 § 2 g
] g o P 2 §
* a . ‘ : !
§ ! i ; i
i | | | ; ; i
i I .
il 1 m 1 J J | ]
v o pore g oy R B s e S e St o e ST 5 T e e R fh it w it SR v
220 200 180 160 140 120 100 a0 60 40 20 Pp®=
.1
1-Phenylethyl 4-chlorobenzoate (dk): "H NMR (400 MHz, CDCl,)
SAMPLE SPECIAL
date Oct 17 2012 ‘temp not used
solvent €DC13 gain not used
Tile exp spin not used
ACQUISITION hst 0.008
sw 6389.8 pwst 13.700
at 1.998 alfa 20.000
np 25528 FLAGS
b not used 11 n
bs 4 in n
d1 1.000 dp y
nt 32 hs n
ct 3z PROCESSING
TRANSMITTER b 8.10
tn H1 fn 65536
sfrq 399,853 DISPLAY
tof 362.8 sp -408.3
tpwr wp 5205.7
w 9.850 rfl 802.8
DECOUPLER rfp 0
dn C13 rp 98.6
dot o 1p ~76.3
dm nnn PLOT
den c we 250
dpwr 580 sc 1]
dnf 15900 vs 66
th 10
nm  cdc ph
. J |
B, S S IV AN
. — — — . . . -
11 10 9 8 7 6 5 a4 3 2 1 -0 pp!
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1-Phenylethyl 4-chlorobenzoate (dk): *C NMR (100 MHz, CDCls)

expl s2pul
SAMPLE SPECIAL
date Oct 19 2812 temp not used
solvent ©DC13 gain not used
file exp spin not used
hs 0.408
sw 25125.6 . 18.600
at 1.193 aifa 20.000
£9278 F
i 13808 11 n
bs ITERL n
d1 008 dp y
nt 12008 hs n
ct 18 PROCESSING
TRANSMITTER b z.00
tn ci3 65535
sfrq 100,558 DISPLAY
tof 5.3 5 202.8
tpwr §1 20706.6
pw L300 11 8303.5
DECOUPLER rfp 7754.9
dn HL rp -54.0
ﬂ.:f 1p =327.7
yyy PLOT
dem we 258
dpwr 4z sc [
dnf 8300 vs 25
th H
ne no ph
=
H

— 154,

|

~—131.013
—128.96%

~—128.633

T 128.580
127,985
126.040

—.141.530
—— e 139.265

| S
| —

77.550

230

"_76.917

'8

-.-73.203

|

——22.273

——26.445

L

B B e i e e

200 180

160

140

e e e e

1zo0 100 ao

1-Phenylethyl 4-chlorobenzoate (dk): HRMS

Sampie Name
Inj Vol
Data Filename

Position

InjPosition
ACQ Method

Instrument Name
SampleType
Comment

ey

60

User Name

a0

~
=]

IRM Calibration Status

Acquired Time

ppm

x10 2 | *ESI Scan (# 19-22, 26-33, 12 scans) Frag=175.0V

1 261.0685

0.95
09
0.85
o8
0.75
0.7
0.65
06
0.55
0.54
0.45
0.4+
0.35
0.34
0.25
0.2
0.15
0.1
0.05

kel

h
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L

A
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S30

00

)

750 800

850 900 950



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

1-Phenylethyl 4-bromobenzoate (ek): *H NMR (400 MHz, CDCl5)

SAMPLE SPECIAL
date Oct 6 2012 temp not used
solvent cbci3 gain not used
file exp spin not used
ACQUISITION hst 0.o008
sw 6389.8 pwil 19.700
at 1.898 alfa 2o0.000
np 25528 FLAGS
fb not used 1 n
bs 4 in n
di 1.000 dp I
nt 32 hs nn
ct 32 PROCESSING
TRANSMITTER b 0.10
n H1 fn 65536
sfrg 399.853 DISPLAY
tof 362.8 sp -145.
tpwr 57 wp 4836.4
pw 9.850 rf 808.5
DECOUPLER rfp 0
n €13 rp 126.7
dof 0 1p =96
dm ann PLOT
dmm [T 50
dpwr 50 sc 0 1
dmf 15900 wvs 130
th
nm cdc ph
1
j
\f ‘
v L ‘ /\
- S W e o — . I . i
[ — S A
11 10 9 8 7 6 5 4 3 2 1 ppt

1-Phenylethyl 4-bromobenzoate (ek): **C NMR (100 MHz, CDCl3)

SAMPLE SPECIAL
date Oct 7 2012 temp not used
solvent cDC13 gain not used
i exp spin not used
ACQUISITION hst 0.
sw 25125.6 pwad 18.600
at 1.199 alfa 20.000
np 80270 FLAGS
b 13800 i1 n
bs 10 in n
a1 1.000 dp y
nt 12000 hs
ct 340 PROCESSING
TRANSMITTER b 2.
tn Ci3 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp -1546.3
tpwr 6L wp 25125.6
w 9.300 rf1 9311.2
DECOUPLER rfp 7764.9
HL rp -65.5
dof o 1p -325.9
dm vy PLOT
dem W we 250
dpwr 42 sc 0 4
dmf 8900 vs 50 = pe
th 3 a %8 2>
nm no ph I = -
we a9 " -
H { S 2 el
a ~_11 - B
oL 2 ]
L \\d §e
- J
~
1l
- |
2 i
= o
- ‘ ang &
= nel o
anEg 9
3 - | aRN~
© m,lJ ]
~ . T
H ] [N
@
H ‘ |
i ‘
| i I
- J J JJIM( [
T T T e L I e o Al B e SR T T Ty r T R e IR B
220 200 180 160 140 120 100 80 60 40 20
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1-Phenylethyl 4-nitrobenzoate (fk): *H NMR (400 MHz, CDCl5)

;«:lwnt COC13 gain not used

e exp spin not used
ACQUISITION hst 0.o008
W 6389.8 pwso 19.700
at 1.998 alfa 20.000
np 25528 FLAGS
b not used 11 n
bs 4 in n
d1 1.000 dp v
nt 32 hs
ct 3z PROCESSING
TRANSMITTER b 0.10
tn fn 65536
sTrg 399.853 DISPLAY
tof 362.8 sp =53.0
tpwr 57 wp 4412.4
pw 9.850 rf1 800.5
DECOUPLER rfp o
dn Ci13 rp 114.0
dof 0 1p -89.1
dm nnn PLOT
dmm [ 250
dpwr 50 sc o
L 15900 vs 8s
th 20

nm cdc ph

/

U S - - A -
T T T T AR T T r R T —r——— - | :
10 9 8 7 6 5 4 3 2 1 ppr

1-Phenylethyl 4-nitrobenzoate (fk): **C NMR (100 MHz, CDCls)

SAMPLE SPECIAL
date Oct 6 2012 temp not used
solvent €DC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
s 25125.6 pwilb 18.600
at 1.199 alfa 20.000
np &0z70 FLAGS
b 13800 11 n
bs 10 1n n
d1 1.000 dp v
nt 5000 hs n
ct 230 PROCESSING
TRANSMITTER b .00
tn c13 fn 65536
sfrg 100.554 DISPLAY
tof 1536.3 sp 754.9
Tpwr 61 wi 18719.8
9.300 rT1 3321.2
DECOUPLER rfp 7764.9
H1 rp -20.2
dof 0 1p -316.1
dm yyy PLI
dmm W we 250 il
dpwr 42 sc - - -
daf 8900 vs 53 - Fd @ 2%
th ® : = 9=
na no ph - 2 T
L= S oo
~| T 7
-~
\ ] -
=
29
2. RS
=™ w TN =
- e sEg 2
= o L . H s
- = N 2
a s “
] N
} 1 Iy
T T T T T — Ty Eaam e T T T B B
180 160 140 120 100 ao 60 a0 20 ppt
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1-Phenylethyl 2-methylbenzoate (gk): *H NMR (400 MHz, CDCls)

SANPLE SPECTAL
date Oct 15 2012 temp not used
solvent €0c13 gain not used
file exp spin not used
ACQUISITION hst 0.008
Sw 6383.8 pwid 19.700
at 1.998 aifa 20.000
np 25528 FLAGS.
b not used {1 n
bs in n
d1 1.000 dp y
nt 32 hs
ct 3z PROCESSING
TRANSHMITTER b 0.10
tn n 65536
sfro 399.853 DISPLAY
tof 362.8 sp =106.3
tpwr $7 wp 4668.5
pw 9.850 Tl 819.8
DECOUPLER rfp 0
c13 rp 101.4
dof 0 1p -83.0
dm nnn PLOT
dum [ 250
dpwr 50 sc []
daf 15900 vs 11z
th 17
ne cdc ph
L) /
} !
S S . o AN / .
T T T - T T T T T T R
11 10 9 8 7 6 5 4 3 2 1 pp!

1-Phenylethyl 2-methylbenzoate (gk): *C NMR (100 MHz, CDCl5)

SAMPLE SPECIAL
date Oct 15 2012 temp not used
solvent €DC13 gain not used
file spin not used
ACQUISITION hst 0.008
§ 25125.6 pwSD 18.600
at 1.199 alfa 20.000
np £0279 FLAGS
fb 13800 11 n
bs 10 in n
d1 1.000 dp y
nt 5000 hs nn
ct 280 PROCESSING
TRANSMITTER 1h z.00
tn Ci3 fn 65536
sfrg 100.55 DISPLAY
tof 1536.3 sp .
tpwr &1 wp 20899.0
w 9.300 rfl 9315.8
DECOUPLER rfp 7764.9 ®
HL rp -52.4 v o
dof o 1p -348.0 : e 9
dm yyy PLOT s ~ =2
dem W we 250 -
dpwr 42 sc 0 -~ ]
daf 8900 ws 66 L bl
th ~|
ne no ph
o
4
© o
oS~
542
~ J N s
g% ~ 115 s
°= . r 82
-o oo
a3 =
3 L \ j
& g i e J
" | il L]
- | HEE ~
|
| |
|
| |
|
| |
]
|
J WL Lh "
T T : e LA Ha e — T : T Ty e
200 180 160 140 120 100 80 60 40 20 ppi
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1-Phenylethyl 2-methylbenzoate (gk): HRMS

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Fllename ACQ Method Comment Acquired Time
x10 1 |+*ESI Scan (# 14-15, 18-29, 14 scans) Frag=175.0Vv
3.61 2411216
3.4
3.2
3
2.8
2.6
2.44
2.2
2
1.8
1.6
1.4
1.2
1
0.8
0.6
0.4
o 1 | " NN | , PY Ty
5 300 350 400 450 500 550 600 650 700 750 800 850 900 000
150 200 250 Counts (%) vs. Mass-to-Charge (m/z)
.1
1-Phenylethyl 3-methylbenzoate (hk): "H NMR (400 MHz, CDCl5)
SAMPLE SPECIAL
date Oct L7 2012 temp not used
solvent CoC13 pgain not used
i exp spin not used
ACQUISITION hst 0.008
sw §388.8 o 13,700
at 1.998 alfa 20.000
np 25528
b not used i1 n
bs 4 in n
dl 1.008 dp ¥
nt 32 hs
ct 32 PROCESSING
TRANSMITTER i) 0.
tn H1 o 65536
sfrq 399.853 DISPLAY
tof 362.8 sp -436.8
tpwr 57 wp 5214.1
pw 9.850 rfl 797.8
DECOUPLER rfp °
dn c13 rp 112.90
dof (] -99.7
dn nnn PLOT
dam c W 250
dpwr 50 sc 0
daf 15900 vs 113
th 7
nm cdc ph
L J\ L |
. e ) DY, S AN . .
T T [ T T T
11 10 9 8 7 6 5 L) 3 2 -0
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1-Phenylethyl 3-methylbenzoate (hk): **C NMR (100 MHz, CDCls)

Society of Chemistry 2013

date oct 19 2012 temp
solvent CDC13 gain
file spin
ACQUISITION hst
W pwan
at alfa
np
b 1
bs in n
a1 dp
nt hs
ct 25 PROCESSING
TRANSHITTER b 2.00
tn €13 T 55536
sfrq 100.554 DISPLAY
tof 1536.3 sp 1508.5
tpwr 61 wp 25125.6
pw 9.300 rfl 32744
DECOUPLER rfp 7764.9
dan H1 rp -49.2
dof e 1p ~-342.9
dm vy pLOT
den W oW 250
dpwr 42 sc
def 8300 wvs 33
th 2
ns no ph
-
R
~Ne
Rrg
®o i
b =3
. s3
I e
298 =9
CEE TN i -
7= A » -
2L . .3
s L = 2s
;.' o n&:s J :n‘-
2 h [ S/
T \ ‘ I
i b | I
E ] I
A i st L J
T s . S . . . . i - ‘ ‘
220 200 180 160 140 120 100 80 60 40 20 PE
1-Phenylethyl 3-methylbenzoate (hk): HRMS
Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acguired Time
x10 2 |-ES\ Scan (#24) Frag=175.0V
1.1
1.051
1
0.95
0.9
0.85
0.8
0.75 2411221
0.7
0.65
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25 4
0.2
0.154
0-11 205.0438
0.05
il 4 J ].L‘ L " [ b L . LL . L ; 55
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Counts vs. Mass-to-Charge (m/2)
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1-Phenylethyl 4-methylbenzoate (ik): *H NMR (400 MHz, CDCls)

SAMPLE SPECIAL
date Oct 4 2012 temp not used
solvent coci3 gain not used
e exp spin not used
ACQUISITION hst 0.008
sw 6389.8 pwdn 19.700
at 1.998 alfa 20.000
np 25528 FLAGS
fb not used 11
bs 4 in n
d1 1.000 dp v
nt 32 hs
ct 3z PROCESSING
TRANSMITTER 1b 0.1
tn HL fn 65536
sfrg 399.853 DISPLAY
tof 362.8 sp -141.8
tpwr 57 wp 4550.9
pw 9.856 rfl 838.5
DECOUPLER rfp L}
n €13 rp 114.4
dof o 1p -92.3
dm nnn pLOT
dmm € wet 250
dpwr 50 sc o
dmf 15900 vs 106
th z0
nm cdc ph
IV _ _ I Jk -~ ]
— T L e e L Tt T T — T —_I
10 9 8 7 [ 5 a 3 2 1 ppI

1-Phenylethyl 4-methylbenzoate (ik): *C NMR (100 MHz, CDCl5)

SAMPLE SPECIAL
date Oct 7 2012 temp not used
solvent cocl3 gain not used
e exp spin not used
ACQUISITION hst 0.008
Sw 25125.6 pw30 18.600
at 1.199 alfa 20.000
np §0270 FLAGS
fb 13800 11 n
bs 10 in n
dl 1.000 dp vy
nt 5000 hs nn
ct 180 PROCESSING
TRANSMITTER 1b 2.00
tn 1 fn 65536
sfrq 100.554 DISPLAY
tof 1536.3 sp -627.7
tpwr 61 wp 23177.2
w 9.300 rf1 9316.6
DECOUPLER rfp 7764.9
HL rp -84.1
dof 0 1p =309.1
dm yyy P
dam W wC 250
dpwr 42 sc
dmf 8500 vs 45
th 5
nm no  ph "
@
h o
© »
8 02 2
~ @
| 3 ~
| - S
L o~ [
~ i
NK -~
B3] =
w @
- 3
o w
N 3 8
32 L =S 5
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1-Phenylethyl 3,5-dimethylbenzoate (jk): *H NMR (400 MHz, CDCl5)

S37

PLE SPECTAL
date Oct 26 2012 temp not used
solvent cocl13 gain not used
file exp spin not used
ACQUISITION hst 0.008
sw £389.8 pwso 19700
at 1.998 alf, 20.000
np 25528 FLAGS
b not used 11 n
bs 4 in n
a1 1.000 dp y
nt 32 hs nn
ct PROCESSING
TRANSMITTER b .10
n fn 65536
sfrg 399.853 DISPLAY
tof 362.8 sp -181.1
tpwr 57 wp 4764.8
pw 9.850 rfl 3698.5
DECOUPLER rfp 2894.9
dn €13 rp 98.0
dof i -83.1
dm nnn PLOT
dam € wc 250
dpwr 50 sc 0
daf 15300 vs 176
th 11
nm cdc ph
. A . JL S
N T N ! T - T
11 10 9 7 6 2 1 ppt
1-Phenylethyl 3,5-dimethylbenzoate (jk): ~°C NMR (100 MHz, CDCl,)
oate UCT 8 ZulZ Temp not used
solvent €0c13 gain not used
T e spin not used
ACQUISITION hst 0.008
25000.0 pwdo 18.600
at 1.199 alfa 2. 000
np 59968 FLAGS
Th 13800 11 n
bs in n
d1 0 dp y
nt 25000 hs nn
ct 5838 PROCESSING
TRANSMITTER 1b 1.00
n C13 fn not used
sfrg 100.552 DISPLAY
tof o sp -459.8
tpwr 61 wp 18856.6
pw 8.667 rfl 10754.0
DECOUPLER rip 7764.9
dn HL rp -71.9
dof o p -320.9
dm yyy PL
dam we 250
dpwr 42 sc 0
mf 8900 vs a3
th 3
nm no ph
o
H
@
©
~
]
e -
-
w . ~
E ~
s - mal
- - S ma
~ s o
@ ™ | ™ TNa
e il NN
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2-Phenylpropan-2-yl benzoate (al): *H NMR (400 MHz, CDCl5)

expl  szpul
SAMPLE SPECIAL
date Feb 19 2013 tem) not used
solvent €bc13 gain not used
il P spin not used
ACQUISITION hst 0.00
s £389.5 pwd 19.700
at 1.998 alfa 20.000
n 25528 FLAGS
1l not used 11 n
bs 4 in n
di 1.000 dp ¥
nt 32 hs
ct 2 PROCESSING
TRANSHITTER b 0.
H1 fn 65536
strg 399.853 DISPLAY
tof 362.8 sp -318.8
tpwr 57 wp 4710.4
W 9.850 rfl 822.5
DECOUPLER, rfp 0
n €13 rp 87.0
dof o 1p -96.2
dn nnn PLOT
dnm c wc 250
dpwr 50 sc
dnf 15900 vs 163
th 2

.13
2-Phenylpropan-2-yl benzoate (al): °C NMR (75 MHz, CDCl,)
W PNV~ O o~ o
[ N <T NN A mn O wn or-un [Te]
. - - - - - P @ = O -
= NN~ O o [Gl= . 0 —02-06-d-
S :szNN ~ o — ~ 0 Y ~ g;l;ﬁu ZOlBUZUGdi‘
o — @ ~r-r- PROCNO 1
'\'\'&m”// \ W Date_ 20130221
Time 14.58
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2gpg30
TD 32768
SOLVENT CDC13
s 2000
Ds 4
SWH 18028.846 Hz
FIDRES 0.550197 Hz
AQ 0.9088159 sec
RG 0.6
DW 27.733 usec
CE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.0300000C sec
TDO 1
CHANNEL fl ===
13¢
9.80 usec
-0.50 dB
34.66611099 W
75.4778101 MHz
= CHANNEL f2 ===
CPDPRG2 waltzlé
NUC2 1H
PCPD2 100.00 usec
L2 2.50 dB
PL12 19.20 dB
PL13 23.00 dB
PL2W 8.07971478 W
PL12W 0.17274120 W
PL13W 0.07201053 W
SFO2 300.1412006 MHz
51
SF 75.4702974 MHz
WDW EM
SSB 0
J LB 1.00 Hz
A GB 0
PC 1.40

T
170 160 15

T T T T T T T T T T T T T T 1
0 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm
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2-Phenylpropan-2-yl 4-chlorobenzoate (dl): *H NMR (400 MHz, CDCls)

expl  s2pul
SAHP SPECTAL
date Feb 21 2013 temp not used
solvent coc13 gain not used
file exp spin not used
ACQUISITION hst 0.008
sw 6383.8 pwdn 19,700
at 1.398 alfa 20.000
np 25528 FLAGS
b not used 11 n
bs 4 in n
d1 1.000 dp y
nt 32 hs nn
ct 3z PROCESSING
TRANSMITTER 1b 0.1
tn H1 fn 65536
sfrg 399.853 DISPLAY
tof 362.8 sp =122.1
tpwr 57 wp 4483.6
w 9.850 rf) 818.8
DECOUPLER rfp [
n €13 rp BS.6
dof o 1p 95.2
dm nnn PLoT
dmm € we 250
dpur 50 sc
daf 15900 vs 33
th 20
nm cdc ph
T T T | B | T
10 9 8 7 6

1 ppm

2-Phenylpropan-2-yl 4-chlorobenzoate (dl): **C NMR (75 MHz, CDCl,)

O W O~ ™M ™M o o0

o M~ =T N o o [oe]
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NAME 2013-02-06-e-e

EXPNO 1

PROCNO 1

Date 20130221

Time™ 20.38

INSTRUM spect

PROBHD 5 mm BBO BB-1H

PULPROG zgpg30

D 32768

SOLVENT cDpC13

NS 1000

DS 4

SWH 18028.846 Hz

FIDRES 0.550197 Hz

AQ 0.9088159 sec

RG 80.6

DW 27.733 usec

DE 6.50 usec

TE 300.0

Dl 2.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL f] s=s======
13C

Cl
CPDPRG2 waltzl6
Nucz2 1H
PCPD2 100.00 usec
PL2 2.50 dB
PL12 19.20 dB
PL13 23.00 dB
PL2W 8.07971478 W
PL1ZwW 0.17274120 W
PLL3W 0.07201053 W
SFO2 300.1412006 MHz
SI 32768
SF 75,4702843 MHz
WDW EM
SSB o
LB 1.00 Hz
GB o
PC 1.40
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