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General remarks:

All Chemicals were commercial available and were used without further purification. NMR-data was recorded by a Bruker
ARX 300 and Bruker ARX 400 spectrometers. '3C- and 'H-spectra were referenced to deuterated solvent signals. Peaks were
characterized as singlet (s), doublet (d), doublet of doublet (dd), triplet (f), doublet of triplets (dt), quartet (q) and multiplet (m).
Gas-chromatographie-mass-analysis was measured by an Agilent HP-5890 with Agilent HP-5973 Mass Selective Detector
(El) and HP-5-capillary column using helium as carrier gas. Column-chromatographie was carried out using Merck 60 Silica-
Gel (0.043 - 0.06 mm) and distilled solvents were used.

General experimental procedure:

KOH/ H2o

100 °C/ 8h

2-Phenyl-2,3-dihydroquinazolin-4(1H)-one

H-NMR (250 MHz, DMSO-dg): & = 8.28 (s, 1H, NH(3)), 7.61 (dd, 1H, 3J = 7.8 Hz, 4J = 1.6 o
Hz, (CH(5)), 7.49 (dd, 2H, 3J = 7.9 Hz, *J = 1.9 Hz, CH(10 + 14)), 7.45 - 7.29 (m, 3H, CH(11 5
+12 +13)), 7.24 (ddd, 1H, 3J = 8.1 Hz, 3J = 7.2 Hz, 3J = 1.6 Hz, CH(7)), 7.11 (s, 1H, NH(1)), 6 _J28
6.78 - 6.72 (m, 1H, CH(8)), 6.71 - 6.63 (m, 1H, CH(6)), 5.75 (t, 1H, 3J = 1.9 Hz, CH(2)); '3C- 14
NMR (63 MHz, DMSO-ds): 3 = 163.6 (C=0(4)), 147.8 (Cquer(82)), 141.6 (Cquan(9)), 1333 9 13
(CH(7)), 128.4 (CH(12)), 128.3 (CH(11 + 13)), 127.3 (CH(5)), 126.8 (CH(10 + 14)), 117.1 8 SaH 2
(CH(6)), 114.9 (Cquan(4a)), 114.4 (CH(8)), 66.5 (CH(2)) ppm; MS: (EI, 70 eV) m/z (%) = 224 10 12
(IMI¥, 19), 223 (27), 147 (100), 120 (42), 119 (15), 104 (10), 92 (29), 77 (20), 65 (14), 64

(10), 51 (15).

2-Phenyl-7-chloro-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (300 MHz, DMSO-dg): & = 8.47 (s, 1H, NH(3)), 7.54 (d, 1H, 4J = 2.6 Hz, CH(8)), 4

7.50 — 7.45 (m, 2H, CH(10 +14)), 7.44 — 7.34 (m, 3H, CH(11 + 12 + 13)), 7.34 — 7.32 (m, 6 4 "NH

1H, NH(1)), 7.28 (dd, 1H, 3J = 8.7 Hz, 4J = 2.7 Hz, CH(6))), 6.78 (d, 1H, 3J = 8.7 Hz, 9
CH(8)), 5.78 (dd, 1H, 3J = 1.9 Hz, 3J = 1.9 Hz, CH(2)) ppm; 3C-NMR (75 MHz, DMSO-dg): Cl 8aN"2 13
8 = 162.4 (C=0(4)), 146.6 (Cquar(8a)), 141.2 (Cquan(9)), 133.1 (Cquar(7)), 128.6 CH(12)), H
128.4 (CH(11 + 13)), 126.8 (CH(10 + 14)), 126.4 (CH(5)), 120.7 (CH(8)), 116.4 CH(8)), 10 12
116.0 (Cquan(4a)), 66.4 (CH(2)) ppm; MS: (EI, 70 eV) miz (%) = 259 ([M]*, 10), 258 (20), 11

257 (27), 183 (37), 182 (14), 181 (100), 156 (18), 155 (11), 154 (46), 153 (15), 126 (26), 104 (17), 90 (10), 77 (27), 63 (18), 51
(19).

2-Phenyl-6-chloro-2,3-dihydroquinazolin-4(1H)-one

'H-NMR (300 MHz, DMSO-ds): d = 8.49 (s, 1H, NH(3)), 7.54 (d, 1H, 4J = 2.6 Hz, CH(5)), 5 ?

7.50 — 7.45 (m, 2H, CH(10 + 14)), 7.44 — 7.35 (m, 3H, (CH(11 + 12 + 13)), 7.34 (s, 1H, Cl 4 4> NH

NH(1)), 7.28 (dd, 1H, 3J = 8.7 Hz, 4J = 2.6 Hz, CH(7)), 6.78 (d, 1H, 3J = 8.7 Hz, CH(8)), 14

5.78 (dd, 1H, 3J = 1.8 Hz, 3J = 1.8 Hz, CH(2)) ppm; 3C-NMR (75 MHz, DMSO-dg): & = 7 BN "2 9 13

162.4 (C=0), 146.6 (Cquar(8a)), 141.2 (Cquar(9)), 133.1 (Cquart(6)), 128.6 (CH(12)), 8 a H

128.4 (CH(11 + 13)), 126.8 (CH (10 + 14)), 126.4 CH(5)), 120.7 (CH(7)), 116.4 (CH(8)), 10 12

116.0 (Cquari(4a)), 66.4 (CH(2)) ppm; MS: (El, 70 eV) m/z (%) = 259 ([M]*, 10), 258 (23), 1

257 (27), 183 (30), 182 (11), 181 (100), 156 (12), 155 (10), 154 (34), 153 (18), 126 (22),

125 (10), 104 (12), 99 (10), 90 (11), 77 (24), 75 (10), 63 (16), 51 (15).

2-Phenyl-5-fluoro-2,3-dihydroquinazolin-4(1H)-one F (@)

"H-NMR (300 MHz, DMSO-ds): d = 8.33 (s, 1H, NH(3)), 7.51 — 7.45 (m, 3H, CH(10 + 14) + 6 4 4 "NH

NH(1)), 7.44 — 7.34 (m, 3H, CH(11 + 12 + 13)), 7.21 (ddd, 1H, 3J = 8.2 Hz, 3J=8.2 Hz, 4J = 14

5.8 Hz, CH(7)), 6.59 (ddd, 1H, 3J = 8.2 Hz, “J = 0.7 Hz, 5J = 0.7 Hz, CH(8)), 6.39 (ddd, 1H, 7 8aN"2 9 13
8

10 12



3J=11.5 Hz, 3J = 8.1 Hz, 4J = 1.0 Hz, CH(6)), 5.70 (dd, 1H, 3J = 1.9 Hz, 3J = 1.9 Hz, CH(2))) ppm; 3C-NMR (75 MHz, DMSO-
de): & = 162.3 (d, 'J = 256.7 Hz, CF(5)) , 160.9 (d, 3J = 2.7 Hz, C=0(4)) , 150.2 (d, 3J = 4.0 Hz, Cquar(8a)), 141.0 (Cquarn(9)) ,
134.1 (d, 3J = 11.5 Hz, (CH(7)), 128.6 (CH(12)) , 128.4 (CH(11 + 13)) , 126.9 (CH(10 + 14)) , 110.5 (d, 4J = 3.4 Hz, CH(8)),
104.5 (d, 2J = 21.3 Hz, CH(6)), 103.83 (d, 2J = 9.3 Hz, Cquan(4a)), 66.0 (CH2)) ppm; MS: (El, 70 eV) m/z (%) = 242 ([M]*, 20),
241 (29), 166 (11), 165 (100), 138 (59), 137 (16), 110 (31), 82 (10), 77 (21), 51 (14).

2-Phenyl-6-methyl-2,3-dihydroquinazolin-4(1H)-one 1)

1H-NMR (300 MHz, DMSO-ds): & = 8.24 (s, 1H, NH(3)), 7.51 — 7.46 (m, 2H, CH(10 + 14)),  Me 4

7.44 —7.26 (m, 4H, CH(5 + 11 + 12 + 13)), 7.07 (dd, 1H, 3J = 8.2 Hz, 4J = 1.9 Hz, CH(7)), 4 NH
6.92 (s, 1H, NH(1)), 6.66 (d, 1H, 3J = 8.2 Hz, CH(8)), 5.70 (dd, 1H, 3J = 1.9 Hz, CH(2)), 2.18 7 9 13
(s, 3H, CHs) ppm; 13C-NMR (75 MHz, DMSO-ds): & = 163.7 (C=0(4)), 145.7 (Cquan(8a)), 5 8a ” 2

141.7 (Cquar(9)), 134.1 (Cquan(6)), 128.4 (CH(12)), 128.3 (CH(11 + 13)) 127.2 (CH5)), 126.9 10 19
(CH(10 + 14)), 125.8 (CH(7)), 115.0 (Cquan(4a)), 114.6 (CH(8)), 66.7 (CH(2)), 20.1 (CHs)

ppm; MS: (El, 70 eV) m/z (%) = 238 ([M]*, 25), 237 (30), 236 (11), 162 (10), 161 (100), 134 11

(35), 133 (26), 106 (17), 79 (10), 78 (14), 77 (36), 51 (18).

2-Phenyl-6,7-dimethoxy-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (400 MHz, DMSO-ds): & = 8.05 (s, 1H, NH(3)), 7.53 — 7.45 (m, 2H, CH(10 +
14)), 7.43 — 7.29 (m, 3H, CH(11 + 12 + 13)), 7.11 (s, 1H, CH(5)), 6.79 (s, 1H, NH(1)), 24 NH

6.37 (s, 1H, CH(8)), 5.68 (dd, 3J = 1.9 Hz,3J = 1.9 Hz, 1H, CH(2)), 3.72 (s, 3H, OMe), 14
3.67 (s, 3H, OMe) ppm; '3C-NMR (101 MHz, DMSO-ds): 5 = 163.8 (C=0(4)), 153.9 MeO NGO 13
(Cquart(7)), 143.6 (Cquart(8a)), 141.7 (Cquart(9)), 141.5 (Cquan(6)), 128.4 (CH(12)), 128.2 8 H

(CH(11 + 13)), 126.8 (CH(10 + 14)), 109.8 (Cquarn(4a)), 106.6 (CH(5)), 97.9 (CH(8)), 66.9 10 12
(CH(2)), 55.8 (C(OMe)), 55.4(C(OMe)) ppm; MS: (EI, 70 eV) m/z (%) = 285 (13), 284 11
(IM]*, 61), 283 (35), 282 (31), 267 (29), 208 (16), 207 (100), 191 (12), 180 (39), 179

(23), 164 (21), 152 (10), 136 (24), 106 (14), 104 (27), 77 (26), 51 (13).

2-Phenyl-2,3-dihydropyrido[2,3-d]pyrimidin-4(1H)-one O

TH-NMR (300 MHz, DMSO-de): & = 8.60 (s, 1H, NH(3)), 8.14 (dd, 1H,3J=4.9 Hz, 4/ =2.0Hz, 6" 4 NH
CH(7)), 8.01 (s, 1H, NH(1)), 7.90 (dd, 1H, 3J = 7.5, 4J = 2.0 Hz, CH(5)), 7.62 — 7.14 (m, 5H, |

CH(10 + 11 + 12 + 13 + 14)), 6.70 (dd, 1H, 3J = 7.5 Hz, % = 4.9 Hz, CH(6)), 5.83 (dd, 1H,3J = T N\FBSN"2~ 13
2.5 Hz, 3J = 2.5 Hz, CH(2)) ppm; "*C-NMR (75 MHz, DMSO-dg): & = 162.8 (C=0(4)), 157.5 H

(Cquart(8a)), 152.9 (CH(7)), 142.3 (Cquan(9)), 135.7 (CH(5)), 128.4 (CH(12)), 128.3 (CH(11 + 13)), 10 12
126.3 (CH(10 + 14)), 113.8CH(6)), 109.5 (Cquari(4)), 65.1 (CH(2)) ppm; MS: (El, 70 V) m/z (%) 11

= 225 (IMJ*, 14), 224 (26), 148 (100), 121 (27), 93 (28), 77 (17), 51 (14).

2-Cyclohexyl-2,3-dihydroquinazolin-4(1H)-one

"H-NMR (400 MHz, DMSO-de): d = 7.87 (s, 1H, NH(3)), 7.55 (dd, 1H, 3J = 7.7 Hz, 4J = 1.6 Hz,

CH(5)), 7.23 — 7.16 (m, 1H, CH(7)), 6.74 (dd, 1H, 3J = 8.2 Hz, 4J = 1.1 Hz, CH(8)), 6.60 (ddd, 0]
1H, 8J = 7.4 Hz, 3J = 7.3 Hz, 4J = 1.1 Hz, CH(6)), 6.55 (s, 1H, NH(1)), 4.44 (ddd, 1H, 3J = 4.2 5
Hz, 3J = 1.9 Hz, 3J = 1.9 Hz, CH(2)), 1.77— 1.04 (m, 11H, CH,(Cy)) ppm; '3C-NMR (101 MHz, 6 4 "NH
DMSO-dg): 6 = 163.7 (C=0(4)), 148.3 (Cquart(8a)), 133.0 (CH(7)), 127.2 (CH(5)), 116.4 (CH(6)), 14
114.8 (Cquart(4a@)), 114.1 (CH(8)), 68.6 (CH(2)), 42.9 (CH»(Cy)), 27.0 (CH2(Cy)), 26.7 (CHx(Cy)), 7 8aN"2 9 13
25.9 (CH2(Cy)), 25.6 (CH2(Cy)), 25.6 (CH2(Cy)) ppm; MS: (El, 70 eV) m/z (%) = 148 (10), 147 8 H

(100), 92 (10). 10 12

2-Isopropyl-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (400 MHz, DMSO-dg): & = 7.86 (s, 1H, NH(3)), 7.57 (dd, 3J = 7.8 Hz, 4J = 1.6 Hz, 1H, 5.4

CH(5)), 7.20 (ddd, 1H, 3J = 8.5 Hz, 3J = 7.2 Hz, 4J =1.7 Hz, CH(7)), 6.75 (dd, 1H, 3J = 8.2 Hz, /= 6 4> NH

1.0 Hz, CH(8)), 6.62 (ddd, 1H, 3J = 7.5 Hz,3J = 7.4 Hz J = 1.1 Hz, CH(6)), 6.51 (s, 1H, NH(1)), M
4.54 — 4.49 (m, 1H, CH(2)), 1.86 (m, 1H, CH(9)), 0.94 (d, %J = 6.9 Hz, 3H, CHs), 0.92 (d,3J=6.8 ' N2 Me
Hz, 3H, CHs) ppm; 3C-NMR (101 MHz, DMSO-d): & = 163.9 (C=0(4)), 148.5 (Cquan(8a)), 133.0 8

(CH(7)), 127.2 (CH(5)), 116.5 (CH(6)), 114.7 (Cquan(4a)), 114.1 (CH(8)), 69.2 (CH(2)), Me
32.7 (CH(9)), 16.9 (CH3), 16.6 (CH3) ppm; MS: (EI, 70 eV) m/z (%) = 147 (100), 92 (11),
65 (8).

2-(4-Isopropylphenyl)-2,3-dihydroquinazolin-4(1H)-one




1H-NMR (400 MHz, DMSO-ds): & = 8.21 (s, 1H, NH(3)), 7.61 (dd, 1H, 3J = 7.8 Hz, 4J = 1.6 Hz, 1H, CH(5)), 7.46 — 7.37 (m, 2H,
CH(10 + 14)), 7.32 — 7.18 (m, 3H, CH(11 + 13 + 7), 7.05 (s, 1H, NH(1)), 6.79 — 6.70 (m, 1H, CH(8)), 6.71 — 6.63 (m, 1H,
CH(6)), 5.76 — 5.67 (m, 1H, CH(2)), 2.88 (h, 1H, 3J = 6.9 Hz, CH(15)), 1.19 (d, 6H, 3J = 6.9 Hz, CH3) ppm; '3C-NMR (75 MHz,
DMSO-dg): 8 = 163.7 (C=0(7)), 148.8 (Cquan(12)), 148.0 (Cquar(9)), 139.0 (Cquar(8a)), 133.3 (CH(7)), 127.4 (CH(5)), 127.0
(CH(11 + 13)), 126.3 (CH(10 + 14)), 117.1 (CH(6)), 115.0 (Cquar(4a)), 114.4 (CH(8)), 66.6 (CH(2)), 33.26 (CH(15)), 23.9 (CHs)
ppom; MS: (El, 70 eV) m/z (%) = 266 ([M]*, 28), 265 (53), 249 (13), 148 (12), 147 (100), 120 (46), 119 (13), 92 (27), 91 (10),

77 (12), 65 (12).

Crystal data and structure refinement for 2-(4-isopropylphenyl)-2,3-dihydro-quinazolin-4(1H)-one

Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group (H.M.)
Unit cell dimensions

C47H1gN20O
266.33
150(2) K
1.54178 A
monoclinic
P21/C

a=13.7868(3) A 1 =90.00°.

b = 9.5016(2) AB = 104.522(1)°.

Volume

z 4
Density (calculated)
Absorption coefficient
F(000)

Crystal size

0 range for data collection
Index ranges

Reflections collected
Independent reflections
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [l > 20(1)]

R indices (all data)

c=10.9971(3) Ay =90.00°.
1394.56(6) A®

1.269 Mg/m3
0.628 mm-!
568
0.44 x 0.42 x 0.08 mm?3
3.3110 63.68°
-16<shs<14,-6<k<11,-12<h<12
9161
2282 [R(int) = 0.0225]
Semi-empirical from equivalents
1.000 and 0.903
Full-matrix least squares on F?2
2282/0/191
1.042
R1 =0.0329, wR2 = 0.0857
R1 =0.0349, wR2 = 0.0878

2-(3,4-Dichlorophenyl)-2,3-dihydroquinazolin-4(1H)-one

H-NMR (400 MHz, DMSO-dg): & = 8.42 (s, 1H, NH(3)), 7.72 (d, 1H, 4J = 2.0 Hz, CH(14)),
7.66 (d, 1H, 3J = 8.3 Hz, CH(11)), 7.61 (dd, 1H, 3J = 7.7 Hz, 4J = 1.6 Hz, CH(5)), 7.47 (dd,
1H, 3J = 8.3 Hz, 4J = 2.1 Hz, CH(7)), 7.29 — 7.22 (m, 2H, NH(1) + CH(10)), 6.79 — 6.74 (m,
1H, CH(8)), 6.72 — 6.65 (m, 1H, CH(6)), 5.80 (dd, 1H, 3J = 2.3 Hz, 3J = 2.3 Hz, CH(2)) ppm;
13C-NMR (101 MHz, DMSO-dg): 5 = 163.4 (C=0(4)), 147.3 Cquan(8a)), 143.0 (Cquar(9)),
133.5 (CH(7)), 130.9 (Cquart(13)), 130.8 (Cquan(12)), 130.6 (CH(11)), 128.9 (CH(5)), 127.4
(CH(14)), 127.0 (CH(10)), 117.5 (CH(6)), 114.9 (Cquar(4a)), 114.5 (CH(8)), 65.0 (CH(2))
ppm; MS: (El, 70 eV) m/z (%) = 294 (10), 293 (12), 292 ([M]*,15), 291 (16), 148 (10), 147
(100), 120 (44), 119 (21), 92 (30), 65 (12).

2-(4-(Dimethylamino)phenyl)-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (400 MHz, DMSO-ds): & = 8.07 (s, 1H, NH(3))), 7.61 (dd, 3J = 7.7 Hz, *J =

1.6 Hz, 1H (CH(5)), 7.33 — 7.27 (m, 2H, CH(10 + 14)), 7.22 (ddd, 1H, 3J = 7.9 Hz, 5

3J=7.1Hz, 4J = 1.6 Hz, CH(7)), 6.91 (s, 1H, NH(1))), 6.75—-6.69 (m, 3H, CH8 + g
11 + 13)), 6.69 — 6.63 (m, 1H, CH(6)), 5.65 — 5.62 (m, 1H, CH(2)), 3.34 (s, 6H,

CHs) ppm; *C-NMR (101 MHz, DMSO-dg): 5 = 163.8 (C=0(4)), 150.7 (Cquar(9)), 7
148.2 (Cquar(8a)), 133.1 (CH(7)), 128.7 (CH(5)), 127.7 (Cquar(12)), 127.3(CH(10 +

14)), 116.9 (CH(6)), 115.0 (Cquan(4a)), 114.4 (CH(8)), 111.9 (CH(11 + 13)), 66.6
(CH(2)), 40.16 (CH3) ppm; MS: (EI, 70 eV) m/z (%) = 266 ([M-HJ*, 18), 265 (100),

264 (45), 146 (21), 145 (18), 119 (18).

2-(Pyridin-3-yl)-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (300 MHz, DMSO-dg): & = 8.66 (d, 1H, 4J = 2.3 Hz, CH(10)), 8.55 (dd, 3J = 4.8 Hz,
4J =1.7 Hz, CH(12)), 8.40 (s, 1H, NH(3)), 7.89 (dd, 3J = 8.0 Hz, 4J = 2.0 Hz, CH(14)), 7.63
(dd, 1H, 3J = 7.8 Hz, *J = 1.6 Hz, CH(5)), 7.43 (ddd, 1H, 3J = 8.0 Hz,3J = 4.8 Hz, J = 0.9
Hz, CH(13)), 7.27 (ddd, 1H, 3J = 8.5 Hz,3J = 7.2 Hz, 4J = 1.6 Hz, CH(7)), 7.18 (s, 1H,
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NH(1)), 6.84 — 6.66 (m, 2H, CH(8 + 6)), 5.85 (dd, 1H, 3J = 1.8 Hz, 3J = 1.8 Hz, CH(2)) ppm; 13C-NMR (101 MHz, DMSO-ds): &
= 163.6 (C=0(4)), 149.7 (CH(10), 148.4 (CH(12)), 147.7 (Cquar(8a)), 136.8 CH(14)), 134.7 (Cquan(9)), 133.6 (CH(7)), 127.4
(CH(5)), 123.6 (CH(13)), 117.6 (CHS)), 115.0 (Cquar(4a)), 114.6 (CH(4)), 64.7 (CH(2)) ppm; MS: (El, 70 eV) m/z (%) = 225
(IMT*, 15), 242 (12), 148 (11), 147 (100), 120 (35), 119 (19), 92 (31), 65 (14), 64 (11), 63 (11), 51 (18).

2-(4-(Trifluoromethoxy)phenyl)-2,3-dihydroquinazolin-4(1H)-one 5 0

4
TH-NMR (300 MHz, DMSO-d): & = 8.37 (s, 1H, NH(3)), 7.68 —7.60 (m, 3H, CH(5+ 10+ 6 4 "NH
14)), 7.40 (ddd, 2H, 8J = 7.8 Hz, 3J = 2.1 Hz, 5J = 1.1 Hz, CH(11 + 13)), 7.26 (ddd, 1H, 3J 7 9 14
=8.1 Hz, 3J=7.2 Hz,%J = 1.6 Hz, CH(7)), 7.18 (s, 1H, NH(1)), 6.77 (dd, 1H, 3J = 8.2 Hz, 8a N2 13
4J=1.0 Hz, (CH8)), 6.74 — 6.66 (m, 1H, CH(6)), 5.83 (dd, 1H, 3J = 1.9 Hz,3J = 1.9 Hz, 8 H

CH(2)) ppm; 3C-NMR (75 MHz, DMSO-ds): 5 = 163.6 (C=0(4)) , 148.4 (d, 3J = 1.7 Hz, 10N > 0CF,
Cauart(12)), 147.7 (Cquari(82)), 141.0 (Cquan(9)), 133.5 (CH(7)) , 129.0 (CH(10 + 14), 127.4 1

(CH(5)) , 121.02 (CH(11 + 13), 120.11 (g, 'J = 256.3 Hz, OCF3), 117.4 (CH(6)) , 114.9
(Cquar(4a)), 114.5 (CH(8)) , 65.9 (CH(2)) ppm; '9F-NMR (282 MHz, DMSO-dg): & = -56.47 (s, OCF3) ppm; MS: (El, 70 eV) m/z
(%) = 308 ([M]*, 32), 307 (45), 188 (10), 148 (10), 147 (100), 120 (63), 119 (27), 95 (10), 92 (44), 91 (10), 69 (24), 65 (20), 64
(16), 63 (15).

2-(4-Methoxyphenyl)-2,3-dihydroquinazolin-4(1H)-one

H-NMR (300 MHz, DMSO-dg): 5 = 8.21 (s, 1H, NH(3)), 7.62 (dd, 1H, 3J = 7.8 Hz, 4J = 1.6 0

Hz, CH(5)), 7.48 — 7.38 (m, 2H, CH(10 + 14)), 7.24 (ddd, 1H, 3J = 8.1 Hz, 3J = 7.2 Hz, 4J = 5

1.6 Hz, CH(7)), 7.05 (s, 1H, NH(1)), 6.99 — 6.90 (m, 2H, CH(11 + 13)), 6.75 (ddd, 1H, 3J= ¢ 43 NH

8.2 Hz, 4J=1.1,5J = 0.5 Hz, CH(8)), 6.68 (ddd, 1H, 3J = 7.7 Hz, 3J = 7.2 Hz, *J = 1.1 Hz, 14
CH(6)), 5.72 (dd, 1H, 3J = 1.7 Hz,3J = 1.7 Hz, CH(2)), 3.74 (s, 3H, CH3) ppm; "3C-NMR 7 9
(101 MHz, DMSO-d): 5 = 163.7 (C=0(4)), 159.4 (Cquar(12)), 148.0 (Cquar(8a)), 133.5 8
(CH(7)), 133.3(Cquarn(9)), 128.2 (CH(10 + 14)), 127.4 (CH(5)), 117.1 (CH(6)), 115.0 10

(Cquar(4a)), 114.4 (CHB)), 113.6 (CH(11 + 13)), 66.3 (CH(2)), 55.2 (OMe) ppm; MS: (EI, 12 OMe
70 eV) m/z (%) = 254 ([M]*, 50), 253 (100), 252 (16), 147 (70), 134 (13), 120 (75), 119 11

(31), 92 (49), 91 (17), 77 (16), 65 (21), 64 (20), 63 (17).

2-(4-Fluorophenyl)-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (400 MHz, DMSO-dg): & = 8.31 (s, 1H, NH(3)), 7.63 (dd, 1H, 3J = 7.8 Hz, 4J = 1.6 0

Hz, CH(5)), 7.59 — 7.52 (m, 2H, CH(10 + 14)), 7.30 — 7.18 (m, 3H, CH(7 + 11 + 13)), 7.12 (s, 5

1H, NH(1)), 6.77 (dd, 1H, 3J = 8.2 Hz, J = 1.0 Hz, CH(8)), 6.69 (ddd, TH, 3/ =75 Hz, 3= 6 I8 NH

7.4 Hz, 4J = 1.0 Hz, CH(B)), 5.79 (dd, 1H, 3J = 1.7 Hz, J = 1.7 Hz, CH(2)) ppm; '*C-NMR 14
(101 MHz, DMSO-de): 5 = 163.6 (C=0(4)) , 162.1 (d, 'J = 244.1 Hz, Cquar(12)), 147.8 7 9
(Cquan(83)) , 137.8 (d, 4J = 2.9 Hz, Cquan(9)), 133.4 (CH(7)) , 129.1 (d, 3J = 8.3 Hz, CH(10 + 8
14)), 127.4 (CH(5)) , 117.3 (CH(6)) , 115.1 (d, 2J = 21.5 Hz, CH(11 + 13)), 115.0 (Cquan(4a)), 10

114.5 (CH(8)) , 66.0 (CH(2)) ppm; 1°F-NMR (282 MHz, DMSO-d): & = -112.44 — -114.78 12°F
(m, CF) ppm; MS: (EI, 70 eV) m/z (%) = 242 (IM]*, 32), 241 (45), 148 (10), 147 (100), 122 11

(11), 120 (76), 119 (23), 95 (12), 92 (40), 65 (17), 64 (11).

2-(4-canyophenyl)-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (300 MHz, DMSO-dg): & = 8.49 — 8.44 (m, 1H, NH(3)), 7.90 — 7.82 (m, 2H, ), 7.68 5
—7.63 (M, 2H), 7.60 (dd, 1H, °J = 7.7 Hz, 4/ = 1.6 Hz, CH(5)), 7.33 - 7.20 (m, 2H, CH(7) + ¢
NH(1)), 6.75 (dd, 1H, 3J = 8.1 Hz, %J = 1.1 Hz, CH(8)), 6.68 (ddd, 1H, 3J = 7.5 Hz, 3J = 7.5 4 NH
Hz, 4J = 1.1 Hz, CH(6)), 5.84 (dd, 1H, 3J = 2.4 Hz,3J = 2.4 Hz, CH(2)); ®"C-NMR (75 MHz, 7 9
DMSO): & = 163.3 (C=0(4)), 147.4 (Cquar(9)), 147.3 (Cquar(8a)), 133.6 (CH(7)), 132.4
(CH(10 +

14), 127.7 (11 + 13)), 127.4 (CH(5)), 118.7 (CN(15)), 117.4 (CH(6)), 114.9 (Cquan(4a)), 1075 CN
114.5 (CH(8)), 111.1 (Cquan(12)), 65.5 (CH(2)); MS: (EI, 70 eV) m/z (%) = 249 ([M]*, 18), 1

248 (18), 148 (10), 147 (100), 120 (40), 119 (20), 102 (10), 92 (25), 65 (10).

2-(4~(Trifluoromethyl)phenyl)-2,3-dihydroquinazolin-4(1H)-one

1H-NMR (400 MHz, DMSO-dg): & = 8.44 (m, 1H, NH(3)), 7.77 (d, 2H, 3J = 8.3 Hz, (CH(11 + o)
13)), 7.71 (d, 1H, 3J = 8.2 Hz, CH(10 + 14)) , 7.62 (dd, TH3J=7.8 Hz, *J=1.6Hz, 5
CH(5)), 7.31 = 7.20 (m, 2H, (CH(7) + NH(1)), 6.76 (dd, 1H, 3J = 8.2 Hz, “J = 1.0 Hz, 6 2 NH

CH(8)), 6.69 (ddd, 1H, 3J = 8.1 Hz, 3J = 7.3 Hz, 4J = 1.1 Hz, CH(6)), 5.87 (dd, 1H, 3J = 2.2 14

Hz, 3J = 2.2 Hz, CH(2)) ppm; "3C-NMR (101 MHz, DMSO-dg): 5 = 163.4 (C=0(4)) , 147.5 7 N2~
(Cquant(83)), 146.4 (Cquan(9)) , 133.5 (CH(7)) , 128.9 (g, 2J = 31.6 Hz, CH(12)), 127.7 8 “4H 13
(CH(10 + 14), 127.4 (CH(5)), 125.31 (g, 3J = 3.7 Hz, CH(11 + 13), 124.16 (g, 'J = 272.2 10



Hz, CF3), 117.4 (CH(6)) , 114.9 (CH(4a)) , 114.5 (CH(8)) , 65.7 (CH(2)) ppm; '°F-NMR (282 MHz, DMSO-ds): & = -60.59 (CF3)
ppm; MS: (El, 70 eV) m/z (%) = 292 (M]+, 23), 291 (24), 148 (10), 147 (100), 120 (43), 119 (20), 92 (27), 65 (10).

2-(Benzo[b]thiophen-3-yl)-2,3-dihydroquinazolin-4(1H)-one

H-NMR (400 MHz, DMSO-dg): 5 = 8.35 (s, 1H, NH(3)), 8.21 — 8.14 (m, 1H, CH(12)), 8.05 0

—7.96 (m, 1H, CH(15)), 7.77 (s, 1H, CH(10)), 7.67 (dd, 1H, 3J = 7.8 Hz, *J = 1.6 Hz, 5

(CH(5)), 7.46 — 7.36 (m, 2H, CH(13 + 14)), 7.26 (ddd, 1H, 3J = 8.3 Hz, 3J = 7.2 Hz, 4J = A TR

1.6 Hz, (CH(7)), 7.14 (s, 1H, NH(1)), 6.77 (dd, 1H, 3J = 8.2 Hz, *J = 1.0 Hz, CH(8)), 6.72 154 13

(ddd, 1H, 3J = 7.5 Hz, “J = 1.0 Hz, CH(6)), 6.20 (dd, 1H, 3J = 1.5 Hz, CH(2)) ppm; '3C- 7
NMR (101 MHz, DMSO): & = 163.9 (C=0), 148.1 (Cquan(8a)), 140.3 (Cquan(9), 136.8 g oa ” 29 \ 12
(Cquart(11a)), 135.4 (Cquan(15a)), 133.3 (CH(7)), 127.5 (CH(5)), 126.6 (CH(13)), 124.6 JMa
(CH(14)), 124.0 CH(15)), 123.5 (CH(10)), 123.0 (CH(12)), 117.3 CH(6)), 115.1 (Cquan(4a)), 10
114.5 (CH(8)), 62.6 (CH(2)) ppm; MS: (El, 70 eV) m/z (%) = 281 (16), 280 ([M]*, 74), 279 100, 160 (16), 147 (51), 134 (17),
120 (94), 119

(20), 92 (39), 89 (20), 95 (15), 63 (10).



2-phenyl-quinazolinone
Experimental procedure:

TBHP 4 equiv/
H,O

[ I ~NH [ I N
N 100 °C/ 6h
H

0

24
1H-NMR (300 MHz, DMSO-dg): & = 12.55 (s, 1H, NH), 8.23 — 8.13 (m, 3H, CH(7 + 10 + 14), 7.85 © 4 "NH
(ddd, 3J = 8.5 Hz, 3J = 7.0 Hz, 3 = 1.6 Hz, CH(5)), 7.77 = 7.71  (m, 1H, CH(12)), 7.62-7.49 (m, PP
4H, CH(@4+ 6 + 11 + 13)) ppm; BC-NMR (75 MHz, DMSO-dg): & = 162.3 (C=0(4)), 152.4 8aN”2 13
(Cquart(2)), 148.7 (Cquan(8a)), 134.6 (CH(7)), 132.8 (Cquan(9)), 131.4 (CH(12)), 128.6 (CH(10 + 8
14)), 127.8 (CH(11 + 13)), 127.4 CH(6)), 126.6 (CH(7)), 125.8 (CH(5)), 121.0 (Cquar(4a)) ppm; 10 12
MS (El, 70 eV): m/z (%) = 222 ([M]*, 100), 119 (99), 104 (11), 92 (14), 90 (17), 77 (22), 76 (11), 11

51 (10).



| 18000
Parameter Value t
1 Title 131018.205.10.fid O [- 17000
2 Comment Oschatz SO-46 1H DMSO [
3 Origin Bruker BioSpin GmbH - 16000
4 Spectrometer spect N H r
5 Solvent DMSO - 15000
6 Temperature 298.2 t
7 Pulse Sequence 2930 N [ 14000
8  Experiment 1D H L
9 Number of Scans 16 {13000
10 Receiver Gain 362 L
11 Relaxation Delay 1.0000 [ 12000
12 Pulse Width 10.0000 L
13 Acquisition Time 6.3439 | 11000
14 Acquisition Date 2013-10-18722:12:00
15 Modification Date 2013-10-18T22:13:16 10000
16 Spectrometer Frequency 250.13 [
17 Spectral Width 5165.3 [
18 Lowest Frequency -1038.0 [- 9000
19 Nucleus 1H [
20 Acquired Size 32768 8000
21 Spectral Size 65536 r
L7000
{6000
L 5000
{4000
‘ L3000
{2000
\ L | 1000
S LM J L _J L 1
L -1000
T T T T T T T T T T T T T T T T T
85 8.0 7.5 70 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0 0.5
f1 (ppm)
arameter Value ;85000
1 Title 131018.205.11.fid L
2 Comment Oschatz|SO-46 130 DMSO | 80000
3 Origin Bruker BjoSpin GmbH L
4 Spectrometer spect [ 75000
5 Solvent DMSO L
6 Temperature 298.0 70000
7 Pulse Sequence zgpg30 [
8 Experiment 1D [
9 Number| of Scans 3072 |-65000
10 Receiver Gain 2050 [
11 Relaxatjon Delay 2.0000 60000
12 Pulse Width 10.0000 r
13 Acquisition Time 2.1846 - 55000
14 Acquisitjon Date 2013-10-19T01:51400 r
15 Modificgtion Date 2013-10-19T01:52408 [ 50000
16 Spectrometer Frequency| 62.90 L
17 Spectral Width 15000.0 [45000
18 Lowest [Frequency -1242.4 L
19 Nucleus 13C [ 40000
20 Acquired Size 32768 [
21 Spectral Size 65536 35000
{30000
‘ {25000
‘ [ 20000
L 15000
L 10000
L5000
n i y " ! A " by A " | " \ v Lo
o f L wll ¥ f v b " oo {f Y i Mpaibal ? gy
(-5000
T T T T T T T T T T T T T
160 15 140 130 120 110 10 90 0 7 60 50 40 30 10
f1 (ppm




Parameter Value (2, f1)
1 Title 131018.205.13.ser
2 Comment Oschatz S0-46 COSY DMSO NH
3 Origin Bruker BioSpin GmbH
4 Spectrometer spect
5 Solvent DMSO N
6 Temperature 298.1 H
7 Pulse Sequence cosygpqf
8 Experiment Cosy
9 Number of Scans 4
10 Receiver Gain 203
11 Relaxation Delay 1.1977
12 Pulse Width 10.0000 J\\ J
T3 Acquisition Time U.5960
14 Acquisition Date 2013-10-19T02:30:00 2
15 Modification Date 2013-10-19T02:46:10
16 —4—»3413, 250.13) F) L
Frequency
17 Spectral Width (1718.2, 1718.2) L3
18 Lowest Frequency (490.5, 490.5) i
19 Nucleus (AHYH) # L
20 Acquired Size (102#4, 128)
21 Spectral Size (1024, 1024) L4
LS
E
g
0 0 @ =
L6
=@
B L7
——— ’ ‘
L8
ﬁf o 0 ° I
i T T T T T T T T T T T T T T
8.5 8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 25 2.0
f2 (ppm)
Parameter Value (f2, f1)
1 Title 13/1018.205.14.ser
2 Comment Oschatz SO-46 NOESY DMSO
3 Origin Briiker BioSpin GmbH
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.2
7 Pulse Sequence nogsyph ‘
8 Experiment NQESY
9 Number of Scans 16
10 Receiver Gain 20.
11 Relaxation Delay 1.8050
12 Pulse Width 10{0000 \
T3~ Acquisition Time U-5960 ‘J
14 Acquisition Date 20[13-10-19T02:48:00 L
15 Modification Date 20/13-10-19T06:42:08
16 Spectrometer Frequency (2$0.13, 250.13) 5.5
17 Spectral Width (1718.2, 1718.2)
18 Lowest Fregueney———440.5, 490.5) [ ] F
19 Nucleus (1H, 1H)
20 Acquired Size (1024, 256) 6.0
21 Spectral Size (1024, 1024)
6.5
— I
| L0 &
—_—
—_] L =
=
— ' L75
—
L 8.0
85
T T T T T T T
8.6 8.4 82 8.0 78 7.6 74 7.2 8 6.6 6.4 6.2 6.0 5.8 5.6 5.4 5.2

70 6
f2 (ppm)



Parameter Valde (f2, f1]
1 Title 131018.204
2 Comment Oschatz SQr46 HSQE DMSD
3 Origin Bruker Bio$
4 Spectrometer spect 4 A
5 Solvent DMSO N
6 Temperature 298.2 H
7 Pulse Sequence hsqcetgpsi J
8  Experiment HSQC
9 Number of Scans 8
10 Receiver Gain 2050
11 Relaxation Delay 1.3556
12 Pulse Width 10.0000
~[ 13 Acquisition Time 0.2980
14 Acquisition Date 2013-10-19) go 6.2
15 Modification Date 2013-10-19)| fe
16 Spectrometer Frequency (250.13, 6P| [
17 Spectral Width (1718.2, 11 64
18 Lowest Frequency (490.5, -4 r
Nucleus L 6.6
6.8
£7.0
&
_— g
—  — [ 74 b
= —— L
—— -7
L7.8
L 8.0
H [8.2
—==~::::::::::f L
T T T T
150 140 125 105
Parameter Valpe (f2, f1)
1 Title 1311018.20p.16.ser
2 Comment Osthatz SQ-46 HMBC DM5O
3 Origin Bryker BioSpin GmbH
4 Spectrometer speict
5 Solvent DMsO
6 Temperature 298.2
7 Pulse Sequence hmbcgpnddf
8 Experiment HMBC
9 Number of Scans 64
10 Receiver Gain 2040
11 Relaxation Delay 0.9225
12 Pulse Width 1010000, dy
13 Acquisition Time 1.1920
14 Acquisition Date 20}13-10-19T07:45:00
15 Modification Date 2013-10-19T12:41:40 —
16 Spectrometer Frequency (240.13, 62. 55
17 Spectral Width (1718.2, 1.
—8—towestFregaerey———(490.5, -704.2) - t
19 Nucleus (18, 13C)
20 Acquired Size (2dh4s, 128 160
21 Spectral Size (2048, 512 -
L 6.5
—_— _ §§£§§? —_
—_— | F g_
=
£7.0 &
I— = ,
. — =
—_ = -

180

T T T
175 170|165 160

T
145




Parameter falue
Title 131121.f320.10.fid {400
2 Comment SO-137 O
PROTON DMSO {C:\ Bruker\ TopSpin3.2} 1311 6
3 Origin Bruker BioSpin GmbH
4 Spectrometer FOURIER300
5 Solvent DMSO NH 350
6 Temperature 300.0
7 Pulse Sequence 2930
8 Experiment 1D Cl N
9 Number of Scans 16 H _300
10 Receiver Gain 63
11 Relaxation Delay 1.0000
12 Pulse Width 11.0000
13 Acquisition Time 5.3687 250
14 Acquisition Date 2013-11-21T15:21:00 [
15 Modification Date 2013-11-21T15:23:24
16 Spectrometer Frequency 300.20
17 Spectral Width 6103.5
18 Lowest Frequency -1197.9 L 200
19 Nucleus 1H
0 Acquired Size 32768
1 Spectral Size 65536
L 150
L 100
L 50
‘} L . ) 1 " ;
T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 70 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 15 1.0 0.5
f1 (ppm)
Parameter| Value (1900
Title 131121.f323.10.fid [
2 Comment S0-127 |- 1800
C13CPD DMSO {C:\ Bruker\ TopSpin3|2} 1311|7 b
3 Origin Bruker BioSpin GmbH 1700
4 Spectrometer FOURIER300 r
5 Solvent DMSO |- 1600
6 Temperature 300.1] [ 1500
7 Pulse Sequence 2gpg30 [
8  Experiment 1D [ 1400
9 Number of Scans 256 [
10 Receiver Gain 501 I 1300
11 Relaxation Delay 2.0000 [
12 Pulse Width 11.40p0 1200
13 Acquisition Time 1.342p L
14 Acquisition Date 2013411-21T15:29:0f 1100
15 Modification Date 2013111-21T15:43:3 L
16 Spectrometer Frequency 75.49) [ 1000
17 Spectral Width 24414.1 L
18 Lowest Frequency -4658.8 -900
9 Nucleus 13C r
20 Acquired Size 32764 [ 800
21 Spectral Size 65536 L
L 700
L 600
L 500
[ 400
(300
L 200
‘ ‘ ‘ L 100
" " Ty i ! N | J Ly |
w ‘ ‘ | \ } W ko
I L
| | \ | I \ 1l \ e 1 100
I--200
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 0 60 50 4 30 20 10 0
f1 (ppm)




Parameter Value (3000
1 Data File Name L:/ NMR300/ data/ 1310/ nmr/ 131016.356/ 10/ fid o 3
2 Tite 131016.356.10.fid | 2800
3 Comment Block, AB-2 Cl
Au1H DMSO / opt/ topspin 1310 56 NH r
4 Origin Bruker BioSpin GmbH - 2600
5 Owner 13bor t
6 Site N | 2400
7 Spectrometer AV300 H L
8  Author | 2200
9 Solvent OMsO L
10 T { 295.2
‘emperature | 2000
11 Pulse Sequence 2030
12 Experiment 1 r
13 Number of Scans 3 L 1800
14 Receiver Gain 456 t
15 Relaxatl.on Delay 1.0000 | 1600
16 Pulse Width 11.0000
17 Acquisition Time 2.6543 r
18 Acquisition Date 2013-10-16T16:05:00 {1400
19 Modification Date 2013-10-16T17:05:49 L
20 Class | 1200
21 Spectrometer Frequency 300.13 L
22 Spectral Width 6172.8 | 1000
23 Lowest Frequency -1234.2
24 Nucleus iH [
25 Acquired Size 16384 [ 800
2 Spectral Size 6536 |, j ‘ |
‘ | 600
(400
(200
\ J |
[-200
T T T T T T T T T T T T T T T
9.0 85 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0
f1 (ppm)
Parameter Value [
I Data File Name L/ NMR3DO/ data/ 1310/ nmr/ 131021.338/ 10/ fid |- 6000
2 Title 131021.388.10.fid L
3 Comment Block, AB P
Au13C DMISO / opt/ topspin 1310 38 [ 5500
4 Origin Bruker BigSpin GmbH
5 Owner labor
6 Site 5000
7 Spectrometer AV300 b
8  Author | 4500
9 Solvent DMSO
10 Temperature 295.1 [
11 Pulse Sequence 2gpg30 L4000
12 Experiment i)
13 Number of Scans 256 [
14 Receiver Gain 32768 3500
15 Relaxation Delay 2.0000 [
16 Pulse Width 9.6000
17 Acquisition Time 0.7767 3000
18 Acquisition Date 2013-10-22T08:20:00 L
19 Modification Date 2013-10-22709:20:07,
20 Class I-2500
21 Spectrometer Frequengy 75.48 r
22 Spectral Width 21097.0 [ 2000
23 Lowest Frequency -1148.1
24 Nucleus 13C r
25 Acquired Size 16384 | 1500
26 Spectral Size 32768
1000
L 500
\ {u \ i
‘fv I NN ‘
‘ ! I \ w | I
t-500
T T T T T T T T T T T T T T U T T
70 160 150 140 130 120 110 100 90 80 70 60 50 40 0 20 10
f1 (ppm)




Parameter Value (2800
1 Data File Name L:/ NMR300/ data/ 1310/ nmr/ 131016.358/ 10/ fid L
2 Title 131016.358.10.fid
L 2600
3 Comment Block, AB-4 F O
AulH DMSO / opt/ topspin 1310 58 F
4 Origin Bruker BioSpin GmbH L2400
5 Owner labor \ N H
6 Site I [
7 Spectrometer AV300 / 2200
8  Author N r
9 Solvent DMSO H L2000
10 Temperature 295.2 L
11 Pulse Sequence 2930 1800
12 Experiment 1D [
13 Number of Scans 32 t
14 Receiver Gain 322 L 1600
15 Relaxation Delay 1.0000
16 Pulse Width 11.0000
17 Acquisition Time 2.6543 - 1400
18 Acquisition Date 2013-10-16T16:29:00 L
19 Modification Date 2013-10-16T17:29:24 [ 1200
20 Class
21 Spectrometer Frequency| 300.13 [ 1000
22 Spectral Width 6172.8 r
23 Lowest Frequency 1233.0 L
24 Nucleus [ 800
25 Acquired Size 384
26 Spectral Size 536 [
{600
L 400
L 200
. 0
L -200
T T T T T T T T T T T T T T T T
8.5 8.0 75 70 6.5 6.0 5.5 5.0 4.5 35 3.0 25 2.0 1.5 1.0 0.5
f1 (ppm)
Parameter Value [
1 Title 141128.305.10.fid |- 11000
2 Comment Oschatz, AB -4 L
Al113C DMSO / opt/ topspin 1311 5
3 Origin Biluker BioSpin GmbH L 10000
4 Spectrometer AY300
5 Solvent DifIS [
6 Temperature 295.7 L9000
7 Pulse Sequence 2gpgB30
8 Experiment 1 r
9 Number of Scans 296 | 8000
10 Receiver Gain 32768
N 11 Relaxation Delay 2/00p0 L
Pulse Width 916000
13 0ly767 |- 7000
14 2(113-11-28T16:27:0| L
15 2(113-11-28T16:27:4]
16 Frequency 7§.4 -6000
17 Spectral Width 21097.0
18 Lowest Frequency -114p.7
19 Nucleus 13C L 5000
20 Acquired Size 384
21 Spectral Size 3 }68\ [
{4000
L3000
{2000
L 1000
Al
L -1000
T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 10q 60 50 40 30 20 10 0




Parameter Value L 1800
1 Data File Name L:/ NMR3p0/ data/ 1310/ nmr/ 131016.359/ 10/ fid [ 1700
2 Title 131016.359.10.fid O [
3 Comment Block, AB{5 [
AulH DMBSO / opt/ topspin 1310 59 L 1600
4 Origin Bruker BigSpin GmbH Me F
5 Owner labor N H L 1500
6 Site L
7 Spectrometer AV300 [-1400
8 Author N L
{1300
9 Solvent DMSO H L
10 Temperature 295.2 [ 1200
11 Pulse Sequence 2930
12 Experiment 1D [ 1100
13 Number of Scans 32 i
14 Receiver Gain 322 [
15 Relaxation Delay 1.0000 [- 1000
16 Pulse Width 11.0000 [ 900
17 Acquisition Time 2.6543 r
18 Acquisition Date 2013-10-16T16:43:00 [ 800
19 Modification Date 2013-10-16T17:43:55 r
20 Class [
L 700
21 Spectrometer Frequency 300.13
22 Spectral Width 6172.8 600
23 Lowest Frequency 233.0
24 Nucleus [ 500
25 Acquired Size 384 [
26 Spectral Size fp536 | k 400
{300
{200
J . L 100
/ U L
{-100
T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0
f1 (ppm)
Parameter Value {11000
1 Title 131128.306.10.fid
N2 Comment Oschatz, AB -5
Au13C DMSO / opt/ topspin 1311 6 [ 10000
3 Bruker BioSpin GmbH
4 AV300 r
5 DMSO
L9000
6 Temperatul 295.7
7 Pulse Sequenct zgpg30 L
8 Experiment 1D
9 Number of Scans 8000
10 Receiver Gain
11 Relaxation Delay [
12 Pulse Width L7000
13 Acquisition Time
14 Acquisition Date 54:00 [
15 Modification Date 2013-11-28T17: 6000
16 Spectrometer Frequency 75.48
17 Spectral Width 21097.0 L
18 Lowest Frequency -1147.9
19 Nucleus 13C |- 5000
20 Acquired Size 16384
21 Spectral Size 32768
{4000
L3000
L 2000
1000
I | | Lo
i A
| I ] T A I | e
{-1000
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 00 90 80 0 60 50 40 30 20 10 0
f1 (ppm)
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Parameter

Title
Comment

Origin
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date
Spectrometer Frequency
Spectral Width
Lowest Frequency
Nucleus

Acquired Size
Spectral Size

Value

131119.437.10.fid
Oschatz, AB -8
AulH DMSO / opt/ topspin 1311
Bruker BioSpin GmbH
AV400

DMSO

297.0

2930

10

32

161

1.5000

12.2000

2.0448
2013-11-20T02:50:00
2013-11-20T02:51:01
400.13

8012.8

-1606.4

1H

16384

65536

7 MeO

MeO

NH

Iz

L 10000

{9000

L8000

{7000

{6000

L5000

{4000

L3000

(2000

L 1000

M, _ T .
T T T T T T T T T T T T T T T T T
8.0 7.5 70 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 15 1.0 0.5 0.0
f1 (ppm)

Parametef Value
1 Title 131(119.437.11.fid
2 Comment Oschatz, AB 18

AulBC DMSQ / opt/ topspin 1311 37
3 Origin BruKer BioSpif GmbH
4 Spectrometer AV4D0
5 Solvent DMS0
6 Temperature 2970
7 Pulse Sequence zgpg30
8 Experiment 1D
9 Number of Scans| 256
10 Receiver Gain 409¢
11 Relaxation Delay| 1.7900
12 Pulse Width 10.4o00
13 Acquisition Time 1.0945
14 Acquisition Date 201B-11-20TP3:04:00
15 Modification Datg 201B-11-20TD3:04:42
16 Spectrometer Frequency 100]63
17 Spectral Width 29940.1
18 Lowest Frequendy -1720.4
19 Nucleus 13C
20 Acquired Size 32768
21 Spectral Size 65536
‘T”“‘ | i ‘L" ImmR—Y ) ,rur‘ m 1\ - gy " o W o ) s el wn»
T T T T T T T T T T T T T T
160 150 140 130 120 110 90 80 70 60 50 40 30 20 10 0
f1 (ppm)
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Parameter Value b
1 Data File Name L:/ NMR300/ data/ 1310/ nmr/ 131017.318/ 10/ fid L6500
2 Title 131017.318.10.fid o L
3 Comment Block, AB-10
AulH DMSO / opt/ topspin 1310 18 L 6000
4 Origin Bruker BioSpin GmbH \ N H L
5 Owner labor
6 Site I-5500
7 Spectr t AV300 Z
pectrometer r
8  Author N H {5000
9 Solvent DMSO b
10 Temperature 295.0 | 4500
11 Pulse Sequence 2930
12 Experiment 1D r
13 Number of Scans 32 L4000
14 Receiver Gain 322
15 Relaxation Delay 1.0000 [
16 Pulse Width 11.0000 L3500
17 Acquisition Time 2.6543 L
18 Acquisition Date 2013-10-17T19:54:00
19 Modification Date 2013-10-17T20:54:11 [-3000
20 Class .
21 Spectrometer Frequency 300.13 L2500
22 Spectral Width 6172.8
23 Lowest Frequency -1233.0 [
24 Nucleus 1H 2000
25 Acquired Size 16384 L
26 Spectral Size 65536 1500
{1000
‘ {500
JL J‘ i 0

L -500
T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 15 1.0 0.5 0.0
f1 (ppm)
|- Luuuu
Parameter alug
1 Data File Name L:/ NMR300/ data/ 1310/ nmr/ 131021.346/ 10/ fid
2 Title 131021.346.10.fid| L9000
3 Comment Block, AB 1q
Au13C DMSO / opt/ topspin|1310 46 L
4 Origin Bruker BioSpin GmbH
5 Owner labor L8000
6 Site
7 Spectrometer AV300 [
8  Author | 7000
9 Solvent DMSO
10 Temperature 295.3 L
11 Pulse Sequence 2g9pg30
12 Experiment ) - 6000
13 Number of Scans 256
14 Receiver Gain 32768 r
15 Relaxation Delay 2.0000 5000
16 Pulse Width 9.6000 [
17 Acquisition Tjme 0.7767
18 Acquisition Date 2013-10-22|T11:09:00 [
19 Modification [Date 2013-10-22[112:09:08 | 4000
20 Class
21 Spectrometer Frequency 75.48 F
22 Spectral Width 21097.0
23 Lowest Frequency -1152.8 -3000
24 Nucleus 13C
25 Acquired Siz 16384 [
26 Spectral Size 32768
P | 2000
1000
| i | Lo
\ ! ‘
[ -1000
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)




Parameter Value [-2200
1 Title 131111.407.10.fid [ 2100
2 Comment Oschatz, SO-127 F
AulH DMSO / opt/ topspin 1311 7 L2000
3 Origin Bruker BioSpin GmbH O r
4 Spectrometer AV400 - 1900
5 Solvent DMSO [ 1800
6 Temperature 297.0 NH L
7 Pulse Sequerjce 2930 L 1700
8 Experiment 1D F
9 Number of S¢ans 32 N L 1600
10 Receiver Gai 114 H [ 1500
11 Relaxation Delay 1.5000 [
12 Pulse Width 12.2000 L1400
13 Acquisition Time 2.0448 r
14 Acquisition Date 2013-11-12T09:10:00 - 1300
15 Modification Date 2013-11-12T09:10:57 [ 1200
16 Spectrometef Frequency 400.13 [
17 Spectral Width 8012.8 [ 1100
18 Lowest Freqyency -1606.4 L
19 Nucleus H L 1000
20 Acquired Size 16384 [ 900
21 Spectral Size 65536 *
{800
L 700
{600
L 500
'\ L 400
L300
L 200
| {100
J | L \ ) [
t-100
L -200
T T T T T T T T T T T T T T T T T
8.0 .5 7.0 6.5 6.0 5.5 5.0 4.0 35 3.0 25 2.0 15 1.0 0.5 0.0
f1 (ppm)
L 1400
Pargmeter Value
1 Title 131111.407.11.fid 1300
2 Comment Oschatz, SO-127
AulBC DMSO / opt/ topspin 1311(7 L
3 Origin Bruker BioSpin GmbH [ 1200
4 Spectrometer AVAD
5 Solvent DM3Q L
6 Temperaturg 29700 [ 1100
7 Pulse Sequence zgpg30 L
8 Experiment] 1D
9 Number of Scans 25 [-1000
10 Receiver Ggin 25 F
11 Relaxation Pelay 1.7000 1900
12 Pulse Widthj 10{0000
13 Acquisition Time 1.0945 [
14 Acquisition Pate 20[13111-12T09:24:00 L 800
15 Modification) Date 20[1B111-12T09:24:21 L
16 Spectrometer Frequency 100(63 700
17 Spectral Width 29pA0.1 [
18 Lowest Freuency -1720.4 r
19 Nucleus 13 L 600
20 Acquired Size 32
21 Spectral Size 65536
L 500
1400
L300
L 200
M L 100
" ol " " . , . " - y " ok ik ot 0
E" ) 4 ! i ! v L r-'#V\r N e " ‘A ) W a iy il M Lt 1‘: A\ h r L i L A
‘ [-100
T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 8( 70 60 50 40 0) 20 10 0
f1 (ppm)




Parameter Value r
1 Title 131119.432.10.fid o L 6000
2 Comment Oschatz, SO-61
AulH DMSO / opt/ topspin 1311 32 r
3 Origin Bruker BioSpin GmbH L5500
4 Spectrometer AV4D0 N H
5 Solvent DMS0 r
6 Temperature 29700 Me L5000
7 Pulse Sequence 293 N
8 Experiment 1D H r
9 Number of Scans 32 Me |_ 4500
10 Receiver Gain LU
11 Relaxation Delay 1.5000 [
12 Pulse Width 12.2000 [ 4000
13 Acquisition Time 2.0448
14 Acquisition Date 2013-11-20T00:43:00 [
15 Modification Date 201B-11-20T00:44:00 {3500
16 Spectrometer Frequency 40013
17 Spectral Width 801p.8 [
18 Lowest Frequency -1609.2 L3000
19 Nucleus 1H
20 Acquired Size 16384 [
21 Spectral Size 65586 L2500
L2000
L 1500
l {1000
\ ’ 500
J Jl s J‘« 0
L -500
T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0
f1 (ppm)
L 2100
Pgrameter Value t
1 Title 131119/432.11.fid [-2000
2 Comment Oschatz, SO-61 [ 1900
AY13C DMSO / opt/ topspin|1311| 32 [
3 Origin Brliker BioSpin GmbH [ 1800
4 Spectrometer AV40 [
5 Solvent DNISO L 1700
6 Temperatpre 297.0 L
7 Pulse Sequence 2gpg30 {1600
8 Experiment 1D| r
9 Number gf Scans 256 |- 1500
10 Receiver Gain 3251 I 1400
11 Relaxatioh Delay 1.700p [
12 Pulse Width 10.0000| | 1300
13 Acquisition Time 1.0945 F
14 Acquisition Date 2013411-20T00:58:00 [ 1200
15 Modificatipn Date| 2013111-20700:58:37 r
16 Spectromieter Frequency |100.63 L 1100
17 Spectral Width 29940.1 [
pectral Wi [ 1000
18 Lowest Frequenc -171514
19 Nucleus 13C L 900
20 Acquired bize 32764 L
21 Spectral Size 65536 [ 800
L 700
L 600
(500
[ 400
(300
[ 200
(100
; " " o Ny " " - ) A ! Lo
Ao ! WA Ll o
[-100
L -200
T T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 1p0 110 100 90 80 0 60 50 40 30 20 10
f1 (ppm




Parameter Value
1 Title 131111.412.10.fid O
2 Comment Oschatz, SO-101 4500
AulH DMSO / opt/ topspin 1311 12
3 Origin Bruker BioSpin GmbH
4 Spectrometer AV400 NH
5 Solvent DMSO L4000
6 Temperature 297.0
7 Pulse Sequence 2930 N
8 Experiment 1D H
9 Number of Scans 32 M e 3500
10 Receiver Gain 181
11 Relaxation Delay 1.5000
12 Pulse Width 12.2000 Me
13 Acquisition Time 2.0448 3000
14 Acquisition Date 2013-11-12T11:06:00
15 Modification Date 2013-11-12T11:07:03
16 Spectrometer Frequency 400.13 2500
17 Spectral Width 8012.8 [
18 Lowest Frequency -1606.4
19 Nucleus 1H
20 Acquired Size 16384 2000
21 Spectral Size 65536
L 1500
L 1000
‘ {500
A li )
4 / TN J \ 0
Ll
T T T T T T T T T T T T T T T T T T
8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
N\
arameter Value
1 Title 131129.f332.11.fid 5500
2 Comment S0-101B
C13CPD DMSO {C:\ Bruker\ TopSpin3.2} 1311 16
3 Origin Bruker BioSpin GmbH L 5000
4 Spectrometer
5 Solvent
6 Temperaturg
P | 4500
7 Pulse Sequence zgpg30
8 Experiment 1D
9 Number of Scans 256
10 Receiver Gain 501 - 4000
11 Relaxation Delay 2.0000
12 Pulse Width 11.4000
13 Acquisition Time 1.3422 L 3500
14 Acquisition Date 2013-11-29T17:42:00
15 Modification|Date 2013-11-29T17:56:32
16 Spectrometer Frequency 75.49 L3000
17 Spectral Width 24414.1
18 Lowest Frequency -4658.8
19 Nucleus 13C 2500
20 Acquired Size 32768
21 Spectral Sizg 65536
{2000
t 1500
L 1000
£ 500
AT T it R T PR BT =
b b
L-500
T T T T T T T T T T T T T T T T
70 160 150 140 130 120 110 100 90 0 70 60 50 4[0 30 20 10 0
f1 (ppm)
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Parameter

Title
Comment

Origin
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date

2g30

161

Value
1029.334.10.fid
Bchatz/ SO-106
1H DMSO / opt/ topspin 1310 34
uker BioSpin GmbH
300
SO
5.1
0000
.0000
6543

13-10-30707:20:00
13-10-30707:20:35

\

=

[,
< o}

~

Acquisition Date
Modification Date

Spectrometer Frequ

Spectral Width

Lowest Frequency

Nucleus
Acquired Size
Spectral Size

013-10-30720:23:00
013-10-30720:23:39
104.63

29940.1
-1710.8

32768
65936

16 Spectrometer Frequency 300.13
17 Spectral Width 72.8
18 Lowest Frequency -1234.2
19 Nucleus 14
20 Acquired Size 384
21 Spectral Size 536
|
] JL U
T T T T
9.0 8.5 7.5 70 6.5
Parameter Value
1 Title 31030.406.10.fid
2 Comment Osghatz/ SO-106
Au]3C DMSO / opt/ topspin 1310 6
3 Origin Bruker BioSpin GmbH
4 Spectrometer AV400
5 Solvent DMBO
6 Temperature 297.0
7 Pulse Sequence zgpg30
8 Experiment 1D
9 Number of Scans 254
10 Receiver Gain 4096
11 Relaxation Delay 1.7p00
12 Pulse Width 10.p000
13 Acquisition Time 1.0p45

T
160

140 130,

| zouy

{2400

{2200

L 2000

{1800

1600

L 1400

t 1200

L 1000

L 800

L 600

1400

L 200

L 1200

{1100

L 1000

£ 900

800

L 700

L 600

L 500

1400

L300

L 200

L 100

t-100




L5000
Parameter Value O
1 Title 131111.411.10.fid [
2 Comment Oschatz, SO-103
AutH DMSO / opt/ topspin 1311 11 NH 4500
3 Origin Bruker BioSpin GmbH
4 Spectrometer AV400 Cl [
5 Solvent DMSO N 4000
6 Temperature 297.0 H [
7 Pulse Sequence 2930
8 Experiment 1D Cl [
9 Number of Scans 32 [ 3500
10 Receiver Gain 181
11 Relaxation Delay 1.5000 L
12 Pulse Width 12.2000
13 Acquisition Time 2.0448 3000
14 Acquisition Date 2013-11-12T10:41:00
15 Modification Date 2013-11-12T10:41:44 L
16 Spectrometer Frequency 400.13
17 Spectral Width 8012.8 {2500
18 Lowest Frequency -1606.4
19 Nucleus 1H r
20 Acquired Size 16384
21 Spectral Size 65536 2000
L 1500
L1000
{500
. ‘
J‘ Lj }» J NN — it 0
T T T T T T T T T T T T T T T T
85 8.0 7.5 7.0 6.5 6.0 5.5 5.0 f4.5 4.0 35 3.0 25 2.0 15 1.0 0.5
1 (ppm)
Vale L 1100
1 Titl 131111}411.11.fid L
2 Comment| OschatZ, SO-103
Au13C DMSO / opt/ topspin 1311 11 - 1000
3 Origin Bruker BioSpin GmpH
4 Spectrometer AV400 r
5 Solyent DMSO [ 900
6 Temp 297.0
7 Pulse Sequence 29pg30 F
8 Experiment 1D
9 Number df Scans 256 800
10 Regeiver Gain 2896 L
1 o Delay 1.7000
12 Pulse Width 10.0000 700
13 Acquisition Time 1.0945
14 Acqu 1 Date 2013-11-12710:55:00 [
15 Modification Date 2013-11-12T10:55:11 L 600
16 Spectrometer Frequency 100.63
17 Spectral Width 29940.1) r
18 Lowest Frequenc: -1720.4 500
19 Nugleus 13C [
20 Acquired ize 32768 L
21 Spectral Size 65536
1400
(300
(200
{100
Ly \ " i LN | Lo
I po e g 0 A WY AN YA O
[-100
T - T - - T - - T - T - T T y T - T - T - T - T - T - - T - T
170 160 150 140 1%0 120 110 104 El 80 70 60 50 30 20 10 0
f1 (ppm)




Parameter Valug t
1 Title 131111.405.10.fid
2 Comment Oschatz, SO-104 o [-4500
AulH DMSO / opt/ ftopspin 1311 5
3 Origin Bruker BioSpin GmbH r
4 Spectrometer AV400 N H
5 Solvent DMSO {4000
6 Temperature 297.0
7 Pulse Sequence 2930 N r
8 Experiment 1D H
9 Number of Scans 32 . Me I-3500
10 Receiver Gain 181 N
11 Relaxation Delay 1.5000 ] [
12 Pulse Width 12.2000 Me | 3000
13 Acquisition Time 2.0448
14 Acquisition Date 2013-11-12T08:19{00
15 Modification Date 2013-11-12708:19{45 [
16 Spectrometer Frequency 400.13 2500
17 Spectral Width 8012.8
18 Lowest Frequency -1606.4
19 Nucleus 1H
20 Acquired Size 16384 [ 2000
21 Spectral Size 65536
L 1500
| {1000
|
L 500
J b ‘ JL AAJ L J ]
T T T T T T T T T T T T T T T T
8.5 8.0 7.5 70 6.5 6.0 5.5 5.0 4.5 35 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
|- 800
Parameter Value t
1 Tite 131111.405.11.fid 750
2 Comment Oschatz, SO-104 L
Au13C DMSO / opt/ topspin 1311 5 700
3 Origin Bruker BioSpin GmbH
4 Spectrometer AV400 [
5 Solvent DMSO 650
6 Temperatyre 297.0 r
7 Pulse Sequience 2gpg30 [ 600
8  Experiment 1D L
9 Number of Scans 256 550
10 Receiver Gain 2580
11 Relaxation Delay 1.7000 [
12 Pulse Width 10.0000 I-500
13 Acquisition) Time 1.0945 r
14 Acquisition Date 2013-11-12T08:34:00 [ 450
15 Modificatipn Date 2013-11-12708:34:34 L
16 Spectromgter Frequency 100.63 | 400
17 Spectral Width 29940.1
18 Lowest Frequency -1720.4 [
19 Nucleus 13C [-350
20 Acquired $ize 32768 r
21 Spectral Sjze 65536 [ 300
(250
[ 200
L 150
L 100
L 50
| " VM | | W | | | Lo
oy 0 A R A AL ‘
! ! | I | | 1! [ L
t-50
T T T T T T T T T T T T T T T T
70 160 150 140 30 120 110 100 00 80 70 60 50 40 B0 20 10
f1 (ppm)




Parameter Value
{11000
1 Title 131113.309.10.fid O
2 Comment Oschatz, SO-45 b
AulH DMSO / opt/ topspin 1311 9
3 Origin Bruker BioSpin GmbH {10000
4 Spectrometer AV300 \ N H
5 Solvent DMSO [
6 Temperature 295.1 / L9000
7 Pulse Sequence 2930 N
8 Experiment 1D H F
9 Number of Scans 32
10 Receiver Gain 128 O M e |- 8000
11 Relaxation Delay 1.0000 L
12 Pulse Width 11.0000
13 Acquisition Time 2.6543 7000
14 Acquisition Date 2013-11-14T08:00:00
15 Modification Date 2013-11-14T08:00:05 [
16 Spectrometer Frequency 300.13 [ 6000
17 Spectral Width 6172.8
18 Lowest Frequency -1234.2 r
19 Nucleus 1H | 5000
20 Acquired Size 16384
21 Spectral Size 65536 L
{4000
{3000
L2000
L 1000
A M ) /M I\ WA A ,\ N 0
‘ i |
I -1000
T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
Parameter Value [
1 Title 131111.406.10.fid - 2800
2 Comment Oschatg, SO-115 r
Au13Q DMSO / opt/ topspin 1311 6 [ 2600
3 Origin Brukenr BioSpin GmbH
4 Spectrometer Av4do [
5 Solvent DMS( 2400
6 Temperature 297. L
7 Pulse Sequence zgpgp! 2200
8 Experiment 1D
9 Number of Scans 256 [
10 Receiver Gain 4598 2000
11 Relaxation Delpy 1.70f L
12 Pulse Width 10.0f 1800
13 Acquisition Time 1.0943
14 Acquisition Date 2013-11-12T08:58:00 [
15 Modification Date 2013-1]1-12T08:58:32 1600
16 Spectrometer Frequency 100.63 L
17 Spectral Width| 29940 1400
18 Lowest Frequency 1715 [
19 Nucleus 13C [
20 Acquired Size 32768 [ 1200
21 Spectral Size 65536 L
1000
(800
{600
L 400
L 200
" \ ) [ Mot Mo b | I . T T L0
o ? - ¥ g
t-200
T T T T T T T T T T T T T T
170 160 150 0 130 120 110 100 80 70 60 D 40 30 20 10 0
f1 (ppm)




Parameter Value
1 Tite 131029.336.10.fid 4000
2 Comment OSchatz/ SO-114 _ O
AulH DMSO / opt/ topspin 1310 36 L
3 Origin Bruker BioSpin GmbH
4 Spectrometer AV300
5 Sz\vent DMSO N H |- 3500
6 Temperature 295.1
7 Pulse Sequence 2930 r
8 Experiment 1D N
9 Number of Scans 32 H L3000
10 Receiver Gain 128
11 Relaxation Delay 1.0000
12 Pulse Width 11.0000 OCF3 [
13 Acquisition Time 2.6543 | 2500
14 Acquisition Date 2013-10-30T07:40:00
15 Modification Date 2013-10-30T07:40:48
16 Spectrometer Frequency 300.13 r
17 Spectral Width 6172.8
18 Lowest Frequency -1234.2 L2000
19 Nucleus 1H
20 Acquired Size 16384 L
21 Spectral Size 65536
L1500
{1000
L 500
JJ L L 0
T T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
|- 16000
Parameter Value L
1 Tite 131104.374.10.fid 15000
2 Comment Oschatz/ SO-114 L
Au13C DMSO / opt/ topspin 1811 14 | 14000
3 Origin Bruker BioSpin GmbH
4 Spectrometer AV300 [
5 Solvent DMSO |- 13000
6 Temperature 295.4 t
7 Pulse Sequence 29pg30 [ 12000
8 Experiment D L
9 Number of Scans 256 | 11000
10 Regeiver Gain 32768
11 Relaxation Delay 2.0000 [
12 Pulse Width 9.6000 |- 10000
13 Acquisition Time 0.7767 F
14 Acquisition Date 2013-11-05T22:28:00 1-9000
15 Maqdification Date 2013-11-05T722:28:07 L
16 Spectrometer Frequency 75.48 | 8000
17 Spctral Width 21097.0
18 Loest Frequency -1145.3 [
19 Nuleus 13¢ |- 7000
20 Acquired Size 16384 b
21 Spectral Size 32768 [ 6000
5000
L4000

T
170 160

T
150

T g T
140 130 120

100

T
90

T T T T T T

80 70 60
f1 (ppm)

50

40

30




Parameter Value
1300
1 Title 131128.f335.10.fid
2 Comment So-118-B-1
PROTON DMSO {C:\ Bruker\ TopSpin3.2} 1311 3 O 1200
3 Origin Bruker BioSpin GmbH
4 Spectrometer FOURIER300
5 Solvent DMSO \ N H [ 1100
6 Temperature 297.3
7 Pulse Sequence 2930 /
8  Experiment 1D N [ 1000
9 Number of Scans 16 H
10 Receiver Gain n
11 Relaxation Delay 1.0000 CN 900
12 Pulse Width 11.0000
13 Acquisition Time 5.3687 800
14 Acquisition Date 2013-11-28T17:30:00 [
15 Modification Date 2013-11-28T17:32:08
16 Spectrometer Frequency 300.20 L 700
17 Spectral Width 6103.5
18 Lowest Frequency -1196.4
19 Nucleus H L 600
20 Acquired Size 32768
21 Spectral Size 65536
£ 500
L 400
L 300
L 200
&, L 100
)K J 'L\ ‘Mﬁ A‘ k J k L ] " 0
L-100
T T T T T T T T T T T T T T T T T
85 8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 25 2.0 15 1.0 0.5
f1 (ppm)
L 34Uy
Parametgr Value
§ § L 3200
1 Title 131128.f337.10.fid
2 Comment SO-118-B-1
C13CPD DMSO {C:\ Bruker\ TopSpin3.2} [1311 5 {3000
3 Origin Bruker BioSpin GmbH
4 Spectrometer FOURIER300 | 2800
5 Solvent DMSO
6 Temperature 297.6 | 2600
7 Pulse Sequence 2g9pg30
8 Experiment 1D
9 Number of Scan: 256 |- 2400
10 Receiver Gain 501
11 Relaxation Dela 2.0000 2200
12 Pulse Width 11.4000
13 Acquisition Time 1.3422 L2000
14 Acquisition Date 2013-11-28T17:44:00
15 Modification Dat 2013-11-28T17:58:56 | 1800
16 Spectrometer Frequency 75.49
17 | Width 24414.1
Spectral Wid| | 1600
18 Lowest Frequen¢y -4692.0
19 Nucleus 13C
20 Acquired Size 32768 1400
21 Spectral Size 65536
L1200
L 1000
L 800
L 600
L 400
L 200
|
i E
i
L-200
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 4 30 20 10 0
f1 (ppm))




Parameter Value 4500
1 Title 131111.409.10.fid O
2 Comment Oschatz, SO-129 [
AulH DMSO / opt/ topspin 1311 9
3 Origin Bruker BioSpin GmbH - 4000
4 Spectrometer AV400 N H
5 Solvent DMSO k
6 Temperature 297.0
7 Pulse Sequence 2930 N L3500
8 Experiment 1D H
9 Number of Scans 32 L
10 Receiver Gain 90
11 Relaxation Delay 1.5000 L3000
12 Pulse Width 12.2000
13 Acquisition Time 2.0448 L
14 Acquisition Date 2013-11-12T09:49:00
15 Modification Date 2013-11-12T09:49:53 | 2500
16 Spectrometer Frequency 400.13
17 Spectral Width 8012.8
18 Lowest Frequency -1609.2 [
19 Nucleus 1H [ 2000
20 Acquired Size 16384
21 Spectral Size 65536
L 1500
{1000
{500
0
T
T T T T T T T T T T T T T T T T T T T
1.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 15 1.0 0.5 0.0 -0.5
f1 (ppm)
Parameter Value 4500
1 Title 131111.409.10.fid
2 Comment Oschatz, S0-129 [
AulH DMSO / opt/ topspin 1311 9
3 Origin Bruker BioSpin GmbH - 4000
4 Spectrometer AV400
5 Solvent DMSO F
6 Temperature 297.0
7 Pulse Sequence 2930 [ 3500
8 Experiment 1D
9 Number of Scans 32 t
10 Receiver Gain 90
11 Relaxation Delay 1.5000 {3000
12 Pulse Width 12.2000
13 Acquisition Time 2.0448 L
14 Acquisition Date 2013-11-12T09:49:00
15 Modification Date 2013-11-12T09:49:53 [ 2500
16 Spectrometer Frequency 400.13
17 Spectral Width 8012.8 [
18 Lowest Frequency -1609.2
19 Nucleus 1H [ 2000
20 Acquired Size 16384
21 Spectral Size 65536
{1500
L 1000
(500
J | | J 0
T T T T T T T T T T T T T T T T T T
1.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 35 3.0 2.5 2.0 15 1.0 0.5 0.0 -0.5

45 40
f1 (ppm)




T T
160 150

T T
140 130 120

Parameter Value 3400
Title 131106.437.10.fid [
L 3200
2 Comment Oschatz/ SO- 120
AulH DMSO / opt/ topspin 1311 37 F
3 Origin Bruker BioSpin GmbH [ 3000
4 Spectrometer AV400 L
5 Solvent DMSO L2800
6 Temperature 297.0 N H [
7 Pulse Sequence 2930 | 2600
8 Experiment 1D N
9 Number of Scans 32 [
10 Receiver Gain 228 H - 2400
1 Relaxation Delay 1.5000 [
2 Pulse Width 122000 |-2200
3 Acquisition Time 2.0448 F
4 Acquisition Date 2013-11-07T13:47:00 [ 2000
5 Modification Date 2013-11-07T13:47:10 L
6 Spectrometer Frequency | 400.13 1800
7 Spectral Width 8012.8 L
8 Lowest Frequency -1609.2 1600
Nucleus 1H
0 Acquired Si 6384 [
cquire .|ze | 1400
1 Spectral Size 5536
{1200
L 1000
L 800
‘ L 600
L 400
L 200
| | :
[-200
T T T T T T
8.5 8.0 75 7.0 6.5 5.0
Parameter Value |- 1700
Title 131106.437.11.fid | 1600
2 Comment Osghatzf SO- 120
Au13C DMSO / opt/ topspin 1311 37 r
3 Origin Bruker BjoSpin GmbH - 1500
4 Spectrometer AV400 F
5 Solvent DM$O L 1400
6 Temperature 2970 L
7 Pulse Sequence 2gpg30 L1300
8  Experiment i L
9 Number of Scans 500 [ 1200
10 Receiver Gain 4096
11 Relaxation Delay 1.7000 | 1100
2 Pulse Width 10.p000
3 Acquisition Time 1.0945 [ 1000
4 Acquisition Date 2013-11+-07T14:12:00 [
5 Modification Date 2013-11-07T14:12:15 r
6 Spectrometer Frequency 100.63 900
7 Spectral Width 29940.1 r
8 Lowest Frequency -1715.7 800
Nucleus 13¢ L
0 Acquired Size 32768 [ 700
1 Spectral Size 65536 L
{600
L 500
[ 400
L300
L 200
{100
L0
) m” w
MMWWMJM MWW it i t
‘ 1 ' |-100




Parameter Value
1 Title 131111.408.10.fid O
2 Comment Oschatz, SO-125
AulH DMSO / opt/ topspin 1311 8
3 Origin Bruker BioSpin GmbH
4 Spectrometer AV400 NH
5 Solvent DMSO
6 Temperature 297.0
7 Pulse Sequence 2930 N
8 Experiment 1D H \
9 Number of Scans 32
10 Receiver Gain 256 S
11 Relaxation Delay 1.5000
12 Pulse Width 12.2000
13 Acquisition Time 2.0448
14 Acquisition Date 2013-11-12T09:37:00
15 Modification Date 2013-11-12T09:37:11
16 Spectrometer Frequency 400.13
17 Spectral Width 8012.8
18 Lowest Frequency -1606.4
19 Nucleus 1H
20 Acquired Size 16384
21 Spectral Size 65536
| M
| |
T T T T T T T T T T
8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0
f1 (ppm)
Paramets Value
1 Title 131106.438.11.fid
2 Comment Oschatz/|SO- 125
Au13C DMSO / opt/ topspjn 1311 38
3 Origin Bruker BipSpin GmbH
4 Spectrometer Av400
5 Solvent DMSO
6 Temperatyre 297.0
7 Pulse Seqyence 2g9pg30
8 Experiment 1D
9 Number of Scans| 500
10 Receiver Gain 4598
11 Relaxatior) Delay]| 1.7000
12 Pulse Width 10.0000
13 Acquisitior| Time 1.0945
14 Acquisition Date 2013-11407T14:48:00
15 Modification Datg 2013-11107T14:49:06
16 Spectrometer Frequiency 100.63
17 Spectral Width 29940.1
18 Lowest Frequengy -1720.4
19 Nucleus 13C
20 Acquired Size 32768
21 Spectral Sjze 65536
| | 1}
A AT ol A A ——
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80
f1 (ppm)




Parameter Value
1 Tite 130618.315.10.fid L2400
2 Comment Oschatz/ SO-32 ¢
AulH DMSO / opt/ topspin 1306 15 O
3 Origin Bruker BioSpin GmbH [ 2200
4 Spectrometer AV300
5 Solvent DMSO N H
6 Temperature 295.5 [ 2000
7 Pulse Sequence 2930 Z
8  Experiment i) N
9 Number of Scans 32 L 1800
10 Receiver Gain 645
11 Relaxation Delay 1.0000
12 Pulse Width 11.0000 L1600
13 Acquisition Time 2.6543
14 Acquisition Date 2013-06-18T16:19:00
15 Modification Date 2013-06-18T16:19:15 [ 1400
16 Spectrometer Frequency 300.13
17 Spectral Width 6172.8
18 Lowest Frequency -1234.5 [ 1200
19 Nucleus 1H
20 Acquired Size 16384
21 Spectral Size 65536 [ 1000
L 800
L 600
‘ [ 400
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Paramgter Valug
1 Titl 131129.f331.11.fid [
2 Comment SO-TBHP - 11000
C13CPD DMSO {C:\ Brukgf\ TopSpin3.2} 1311 (15
3 Origin Bruker BioSpir) GmbH r
4 Spectrpmeter FOURIER300 L 10000
5 Solyen] DMSO
6 Temperature 297.7 r
7 79pg30 9000
8 1D
9 ns 256 r
st | 8000
lay 2.0000
11.4000 L
ime 1.3422
e 2013-11-29T17:23:00 |- 7000
te 2013-11-29T17:37:46 L
16 Spec Frequency 75.49
17 Spectral Widtl 24414.1 - 6000
18 Lowest Frequgncy -4658.8 L
19 Nugleut 13C
20 Acquirgd Size 32768 5000
21 Spectral Size 65536
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