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General Remarks

All glassware used was dried in electric oven at 120 °C. All chemicals were purchased from
Sigma-Aldrich, Alfa Aesar, Shanghai Aladdin Reagent Co., Ltd, and Chengdu Changzheng Chemical
Co. and used as received.

All compounds were characterized by *H NMR, *C NMR, ESI-MS and IR spectroscopy. Copies of
the *H and 3C spectra can be found at the end of the Supporting Information. Nuclear Magnetic
Resonance spectra were recorded on a Bruker Advance 300MHz or 400 MHz instrument. All *H
NMR experiments are reported in & units, parts per million (ppm), and were measured relative to the
signals for residual chloroform (7.26 ppm) or DMSO (2.50 ppm) in the deuterated solvent, unless
otherwise stated. All *C NMR spectra are reported in ppm relative to deuteron-chloroform (77.23
ppm) or DMSO-ds (8 = 39.60 ppm), unless otherwise stated, and all were obtained with *H
decoupling. All IR spectra were taken on a Bruker Tensor-27 infrared spectrometer with an OPUS
workstation. Electron-spraying ionization Mass Spectra are recorded on an Agilent 1200 series
LC/MS DVL instrument. Melting points were determined on an Electrothermal melting-point
apparatus. The purities of all the synthesized compounds were checked by thin-layer chromatography
(TLC) using different organic solvents.
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Experimental Section

Typical procedure for the synthesis of 4(3H)-quinazolinones

A mixture of anthranilamide (1.0 mmol), benzaldehyde (1.0 mmol) and CuO (0.03 mmol) in DMA (3
ml) was stirred under air in an oil bath at 120 °C for 24 hours. And then the reaction mixture was
cooled to room temperature and the upper clear solution was carefully removed by a pipette. DMA (3
mL) was added to the vial, and the vial was shaken and then kept in stillness for a moment, and then
the upper clear solution was removed by a pipette again. DMA (3 mL) was added to the vial again
and the upper clear solution was removed again (Note: The black solid CuO in the bottom of the vial
may be used as the recycling catalyst for the following synthesis of 4(3H)-quinazolinone once other
reagents were added). The combined solution was condensed in vacuum to remove the solvent DMA,
which was used as the solvent for the next reaction. The residual was purified by column
chromatography on silica gel (gradient eluent with a mixed solution of petroleum ether and ethyl
acetate) to give the pure 4(3H)-quinazolinone.

Typical procedure for the synthesis of 4(3H)-quinazolinones with the recycling catalyst CuO
During the workup operation of the typical procedure for the synthesis of 4(3H)-quinazolinones, the
black powder CuO in the bottom of the vial was suitable for the recycling catalyst of the synthesis of
4(3H)-quinazolinone. To the vial was added anthranilamide (1.0 mmol), benzaldehyde (1.0 mmol),
DMA (3 mL). The vial was stirred under air in an oil bath at 120 °C for 24 hours. After similar
workup, the reaction of the first recycling of the catalyst CuO was complete. And the next time
recycling reaction may be continued with the black powder CuO in the bottom of the vial.

Scale-up procedure for the synthesis of 2-phenyl-4(3H)-quinazolinone

A mixture of anthranilamide (20 mmol), benzaldehyde (20 mmol) and CuO (0. 6 mmol) in DMA (60
ml) was stirred under air in an oil bath at 120 °C for 24 hours. And then the reaction mixture was
cooled to room temperature and filtrated to remove CuO. The filtrate was condensed in vacuum to
remove the solvent DMA, which may be used for next reaction. The resulting residual was
recrystallized from ethanol to give white solid 2-phenyl-4(3H)-quinazolinone 3a.
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Analytical Data for Compounds 3a-30

2-phenyl-4(3H)-quinazolinone (3a)
0

HN
O
N
White solid. Mp 239-241°C. *H NMR (300 MHz, CDCls), & (ppm): 11.12 (s, 1H), 8.33 (d, J = 7.52
Hz, 1H), 8.20-8.22 (m, 2H) 7.78-7.85 (m, 2H), 7.59 (t, J = 2.78 Hz, 3H) 7.51(t, J = 3.19 Hz, 1H).**C
NMR (75 MHz, CDCls), & (ppm): 163.6, 151.6, 149.5, 134.8, 132.8, 131.6, 129.0, 128.0, 127.3,
126.8, 126.5, 120.8. ESI-MS (negative mode), m/z = 221 [M-H]". IR (KBr), v (cm™): 2924, 1730,

1664, 1601, 1451, 1375, 1212, 1045, 942, 752, 694. Anal. calcd. (%) for C14H10N20: C, 75.66; H,
4.54; N, 12.60. Found: C, 75.32; H, 4.41; N, 12.53.

2-(4-Methylphenyl)-4(3H)-quinazolinone (3b)

O

: HN

\

N
White solid. Mp 240-241 °C. *H NMR (300 MHz, DMSO-dg), 8 (ppm): 12.46 (s, 1H), 8.14 (d, J =
7.95Hz, 1H), 8.09 (d, J = 8.21Hz, 2H), 7.83 (t, J = 6.87Hz, 1H), 7.72 (d, J = 7.68Hz, 1H), 7.51 (t, J =
7.02Hz, 1H), 7.35 (d, J = 8.07Hz, 2H), 2.39. *C NMR (100 MHz, DMSO-dg), 8 (ppm): 167.4, 157.4,
154.0, 146.6, 139.7, 135.1, 134.4, 132.8, 132.6, 131.6, 131.0, 126.1, 26.2. ESI-MS (negative mode),

m/z = 235 [M—H]". IR (KBr), v (cm™): 2921, 1657, 1599, 1445, 1300, 1149, 939, 765, 686. Anal.
calcd. (%) for C15H12N20: C, 76.25; H, 5.12; N, 11.86. Found: C, 76.12; H, 5.03; N, 11.69.

2-(3-methoxyphenyl)-4(3H)-quinazolinone (3c)

O
HN
\
: N
—0
White solid. Mp 202-204 °C. *H NMR (300 MHz, CDCl3), & (ppm): 10.75 (s, 1H), 8.31 (d, J = 8.16
Hz, 1H), 7.81-7.84 (m, 2H), 7.69-7.73 (m, 2H), 7.46-7.53 (m, 2H), 7.15 (d, J = 1.71 Hz, 1H), 3.95 (s,
3H). *C NMR (100 MHz, DMSO-dg), § (ppm): 162.7, 159.8, 152.5, 135.0, 134.4, 130.2, 127.1,
126.3, 121.4, 120.5, 118.0, 113.0, 55.8. ESI-MS (negative mode), m/z = 251 [M—H]". IR (KBr), v
(cm™): 2987, 1786, 1679, 1584, 1375, 1218, 1043, 758, 669. Anal. calcd. (%) for C15H12N202: C,

71.42; H, 4.79; N, 11.10. Found: C, 71.25; H, 4.86; N, 11.18.

2-(3,5-ditertbutyl-2-hydroxyphenyl)-4(3H)-quinazolinone (3d)
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o]

HN
\
N
OH

White solid. Mp 287-288 °C. *H NMR (300 MHz, CDCly), § (ppm): 14.37 (s, 1H), 10.54 (s, 1H),
8.32 (d, J = 7.95Hz, 1H), 7.74-7.83 (m, 2H), 7.47-7.59 (m, 2H) 7.46-7.51 (m, 1H), 1.49 (s, 9H), 1.39
(s, 9H). 3C NMR (100 MHz, DMSO-dg), § (ppm): 162.1, 158.2 155.4, 145.9, 140.1, 137.0, 135.5,
128.2, 127.3, 126.5, 126.1, 122.4, 121.0, 112.4, 35.3, 34.9, 31.8, 29.8. ESI-MS (negative mode), m/z
= 349 [M—HJ". IR (KBr), v (cm™): 2965, 1676, 1610, 1563, 1456, 1217, 1047, 769, 667. Anal. calcd.
(%) for C22H26N202: C, 75.40; H, 7.48; N, 7.99. Found: C, 75.22; H, 7.59; N, 7.82.

2-(4-(dimethylamino)phenyl)-4(3H)-quinazolinone (3¢e)

0
\ HN
N—< >—<\
/ N

White solid. Mp 247-248 °C. *H NMR (300 MHz, CDCls), & (ppm): 9.83 (s, 1H), 8.27 (d, J = 7.78Hz,
1H), 8.04 (d, J = 8.92Hz, 2H), 7.85 (d, J = 8.21Hz, 1H), 7.76 (dt, J = 7.01Hz, 1.42Hz, 1H), 7.43 (t, J
= 6.93Hz, 1H), 6.79 (d, J = 9.05Hz, 2H), 3.03 (s, 6H). *C NMR (75 MHz, CDCls), & (ppm): 163.2,
152.5, 151.6, 150.0, 134.6, 129.5, 128.4, 127.4, 126.3 125.6, 112.0, 111.7, 40.1. ESI-MS (negative
mode), m/z = 264 [M-H]". IR (KBr), v (cm™%): 3018, 1731, 1665, 1592, 1533, 1372, 1215, 1046, 939,
750, 667. Anal. calcd. (%) for C16H15N30: C, 72.43; H, 5.70; N, 15.84. Found: C, 72.51; H, 5.63;
N, 15.72.

2-(4-fluorophenyl)-4(3H)-quinazolinone (3f)

0]

HN

F—~ >—<\

N
White solid. Mp 288-289°C. *H NMR (300 MHz, DMSO-dg), & (ppm): 12.57 (s, 1H), 8.23-8.27 (m,
2H), 8.15 (d, J = 7.92 Hz, 1H), 7.84 (t, J = 6.84 Hz, 1H), 7.74 (d, J = 8.08 Hz, 1H), 7.53 (t, J = 7.03
Hz, 1H), 7.39 (t, J = 8.85 Hz, 2H). **C NMR (100 MHz, DMSO-ds), 8 (ppm): 167.4, 156.6, 153.8,
139.8, 135.6, 134.4, 132.6, 131.8, 131.0, 126.1, 120.9, 120.7. ESI-MS (negative mode), m/z = 239

[M—H]". IR (KBr), v (cm™): 2920, 1660, 1603, 1483, 1346, 1232, 1149, 1076, 939, 763, 684. Anal.
calcd. (%) for C14H9FN20: C, 69.99; H, 3.78; N, 11.66. Found: C, 69.87; H, 3.89; N, 11.48.

2-(4-chlorophenyl)-4(3H)-quinazolinone (3g)
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(0]
HN
N

White solid. Mp 298-299°C. *H NMR (300 MHz, DMSO-dg), & (ppm): 12.61 (s, 1H), 8.20 (d, J =
8.55Hz, 2H), 8.15 (d, J = 7.92Hz, 1H), 7.85 (t, J = 7.10Hz, 1H), 7.74 (d, J = 8.16Hz, 1H), 7.63 (d, J
= 8.55Hz, 2H), 7.53 (t, J = 7.37Hz, 1H). *C NMR (100 MHz, DMSO-ds), & (ppm): 162.6, 151.8,
148.9, 136.7, 135.1, 132.0 130.0, 129.1, 127.9, 127.2, 126.3, 121.4. ESI-MS (negative mode), m/z =
255 [M-H]. IR (KBr), v (cm™): 2922, 1671, 1598, 1476, 1344, 1280, 1121, 1093, 982, 760, 683.
Anal. calcd. (%) for C14H9CIN20: C, 65.51; H, 3.53; N, 10.91. Found: C, 65.63; H, 3.64; N, 10.78.

2-(4-bromophenyl)-4(3H)-quinazolinone (3h)

O
HN
N

White solid. Mp 298-300 °C. *H NMR (300 MHz, DMSO-ds), & (ppm): 12.60 (s, 1H), 8.14 (t, J =
7.41Hz, 3H), 7.85 (t, J = 7.02Hz, 1H), 7.76 (t, J = 7.56Hz, 3H), 7.54 (t, J = 7.56Hz, 1H). *C NMR
(100 MHz, DMSO-ds), & (ppm): 162.6, 151.9, 148.9, 135.1, 132.3, 132.0, 130.2, 127.9, 127.2, 126.3,
125.7, 121.4. ESI-MS (negative mode), m/z = 299 [M ("Br) —HJ, 301 [M (*'Br) -H]". IR (KBr), v
(cm™): 2986, 1732, 1375, 1216, 1047, 756, 668. Anal. calcd. (%) for C14H9BrN20: C, 55.84; H,
3.01; N, 9.30. Found: C, 55.92; H, 3.16; N, 9.23.

2-(3-bromophenyl)-4(3H)-quinazolinone (3i)
Br
N
\

NH
O

White solid. Mp 271-272 °C. *H NMR (300 MHz, DMSO-dg), & (ppm): 12.62 (s, 1H), 8.38 (s, 1H),
8.10-8.20 (m, 2H), 7.78-7.88 (m, 2H), 7.66-7.75 (m, 1H), 7.57-7.45 (m, 2H). *C NMR (100 MHz,
DMSO-dg), & (ppm): 162.5, 151.3, 135.4, 135.2, 134.5, 131.2, 131.2, 130.8, 128.1, 127.4, 127.3,
126.3, 122.4, 121.6. ESI-MS (negative mode), m/z = 299 [M ("°Br) —H]’, 301 [M (*'Br) -H]J. IR
(KBr), v (cm™): 2923, 1678, 1607, 1471, 1309, 1152, 952, 794, 677. Anal. calcd. (%) for
C14H9BrN20: C, 55.84; H, 3.01; N, 9.30. Found: C, 55.90; H, 3.21; N, 9.22.

2-(2-bromophenyl)-4(3H)-quinazolinone (3j)

O
HN
\
N
Br
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White solid. Mp 159-160 °C. *H NMR (300 MHz, CDCls), & (ppm): 9.54 (s, 1H), 8.32 (d, J = 7.87
Hz, 1H), 7.83 (d, J = 2.23Hz, 2H), 7.71-7.77 (m, 2H), 7.48-7.57 (m, 2H), 7.41 (dt, J = 7.87Hz,
1.08Hz, 1H). *C NMR (75 MHz, CDCl3), & (ppm): 162.2, 151.9, 148.8, 134.8, 133.7, 132.0, 131.2,
127.97, 127.94, 127.3, 126.4, 121.0, 120.8. ESI-MS (negative mode), m/z = 299 [M ("°Br) —H]’, 301
[M (®'Br) —H]". IR (KBr), v (cm™): 3015, 1673, 1606, 1472, 1304, 1216, 1145, 1046, 945,755, 666.
Anal. calcd. (%) for C14H9BrN20: C, 55.84; H, 3.01; N, 9.30. Found: C, 55.97; H, 3.25; N, 9.17.

2-furyl-4(3H)-quinazolinone (3K)

O
O HN

)=

White solid. Mp 208-210 °C. *H NMR (300 MHz, CDCls), & (ppm): 10.85 (s, 1H), 8.30 (d, J =
7.75Hz, 1H), 7.77 (d, J = 5.36Hz, 2H), 7.66 (s, 1H), 7.45-7.50 (m, 2H), 6.65-6.67 (m, 1H). *C NMR
(75 MHz, CDCls), 6 (ppm): 162.8, 149.2, 146.2, 145.5, 143.5, 134.9, 127.7, 126.6, 120.9, 114.0,
112.8, 14.1. ESI-MS (negative mode), m/z = 211 [M—H]". IR (CHCls), v (cm™): 2986, 1667, 1603,
1552, 1502, 1459, 1344, 1315, 1242, 1217, 1173, 1030, 965, 750, 666. Anal. calcd. (%) for
C12H8N202: C, 67.92; H, 3.80; N, 13.20. Found: C, 67.99; H, 3.96; N, 13.12.

2-pentylquinazolin-4(3H)-one (3I)
O

White solid, Mp. 152-154 °C. *H NMR (300 MHz, DMSO-ds), & (ppm): 12.15 (s, 1H ), 8.07 (d, J =
7.89 Hz, 1H), 7.72-7.78 (m, 1H ), 7.58 (d, J = 8.10 Hz, 1H ), 7.41-7.46 (m, 1H ), 2.49-2.60 (m, 2H.),
1.67-1.72 (m, 2H), 1.29 (d, J = 7.14 Hz, 4H), 0.85 (d, J = 6.66 Hz, 3H). °*C NMR (75 MHz,
DMSO-dg), 8 (ppm): 162.0, 157.7, 149.0, 134.4, 126.8, 126.0, 125.8, 120.8. IR (KBr), v (cm™®): 3846,
3696, 3121, 2925, 1845, 1675, 1614, 1564, 1470, 1380, 1324, 1254, 1027, 976, 737, 647. Anal. calcd.
(%) for C13H16N20: C, 72.19; H, 7.46; N, 12.95. Found: C, 72.12; H, 7.58; N, 12.82.

2-phenyl-3-propyl-4(3H)-quinazolinone (3m)

White solid. Mp 98-100 °C. *H NMR (400 MHz, DMSO-ds), 5 (ppm): 8.19-8.22 (m, 1H), 7.83 (t, J =
7.60Hz, 1H), 7.62-7.68 (m, 3H), 7.55-7.58 (m, 4H), 3.84 (t, J = 7.60Hz, 2H), 1.49-1.54 (m, 2H),
0.63-0.67 (m, 3H). *C NMR (100 MHz, DMSO-de), & (ppm): 161.6, 156.5, 147.3, 135.9, 134.8,
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130.0, 129.7, 128.9, 128.8, 128.4, 127.6, 127.4, 126.6, 120.9, 47.1, 21.7, 11.4. ESI-MS (negative
mode), m/z = 263 [M—H]". IR (KBr), v (cm™): 2983, 1677, 1604, 1461, 1360, 1249, 1073, 770, 697.
Anal. calcd. (%) for CL17TH16N20: C, 77.25; H, 6.10; N, 10.60. Found: C, 77.45; H, 6.32; N, 10.46.

3-benzyl-2-phenyl-4(3H)-quinazolinone (3n)

White solid. Mp 148-150°C. *H NMR (400 MHz, DMSO-dg), & (ppm): 8.21-8.23 (m, 1H), 7.88 (t, J
= 7.60 Hz, 1H), 7.72 (d, J = 8.00 Hz, 1H), 7.58-7.62 (m, 1H), 7.40-7.50 (m, 5H), 7.22 (d, J = 6.00 Hz,
3H), 6.92 (d, J = 6.80 Hz, 2H), 5.19 (s, 2H). *C NMR (100 MHz, DMSO-dg), 8 (ppm): 161.8, 156.6,
147.4,137.1, 135.6, 135.2, 130.1, 128.8, 128.6, 128.4, 127.8, 127.6, 127.5, 126.8, 126.7, 120.8, 48.6.
ESI-MS (negative mode), m/z = 311 [M—H]". IR (KBr), v (cm™): 3033, 1674, 1584, 1352, 1244, 949,
771, 698. Anal. calcd. (%) for C21H16N20: C, 80.75; H, 5.16: N, 8.97. Found: C, 80.87; H, 5.28; N,
8.82.

6-chloro-2-phenylquinazolin-4(3H)-one (30)
0

Clﬁ;ﬁ@

White solid, Mp. 282-284 °C. *H NMR (300 MHz, CDCl3), 8 (ppm): 12.75 (br, 1H), 8.17 (d, J = 6.9
Hz, 2H), 8.09 (d, J = 2.1 Hz, 1H), 7.87 (dd, J1 = 8.7 Hz, J2 = 2.1 Hz, 1H), 7.77 (d, J = 87 Hz, 1H),
7.53-7.63 (m, 3H). *°C NMR (75 MHz, CDCls) 5 (ppm): 161.4, 152.9, 147.4, 134.7, 130.8, 129.7,
128.6, 127.8, 124.9, 122.2. IR (KBr), v (cm™): 3724, 3565, 2983, 2351, 1681, 1605, 1577, 1482,
1305, 1158, 1122, 946, 888, 847, 770, 667. Anal. calcd. (%) for C14HICIN20: C, 65.51; H, 3.53; N,
10.91. Found: C, 65.57; H, 3.59; N, 10.42.
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Time 15.17
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 2930
i) 32768
SOLVENT DMSO
NS 32
0s 0
SWH 5995.204
FIDRES 0.182959
AQ 2.7329011
RG 128
oW 83.400
DE 6.00
TE 297.2
D1 1.00000000
MCREST 0.00000000
MCWRK 0.01500000

NUC1 iH

P1 10.50 usec
PL1 0.10 o8B
SFO1 300.1321008 MHz
F2 - Processing parameters
S1 32768

SF 300.1300016 MHz
WDW EM

SSB 0

LB 0.10 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 20.00 cm
Cy 60.00 cm
F1P 14.000 ppm
F1 4201.82 Hz
F2pP -0.500 ppm
F2 -150.06 Hz
PPMCM 0.72500 ppm/cm
HZCM 217.59425 Hz/cm
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Current Data Parameters

NAME 2011-11-30 zandan-2D-9
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20111130

Time 15,34
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 580

DS 0

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 90.5

Dw 20.800 usec
DE 6.50 usec
TE 300.0 K

D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== (CHANNEL fl ========
NUC1 13C

Pl 19.40 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé

NUC2 1H
PCPD2 60.00 usec
PL12 11.09 dB
PL13 13.05 dB
PL2 -2.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768

SF 100.6127690 MHz
WDW EM

SSB 0

LB 2.00 Hz

PRI | R B I

L RARLLAARL R AR R A hARaa s RAAALELLAY LA S RRRAAREALY il izt T | BARAL LAAAH RARAAARLY MARALARELS SAAMAARARY LALELLS L R ALY ALY RALLARLEL T

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm
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S13

Current Data Parameters

NAME
EXPND
PROCND

zq1 2011-85
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROC
0
SOLVENT
NS

0s

SWH
FIDRES
AQ

RG

Dw

NUC1
P1
PL1
SFO1

20110727
15.37
av300
1H/13
2930
32768
coc13

16

0
5G9E 204

0182959

S5 mm GNP

IH

19 .50

010

300 1321009

Hz

Sec

0 use
J use

Sec

0 ser

setr

use
aR
MHz

F2 - Prpcessing parameters

SI
SF
WOw
538
LB
GB
PC

32768

30C . 1300068
M

910

0

1.90

1D NMR plot parametzrs

Cx

cy
1P
F1
Fer
Fe
PPMCM
HZCM

20 00
10.00
1¢.000
3601.56
-0.500
-150.06
0.62500
187 58125

MHz

+z

om
c
ppm
Hz
pom
Hz

ppm:im

Hz

=

7

cm
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Current Data Parameters

NAME 2011-11-30 zandan-ZD-7
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20111130

Time 13, 11
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 349

DS 0

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 90.5

DW 20.800 usec
DE 6.50 usec
TE 300.0 K

D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1

.89999998 sec
TDO £ 2

==== CHANNEL fl ========

-1.00 dB
100.6228298 MHz

==s==—see CHANNEL £2 ==ses===

CPDPRG2 waltzlé
NUC2 1H
PCPD2 60.00 usec
PL12 11.09 dB
PL13 13.05 dB
PL2 -2.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768

SF 100.6127620 MHz
WDW EM

0
LB 2.00 Hz
GB 0
PC 1.40

L AR RASY A RARAR L) AAARRARALY ARARRARASY AR L A SR AR RARSARL ALY AR EAS RS

180 170 160 150 140 130 120 110 100 90 80

S14

R R LR E s AR MARARARALY AALRALAAAS LN

50 40 30
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ppm

8.28735
8.28456

8.26141
8.25782
8.05569
8.02593

7.83804
7.78435
7.77961

7.76096
7.75640

7.73343
7.45372

Z0- duil e
[s¥ I VN N Vo]
O 0O
o wmo
n oo o
VQ’VQ
l\l\l\l\

7.26071°

~—
—

6.80830
6.77812

3

P

Integral

o —

pm

o7 2.2282

1.0581
.9453

1

X =
-

=

" 1.0244

1.2030
1.1859

3.08248

- 5.3846

M- 6.9419

0.06869

Current Data Parameters

NAME 2q1-2011-78
EXPND 1
PROCNO 1
F2 - Acquisition Parameters
Date _ 20110708
Time 11.14
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 2930
Ly 32768
SOLVENT CDC13
NS 32
DS 0
SWH 5995 .204
FIDRES 0.182959
AQ 2.7329011
RG 128
oW 83.400
DE 6.00
TE 297 .1
01 1.00000000
MCREST 0.00000000
MCWRK 0.01500000

MHz

Hz

cm
cm

ppm

Hz

ppm

Hz
pom/cm

SFO1 300.1321009
F2 - Processing parameters
S1 32768
SF 300.1300061
WOW EM
558 0
LB 0.10
GB 0
PC 1.00
10 NMR plot parameters
cX 20.00
cy 15 00
FiP 12.000
F1 3601 56
FoP -0.500
F2 -150.06
PPMCM 0.62500
HZCM 187.58125

Hz/cm
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Current Data Parameters

NAME 201-2011-178
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20111115
Time 22.11
INSTRUM av300
PROBHD 5 mm QGNP 1H/13
PULPROG zgpg

TO 65536
SOLVENT cDC13

NS 4086

os 4

SHH 22675.736 Hz
FIDRES 0.346004 Hz
AQ 1.4451188 sec
RG 8192

OW 22.050 usec
DE 6.00 usec
TE 297.7 K
01 2.00000000 sec
[155] 0.03000000 sec
DELTA 1.89999998 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

NUC1 13C

P1 10.50 usec
PL1 -0.81 0B
SFO1 75.4760505 MHz
======== CHANNEL f2 ====
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 0.10 dB
PL12 17.74 dB
PL13 17.74 a8
SF02 300.1312005 MHz
F2 - Processing parameters
SI 65536

SF 75.4877494 MHz
WOW EM

SSB 0

LB 1.00 Hz
G8 0

PC 1.40

10 NMR plot parameters

CX 20.00 cm
Cy 8.00 cm
FiP 200.50C ppm
Fi1 15131.28 Hz
Fap -5.50C ppm
F2 -415.07 Hz
PPMCM 10.30000 pom/cm
HZCM 777.31787 Hz/cm
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Current Data Parameters

NAME zql1-2011-84
EXPNO 1
PROCND 1

F2 - Acquisition Parameters

Date_ 20110727
Time 18 35
INSTRUM av300
PROBHD 5 mm ONP iH/13
PULPROG 2930

0 32768
SOLVENT coci3

NS 16

DS 0

SWH 5995.204 Hz
FIORES 0.182959 Hz
AQ 2 7329011 sec
RG 128

DW B3 400 uset
DE 6.00 usec
TE 298 1 K
b1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0 01500000 sec

1H
10.50 usec
L 0 10 0B
300.1321008 MHz

CHANNEL f1

F2 - Processing parameters

SI 32758
SF 300.1300065 Mhz
WOW EM
558 0
LB 0 10 nz
GB 0
PC 1.00

10 MMR plot parameters

Cx 20.00 cm
Ct t5.00 =m
F1P 16 D00 ppm
F1 4B02.08 hz
F2pP -0 500 ppm
F2 -150.06 Hz
PPMCM 0 B2500 pom,cm
HZICM 247 60725 Hz/tm
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16218
158.21
155.40
145.96
140.19
137.00

121.04

112 .49
40.60
0.39
0.18

39.97

4
4

39.76
39.55
39.34
35.38
34.92

31..88
31.16
29,81

Ny

2-(3,5-ditertbutyl-2-hydroxyphenyl)-4(3H)-quinazolinone

rent Data Paramete
2011-11-25 zandan—-ZD-5

ers

N

cquisition Par
20111
14

5 mm PABBO
PULER
TD
SOLVENT
N

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

dll
DELTA

TDO

CHANNEL f£2

180 170 160 150 140 130 120 110 100 90 80 70 60 50

S18
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@ mouol\t.ommo--mcnz'::):o’:ommmwo © N NTY@ONuONOo o urrent Data Parameters
~ NONWLUOOOVOOLAUNOMMO O I WN e o w NN ONOO N~ M NAME zql-2011-141
& ~ NDOD YO AUOMT AU DUDWNNUD W m oo NOM -~ T A OO
8 0 NNANN=—oe S ®EEs MmN ® BT A-moONRDDDS EXPN t
a & OO DD ODODINNNNNNNSNNNNN ™ N “mooocococoo PROCNO
F2 - Acquisition Parameters
Date_ 20111012
Time 15.03
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 2930
T0 32768
SOLVENT DMSO
NS 32
DS 0
SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 128
OW 83.400 usec
DE 6.00 usec
TE 287.1 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f] ========
NUC1 1H
P1 10.50 usec
PL1 0.10 dB
SFO1 300.1321009 MHz
F2 - Processing parameters
SI 32768
SF 300.1300016 MHz
WOW EM
SSB 0
LB 0.10 Hz
GB 0
PC 1.00
" J ﬂ , 10 NMR plot parameters
CX 20.00 cm
cY 100.00 cm
F1P 14.000 ppm
F1 4201.82 Hz
= 0o I=d i b=d f=4 = FeP -0.500 ppm
& Q SEEENE F ~150.06 Hz
o o aibe] 3l PPMCM 0.72500 ppm/cm
= HZCM 217.59425 Hz/cm
I T T » T-"*’T ¥ T T [ T T T I T N T I e ey ™ l T T T I T T T I 1
ppm 12 10 B 6 4 2 0

S19
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Current Data Parameters
NAME 2011-11-30 zandan-ZD-11
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111130
Time 12.04
INSTRUM spect
PROBHD 5 mm PABRO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 872
DS 0
SWH 24038.461
FIDRES 0.366798
AQ 1.3631988
RG 90.5
DW 20.800
DE 6.50
TE 300.0
D1 2.00000000
dill 0.03000000
DELTA 1.899959998
TDO 1
======== CHANNEL f1l ===
NUC1 NES |
P1 19.40 us
PL1 -1.00
SFC1 100.6228298
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 60.00
PL12 11.09
PL13 13.05
PL2 -2.00
SFO2 400.1316005
F2 - Processing parameters
SI 32768
SF 100.6127690
WDW EM
SSB 0
LB 2.00
GB 0
BC 1.40
g hie il & i) BRI (b Ry il 4 b i \{ thoedt 51 | my b/
1 i T b e l 1™ mw v " i@ K
k. | L I . | d [ ! i | I N I = | T i |
200 180 160 140 120 100 80 60 40 20 0 ppm

Hz
Hz
sec

usec
usec
K
sec
sec
sec

usec
dB
dB
dB
MHz

MHz

Hz
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Current Data Parameters

NAME zql-2011-142
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20111012
Time 15.09
INSTRUM 3v300
PROBHD 5 mm GNP 1H/13
PULPROG zg30

0 32768
SOLVENT OMSO

NS 32

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 128

DwW 83.400 usec
DE 6.00 usec
TE 297.1 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

== CHANNEL f1

SFO1 300.1321009 MHz
F2 - Processing parameters

S1 32768

SF 300.1300016 MHz
WOH EM

SSB 0

LB 0.10 Hz

G8 0

PC 1.00

1D NMR plot parameters

CX 20.00 cm

CY 80.00 cm
FiP 14.000 ppm
F1 4201 .82 Hz
Fap -0.500 ppm
F2 -150.06 Hz
PPMCM 0.72500 ppm/cm
HZCM 217.59425 Hz/cm
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k\\\\:\:>\\/) Current Data Parameters
NAME 2011-11-30 zandan-ZD-10
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111130
Time 14.58
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 684
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 90.5
DwW 20.800 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
Pl 19.40 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
= = CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 60.00 usec
PL12 11.09 dB
PL13 13.05 dB
PL2 -2.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127690 MHz
WDW EM
SSB 0
L 2.00 Hz
GB 0
rC 1.40
] i T I ! I : i d I ; | > I J I L I 3 I
160 140 120 100 80 60 40 20 0 ppm
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- 5 e G S ,:D;)Og:‘;l__ - . - o " Current Data Parameters
fos] NAUST N DO MLM@™ (=) (o)} ™~ < NAME 2q1-2011-88
o O =T DD MDA o ()] [4¥] o -
= [ts) — e 00O~ WN ) < o S] EXPND 1
Q 3V [= o J= o J= = L S Y S N S N m o — = PROCNO 1
1 1 ! 1
‘\‘\K\ \l ) / /)‘J ‘ | F2 - Acguis:ition Parameters
= \[/ i | Date_ 20110727
' Time 1568
TNSTRUM av300
PROBHD 5 mm ONP 1H/13
PULPROG 2930
m 32768
SOLVENT DMSO
NS 32
bS 9
SwH 5985 .204 Hz
F1DRFS 0.1B2959 H:
40 ©.7329011 sec
RG 128
DW 83.400 usec
DE 6 00 usec
TE 298.0 K
a1 1.00000000 sec
MCREST 2 00030000 ser
MCwWRK € 01500000 se:
s===szwe CHANNEL £1 s==2z==
NuC1 1
Pl 10.50 iser
; PLY 010 o8
| SFOS 300 1321009 MH?
| 2 Processing parametzrs
Q 51 32768
| SF 300.1300014 -2
WOwW EM
| SSR 0
| [ | 0.10 Hz
| I 0B 0
I | an 1.00
| ‘ ! JJI [
i J1 :‘ 10 WMk plot parsmeters
. I U e i v i g
() 12.00 cm
| j J il 1 FIP 14.000 ppm
\ 7 AR Fl 4201 82 Hz
Iz HIEEE
& ’;r‘:' e S peri=d 72 -150.06 Hz
g |CJﬁI ol il PPMCM 0 725C0 ppm/cm
= (=1 RSV R K | HZTM 217 59425 Hz/cm
' | I f 1 : 1 1 ' 1 i I ' 1
ppm iz 18 = C 4 ¢
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Current Data Parameters
NAME 2011-11-30 zandan-2D-6
EXPNO 2
PROCNO i
F2 - Acquisition Parameters
Date 20111130
Time 10.42
INSTRUM spect
PROBHD 5 mm PABBO BR-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 1024
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 90.5
pw 20.800 usec
DE 6.50 usec
TE 296.7 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl ========
NOC1 13
Pl 19.40 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL {2 ==s======
CPDPRG2 waltzlé
NUC2 1H
PCPD2 60.00 usec
PL12 11.09 dB
PL13 13.05 dB
PL2 -2.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.612769%0 MHz
WDW EM
SSB 0
LB 2.00 Hz
| N : o
er— " i iy i L stk PC 1.40
ATt 'lJrrlv—‘“‘;:' " S M S APAN A i ot iy
BT SRR R RER] AREAEALS] SRR AG TR N | gkl | bl Rl da ey | Rl i i i | dadaniid fabhdh ] bt b Reielis i
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm
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) v«f\vmomommng%rr;omouo Mo = T® ONONID —QWOW®Dma ~ current Data Parameters
™ M~~~ SN MUONNMUND ST O MW T I Wo T AT AUQUNCDOD@DUODMND NAME zql-2011-143
o DONTOM =D NITAND MmN o oo NDAUDONMNIT S O0ONDUD OO
& o MEmooHoRRe R OBBE Y MauBNY oMAduoaOOcSnSa BP0 t
Q o MOODONNNSNNNNSNNNNSNNSNNSSNS Mmoo el e PROCNO 1
l'\\ F2 - Acquisition Parameters
r | Date_ 20111012
Time 15.10
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 2930
0 32768
SOLVENT DMSO
NS B4
DS 0
SWH 5995.204 Hz
FIDRES 0.1B2959 Hz
AQ 2.7329011 sec
RG 128
DW 83.400 usec
DE 6.00 usec
TE 297.2 K
01 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f] ========
NUC1 1H
P1 10.50 usec
PL1 0.10 dB
L SFO1 300.1321009 MHz
F2 - Processing parameters
SI 32768
SF 300.1300016 MHz
WOW EM
SSB 0
L8 0.10 Hz
GB 0
PC 1.00
1D NMR plot parameters
L lm JL—-AJ U.__ CcX 20.00 cm
cy 200.00 cm
FiP 14 000 ppm
F1 4201.82 Hz
= ITe) olu|[«|s)ay Fap -0.500 ppm
g S S|T|8[R(8 F2 -150.06 Hz
2 - S IRIGIESIRY PPMCM 0.72500 ppm/cm
= HzCM 217.59425 Hz/cm
[ T T T T T T T I T T T T T T T T T T T I T T T T v T . I )
ppm 12 10 8 5) 4 2 0
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Current Data Parameters

NAME 2011-11-25 zandan-2ZD-8
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111125
Time 10.31
INSTRUM spect
PROBHD 5 mm PABBC BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 0
SWH 24036.461 Hz
FIDRES 0.366798 Hz
] AQ 1.3631988 sec
| RG 90.5
DW 20.800 usec
DE 6.50 usec
TE 296.8 K
D1 2.00000000 sec
11 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL {1l ========
NUC1 13C
Pl 19.40 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL {2 ========
CPDPRG2 waltzle
NUC2 1H
PCPD2 60.00 usec
PL12 11.09 dB
PL13 13.05 dB
PL2 -2.00 dB
SF02 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127690 MHz
WDW EM
SSB 4]
LB 2.00 Hz

GB 0
WO TTIRTI A URTIRRT P FOTTT R Y e gululiteabd b s g sk olie dbid it s il 4 WWWMWPC 1.40
. ! ot o) e P AT (9] i il b bop i \ ok 4 ' gul wh1, bite aidle 2l

L RAARARAASS AASAL R L L M L) RS ALS LS LSRR SRR ALY AR A RLARARARRS LARLRRRA BARARARAAS ARARARAALY RARAAALRS RSSERY
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91—3"%47%\

M- VDO ITONITN OO r\ZvD-—LIo—?;-rlnlia\ %Jan ~ . Current Data Parameters
WO~ NOUDLODNDOITAUNUNOLOWLNSOO O < 0 NAME zql-2011-79
- mmgv«gmmmv\mgwmmmmgv\o g % EXPNO 1
m ™ m m O T MM SN oD o 0
8 DMMOBODNSNNNNSSNODODS TS Q n o PROCND "
OO ONNSNNSENASENNSEANENSENSNSNNSNNASESRSDS -t o
F2 - Acquisition Parameters
Date_ 20110708
Time 11.22
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 2930
10 32768
SOLVENT CcoOC13
NS 32
DS 0
SWH 5995.204 Hz
FIORES 0.182959 Hz
AG 2.7329011 sec
RG 128
DW B3.400 usec
DE 6.00 usec
TE 297.3 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f] ========
NUCY 1H
P1 10.50 usec
PL1 0.10 dB
SFO1 300.1321009 MHz
F2 - Processing parameters
S1 32768
SF 300.1300061 MHz
WOW EM
SSB 0
LB 0.10 Hz
GB 0
PC 1.00
L k L 10 NMR plot parameters
N . e ~ - CX 20.00 cm
Cy 10.00 cm
FIP 12.000 ppm
/ \ F1 3601.56 Hz
— ™ ol ([=lvlnlo Fep -0.500 ppm
g 2 SIS F2 -150.06 Hz
2 w0 o e e PPMCH 0.62500 ppm/cm
= = U HZCM 187.58125 Hz/cm
"_ | . __Y__"l__r_' T a > 'I - P 2 I e i ai i 3 *‘ e . B AR = I gt 1 '_V—T—
ppm 10 8 6 4 2 0
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Current Data Parameters

NAME 2q1-2011-177
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20111121

Time 9.34
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 29pg

T0 65536
SOLVENT coc13

NS 512

0s 4

SWH 22675.736 Hz
FIDRES 0.346004 Hz
AQ 1.4451188 sec
RG 8192

OW 22.050 usec
DE 6.00 usec
TE 295.3 K

01 2.00000000 sec
da11 0.03000000 sec
OELTA 1.83939998 sec
MCREST 0.00000000 sec
MCWRK 001500000 sec
======== CHANNEL f§ ========
NUC1 13C

Pl 10.50 usec
PL1 -0.81 dB
SFO1 75.4760505 MHz
======== CHANNEL {2 ========
CPOPRG2 waltz16

Nuc2 1H
PCPD2 80.00 usec
PL2 0.10 dB
PLI2 17.74 d8
PL13 17.74 d8
SF02 300.1312005 MHz

F2 - Processing parameters

ST 65536
SF 75.4677516 MHz
WOW EM
SSB 0
L8 1.00 Hz
G8 0
PC 1.40

10 NMR plot parameters

CX 20.00 cm

cy 4.00 cm

Fip 200.500 ppm

F1 15131.28 Hz

Fap -5.500 ppm
F2 -415.07 Hz
PPMCM 10.30000 ppm/cm
HZCM 777.31787 Hz/cm
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n\or\mﬂwmvvvw«l\n\mmnr)\ktgnu%%!acgwa - - DO DO Current Data Parameters
ON O AU - DYTONDWO —O YV -0 moD SN OoOMON 0o N~N@ NAME zql-2011-80
. OSN S OORNOONOOOLOOO TN VWK WO WM NSO~ ON DN O
= Kidm L RRELE b B R W AL R © 0060 0E8S EXPND t
= SO@DNNNANRNNNSNNNNSNSSSOOOO —- - 0000 PROCNO 1
I
F2 - Acquisition Parameters
Date _ 20110708
Time 11.27
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 2930
T0 32768
SOLVENT CcDC13
NS 32
DS 0
SWH 5995.204 Hz
FIORES 0.182959 Hz
AQ 2.7329011 sec
RG 128
DKW 83 400 usec
DE 6.00 usec
TE 297.2 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
=s===ss= CHANNEL f{ ======a=x
NUC1 1H
P1 10.50 usec
PL1 0.10 dB
SFO1 300.1321009 MHz
F2 - Processing parameters
SI 32768
SF 300.1300061 MHz
WOW EM
5SB 0
LB 0.10 Hz
68 0
PC 1.00
L 1D NMR plot parameters
— A . CX 20 00 cm
cY 10.00 cm
FiP 12.000 ppm
F1 3601.56 Hz
- {a} o D0 o FapP -0 500 ppm
& o al [2|8[3 S Fo -150.06 He
o = il e - PPMCM 0.82500 ppm/cm
£ 2w s HZCM 187 58125 Hz/cm
I' o T r T T Sk ' i B L S ‘l = T j T T "'I"T—T—'—I—T'" I'
ppm 10 8 6 4 2 0
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Current Data Parameters

NAME 2q1-2011-179
EXPNO 2
PROCNO 1

F2 - Acquisation Parameters

Date_ 20111115

Time 16.34
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG 29pg

0 65536
SOLVENT coc13

NS 512

0S 4

SHH 22675.736 Hz
FIDRES 0.346004 Hz
AQ 1.4451188 sec
RG 8192

OW 22.050 usec
DE 6.00 usec
TE 294.6 K

D1 2.00000000 sec
di1 0.03000000 sec
DELTA 1.89939998 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 13C

P1 10.50 usec
PL1 -0.81 a8
SFO1 75.4760505 MHz

2z====== CHANNEL 2 ========

CPDPRG2 waltz16
Nuc2 1H
PCPD2 80.00 usec
PL2 0.10 d8
PL12 17.74 dB
PL13 17.74 dB
SF02 300.1312005 MHz

F2 - Processing parameters

SI 65536

SF 75.4677517 MHz
WO EM
SSB 0

LB 1.00 Hz
GB 0

PC 1.40

10 NMR plot parameters

CX 20.00 cm

cY 6.00 cm

F1P 200.500 ppm

F1 15431.28 Hz

FoP -5.500 ppm

F2 -415.07 Hz
PPMCM 10.30000 ppm/cm
HZCM 777.31787 Hz/cm
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7.7281
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7. 5657
74682
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7. 4414
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2.0301
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2.0847

.2940

.2830
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0.8695
0.8617
0.8473
0.8242

1
1

) Aol

Current Data Parameters

NAME zql-2012-149
EXPNO 1
PROCND 1

F2 - Acquisition Parameters

Date_ 20120821

Time 11.30
INSTRUM av300
PROBHD 5 mm GNP 1H/13
PULPROG zg30

1D 32768
SOLVENT DOMS0

NS 16

DS 0

SWH 58595.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 128

D B83.400 usec
DE B.00 usec
TE 297.7 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
==s====== CHANNEL f1 ===s====
NUC1 1H

P4 10.50 usec
PL1 0.10 ¢B
SFO1 300.1321009 MHz

F2 - Processing parameters

51 32768

SF 300.1300018 MHz
WOW EM

558 0

LB 0.10 Hz

GB 0

PC 1.00

1D NMR plot parameters

CX 20.00 cm

CY 120.00 cm
Fip 14 .000 ppm
F1 4201 .82 Hz
Fep -0.500 ppm
F2 -150.06 Hz
PPMCM 0.72500 ppm/cm
HZCM 217.59425 Hz/cm
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ppm

162.004
157.710

149.035

150

134.448
126.876
126.076
125.807
120.834

B19
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e

H

40.347
40.076
39.799
39.520
39.243
38.964
38.685
34.590
30.858
26.644
21.941
13.953

-1

/

T —

Current Data Parameters

NAME zgl-2012-149
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters

Date _ 20120821

Time 11.36
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG 29pg
1D 65636
SOLVENT DMSO
NS 126
DS 4
SWH 22675.736
FIDRES 0.346004
AQ 1.4451188
RG 8192
ou 22.050
DE 6.00
TE 298.1

D1 2.00000000
d11 0.03000000
DELTA 1.89999998
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f1 ==

NUC1 13C
P1 10.50
PL1 -0.81

SFo1 75.4775598
======== CHANNEL f2 ====
CPDPRG2 waltz16
Nuc2 1H
PCRD2 80.00
PL2 0.10
pLi2 17.74
PL13 17.74

SF02 300.1312005

aB

F2 - Processing parameters

SI 65536
SF 75.4877732
WOW EM
SSB 0
LB 1.00
GB 0
PC 1.40

1D NMR plot parameters

Cx 20.00
CY 3.00
F1P 200.500
F1 15131 .29
Fop -5 500
F2 -415.07
PPMCH 10.30000
HZCM 4 777.31812

MHz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm



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

QWA

)
5
J

=~
<
V‘ <I‘

8.237
B.217
7.902
7.883
7.864
7.736
17415
7.620
7.601
7.582
7.520
7:503
7.48

7.471
7 428
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7.240
T:225
7.207
7192
6.927
6.910
5.194
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Current Data Parameters

NAME 2011-11-25 zandan-ZD-B
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111125
Time 12..37
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT DMSO
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 64
DW 60.800 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
TDO i 7
======== CHANNEL fl ========
NUC1 1H
Pl 13.30 usec
PL1 -2.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300006 MHz
WDW EM
SSB 0
LB 0.60 Hz
GB 0
PC 1.00
R o . l
R ABREnas nas s s s sy e RAaRs A I B R B i REaa sy
10 9 8 F 6 5 4 3 2 1 0 ppm
w(m o v}
ool ce|°]
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Current Data Parameters
NAME 2011-11-25 zandan-2D-B
EXPNO
PROCNC 1
F2 - Acquisition Parameters
Date 20111125
Time 11.54
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 293
DS (0]
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 90.5
DW 20.800 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO .
======== CHANNEL fl ========
NUC1 13C
Pl 19.40 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 =s==s===
CPDPRG2 waltzlé
_ NUC2 1H
PCPD2 60.00 usec
PL12 11.09 dB
PL13 13.05 dB
PL2 -2.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127690 MHz
WDW EM
SSB 0
LB 2.00 Hz
GB 0
\ e \ PC 1.40

TR R N TV S F R I T G T TR [T TP S e 3 FId T f V[0 o T PR L LET A T Bl TR TERT ] 297 VT GAd | HEa X T GITd [ RIAS § Gl [ TFRrT TG T PR A [T X TR TP ¥
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Fa ]
= T OD =MD MM D o Current Data Parameters
. 8 85z35585: 85508 g & WO 012011204
= =0 WM OE 0NN m - ExPhD 1
a o T T S S m u PROCN) 1
F2 = Mcouisition Parameters
Date_ 20111227
Ting 10.34
INSTRUM av300
PROBHD 5 mm OMP 10/13
B PULPROG 30
O 327eR
SOLVENT om0
NS 2
s 1]
Sia 5965 204 W
FIDRES 0. 182955 W
AQ 2.7328011 sec
AG 128
oW B3 400 usec
DE .00 usec
TE 289.4 K
o 1 00200000 sec
HCREST 0.00000000 sec
MCWRK 001500000 sec
YTy ml 1‘1 LTI I
HUCY IH
P1 10.50 usec
Py 0.10 oB
5o 300. 1321009 Mz
F2 - Processing parasciers
51 22768
5 300. 1300013 MHz
WOW [
558 [}
L8 0.10 He
] i
' PC 1.00
A 10 MR plot porameiers
. - oy = =~y
| ; = 1200 c»
] FIP 16.000 pps
B " v _IE F1 4802 08 W
= Blal= Fap =0.500 ppn
% @ =4 1 -4 15 % F2 =150 06 Hr
z B i o . ) PPMCM 0 82500 pem/cm
I' e — ¥ E -y L T 'I' ' L ™ | i L L} s 1 . L) * n i -I—— | i - 'I_r"l_ ™ T B SR B T—' ch- -EMTSO?HMH:E
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