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1. General Information

All reagents and solvents were purchased from commercial suppliers and used without further
purification unless otherwise stated. Analytic thin-layer chromatography (TLC) was carried out
with silica gel GF 254-coated plates. All products were isolated by column chromatography on
silica gel (300-400 mesh) using petroleum ether (PE; bp 60-90 °C) and ethyl acetate. All
compounds were characterized by 'H NMR (400 MHz), '3C NMR (100 MHz), and ESI-MS. All
'"H NMR shifts are reported in & units (ppm) relative to the signals for residual CHCIs (8 = 7.26
ppm) or DMSO (6 = 2.50 ppm) in the corresponding deuterated solvent. All 3C NMR spectra are
reported in ppm relative to CDCls (5 = 77.23 ppm) or DMSO-ds (6 = 39.60 ppm). NMR data were
recorded by Bruker 400 MHz instrument. HRMS data were recorded with ESI ionization sources
on a Bruker Apex II instrument. Melting points were determined on an X-4 apparatus.

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

A flask was charged with 2-aminobenzamide (1a; 27.2 mg, 0.2 mmol), pentane-2,4-dione (2A;
30.0 mg, 0.3 mmol), CSA (4.6 mg, 0.02 mmol), and 1:9 (v/v) ethyl lactate-H>O (1.0 mL). The
flask was sealed and the mixture was stirred at 100 °C for 16 h. When the reaction was complete
(TLC), the mixture was cooled to r.t., extracted with EtOAc (3x20 mL), and washed with H>O.
The organic phase was dried (NaxSOy), filtered, and concentrated under reduced pressure. The
residue was purified by column chromatography (silica gel) to give the product 3aA (31.7 mg,
98%) as white solid.

3. Analytical Data of the Products

2-methylquinazolin-4(3H)-one (3aA)
CAS: 1769-24-0
o White solid, mp 176-177 °C;
NH 'H NMR (CDCls, 400 MHz): 8 = 2.61 (s, 3H), 7.47 (dt, J; = 8.4 Hz, J> = 1.2 Hz,
N/)\ 1H), 7.68 (d, J= 7.6 Hz, 1H), 7.76 (dt, J; = 8.4 Hz, J> = 1.6 Hz, 1H), 8.28 (dd, J1 =
8.0 Hz, J,= 1.2 Hz, 1H), 12.19 (s, 1H);
13C NMR (CDCl3, 100 MHz): & = 22.1, 120.2, 126.2, 126.4, 127.0, 134.9, 149.4, 153.3, 164.4;
HRMS (ESI): m/z [M+H]" calcd. for CoHsN>O 161.0709; found 161.0714.

2-ethylquinazolin-4(3H)-one (3aB)

CAS: 3137-64-2
o White solid, mp 232-233 °C;

@NH '"H NMR (CDCl3, 400 MHz): 8 = 1.45 (t, J = 7.6 Hz, 3H), 2.84 (q, J = 7.6 Hz,
N/)\/ 2H), 7.47 (t,J=17.2 Hz, 1H), 7.71 (d, J= 8.0 Hz, 1H), 7.78 (dt, J; = 8.0 Hz, J> =

1.2 Hz, 1H), 8.29 (d, J= 7.6 Hz, 1H), 11.80 (s, 1H);

13C NMR (CDCls, 100 MHz): & = 11.5, 29.2, 120.5, 126.2, 126.4, 127.2, 134.8, 149.4, 157.5,

164.2 ;

HRMS (ESI): m/z [M+H]* caled. for C1oH10N20 175.0866; found 175.0871.



2-isopropylquinazolin-4(3H)-one (3aC)
CAS: 13182-64-4
White solid, mp 232-233 °C;

i '"H NMR (CDCl3, 400 MHz): 8 = 1.44 (d, J = 6.8 Hz, 6H), 2.97-3.08 (m, 1H),
@fj\/NH 7.47 (t, J = 8.0 Hz, 1H), 7.70-7.79 (m, 2H), 8.29 (d, J = 7.6Hz, 1H), 10.95 (s,

N)Y 1H);
13C NMR (CDCls, 100 MHz): § = 20.5, 35.0, 120.8, 126.3, 126.4, 127.4, 134.7, 149.4, 160.5,
163.7;
HRMS (ESI): m/z [M+H]" caled. for C11H12N20 189.1022; found 189.1027.

2-phenylquinazolin-4(3 H)-one (3aE)

CAS: 1022-45-3
o) White solid, mp 122-123 °C;
dLNH TH NMR (CDCls, 400 MHz): & = 7.52 (dt, J; = 8.0 Hz, J> = 1.6 Hz, 1H),
N/)\© 7.59-7.60 (m, 3H ), 7.79-7.86 (m, 2H ), 8.15 -8.17 (m, 2H ), 8.33 (d, /=7.6 Hz,
1H), 10.67 (s, 1H);
13C NMR (CDCls, 100 MHz): & = 126.5, 126.9, 127.1, 128.1, 129.2, 131.8, 132.8, 134.9, 149.4,
151.4,163.1;
HRMS (ESI): m/z [M+H]" caled. for C14H10N20 223.0866; found 223.0871.

2,3-dimethylquinazolin-4(3H)-one (3bA)

CAS: 1769-25-1
0 White solid, mp 110-111 °C;

@ﬁLN/ 'TH NMR (CDCls, 400 MHz): & 2.63 (s, 3H), 3.63 (s, 3H), 7.44 (dt, J; = 8.0 Hz, J> =
N/)\ 1.2 Hz, 1H), 7.61 (d, J = 8.0 Hz, 1H), 7.71 (dt, J; = 8.0 Hz, J> = 1.2 Hz, 1H), 8.25

(dd, J1=8.0 Hz, J» = 1.2 Hz, 1H) ppm;

13C NMR (CDCl3, 100 MHz):  23.6, 31.1, 120.2, 126.5, 126.5, 126.8, 134.3, 147.1, 154.6, 162.3,

ppm;

HRMS (ESI): m/z [M+H]" caled. for C1oH1oN20 175.0866; found 175.0870.

2-methyl-3-phenylquinazolin-4(3 H)-one (3cA)

CAS: 2385-23-1
o White solid, mp 147-148 °C;

@NQ TH NMR (CDCl3, 400 MHz): 8 = 2.25 (s, 3H), 7.27-7.28 (m, 2H), 7.45-7.59 (m,
N/)\ 4H), 7.68 (d, J = 7.6 Hz, 1H), 7.77 (dt, J; = 8.4 Hz, J> = 1.6 Hz, 1H), 8.28 (dd,

J1=8.0Hz, J»=1.2 Hz, 1H);

13C NMR (CDCls, 100 MHz): & 24.4, 120.8, 126.7, 126.8, 127.1, 128.0, 129.3, 130.0, 134.6,

137.8,147.5, 154.2, 162.3;

HRMS (ESI): m/z [M+H]" caled. for C1sH12N20 237.1022; found 237.1028.



2-methyl-3-(p-tolyl)quinazolin-4(3 H)-one (3dA)
CAS: 22316-59-2
White solid, mp 150-151 °C;

Q /©/ '"H NMR (CDCl3, 400 MHz): & = 2.25 (s, 3H), 2.45 (s, 3H), 7.14 (d, J = 8.0
©\):N\ Hz, 2H), 7.35 (d, /= 7.6 Hz, 2H), 7.46 (t, J= 7.6 Hz, 1H), 7.67 (d, J = 8.4 Hz,

N 1H), 7.76 (dt, J; = 8.0 Hz, J> = 0.8 Hz, 1H), 8.27 (d, /= 8.0 Hz, 1H) ppm;
13C NMR (CDCls, 100 MHz): & = 21.3, 24.4, 120.8, 126.5, 126.7, 127.1, 127.7, 130.6, 134.5,
135.1, 139.3, 147.5, 154.5, 162.4;
HRMS (ESI): m/z [M+H]" calcd. for CisH14N>O 251.1179; found 251.1185.

2-methyl-3-(o-tolyl)quinazolin-4(3H)-one (3eA)
CAS: 72-44-6
White solid, mp 119-121 °C;

i ji) '"H NMR (CDCl3, 400 MHz): § = 2.13 (s, 3H), 2.19 (s, 3H), 7.16 (d, J = 7.6 Hz,
©\):N\ 1H), 7.35-7.42 (m, 3H), 7.48 (t, /= 7.6 Hz, 1H), 7.69 (d, J = 8.0 Hz, 1H), 7.78
N (dt,J1=8.4 Hz,J>=1.2 Hz, 1H), 8.29 (dd, J1 = 8.0 Hz, J>» = 0.8 Hz, 1H);
13C NMR (CDCls, 100 MHz): § = 17.4, 23.9, 120.7, 126.6, 126.8, 127.1, 127.6, 127.9, 129.6,

131.5, 134.6, 135.3, 136.8, 147.6, 154.3, 161.7;
HRMS (ESI): m/z [M+H]" caled. for C1¢H14N20 251.1179; found 251.1186.

3-(4-methoxyphenyl)-2-methylquinazolin-4(3H)-one (3fA)
CAS: 53574-77-9
OCH;§ White solid, mp 169-171 °C;

7 /©/ 'H NMR (CDCl3, 400 MHz): & = 2.26 (s, 3H), 3.88 (s, 3H), 7.05 (d, J =
@E:N\ 8.8 Hz, 2H), 7.17 (d, J = 8.8 Hz, 2H), 7.46 (t, J = 7.6 Hz, 1H), 7.66 (d, J

N = 8.0 Hz, 1H), 7.76 (dt, J; = 8.4 Hz, J> = 1.2 Hz, 1H), 8.26 (dd, J1 = 8.0
Hz, J,=0.8 Hz, 1H);
13C NMR (CDCls, 100 MHz): & = 24.4, 55.5, 115.2, 120.8, 126.6, 126.7, 127.1, 129.0, 130.2,
134.5, 147.5, 154.8, 159.9, 162.5;
HRMS (ESI): m/z [M+H]* calced. for C1sH14N202 267.1128; found 267.1135.

3-(3-chlorophenyl)-2-methylquinazolin-4(3 H)-one (3gA)

CAS: 340-94-3
o White solid, mp 130-131 °C;

i I N/©\CI 'H NMR (CDCl3, 400 MHz): & = 2.27 (s, 3H), 7.18-7.20 (m, 1H), 7.31 (s,
N/)\ 1H), 7.46-7.51 (m, 3H), 7.68 (d, J = 8.4 Hz, 1H), 7.79 (dt, J; = 8.0 Hz, J> =
1.2 Hz, 1H), 8.26 (dd, J1 = 8.0 Hz, J» = 0.8 Hz, 1H);

13C NMR (CDCls, 100 MHz): § = 24.4, 120.6, 126.5, 126.9, 126.9, 127.1, 128.6, 129.7, 131.0,

134.8, 135.6, 138.8, 147.4, 153.5, 162.1;

HRMS (ESI): m/z [M+H]" calcd. for CisHiCIN,O 271.0633; found 271.0641.



3-(4-chlorophenyl)-2-methylquinazolin-4(3H)-one (3hA)
CAS: 1788-93-8
° c White solid, mp 157-158 °C;
N/©/ '"H NMR (CDCls, 400 MHz): & = 2.25 (s, 3H), 7.22 (d, J = 8.4 Hz, 2H),
: N//K 7.48 (t, d = 8.4 Hz, 1H), 7.54 (d, J = 8.4 Hz, 2H), 7.68 (d, J = 8.0 Hz, 1H),
7.78 (t,J=7.2 Hz, 1H), 8.26 (d, /= 8.0 Hz, 1H);

13C NMR (CDCls, 100 MHz): § = 24.4, 120.6, 126.8, 127.1, 129.5, 130.3, 134.8, 135.4, 136.2,
147.4,153.7, 162.2;
HRMS (ESI): m/z [M+H]" calcd. for CisHiCIN,O 271.0633; found 271.0639.

3-(3,4-dichlorophenyl)-2-methylquinazolin-4(3H)-one (3iA)
CAS: 4285-67-0
ol White solid, mp 164-165 °C;

0 Q TH NMR (CDCl3, 400 MHz): & = 2.26 (s, 3H), 7.13 (d, J= 8.8 Hz, 1H), 7.41
(j\):“\ € (s, 1H), 7.46 (t, J = 7.2 Hz, 1H), 7.61-7.67 (m, 2H), 7.77 (t, J = 7.6 Hz, 1H),

N 8.21 (d,J="7.6 Hz, 1H) ppm;
13C NMR (CDCls, 100 MHz): & = 24.3, 120.3, 126.9, 126.9, 126.9, 127.6, 130.2, 131.6, 133.9,
134.0, 134.9, 136.8, 147.2, 153.1, 161.9 ppm;
HRMS (ESI): m/z [M+H]" calcd. for CisH10C1aN20 305.0243; found 305.0252.

3-benzyl-2-methylquinazolin-4(3H)-one (3jA)
CAS: 4260-34-8
0 White solid, mp 123-124 °C;
@E‘\N '"H NMR (CDCls, 400 MHz): § = 2.59 (s, 3H), 5.44 (s, 2H), 7.24 (d, J= 7.2
N/)\/\© Hz, 2H), 7.31-7.38 (m, 3H), 7.51 (t, J = 7.6 Hz, 1H), 7.67 (d, J = 8.0 Hz, 1H),
7.79 (dt, J; = 8.4 Hz, J> = 1.2 Hz, 1H), 8.35 (dd, J1 = 8.0 Hz, J> = 0.8 Hz,
1H);
13C NMR (CDCl;, 100 MHz): 8 = 23.4, 47.1, 120.3, 126.5, 126.5, 126.7, 127.1, 127.7, 128.9,

134.4, 135.8, 147.3, 154.6, 162.4;
HRMS (ESI): m/z [M+H]" caled. for C16H14N>0 251.1179; found 251.1185.

5-fluoro-2-methylquinazolin-4(3H)-one (3kA)
CAS: 143745-24-8
F o White solid, mp 252-253 °C;
ny  HNMR (CDCls, 400 MHz): & = 2.56 (s, 3H), 7.10 (t, /= 9.2 Hz, 1H), 7.47 (d, J =
N//K 8.4 Hz, 1H), 7.67-7.72 (m, 1H), 11.22 (s, 1H);
13C NMR (CDCls, 100 MHz): & = 22.0, 110.2, 113.0, 123.0, 135.2, 151.3, 154.2,

160.1, 162.6;
HRMS (ESI): m/z [M+H]" calcd. for CoH7FN>O 179.0615; found 179.0621.



6-chloro-2-methylquinazolin-4(3H)-one (3mA)
CAS: 7142-09-8
o] White solid, mp 286-287 °C;

NH TH NMR (CDCls, 400 MHz): § = 2.34 (s, 3H), 7.59 (d, J = 8.8 Hz, 1H), 7.79 (dd,
N J1=8.8Hz, J,=2.4Hz 1H), 7.80 (d,/J=2.4 Hz, 1H), 12.40 (s, 1H);
13C NMR (CDCl3, 100 MHz): 6 =21.9, 122.3, 125.1, 129.3, 130.5, 134.8, 148.1, 155.4, 161.2;
HRMS (ESI): m/z [M+H]" calcd. for CoH7CIN2O 195.0320; found 195.0325.

Cl

2-(4-oxopentyl)quinazolin-4(3H)-one (5aA)
CAS: 86663-60-7
o White solid, mp 145-146 °C;
@\)LNH o 'HNMR (CDCls, 400 MHz): § = 2.13-2.20 (m, 2H), 2.18 (s, 3H), 2.64 (t, J
N/)\/\/U\ = 7.2 Hz, 2H), 2.80 (t, J = 7.2 Hz, 2H), 7.48 (dt, J; = 8.0 Hz, J> = 1.2 Hz,
1H), 7.68 (d, J = 8.0 Hz, 1H), 7.77 (dt, J; = 8.0 Hz, J> = 1.6 Hz, 1H), 8.29 (dd, J1 = 8.0 Hz, J> =
1.2 Hz, 1H), 11.52 (s, 1H);
13C NMR (CDCls, 100 MHz): & = 21.1, 30.0, 34.7, 42.3, 120.6, 126.3, 126.5, 127.2, 134.8, 149.2,
155.8, 163.8, 208.2;
HRMS (ESI): m/z [M+H]" calcd. for Ci3H14N»O, 231.1128; found 231.1134.

2-(2-methyl-4-oxopentyl)quinazolin-4(3 H)-one (5aB)
CAS: none
o White solid, mp 154-157 °C;
©\)LNH o 'H NMR (CDCl3, 400 MHz): & = 1.13 (d, J = 6.0 Hz, 1H), 2.19 (s, 3H),
NW 2.47-2.53 (m, 1H), 2.68-2.83 (m, 4H), 7.51 (t, J=7.2 Hz, 1H), 7.72 (d, J =
8.0 Hz, 1H), 7.81 (dt, J; = 8.0 Hz, J> = 0.8 Hz, 1H), 8.33 (dd, J1 = 7.6 Hz, J»
=0.4 Hz, 1H), 11.86 (s, 1H);
13C NMR (CDCl3, 100 MHz): 8 = 20.1, 28.6, 30.5, 42.4, 50.0, 120.7, 126.3, 126.5, 127.3, 134.8,

149.2, 155.3, 163.9, 208.3;
HRMS (ESI): m/z [M+H]" caled. for C14H1N2O, 245.1285; found 245.1284.

2-(2,2-dimethyl-4-oxopentyl)quinazolin-4(3H)-one (5aC)
CAS: 86663-57-2
o White solid, mp 159-160 °C;
o 'TH NMR (CDCl3, 400 MHz): & = 1.16 (s, 6H), 2.30 (s, 3H), 2.46 (s, 2H),
)\><)J\ 2.73 (s, 2H), 7.45(t, J= 7.2 Hz, 1H), 7.67 (d, J = 8.0 Hz, 1H), 7.74 (dt, J; =
7.2 Hz,J>=1.2 Hz, 1H), 8.28 (d, /= 8.0 Hz, 1H), 10.79 (s, 1H);

13C NMR (CDCls, 100 MHz): & = 29.0, 33.6, 35.5, 45.4, 51.5, 121.1, 126.4, 126.4, 127.2, 134 .4,
149.0, 154.0, 162.1, 212.3;
HRMS (ESI): m/z [M+H]" calcd. for CisH1sN2O2 259.1441; found 259.1447.



2-(3,3-dimethyl-4-oxopentyl)quinazolin-4(3H)-one (5aD)
CAS: none
White solid, mp 137-139 °C;

@fi’“‘ 2 1H NMR (CDCl, 400 MHz): § = 1.32 (s, 6H), 2.11-2.16 (m, 2H), 2.28 (s,

N)><\)J\ 3H), 2.70-2.74 (m, 2H), 7.52 (dt, J; = 8.4 Hz, J> = 1.2 Hz, 1H), 7.72 (d, J =
7.6 Hz, 1H), 7.81 (dt, J; = 7.2 Hz, J> = 1.6 Hz, 1H), 8.30 (dd, J = 8.0 Hz, />, = 1.2 Hz, 1H), 11.63
(s, 1H);
13C NMR (CDCls, 100 MHz): & = 24.4, 25.2, 31.6, 36.8, 47.6, 120.7, 126.3, 126.6, 127.2, 134.8,
149.3, 156.3, 163.9, 213.5;
HRMS (ESI): m/z [M+H]" calcd. for CisH1sN2O2 259.1441; found 259.1440.

2-(4-oxopentyl)quinazolin-4(3H)-one (5aE)
CAS: none
o White solid, mp 149-151 °C;
@NH o 'H NMR (CDCl3, 400 MHz): § = 1.04 (t, J = 7.2 Hz, 3H), 2.14-2.21 (m,
N/)\/\)K/ 2H), 2.45 (q, J= 7.2 Hz, 2H), 2.60 (t, J= 7.2 Hz, 2H), 2.80 (t, J = 7.2 Hz,
2H), 7.47 (dt, J; = 7.6 Hz, J> = 0.8 Hz, 1H), 7.68 (d, /= 8.0 Hz, 1H), 7.77 (dt, J; = 8.0 Hz, J, = 1.2
Hz, 1H), 8.28 (dd, /1= 8.0 Hz, J,= 0.8 Hz, 1H), 11.58 (s, 1H);
13C NMR (CDCls, 100 MHz): & = 7.7, 21.2, 34.8, 36.0, 41.0, 120.6, 126.3, 126.5, 127.2, 134.8,
149.2, 155.9, 163.8, 211.0;
HRMS (ESI): m/z [M+H]" calcd. for C1sH16N2O> 245.1285; found 245.1292.

3-methyl-2-(4-oxopentyl)quinazolin-4(3H)-one (SbA)
CAS: 1616629-16-3
o) Pale yellow oily liquid,
N~ o 'H NMR (CDCls, 400 MHz): & = 2.08-2.15 (m, 2H), 2.17 (s, 3H), 2.68 (t,

M J=6.8 Hz, 2H), 2.84 (t, J = 7.2 Hz, 2H), 3.66 (s, 3H), 7.43 (dt, J; = 8.0 Hz,
J>=0.8 Hz, 1H), 7.60 (d, J = 8.0 Hz, 1H), 7.71 (dt, J; = 8.4 Hz, J> = 1.2 Hz, 1H), 8.25 (dd, J1 =
8.0 Hz, J» = 1.2 Hz, 1H);
13C NMR (CDCl3, 100 MHz): 8 = 20.4, 30.2, 30.6, 34.6, 42.3, 120.3, 126.5, 126.8, 126.8, 134.1,
147.1,156.4, 162.6, 208 .4;
HRMS (ESI): m/z [M+H]" calcd. for Ci14H16N2O2 245.1285; found 245.1292.

2-(4-oxopentyl)-3-phenylquinazolin-4(3H)-one (5cA)
CAS: none
o Pale yellow solid, mp 131-134 °C;
@fLN/Ph o '"H NMR (CDCls, 400 MHz): § = 1.96-2.02 (m, 2H), 2.07 (s, 3H), 2.43 (t, J
N/)\/\/U\ = 7.2 Hz, 2H), 2.50 (t, J = 7.2 Hz, 2H), 7.25-7.28 (m, 3H), 7.45-7.58 (m,
4H), 7.69 (dd, J1 = 8.0 Hz, J» = 0.4 Hz, 1H), 7.76 (dt, J; = 6.8 Hz, J> = 1.6
Hz, 1H), 8.27 (q, J1 = 8.0 Hz, J» = 1.2 Hz, 1H);
13C NMR (CDCls, 100 MHz): & = 20.6, 29.9, 34.8, 42.5, 120.9, 126.7, 127.1, 128.3, 129.3, 130.0,
134.5,137.2, 147.4, 156.0, 162.5, 208.2;
HRMS (ESI): m/z [M+H]" calcd. for Ci9H1sN2O2 307.1441; found 307.1449.



2-(4-oxopentyl)-3-(p-tolyl)quinazolin-4(3H)-one (5dA)
CAS: none

o Pale yellow solid, mp 97-99 °C;
: I N/©/O 'H NMR (CDCls, 400 MHz): & = 1.94-2.02 (m, 2H), 2.08 (s, 3H),
N/)\/\/U\ 2.42-2.46 (m, 3H), 2.42 (s, 3H), 2.50 (t, /= 7.2 Hz, 2H), 7.13 (d, /= 8.0 Hz,
2H), 7.34 (d, J = 8.0 Hz, 2H), 7.45 (dt, J; = 8.0 Hz, J> = 1.2 Hz, 1H), 7.68
(d,J=17.6 Hz, 1H), 7.75 (dt, J; = 8.4 Hz, J> = 1.2 Hz, 1H), 8.26 (dd, J1= 8.0 Hz, J»= 1.2 Hz, 1H);
13C NMR (CDCls, 100 MHz): & = 20.6, 21.3, 29.9, 34.7, 42.6, 120.9, 127.0, 127.1, 128.0, 130.6,
134.5,134.5, 139.4, 147.4, 156.2, 162.6, 208.3;
HRMS (ESI): m/z [M+H]" calcd. for C20H20N202 321.1598; found 321.1602.

2-(4-oxopentyl)-3-(o-tolyl)quinazolin-4(3 H)-one (5eA)

CAS: none

White solid, mp 113-115 °C;
o '"H NMR (CDCl3, 400 MHz): & = 1.98-2.04 (m, 2H), 2.08 (s, 3H), 2.10 (s,

N\/© N 3H), 2.27-2.41 (m, 2H), 2.47-2.53 (m, 2H), 7.16 (d, J = 7.2 Hz, 1H),
N/)\/\/U\ 7.34-7.41 (m, 3H), 7.47 (t, J = 7.6 Hz, 1H), 7.64-7.72 (m, 1H), 7.77 (dt, J;
=8.4 Hz, J>=1.6 Hz, 1H), 8.28 (q, J1 = 8.0 Hz, J>» = 0.8 Hz, 1H);

13C NMR (CDCls, 100 MHz): & = 17.5, 20.3, 30.0, 34.3, 42.6, 120.8, 126.7, 127.1, 127.6, 128.3,

129.6, 131.6, 134.5, 135.5, 136.2, 147.6, 156.0, 161.8, 208.2;

HRMS (ESI): m/z [M+H]" calcd. for C20H20N202 321.1598; found 321.1603.

3-(4-methoxyphenyl)-2-(4-oxopentyl)quinazolin-4(3H)-one (5fA)
CAS: none

5 OMe Pale yellow solid, mp 125-127 °C;

/©/ 'H NMR (CDCls, 400 MHz): & = 1.94-2.01 (m, 2H), 2.08 (s, 3H), 2.44 (t,

dj\/\)ok J =172 Hz, 2H), 2.49 (t, J = 7.2 Hz, 2H), 3.87 (s, 3H), 7.03-7.06 (m, 2H),

N 7.14-7.17 (m, 2H), 7.45 (dt, J; = 8.4 Hz, J> = 1.2 Hz, 1H), 7.67 (d, J=7.6
Hz, 1H), 7.75 (dt, J; = 7.6 Hz, J>= 1.2 Hz, 1H), 8.24 (dd, J; = 8.0 Hz, J> = 1.2 Hz 1H);
13C NMR (CDCl3, 100 MHz): & = 20.6, 29.9, 34.8, 42.5, 55.6, 115.2, 120.8, 126.6, 127.0, 127.1,
129.3, 129.6, 134.5, 147.4, 156.5, 160.0, 162.7, 208.3;
HRMS (ESI): m/z [M+H]" calcd. for C20H20N203 337.1547; found 337.1554.



3-(3-chlorophenyl)-2-(4-oxopentyl)quinazolin-4(3H)-one (5gA)

CAS: none
o Pale yellow oily liquid .
o 'H NMR (CDCls, 400 MHz): 6 = 1.98-2.01 (m, 2H), 2.08 (s, 3H), § = 2.42
: Il N o (t, J = 7.2 Hz, 2H), 2.51-2.56 (m, 2H), 7.18-7.21 (m, 1H), 7.30 (s, 1H),
Nw 7.45-7.50 (m, 3H), 7.68 (d, J = 7.6 Hz, 1H), 7.77 (dt, J; = 8.0 Hz, J, = 1.6

Hz, 1H), 8.24 (dd, J; = 8.0 Hz, J, = 1.6 Hz, 1H);
13C NMR (CDCLs, 100 MHz): & = 20.4, 29.9, 34.7, 42.4, 120.7, 126.8, 126.9, 127.1, 127.2, 128.8,
129.7, 130.9, 134.7, 135.6, 138.3, 147.3, 155.4, 162.3, 208.1;

HRMS (ESI): m/z [M+H]" calcd. for C1oH7CIN,0,341.1051; found 341.1060.

3-(4-chlorophenyl)-2-(4-oxopentyl)quinazolin-4(3H)-one (ShA)
CAS: none
o c Pale yellow oily liquid;
N/©/o 'TH NMR (CDCls, 400 MHz): 8 = 1.94-2.02 (m, 2H), 2.08 (s, 3H), 2.41 (t, J
: N/)\/\/U\ = 7.6 Hz, 2H), 2.52 (t, J = 6.8 Hz, 2H), 7.21-7.24 (m, 2H), 7.47 (dt, J; =
8.0 Hz, J> = 1.2 Hz, 1H), 7.51-7.56 (m, 2H), 7.68 (d, J = 8.0 Hz, 1H), 7.77
(dt, J;=8.4 Hz, J>= 1.6 Hz, 1H), 8.25 (dd, J1 = 8.0 Hz, J. = 0.8 Hz, 1H);
13C NMR (CDCl3, 100 MHz): & = 20.4, 29.9, 34.8, 42.4, 120.7, 122.1, 126.9, 127.1, 127.2, 129.2,
129.8, 130.3, 134.7, 135.4, 135.7, 147.3, 155.5, 162 .4, 208.2;
HRMS (ESI): m/z [M+H]" caled. for C19H17CIN202341.1051; found 341.1058.

3-(3,4-dichlorophenyl)-2-(4-oxopentyl)quinazolin-4(3 H)-one (5iA)
CAS: none
cl Pale yellow oily liquid,
0 © 'H NMR (CDCL, 400 MHz): § = 1.97-2.04 (m, 2H), 2.09 (s, 3H), 2.43 (1,
J=17.2Hz, 2H), 2.54-2.57 (m, 2H), 7.15 (dd, J; = 8.4 Hz, J> = 2.4 Hz, 1H),
)\/\/U\ 7.42-7.50 (m, 2H), 7.63 (d, J = 8.4 Hz, 1H), 7.68 (d, J = 8.0 Hz, 1H), 7.77
(dt, J;=8.4 Hz, J>= 1.2 Hz, 1H), 8.25 (dd, J1 = 8.0 Hz, /.= 1.2 Hz, 1H);
13C NMR (CDCl3, 100 MHz): & = 20.3, 30.0, 34.7, 42.3, 120.5, 127.0, 127.1, 127.2, 128.0, 130.6,
131.7,134.0, 134.9, 136.4, 147.2, 155.0, 162.2, 208.1;

HRMS (ESI): m/z [M+H]" caled. for Ci9H16CLN201 375.0662; found 375.0671.

3-benzyl-2-(4-oxopentyl)quinazolin-4(3 H)-one (5jA)
CAS: 161629-15-2
o Pale yellow solid, mp 122-124 °C;
CELN/Bn o 'HNMR (CDCl;, 400 MHz): & = 2.04-2.08 (m, 2H), 2.11 (s, 3H), 2.56 (t, J
N/)\/\/U\ = 6.8 Hz, 2H), 2.74 (t, J = 7.6 Hz, 2H), 5.48 (s, 2H), 7.19 (d, J = 6.8 Hz,
2H), 7.27-7.35 (m, 3H), 7.47 (dt, J; = 8.0 Hz, J> = 0.8 Hz, 1H), 7.65 (d, J =
8.0 Hz, 1H), 7.75 (dt, J; = 8.4 Hz, J>= 1.6 Hz, 1H), 8.32 (dd, J1 = 8.0 Hz, J> = 1.2 Hz, 1H);
13C NMR (CDCIl3, 100 MHz): 8 = 20.9, 30.0, 34.1, 42.3, 46.3, 120.4, 126.4, 126.6, 127.0, 127.2,
127.6, 128.9, 134.4, 136.3, 147.3, 156.6, 162.6, 208.3;
HRMS (ESI): m/z [M+H]" caled. for C20H20N202 321.1598; found 321.1605.



5-fluoro-2-(4-oxopentyl)quinazolin-4(3 H)-one (5kA)
CAS: none
F O White solid, mp 156-157 °C;

@NH 0 'H NMR (CDCls, 400 MHz): & = 2.10-2.16 (m, 2H), 2.17 (s, 3H), 2.64 (t, J
NM = 6.8 Hz, 2H), 2.76 (t, /= 7.6 Hz, 2H), 7.09 (dt, J; = 8.0 Hz, J> = 1.6 Hz,

1H), 7.47 (d, J= 8.4 Hz, 1H), 7.65-7.71 (m, 1H);

13C NMR (CDCls, 100 MHz): 8 = 21.0, 30.0, 34.6, 42.5, 113.1, 123.2, 135.2, 151.3, 157.0, 160.0,

161.3, 162.7, 208.3;

HRMS (ESI): m/z [M+H]" calcd. for Ci3H13FN>O; 249.1034; found 249.1039.

4.'"H NMR & 3C NMR Spectra of the Products

10



1H NMR LSS-8a

12.193

8.294
8.291
8.274
8.271
7.788
7.784
7.770
7.767
7.764
7.750
7.746
7.687
7.668
7.487
7.485
7.468
7.450
7.447

\W/%

2.605

Current Data Parameters

NAME LSS-8a
EXPNO 1
PROCNO 1
S i OO~ OO~ ~ oo~ F2 - Acquisition Parameters
o O I~ ™~ 0 0™~ W WL O W W 0 WL < Date 20140407
NN NN SIS0 0 RS S Time 11.25
00 W [ e e e e S A L o~~~ INSTRUM spect
PROBHD 5 mm PABBO BB-
\\ // \\\ //// \\ ‘ // PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
[a] DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
NH 0 3.9846387 sec
44AJJXJ\‘ 41\\ RG 114
N DW 60.800 usec
DE 6.50 usec
TE 296.9 K
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 ppm b1 1.00000000 sec
CHANNEL fl ========
1H
g S; g g 13.70 usec
14.30000019 w
o e < < 400.1324710 MHz
— — — —
F2 - Processing parameters
SI 65536
SF 400.1300178 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
12 1 10 9 8 7 6 5 4 3 2 1 ppm
T 38 5
o ol [e|o|e o
- | =l ©
13C NMR»LSS-&am © OO T O
o [SoXESN W OOy O NN ™
[se] o < W oM AN N
. PR . e e . o
S oo RV : BRUKER
© 0 < M NN NN N (;;:><:‘->
— — — ~N
‘ ‘ ‘ ‘ \\/ / Current Data Parameters
NAME LSS-8a
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20140407
Time 11.36
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
Q NS 458
DS 0
NH SWH 24038.461 Hz
FIDRES 0.366798 Hz
A 20 1.3631988 sec
N RG 80.6
DW 20.800 usec
DE 6.50 usec
TE 297.6 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
’ \ J sT 32768
N A SF 100.6127740 MHz
Y WDW EM
SSB 0
I I R LR RN AR RARRARR B 0 1.00 Hz
170 160 150 140 130 120 110 100 90 80 70 50 40 20 ppm 5% 0 1.40
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1H of S-11-11

<
S SHHNE DB i ©hma  E»o
¢S] o © ~ — r~ — ~
. NS~~~ O S < O 00 © T S <
= BRUKER
— Q 0O [~ [~ [~~~ 0~~~ NN NN —
Current Data Parameters
NAME S-11-11
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141127
< 0 O N O O O W — M0 Time 18.14
O © YO [~ WO WO o [~ INSTRUM spect
M AN e s PROBHD 5 mm PABBO BB-
. e e e e e e . e . PULPROG 2930
@ I e N ~ 0~ 0] ™ 65336
\ / K\i§ﬁ\ L///ﬁi// \ ‘ / SOLVENT CDC13
NH NS 16
{;L‘\x” bs 2
N SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 128
DW 60.800 usec
DE 6.50 usec
TE 292.9 K
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 ppm il 1.00000000 sec
CHANNEL fl ========
1H
8 g g g 13.70 usec
14.30000019 w
O. O C> O 400.1324710 MHz
— — — —
F2 - Processing parameters
ST 65536
SF 400.1300180 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

L

12 11 10 9 8 7 6 5 4 3 2 1 ppm
W

ek :

1H of s-11-11

~ o — QO M O N [~
o e} — W O W < N (o)} N
N < < o~ N AN WD wn S% (:-ﬁf:::’<::_-:>
. . . e e e e —
<~ o T~ 0 0o . .
3502 SRE8S o - BRUKER
17 TV T R -
Current Data Parameters
NAME S-11-11
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20141127
8] Time 18.26
INSTRUM spect
NH PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
N SOLVENT cpel3
NS 2113
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 80.6
DW 20.800 usec
DE 6.50 usec
TE 293.5 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
Lo | L ST 32768
- " " ; ey : al v iy S 100.6127748 MHz
WDW EM
e L L M L D B R N N B R ALY EAAAAAMANY MMM MRS 0
LB 1.00 Hz
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmacs 0
PC 1.40
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1H of S-10-10

NH
™ Es
n DO~ O~ W Lw o N WO MW -~ o
o OV 00 O WIS N O W O ~ O NO O~ < ™M
. o o)
S R PP °eceea  I% BRUKER
— [S e e e e T S el e e MmN MmoMm OO NN —
Current Data Parameters
NAME 5-10-10
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141125
oo Tl S T S R O 1O © Time 10.30
o © W 00 WL NO 0 O < INSTRUM spect
NN L e R PROBHD 5 mm PABBO BB-
- e e e e e . e . PULPROG 2930
o © o~~~ ~ o~ o~ ™ 65336
\ / K\:§§;\ L/;?ﬁi/) \\ ‘// SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 144
DW 60.800 usec
Jdb\ DE 6.50 usec
TE 293.0 K
i v T v T v T v T v T ) D1 1.00000000 sec
8.2 8.0 7.8 7.6 ppm CHANNEL fl ========
1H
13.70 usec
14.30000019 w
o o ™
S N — 400.1324710 MHz
o o o
. . . F2 - Processing parameters
— N — SI 65536
SF 400.1300178 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
o B T I o I e e R mm e e RN B s
1 10 9 8 7 6 5 4 3 2 1 ppm

3

13C of 5-10-10

O N — 0o N WO
< < o T NO NN ~ ~
~ 0 < ~ <t o E; :? (:-ﬁf::><:::_-:>
m O [9)) <~ OO o . .
23 2 ANR8S < S BRUKER
— — — ™ [N (1‘;::><::-;>
Current Data Parameters
NAME 5-10-10
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
o Date_ 20141125
Time 10.36
NH INSTRUM spect
2 PROBHD 5 mm PABBO BB-
N PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 780
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 101
DW 20.800 usec
DE 6.50 usec
TE 293.6 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
N W | it
SF 100.6127690 MHz
WDW EM
e L L R Ly Ll Ll L R L ) Lt MY RN R A EAARAAEN) MMM 0
LB 1.00 Hz
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmce 0
PC 1.40
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1H of S-21-1-2 0]
NH

- BRUKER

—10.672
341
322
174
169
160
150
856
834
813
793
601
597
588
536
532
516
496

Current Data Parameters

NAME S-21-1-2
EXPNO 2
— N < oY O O o TN m — [~ 00 W N W W PROCNO 1
< AN ™~ O O N N ™M — O OO WM™ O
0’20’7 AR @ © @© = LO_"Q”?"Q"”_"Q“_' F2 - Acquisition Parameters
© © © 0 ® ® ~ o~~~ S Date_ 20141127
Time 20.29
NENYZ W NIV
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
T T T T T T T T T T AQ 3.9846387 sec
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 ppm RG 161
DW 60.800 usec
DE 6.50 usec
TE 292.8 K
o ™0 o [Te) o
S ~ S < & D1 1.00000000 sec
o — — — o~
. . . . . CHANNEL fl ========
— o~ o~ ™ — 1H
13.70 usec
14.30000019 w
400.1324710 MHz
F2 - Processing parameters
ST 65536
SF 400.1300179 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
" .
1 10 9 8 7 6 5 4 3 2 1 ppm
() O |||
= wlailailed |
13C of S$-21-1-2
— ~M~ 0O HWNO M
0 M N M~ 0N~
o T OO~ NO OO (:-ﬁf:::’<::_-:>
— o« — O o ™~ O W
8 02 39422588 BRUKER
T RS (>
Current Data Parameters
NAME S-21-1-2
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
0 Date 20141127
Time 20.42
INSTRUM spect
NH PROBHD 5 mm PABBO EB-
Y PULPROG 29pg30
N Ph TD 65536
SOLVENT CDC13
NS 10240
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 64
DW 20.800 usec
DE 6.50 usec
TE 293.7 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
u ¥ i o u P Ll L ¥y § A, SF 100.6127690 MHz
WDW EM
e L L M L D B R N N B R ALY EAAAAAMANY MMM MRS 0
LB 1.00 Hz
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmece 0
PC 1.40
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H NMR LSS-8-41

8.263
8.260
8.243
8.240
7.737
7.734
7.717
7.713
7.699
7.696
7.624
7.604
7.458
7.456
7.438
7.421
7.418

S .

3.627
2.629

Current Data Parameters

NAME LSS-8-41
EXPNO 1
PROCNO 1
momo SO0 000w
© O < = NN AN AND 10w ™M N F2 - Acquisition Parameters
N N NN ~ S~ 000 SOSS S Date_ 20140621
e e L Time 10.48
o 0 0 © [ e T e e e INSTRUM spect
\\ // \\/// / “ ‘ // PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
Q SOLVENT CDC13
NS 16
N/ DS 2
Jie Ar I A SWH 8223.685 Hz
¢i‘m FIDRES 0.125483 Hz
N AQ 3.9846387 sec
RG 144
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 1.5 Ppm oW 50.800 usec
DE 6.50 usec
TE 296.2 K
© o 0 ~ D1 1.00000000 sec
[ee] — o~ ~
S o o o CHANNEL fl ========
. . B . 1n
b - - - 13.70 usec
14.30000019 w
400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300176 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
J’l )UU& l J o |
9 8 7 6 5 4 3 2 1
=] olee - Y
=] =l ) )
H NMR LSS-8-41
o o o N T NSO m
N o WM+ oA o N
™ 0 N W< N -~ ©
6 < 5 <éedo e BRUKER
© n < M NN NN — ™M CN
- = — A ™ N
‘ ‘ ‘ \ \\/ / ‘ ‘ Current Data Parameters
NAME LSS-8-41
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20140621
Time 11.02
INSTRUM spect
PROBHD 5 mm PABBO BB-
QO PULPROG zgpg30
TD 65536
N»/ SOLVENT CDC13
NS 3784
ﬂix\ DS 0
N SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 114
DW 20.800 usec
DE 6.50 usec
TE 296.8 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
| | | | . . SF 100.6127690 MHz
WDW EM
SSB 0
LB 1.00 Hz
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm&: ° a0
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1H of SYB-4-24 0
WHOVONDATMNWOWAOFTMOLOMSWNH MO~ N o
VOWOWARATI=IDNANI~DWOMOWIDINMMA OO~ L~ [T9)
. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . - .
0 €0 O P~ [~ [~ [~ [~ [~ D [~ D~ [~ D~ DS~ s N o~
‘ Current Data Parameters
NAME SYB-4-24
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
o0 o AN A MINWOWOWAOLNOTOM™ 0N MO~ Date_ 20140523
c 0 WO WO DA N0WWOOVWONNMOMAN OO~ L) O~ Time 10.46
N N NN [ L R TopTionToNToNIoNToNToNToNTolTo NTONTORE R IINIE S GRS INSTRUM spect
PROBUD 5 mm PABBEO BB—
CO 0O O l\l\l\l\l\l\l\l\l\l\l\[\l\[\l\l\l\[\l\[\l\l\l\l\l\[\[\ PULPROG 2930
\\ // \k\\k\’/ ™ 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 16l
DW 60.800 usec
DE 6.50 usec
TE 297.6 K
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 ppm o1 1.00000000 sec
CHANNEL fl ========
o o~ ()] o [T9} 1H
o < o I © 13.70 usec
e e @ N B 14.30000019 W
= = - < - 400.1324710 MHz
F2 - Processing parameters
ST 65536
SF 400.1300177 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
-
10 9 8 7 6 5 4 3 2 1 ppm
el [eleNe -
| |Iv~i=Itlom )
1H of SYB-4-24
o OO AMOSLONM
[} N WO HON>I~ LN ™
N Nvmoomoor e B BRUKER
. . e e e e e e e e o
N T SO0 0OOo .
o 0 MmO NNNNNN ~
— e B B B B B B B B N
‘ ‘ \ \\\\\/// Current Data Parameters
NAME SYB-4-24
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140523
Time 10.55
INSTRUM spect
(8] PROBHD 5 mm PABBO BB-
PULPROG zgpg30
N TD 65536
SOLVENT CDC13
,71\ NS 9818
N 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 298.0 K
D1 0.20000000 sec
D11 0.03000000 sec
Pl 11.65 usec
PLW1 34.00000000 W
SFO1 100.6228293 MHz
== CHANNEL f2 ==
CPDPRGZ waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
" TORRTWREY ; " F2 - Processing parameters
' v v ' SI 32768
SF 100.6127731 MHz
TDW EM
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmsse 0 T
GB 0
PC 1.40
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1H of $-22-5

—2.446
—2.252

Current Data Parameters

NAME S-22-5
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20141114
Time 17.31
AN N MM OO O~ N N M o~ INSTRUM spect
w © W WO < < 0O W O T O < N PROBHD 5 mm PABBO BB~
ISESN N R CR] B N N e} — PULPROG 2930
.. .. TD 65536
o © ~ 0~~~ o~~~ ~ SOLVENT CDC13
(8] NS 16
DS 0
N SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 144
DW 60.800 usec
v DE 6.50 usec
TE 294.8 K
i T i T i T i T i T i T i D1 1.00000000 sec
8.2 8.0 7.8 7.6 7.4 7.2 ppm CHANNEL £1 -
1H
13.70 usec
o < — 0 o)) < 14.30000019 w
o N o 0 L N 400.1324710 MHz
o o o o o o
— — — — ~ o~ F2 - Processing parameters
ST 65536
SF 400.1300179 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
M L
9 8 7 6 5 4 3 2 1 ppm
=3 o|lo|oele o|e
- wl=l=lala e
13C of 5-22-5
W ™~ N — < W N < ~ N
e A - 50 BRUKER
N -0 o~ 0oo o .
O IO OMOMHOMNMONNNNN N
i e R R e A NN
‘ \ \\\\\ \/// \ / Current Data Parameters
NAME §-22-5
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141114
Time 17.44
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 516
DS 4
SWH 24038.461 Hz
0 FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 114
N oW 20.800 usec
_?J\ DE 6.50 usec
N TE 295.4 K
D1 2.00000000 sec
D11 0.03000000 sec
Pl 11.65 usec
PLW1 34.00000000 W
SFO1 100.6228293 MHz
== == CHANNEL f2 ==
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
' l J SFO2 400.1316005 MHz
) ' ‘ l ‘ l J F2 - Processing parameters
ST 32768
SF 100.6127746 MHz
i T i T i T i T i T i T i T i T i T i WDw EM
180 160 140 120 100 80 60 40 20  ppmss® 0
LB 1.00 Hz
GB 0
PC 1.40
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1H of S-7-7

MHmmelco@mmOHg@hg@hggmg gwm)
O O WO o O WO — O w ~ ~
MO NDOEEEEODTITITOOMNO O A A A BRUKER
CO 00 0 [~ [~~~ [~~~ NN
0 j@ \Nﬁ\\ﬂ%/ v
N Current Data Parameters
A NAME §-7-7
N EXPNO 1
PROCNO 1
M —m O N S S0 W0 O—HMWMES VWO~ < o0 <
o O w O O W WO O WO OO O ~ 0 F2 - Acquisition Parameters
™M oM N I~~~ 0 DS ITITONONNO — Date 20141118
@ 0 © [ e e [ e O Sl e el el ~ ~ ?ilgiRUM iéeig
\// \\ // // \\\\\\ /// \ / PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
J\/\ AQ 3.9846387 sec
RG 144
DW 60.800 usec
T T T T T T T T T T T T 1 DE 6.50 usec
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 ppm TE 294.2 K
D1 1.00000000 sec
CHANNEL fl ========
o Yol Ne] ™ ~ (o8] 1H
o — — < o) o~
S o o o o o 13.70 usec
. B . . . . 14.30000019 w
— — — — ™ — 400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300176 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
10 9 8 7 6 5 4 3 2 1 ppm
ol ololo|o|e ol
| ==l ol
13C of sS-7-7
D~ OO0 WO WO >N
DN ST O OO TN~ M ® O
OMWOMS MWL WAL @ O BRUKER
e e e e e e e e e e e e o ™M
AL SO A0 0O . L>Q
WIOTOMMONNNNNNN ™~
e R R i s B A e B B M [
Current Data Parameters
VOEs\le== ] G
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20141118
Time 11.27
INSTRUM spect
o} PROBHD 5 mm PABBO BB-
PULPROG zgpg30
N D 65536
SOLVENT CDC13
N//k NS 654
Ds 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 128
bW 20.800 usec
DE 6.50 usec
TE 294.3 K
Dl 2.00000000 sec
D11l 0.03000000 sec
CHANNEL f1
13C
11.65 usec
34.00000000 W
100.6228293 MHz
======== CHANNEL f2 ==
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
\ ‘ [ H ‘ H \ ‘ J F2 - Processing parameters
i 4 " SI 32768
SF 100.6127745 MHz
T T T T T T T T T ey 0 EM
180 160 140 120 100 80 60 40 20 ppm LB 1.00 Hz
GB 0
PC 1.40
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OMe
1H of $-9-9 0 /©/
N
OO NNAF AN O N O N o
SISO S~ OO )
NNNSSEES OO A O O N IE'IHkIJ"‘:IE:I‘!
C 00 [~ [~~~ [~~~ ™~
Current Data Parameters
NAME S-9-9
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
[N o) N O OV O — < N Date 20141118
o~ w0 [~ O < <~ W0 @ O < Time 18.42
[SUKS N [ e e RNe) — o o INSTRUM spect
© © o [ e~ e PROBHD 5 mm PABBO BB-
PULPROG zg30
\J/ NNV% YERY 5
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
M W 20 3.9846387 sec
RG 144
DW 60.800 usec
T T T T T T T T T T T DE 6.50 usec
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 ppm TE 294.7 K
D1 1.00000000 sec
o o «~ - o - CHANNEL fl ========
NUCL 1H
o < ™ o (58] O
o o o o o o Pl 13.70 usec
. . . . . . PLW1 14.30000019 w
— — — — o~ N SFO1 400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300181 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
Il o nfhl L J\ A
T L o e e B s S B e
9 8 7 6 4 3 2 1 ppm
e e =22 S e
- - ol © )
13C of 5-9-9
MO O = NSO ®
MM W 1D MWW NLWD™SO o~ o
N~ I NSO ™SS A < o~
o e . e e e e e e e [Te} <t
N [~ O™ OWOo LN . .
R3S S23588]4 5 < BRUKER
A A = A A A A A A ITe) ~ (:‘;::><:;-)

e

: E
O
=
@

Z/L

Current Data Parameters

NAME S5-9-9
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20141118
Time 18.50
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 992
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 80.6
DW 20.800 usec
DE 6.50 usec
TE 295.3 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec

34.00000000 w
100.6228293 MHz

=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
[‘ | | ‘ | ST 32768
L SF 100.6127746 MHz
WDW EM
D s M R B R L L) s L R A AN LA MM MM 0
1.00 Hz
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmacs 0
PC 1.40
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1H of S-22-4

FOITOAOSTONN ATOTO~NOMON O ~
SOWOOWWWAHMN HOWWWOOo O W ™ ™~ Ne)
NN N®MMSMWOWOWWM SO A o~ !;I‘ll"‘"iz"
00 0 QO [~ [~ [~ [~~~ o~
Current Data Parameters
NAME S-22-4
EXPNO 1
PROCNO 1
O O < LN MO Mo Or~-NwOmOo F2 - Acquisition Parameters
™~ 0~ 0 W0 O O O WO~ — O 0 W O O O) O) 0 W W Date 20141114
NN NN @ O [~~~ WO W [FoRTORESIES S [ R R R Time~ 18,16
C 0 0 © o~~~ o~~~ o~~~ INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
\ RG 16l
DW 60.800 usec
T T T T T T T T T T T T ] o 55,20 nsec
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 ppm D1 1.00000000 sec
CHANNEL fl ========
1H
g ('; 2 : ﬁ S‘j 13.70 usec
o o o — o o 14.30000019 w
. . . N . . 400.1324710 MHz
— — — ™ — —
F2 - Processing parameters
SI 65536
SF 400.1300180 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
M s
T L o e e B s S B e
9 8 7 6 5 4 3 2 1 ppm

13C of S-22-4

O A A~ OMINN OO N> O
W OO AW OO <
O WM WWOAS L OWW SN 9] (:-ﬂf:::'<:::--:>
. LI S T Y o
™ ~ © < OO0y~ W WWo .
S B5B833338888% < BRUKER
RSl i (O
Current Data Parameters
NAME S-22-4
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141114
Time 18.24
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 792
0 DS 4
SWH 24038.461 Hz
N Cl FIDRES 0.366798 Hz
¢J\ R0 1.3631988 sec
N RG 128
DW 20.800 usec
DE 6.50 usec
TE 295.3 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec

34.00000000 w
100.6228293 MHz

=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
seehenmismasnilol | ) - 55
' " TR " " i TN — 100.6127738 MHz
WDW EM
D L e D B e e R L R R LA AR MRS AR 0
LB 1.00 Hz
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmacs 0
PC 1.40
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1H of S-21-17-1

2.252

Current Data Parameters

NAME S-21-17-1
EXPNO 1
PROCNO 1
[N DA HMNMOAHOD AN 0O oy
~ 0 O O W W MO O N O F2 - Acquisition Parameters
N N [ N SR CHNToINToRRS U S N N Date 20141125
© © e e N o~ o~ Time 9.35
INSTRUM spect
\/ NIZ VNV \/ PROBED 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 128
_Nk DK 60.800 usec
DE 6.50 usec
TE 293.0 K
T T T T T T T T T T T D1 1.00000000 sec
8.2 8.0 7.8 7.6 7.4
CHANNEL fl ========
1H
13.70 usec
g g 3 UN7 [l: g 14.30000019 w
b=y A o ol lo o 400.1324710 MHz
— — — N o~ F2 - Processing parameters
ST 65536
SF 400.1300179 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
t D N
B I N H N I A
9 8 7 6 5 4 3 2 1 ppm
o| |o|loo|o|a o
= =<l “
13C of S-21-17-1
[ee} OO N TOMO A
~ ~O~ O~ O WLWLW N O <
— OO AT~ M O ®®© L0 o (:-ﬁf:::'<::_-:>
. [ S <
o~ O <O O~ WO o .
S BS88383588] < BRUKER
T ES i (>
Current Data Parameters
NAME S$-21-17-1
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
cl Date 20141125
0 Time 9.49
;I:::]/ INSTRUM spect
N PROBHD 5 mm PABBO BB-
PULPROG zgpg30
/L\ TD 65536
N SOLVENT cbel3
NS 741
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 101
DW 20.800 usec
DE 6.50 usec
TE 293.8 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
| [ ] || l ST 32768
w SF 100.6127747 MHz
WDW EM
D L M e ) L e N s ) ) A MM LA I IS 0
1.00 Hz
190 180 170 160 150 140 130 120 110 100 90 80 60 50 40 30 20 ppmacs 0
PC 1.40
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2.255

Current Data Parameters

NAME S-8-8
EXPNO 1
PROCNO 1
o0 < TN WD M SN W O >~ < AN
N O O O™ ~ O <o < N
IR M~~~ WO W WO < = = = - a F2 - Acquisition Parameters
P e e e e e . Date_ 20141118
o [ e N i [ o~ o~ Time 18.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 80.6
DW 60.800 usec
DE 6.50 usec
8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 ppm o 1 o00a0008 Koo
CHANNEL fl ========
— o Ne] < o 1H
[N < < — ~ 13.70 usec
o o — ™ o 14.30000019 w
= = ~ ~ = 400.1324710 MHz
F2 - Processing parameters
ST 65536
SF 400.1300181 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
) B
9 8 7 6 5 4 3 2 1 ppm
o Slv|™m| e -
- oo [+ )
13C of $-8-8
N A A~ OO~ NM AW AN
T O NSO T A TS NS N
O O H WO WAL WM [ee)
w0 w0 O O .
CRSRTNNRRNE8S] 3 BRUKER
e e A A A B A B B B B | ~N
Current Data Parameters
NAME S-8-8
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141118
Time 18.32
cl INSTRUM spect
0 PROBHD 5 mm PABBO BB-
/@: PULPROG zgpg30
N al TD 65536
SOLVENT CDC13
NdJM\ NS 72
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 144
DW 20.800 usec
DE 6.50 usec
TE 295.2 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l =
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
‘ ‘ ‘ 1 l F2 - Processing parameters
" L L " ST 32768
! " ! W SF 100.6127797 MHz
WDW EM
D s L R B M R L L) s A R A ) LA MM AL 0
LB 1.00 Hz
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmeae 0
PC 1.40
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1H of S-6-6

2.588

Current Data Parameters

NAME S-6-6
//k EXPNO 1
N PROCNO 1
R RuE 0V © 0O~~~ 0O = OO 0O D F2 - Acquisition Parameters
0O < O O ®r~ WO N HONOOTNOO TN Date_ 20141118
™Moo oM O 00~ [~ ™~ O OWTONMOONNN Time 10.13
e e C e e e e e c e e e e e e e e e INSTRUM spect
o W 0 © [ e e [ e O S Sl ol el ol PROBHD 5 mm PABBO BB-
NIZ NN\
TD 65536
SOLVENT CDC13
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
JiiN RG 71.8
DW 60.800 usec
DE 6.50 usec
TE 294.3 K
8.4 8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 ppm o1 1.00000000 sec
CHANNEL fl ========
o ~ el < o ™0 1H
o ™ o o ™ N 13.70 usec
< < e < = < 14.30000019 W
— = — — o ~ 400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
J ~ do
10 9 8 7 6 5 4 3 2 1 ppm
o |o|o|e|w|e =) o
| Ivlelelmla o~ )
13C of S-6-6
©O© O ONM L TN T O N O
O O 00— O NWO A [ee] @
M N NSO O0WO WM o o) (:‘f::><:f—-)
. . P — o
< SO S oSS0 00O . .
S 3 SHIIRNSEE] - o BRUKER
IR T (<O
Current Data Parameters
NAME S-6-6
EXPNO 2
PROCNO 1
0 F2 - Acquisition Parameters
Date 20141118
n-Bn Time 10.20
INSTRUM spect
GJ\\ PROBHD 5 mm PABBO BB-
N PULPROG 29pg30
TD 65536
SOLVENT CDC13
NS 921
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 114
DW 20.800 usec
DE 6.50 usec
TE 294.7 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
ol b SF 100.6127776 MHz
WDW EM
D L M e ) L e N s ) ) A MM LA I IS 0
1.00 Hz
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppmacs 0
PC 1.40
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1H of S-21-13-2

ﬂ
e}

NH
fee]
N Ao ROEBM3S® N7 S
. S0 OST ST A AO [Te)
. : BRUKER
— [ e St el e e ~N
Current Data Parameters
NAME S-21-13-2
EXPNO 1
PROCNO 1
a 8 g S o.: 3'97 s g g F2 - Acquisition Parameters
~ < O W0 < < —_ g o Date 20141125
e e .. PN Time 11.24
oS o~ o~ INSTRUM spect
\ \ / / \ X \ . / PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
DW 60.800 usec
DE 6.50 usec
TE 293.1 K
7.7 7.6 7.5 7.4 7.3 7.2 7.1 ppm Dl 1.00000000 sec
CHANNEL fl ========
1H
ﬁ 8 Iﬂ 13.70 usec
14.30000019 w
i < < 400.1324710 MHz
— — —
F2 - Processing parameters
ST 65536
SF 400.1300182 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
1 10 9 8 7 6 5 4 3 2 1 ppm
o o|o| e o
=) || [« ©
13C of $-21-13-2
0oV ® W SN VO =AW m
MmN~ AN o © A MNmo ~
O N M ~N N O N —
8o Be Na S R BRUKER
R\ RTopToNTe} [SaXee] NN A N LN
— — L B B ~N
\\/ ‘ / v v \/ / Current Data Parameters
NAME S-21-13-2
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
F 0 Date 20141125
Time 11.35
INSTRUM spect
NH PROBHD 5 mm PABBO EB-
/]\ PULPROG 29pg30
N TD 65536
SOLVENT CDC13
NS 3134
DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 71.8
DW 20.800 usec
DE 6.50 usec
TE 293.5 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
11.65 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
I I “ F2 - Processing parameters
el l ) ST 32768
o SF 100.6127738 MHz
WDW EM
SSB 0
I I I I I A R R RS 0 < 1.00 Hz
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20  ppm3: 0 -
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MHz

Hz

MHz

MHz

Hz

1H of S-27-27
o
® RO o®E S S
. O) O QO O ™~ ™~ O N ™
o . BRUKER
— [ e e L el o~
Current Data Parameters
NAME 5-27-27
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20150110
Time 18.35
| INSTRUM spect
C NH PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
N SOLVENT DMSO
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
AQ 3.9846387
RG 80.6
DW 60.800
DE 6.50
TE 292.9
D1 1.00000000
CHANNEL f1l ====
1H
14.73
14.30000019
400.1324710
F2 - Processing parameters
ST 65536
SF 400.1300074
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
A L s
B I I N I I I I
12 1 10 9 8 7 6 5 4 3 2 1 ppm
- NN «
- ==l ©
13C of s-27-27
— O (52 N N~ N~
o~ o ™M N O O O o
— — WO NO M ~ (:-ﬁf::>‘:::_-:>
. . . e e e e 0
— [ee] T O oW .
98 2 322499 5 BRUKER
T S
Current Data Parameters
NAME S-27-27
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20150111
Time 2.54
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
0 ™ 65536
cl SOLVENT DMSO
NH NS 15360
,lxk DS 4
N SWH 26785.715
FIDRES 0.408718
AQ 1.2233887
RG 203
DW 18.667
DE 6.50
TE 296.8
D1 0.20000000
D11 0.03000000
CHANNEL f1l ====
13C
12.08
34.00000000
100.6228293
=== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00
PLW2 14.30000019
PLW12 0.38304999
PLW13 0.31027001
SFO2 400.1316005
F2 - Processing parameters
L] | | | ST 32768
SF 100.6127736
WDW EM
s L e L L B R B A ) MY MAAMRAAM) MAAAAMN! RAMRAAAM AR B 0
LB 1.00
170 160 150 140 130 120 110 100 90 80 70 40 30 20 ppmacs 0

PC 1.40


lenovo
打字机
25


1H NMR LSS-25

~
S% gz L~ S; ﬁi [} gg [Te} gg ~ E; O gg (&)} :g g% O M <~ O g%
~ © < ~ ~ — ~ — O o~ <
. NN~~~ 00 S O~ ™~ O WWON A
- BRUKER
— oo o e e L e e NANNNNNNNNNN
Current Data Parameters
NAME LSS-25
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
O 0 O SN M <t H 0O Date_ 20141113
— O [~ M oo~ m Time 15.35
S G Nt TISTRON spect
PROBHD 5 mm PABBO BB-
VAT N I
TD 65536
NH o SOLVENT CDC13
/)\/\/U\ e e
N DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 144
DW 60.800 usec
/\M /\/\/\_A DE 6.50 usec
TE 294.9 K
D1 1.00000000 sec
T T T T T T T 1
2.8 2.7 2.6 2.5 2.4 2.3 2.2 ppm CHANNEL £1 ===s====
13.70 usec
14.30000019 w
o ™ n 400.1324710 MHz
™ o) ~
o o o .
. B B F2 - Processing parameters
[ o~ e} ST 65536
SF 400.1300176 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A .
1 10 9 8 7 6 5 4 3 2 1 ppm
o o| |oa|lo oo |e
S | Il ~ledl 6
13C NMR LSS-25
< o) @ — 0 o 8 ™ 8 -
~N [ee] ~N w O [N oo o~
o~ o~ o~ AN MO ;l;@g g BRUKER
o ™m0 o T~ 0o . .o .
o O < M AN ANANN N O —
o~ — — ™M N
‘ ‘ ‘ \ \V/ ‘ . ’ ‘ Current Data Parameters
NAME LSS-25
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141113
Time 15.45
INSTRUM spect
PROBHD 5 mm PABBO BB-
o PULPROG 2g9pg30
TD 65536
NH e} SOLVENT CcDC13
NS 1075
N/)\/\/U\ DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 128
DW 20.800 usec
DE 6.50 usec
TE 295.4 K
D1 2.00000000 sec
D11 0.03000000 sec
Pl 11.65 usec
PLW1 34.00000000 W
SFO1 100.6228293 MHz
== == CHANNEL f2 ==
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
\ SFO2 400.1316005 MHz
‘ j ‘ 2 - Processing parameters
ST 32768
SF 100.6127737 MHz
i T i T i T i T i T i T i T i T i T i T i WDW EM
200 180 160 140 120 100 80 60 40 20 ppmsSE 0
LB 1.00 Hz
GB 0
PC 1.40
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1H of SGS-65

[ee)
o) S%Cﬂ [colToN o TN T} g;d)g} w<gz N N M)UW:; G\gica giko w0 N~ giggcb (:T‘f::>‘::j-:)
[ee] — = NN O o w — — N — 0 ™~ <t — ™~ N 0 ™~ o~
. ™M MMM~~~ LWWn s OO~~~ O WL LW A
o onnnooneenns oo - BRUKER
Current Data Parameters
NAME SGS-65
EXPNO 1
PROCNO 1
o F2 - Acquisition Parameters
W O © [l Mol i ToNcolNee] W0 Date 20150425
™~ NN O M — o) T
Mmoo @ 00 0O ™~ [~ [~ [~ 0 < Time 12.08
e e e e e [ NH o] INSTRUM spect
© © © [ e e o~ o~ //K)\)j\ PROBHD 5 mm PABBO BB-
\\/ \\ // / ’/ N PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 90.5
DW 60.800 usec
DE 6.50 usec
TE 296.9 K
T T T T T T T T T T D1 1.00000000 sec
8.4 8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 ppm CHANNEL f1 ————————
1H
14.73 usec
14.30000019 w
3 f\," by § 400.1324710 MHz
o o o o
N N N . F2 - Processing parameters
! ! - — ST 65536
SF 400.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
12 11 10 9 8 7 6 5 4 3 2 1 ppm
o ol [o|o|le -|o| e o
= | [l <<l 2]
13C of SGS-65
~ SRS ) WL W MmN
o N ™M WO mMmm o —  © ~ O
™ N M N ~ N MO E; Z: S? 52 :j (:-Nf:::'<::_-:>
[ee] o) <~ 00O . . .. .
2 8 B3 IISEE S 4 oo o BRUKER
i 1T RN
Current Data Parameters
NAME SGS-65
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150425
Time 12.24
o) INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
NH o] D 65536
W SOLVENT cbel3
N NS 838
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 203
DW 20.800 usec
DE 6.50 usec
TE 297.4 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.38304999 W
PLW13 0.31027001 w
SFO2 400.1316005 MHz
F2 - Processing parameters
J ‘ ST 32768
SF 100.6127690 MHz
WDW EM
‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ 558 0
LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20 ppmcs 0
PC 1.40
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1H NMR LSS-26-1

MHz

Hz

MHz

MHz

Hz

o
o 0 tg :g gi o O 0 52 gg 53 g§ ™~ :g o Sg
r~ [e) — o~ o~ o
. NN~ OO < ~ <t ™M —
S ! BRUKER
— C 0 [~ [~~~ [~~~ N NN —
Current Data Parameters
NAME LSS-26-1
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20141125
£ Fgagey 23y 14.43
@ INSTRUM spect
(V. N I\ [\ I\ [\ \-O LO q‘ q‘ q‘ PROBHD 5 mm PABBO BB-
@ © S~~~ o~~~ PULPROG zg30
\/ W N/ i s
SOLVENT CDC13
NS 16
NH o DS 2
/)\M SWH 8223.685
N FIDRES 0.125483
AQ 3.9846387
i e RG
DW 60.800
DE 6.50
TE 293.4
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 ppm o £-00000000
CHANNEL f1l ====
1H
o o © ~ 13.70
o ™0 )} ™ 14.30000019
(=) o () o 400.1324710
! ! < o F2 - Processing parameters
ST 65536
SF 400.1300179
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
il .
N I A N I I I
1 10 9 8 7 6 5 4 3 2 1 ppm
o o| |o|lo|e oo -
S | ==l ~ilailed ©
13C NMR LSS-26
o [Te TN} N~ o
— ~ NO oo o N WA
™0 o oo < N T A w O © {3 Eg (:-ﬂf:::'<:::--:>
. . P e e e < ™ <
< <~ 0O A .. e
o g 3% 35887 S woa BRUKER
i 1T AR
Current Data Parameters
NAME LSS-26
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20141124
Time 22.07
INSTRUM spect
O PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
NH o SOLVENT CDC13
W NS 10240
N DS 0
SWH 24038.461
FIDRES 0.366798
AQ 1.3631988
RG 114
DW 20.800
DE 6.50
TE 294.5
D1 2.00000000
D11 0.03000000
CHANNEL f1l ====
13C
11.65
34.00000000
100.6228293
=== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00
PLW2 14.30000019
PLW12 0.33135000
PLW13 0.26840001
SFO2 400.1316005
J ‘ ' “ F2 - Processing parameters
| | | | | | ] sT 32768
SF 100.6127724
WDW EM
‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ \ ‘ \ ‘ \ ‘ 558 0
LB 1.00
200 180 160 140 120 100 80 60 40 20 ppmace 0
PC 1.40
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1H of SGS-66

11.634

8.311
8.308
8.291
8.288
7.830
7.826
7.812
7.809
7.806
7.792
7.788
7.737
7.718
7.536
7.533
7.516
7.498
7.495

\N‘V/‘%

Current Data Parameters

NAME SGS-66
EXPNO 1
PROCNO 1
3 F2 - Acquisition Parameters
k) NH 0 OV NOWON®S® © M0 o n Date_ 20150425
— O O © MNMANHOOOwWM A MM Time 11.44
™M M NN N/)><\)k Q CO O @ [~ ™~ ™~ ™~ [FoNToToR INSTRUM spect
O 0 0 O L it Sl o e o~~~ ggggggg 5mmPABB022}§O
\\ // \\\\ //// \\ ‘ // D 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 128
DW 60.800 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
f T T T T T T T T T
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 ppm CHANNEL £1 BT
14.73 usec
14.30000019 w
o @ — I 400.1324710 MHz
o — o ™
C? CE C? C? F2 - Processing parameters
— — — — ST 65536
SF 400.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A “AAAM_J KAAJ | R
N I A N I I I
1 10 9 8 7 6 5 4 3 2 1 ppm
=) ol |o|ole ol oo o
S | [l il (el ©
13C of SGS-66
™0 n o W N O M~
< N e — o~ o o ~ N~
[Te] o ™M ™M O N M O S g E:g Q (:‘f::><:f—-)
™ M 0 o <+~ 0 0o . v e e
" 882 53887 AN BRUKER
i T IR
Current Data Parameters
NAME SGS-66
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150425
Time 11.52
0 INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
NH (@] TD 65536
SOLVENT CDC13
N/ NS 537
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 203
DW 20.800 usec
DE 6.50 usec
TE 297.8 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.38304999 W
PLW13 0.31027001 w
SFO2 400.1316005 MHz
m ‘ ‘ ‘ F2 - Processing parameters
o - | s 5L 32768
v 4 v m " SF 100.6127690 MHz
WDW EM
‘ \ ‘ \ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ 1558 0
LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20 ppmacs 0
PC 1.40
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1H NMR LSS-28

11.578

~ w0~ o o} O mMmWOwNn oo NO MO ™M
o O~ I~ W 0O O~ O~ O D
aaad NH o} mmnnnee ST
0 00 0 CO 55Lx\,/‘\xdfjlx\,/’ S~~~ o~~~
N b N N
__ N P,V \V Y VA
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 ppm
Sof Nornooea oormm 0 oo
W~ OO T N ooo
NN dNNNNNN NSNS e
NAONYANVE NI NY%
f T T T T T T T T T T T T T T T T T T
2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 ppm
:sas I
s Jcy B gy ) P oo N ™
13C NMR LSS-28
o ~ o o N0 o~ 0D
) — © © 0 0 — N n oo [eo)
2 Rt A 588 & %
S © 83 Sdaaax e
N — o — < m o~ ™~
I Voo
0]
NH O
o
/]\/\)K/
N
R | |
| 260 | 18‘0 | 11‘50 | 1)10 | 12‘0 | 160 | 8‘0 | 6‘0 | 4‘0 | 2‘0 ‘ppm

30

Current Data Parameters

NAME LSS-28
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20141118
Time 17.19
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 128
DW 60.800 usec
DE 6.50 usec
TE 294.5 K
D1 1.00000000 sec
CHANNEL fl ========
1H
13.70 usec

14.30000019 w
400.1324710 MHz

F2 - Processing parameters

ST 65536

SF 400.1300179 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

<)
BRUKER
()

Current Data Parameters

NAME LSS-28

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20141118

Time 17.31

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zgpg30

TD 65536

SOLVENT CDC13

NS 706

DS 4

SWH 24038.461 Hz

FIDRES 0.366798 Hz

RQ 1.3631988 sec

RG 128

DW 20.800 usec

DE 6.50 usec

TE 295.1 K

D1 2.00000000 sec

D11 0.03000000 sec
== CHANNEL fl ====

13C
11.65 usec
34.00000000 W
100.6228293 MHz

== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.33135000 W
PLW13 0.26840001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127745 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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RS E PR SERNC3EERTER
< N o w — — ~ — ~
NNNNSSS©O00n S S S © @ WWOWW A OO BRUKER
CO 00 O [~ [~ [~ [~ 0~~~ MO NNNNNNNNNNNN
Current Data Parameters
NAME 5-52
EXPNO 1
PROCNO 1
NN O OWO HWWO NON SN
O < ™ N NO N A O 10O M A F2 - Acquisition Parameters
NN NN eSS 000N S S Date_ 20150129
. . . . . . . . . . . . . . . . Tlme 14.25
@ 0 O [ e e e e e INSTRUM spect
\\ // \\\ // // \ ‘ % PROBHD 5 mm PABBO BB-
o} PULPROG zg30
TD 65536
- SOLVENT CDC13
N (o] NS 16
A~ o 2
N SWH 8223.685 Hz
M N iy FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 101
DW 60.800 usec
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 1.5 ppm DE 6.50 usec
TE 288.1 K
D1 1.00000000 sec
o [N o9} < CHANNEL fl ========
o ™ — ™0 1H
O. O. O, O, 14.73 usec
— — — — 14.30000019 w
400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300181 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
M . M
9 8 7 6 5 4 3 2 1 ppm
=) o|lole o oo o=
- =l ) il ol
13C of S-52
~ ~ o — [«RN N aNTo}
— ~ o ™ T O~ O O o~ ™M ©
< 0o ™ — — 00 T AN N ~o~ o m
. . . . e e e ™M OLWw A<
[ee] 0 ~ <+ O W Vo . e e .
2 88 5 3888 N Yoo o BRUKER
N — — — < Mmoo N LN
Current Data Parameters
NAME 5-52
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150129
Time 14.32
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 278
o} DS 4
SWH 24038.461 Hz
N~ o) FIDRES 0.366798 Hz
AQ 1.3631988 sec
Y 2 5
N DW 20.800 usec
DE 6.50 usec
TE 288.8 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.3830499% w
PLW13 0.31027001 w
SFO2 400.1316005 MHz
F2 - Processing parameters
‘ " | ‘ Lo ‘ ST 32768
! v " v 1 SF 100.6127690 MHz
WDW EM
‘ \ ‘ \ ‘ \ \ ‘ \ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ SSB 0
LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20 ppmce 0
PC 1.40
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1H of SGS-41

HO ADOLOEFTOONAN AN A ON ASNLTOONS O OTNOS ML) OO O ™
O~ WOMNWMOMSWOWOWINTOOWMMOES O FTMNNDDOLFESWOOWLW OSSN > 00O
NANNNEREEEECREREREOOOODODODOODOOODDIIIIINNNNNND OO N N BRUKER
00 G0 00 0O [~ [~ [~ [~ [~ [~ [~ [~ 0~ 0~ 0~ 0~ 0~~~ CE NN N NNNNN NN A A
B R T R R R N | 4%2;;%§§§:§gééégggééé==i,4
Current Data Parameters
NAME SGS-41
EXPNO 1
PROCNO 1
HOAOITOSTFTOONANADN A~ OMN A>T O OS> OMS 0T OO~ o] F2 - Acquisition Parameters
O~ OMOMOONFOOWOMS WL TMNN MM O™ OO LW LW Date 20150121
NNANNESEEEREEEEOOODOODOOOOOO S TNNNN NN -Ph -
N o] Time 14.02
00 G0 00 0O [~ [~ [~ [~ [~ [~ [~ [~ [~ 0~ D~ 0~ D~ S S DS 0~ D 0~ 0~~~

T — Y N A B e m el

TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
T RG 128
DW 60.800 usec
DE 6.50 usec
TE 293.6 K
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 ppm D1 1.00000000 sec
CHANNEL fl ========
o 0 o~ o ™ 0
14.73 usec
S 31 < 3 14.30000019 W
. . . . . 400.1324710 MHz
— — — < ~N
F2 - Processing parameters
ST 65536
SF 400.1300179 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

1 JIH.

9 8 7 6 5 4 3 2 1 ppm

3 3 R

13C of SGS-41

N T~ NO O[>~ 0N SO
o W O OCOMO T I O LN < o
[N T O TANODM MO O Eg ﬁ? 51 E; (:-ﬂf:::'<:::--:>
[ee] O ~r~ <00 ™~ 0o . .. .
2 38 ShTA38RE] S so o BRUKER
| [TV R (>
Current Data Parameters
NAME SGS-41
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150121
Time 14.08
INSTRUM spect
PROBHD 5 mm PABBO BB-
o] PULPROG zgpg30
TD 65536
n-Fh o SOLVENT cbel3
NS 302
N SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 144
DW 20.800 usec
DE 6.50 usec
TE 294.3 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.38304999 W
PLW13 0.31027001 w
SFO2 400.1316005 MHz
F2 - Processing parameters
| W R J e J2ies
SF 100.6127690 MHz
WDW EM
‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ 1558 0
LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20 ppmacs 0
PC 1.40
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1H of SGS-45

8.272
8.269
8.252

8.249

L
N

_

/
\

7.774
7.771
7.753
7.750
7.736
7.732
7.689
7.670

8.3 8.2 8.1

|

1.000

1.038

1.018

1.092

o
=

o i
2.513
2.495

8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2

2.062

2.477
2.455
2.440
T~2.419
_—2.076
2.015
1.997
1.979
1.962
1.943

}

Current Data Parameters

NAME
EXPNO
PROCNO

SGS-45
1
1

F2 - Acquisition Parameters

o8 Date

— Time
.. INSTRUM

O~ PROBHD
\ / PULPROG

TD

SOLVENT

NS

DS

SWH

FIDRES

AQ

RG

DW

ppm

2.099

ST
SF
WDW
SSB
LB
GB
PC

13C of SGS-45

208.291

—162.591
—156.241

L

120.860

ppm

—42.556
—34.714
—29.895

__-21.328
~~20.591

20150121
12.09
spect

5 mm PABBO BB-
zg30

65536
CDC13

16

2

8223.685
0.125483
3.9846387
90.5
60.800
6.50

294.0 K
1.00000000

CHANNEL f1

14.73
14.30000019 w
400.1324710

F2 - Processing parameters

65536
400.1300179 MHz
EM
0
0.30 Hz
0
1.00

<)
BRUKER
4}

Current Data Parameters

NAME
EXPNO
PROCNO

5GS-45
2
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

CPDPRG2
NUC2
PCPD2
PLW2
PLW12
PLW13
SFO2

\
200

\
180

\
160

\
140

\
120

\
100

80
33

CHANNEL f2

20150121
12.22
spect

5 mm PABBO BB-

zgpg30
65536
cDCl3

616

4
24038.461
0.366798
1.3631988
144

20.800
6.50

294.7 X
0.20000000
0.03000000

13c

12.08
34.00000000 w
100.6228293

CHANNEL f1

waltzl6

1H

90.00
14.30000019 W
0.38304999 w
0.31027001 W

400.1316005 MHz

F2 - Processing parameters

32768
100.6127690 MHz
EM
0
1.00 Hz
0
1.40
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1H of SGS-47

N T e TS\ =
M i
‘ 8 IZ 8.0 7 18 ‘ 7 i6 ‘ 7.4 ‘ 7 12 ppnd
o n (22} O ~N [ee]
e gmg 32 3
— Y - " -
MWM
9 7 6 5 4 2 1 ppm
1 ghis o
- =l ©oiN
13C of SGS-47
S P eEmTdinaD o™ 9o 4 o~ 1w
) RN NN LNy e 5 88 25
z ERERETRAENNES § v8 o-
N o B B B e B e IO O o B B e s B B | < oM N AN
AN\ =" RN
8¢
N o
WA~
| ] MH\ H ‘
| 260 | 1&0 1!‘50 | 14‘10 | 12‘0 160 | 80 | 4‘0 | 2‘0 ‘ppm‘

34

Current Data Parameters

NAME
EXPNO
PROCNO

SGS-47
1
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

20150121
13.17
spect

5 mm PABBO BB-
zg30
65536
CDC13
16
2
8223.685 Hz
0.125483 Hz
3.9846387 sec
90.5
60.800 usec
6.50 usec
293.8 K
1.00000000 sec

CHANNEL fl ========
14.73 usec

14.30000019 w
400.1324710 MHz

F2 - Processing parameters

ST
SF
WDW
SSB
LB
GB
PC

65536
400.1300174 MHz
EM
0
0.30 Hz
0
1.00

<)
BRUKER
4}

Current Data Parameters

NAME
EXPNO
PROCNO

5Gs-47
2
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

CPDPRG2
NUC2
PCPD2
PLW2
PLW12
PLW13
SFO2

20150121
13.19
spect

5 mm PABBO BB-
zgpg30
65536
CDC13
273
4
24038.461 Hz
0.366798 Hz
1.3631988 sec
144
20.800 usec
6.50 usec
294.3 K
0.20000000 sec
0.03000000 sec

CHANNEL fl ========

13C
12.08 usec
34.00000000 W
100.6228293 MHz

CHANNEL f2 ========

waltzl6
1H
90.00 usec
14.30000019 W
0.38304999 w
0.31027001 W
400.1316005 MHz

F2 - Processing parameters

32768
100.6127690 MHz
EM
0
1.00 Hz
0
1.40
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1H of SGS-44

o~ M- O NI LW AT O oo
o HO SO AN HO N
@ ML IO ODNO0OD
o NANNNNNNN A A A A

Current Data Parameters

NAME SGS-44
EXPNO 1
PROCNO 1
o0 N AN O >N M 0L 0 MM~ HMWO T M~
O < COUFFMANOO OO MmN SO < OW0n NN OMe F2 - Acquisition Parameters
N NN [ S e e S I I U R A A A A HOO0O0O0O s] /©/ Date 20150121
© © ® R o S SN S S S e o N o Time 13.32
INSTRUM spect
\// \\\ /// \‘/ \\\/ \/// M PROBHD 5 mm PABBO BB-
N PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
J\A/\ SWH 8223.685 Hz
_M FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 80.6
f T T T T T T T T T ! DW 60.800 usec
8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 ppm DE 6.50 usec
TE 293.7 K
D1 1.00000000 sec
< nl o o o~ ~ L _ CHANNEL f] ———————e
o ~ =3 = o 6 CHANNEL f1 _Iﬁ —————
o o| |o o o o
. . . . . . 14.73 usec
— — — — N o~ 14.30000019 w
400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300181 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A A N E
9 7 6 5 4 3 2 1 ppm
FQW (J ‘ETr}lft “ﬁ f‘ﬁ Fi :T FL <i
=] olo|lo|e o o(o||lo|+-
- —l=llailed “ aileil s
13C of SGS-44
~ OOLT O AT OO
™~ MO VWWMOOIT M ®© o O N © o
o~ ~oOWn MOOM OO0 A © <0 S ~ m
@ 16 = goo e~ 0o “ N
2 $3¢ 3355558, : 4:i4 < BRUKER
| VT TSN (R (o
Current Data Parameters
NAME SGS-44
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150121
Time 13.37
0 OMe INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
N o] TD 65536
//K/\)k SOLVENT cpcl3
N NS 176
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 144
DW 20.800 usec
DE 6.50 usec
TE 294.4 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 w
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.38304999 w
PLW13 0.31027001 w
SFO2 400.1316005 MHz
F2 - Processing parameters
J l‘ l | ‘ ST 32768
SF 100.6127690 MHz
WDW EM
" T " T T " T " T " T T " T " T " T " 1558 0 100 Ha
200 180 160 140 120 100 80 60 40 20 ppmacs 0
PC 1.40
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1H of SGS-43

7.794
7.791
7.774
7.756
7.752
7.745
7.740
7.697
7.678
7.504
7.494
7.491
7.474
7.457
7.454
7.299
7.210
7.205
7.199
7.194
7.188
7.183
7.176
7.172
7.166
7.149

L4=és§§§§§§§§§§$§$qé%ééég%é%%%%ﬁ%ﬁéﬁéésés#d

_—8.260
8.244
8.240

AN

8.2

1.000

8.0

M

7.9

NN

7.8

1.147

1.013

3.045

Current Data Parameters

NAME
EXPNO
PROCNO

Date
Time

PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES

o]

ppm

1.079
1.147

ST
SF
WDW
SSB
LB
GB
PC

e L L B B B

6

9

13C of SGS-43

208.139

Cl

|

__-162.296
155.379
147.264
138.274
135.567
134.738
130.938
129.749
128.815
127.184
127.067

%

. HHHII

126.918
126.819
120.660

5

T

T
4 3 2 1 ppm

—42.391
—34.700
—29.932
—20.410

INSTRUM

SGS-43
1
1

F2 - Acquisition Parameters

20150121
12.35
spect

5 mm PABBO BB-
zg30

65536
CDC13

16

2

8223.685
0.125483
3.9846387
114

60.800
6.50

293.9 K
1.00000000

CHANNEL f1

14.73
14.30000019 w
400.1324710

F2 - Processing parameters

65536
400.1300179 MHz
EM
0
0.30 Hz
0
1.00

<)
BRUKER
4}

Current Data Parameters

NAME
EXPNO
PROCNO

5Gs-43
2
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

CPDPRG2
NUC2
PCPD2
PLW2
PLW12
PLW13
SFO2

ST
W SE

WDW

T
200

T
180

T
160

T
140

T
120

T
100

" T " T " T " T "
80 60 40 20

‘SSB
LB

ppmecs

PC

36

CHANNEL f1

CHANNEL f2

20150121
13.08
spect

5 mm PABBO BB-

zgpg30
65536
cDC13

1293

4
24038.461
0.366798
1.3631988
144

20.800
6.50

294.6 K
0.20000000
0.03000000

13c

12.08
34.00000000 w
100.6228293

waltzl6

1H

90.00
14.30000019 W
0.38304999 w
0.31027001 W

400.1316005 MHz

F2 - Processing parameters

32768
100.6127690 MHz
EM
0
1.00 Hz
0
1.40
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1H of SGS-48

7.786
7.769
7.766
7.752
7.748
7.693
7.674
7.673
7.556
7.543
7.535
7.531
7.519
7.514
7.507
7.489
7.486
7.469
7.452
7.449
7.235
7.228
7.223
7.211
7.206
7.199

LA=ésg§;éE§§é§§é;$N%ééééééééﬁégggﬁégéés%sLﬂ

o~ O ™~
0w mMmm
N NN N
0 0O 00 O

2.535
2.518
2.500
2.432
2.413
2.395

7.211

WA~
UL
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.2 ppm
o < < ~ 9}
o < — < [e0)
o o o — —
- o - N
I M_‘UM
L L L I N B BN
9 8 7 6 5 2 1 ppm
el 2
RN Nl|Q|=
| [=l=lale~lo ™l
13C of SGS-48
™ O LONT OO 0O WO
[Te} AT NO™OO LN~ r~ © O 0 ~
— MO NLOLTN®O O 0O O [ToRENTo RS o
. e e e e T P
@ NSO OO~ ONO . .. .
(@} OO TN MNNNNNNN ~N < O o
N R I e B IO s B T O O B O e B e B B | < ™ N N
1,
N (o]
NJ\V/\/j\
| L ool - A
" T " T T " T T " T T T T " T "
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME SGS-48
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20150121
Time 11.51
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
AQ 3.9846387
RG 114
DW 60.800
DE 6.50
TE 294.0
D1 1.00000000
CHANNEL f1
1H
14.73

14.30000019
400.1324710

F2 - Processing parameters

SI 65536
SF 400.1300180
WDW EM
SSB 0

LB 0.30
GB 0

PC 1.00

<)
BRUKER
4}

Current Data Parameters

MHz

Hz

NAME SGS-48
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150121
Time 11.59
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 272
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631988
RG 144
DW 20.800
DE 6.50
TE 294.7
D1 0.20000000
D11 0.03000000
CHANNEL f1l ====
13C
12.08

34.00000000
100.6228293

MHz

MHz

Hz

=== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00
PLW2 14.30000019
PLW12 0.38304999
PLW13 0.31027001
SFO2 400.1316005
F2 - Processing parameters
ST 32768
SF 100.6127690
WDW EM
SSB 0
LB 1.00
GB 0

PC 1.40
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1H of SGS-49

~ < OO w ©
Mmoo~ ~
N NS
© @ ™~~~

7.761
7.757
7.694
7.674
7.645
7.624
7.500
7.497
7.480
7.462
7.460
7.438
7.424
7.418
7.175
7.169
7.154
7.148

Current Data Parameters

NAME SGS-49
EXPNO 1
~ oS N OVOOASLILIDTOSONO M I O N oy PROCNO 1
N o mm DO~V T NOOWWOMN ™~ 00
NN NN R i i SRV RN- RV RTS IS IEIES IS IS — F2 - Acquisition Parameters
© © @ [ e el ol o o o o ~ o~ Pate_ 20150121
Time 14.20
N =S\ N N
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
% DS 2
SWH 8223.685 Hz
M N FIDRES 0.125483 Hz
/L\\ AQ 3.9846387 sec
N RG 128
DW 60.800 usec
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 ppm e 29570 poee
D1 1.00000000 sec
o © <\ © ~ CHANNEL fl ========
o 5] <| |~ N N 1H
o o ol o < o 14.73 usec
N N N N ° N 14.30000019 w
— — == N — 400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300179 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L L B
9 8 7 6 5 2 1 ppm
F;W F;rﬁ tjb;ﬁrﬁ :T
ol |[o|lo|o|w|e -
| [« e 3| o
13C of SGS-49
N WO MMM O L
o N> HOMON WM™ MN — O w! o
o NO AT OWMOWOWIDADNNO O MmN ™~ (-><7
. P N~ O o~
o) ~OoOS YT HAOSD N O . .o .
2 SBS8ITASINNRE N Y8 o BRUKER
i [Seypi TGO
Current Data Parameters
NAME SGS-49
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150121
Time 14.21
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
O TD 65536
SOLVENT CDC13
N NS 515
DS 4
/J\ SWH 24038.461 Hz
N FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 128
DW 20.800 usec
DE 6.50 usec
TE 293.9 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 w
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.38304999 w
PLW13 0.31027001 w
SFO2 400.1316005 MHz
l ‘ ‘ F2 - Processing parameters
L ’ P Ay " L i S T 32768
SF 100.6127690 MHz
WDW EM
‘ \ \ \ ‘ \ ‘ \ \ \ \ \ ‘ \ 558 0
LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20

ppmocs 0
PC

1.40
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1H of SGS-46

SO0 AT T O 0O NOILO AT MOS O MW N OO AN
NNOOWVWOULFMNANMADSOWOOOMNON AN OMO© ™~ O <t NI WO
MO EEEESOVOLIITIIITOMNNONNNNN NN OOON A0 OO BRUKER
[o oo e e R ol e e L St S Sl ol el ol o el ol o e i e e S T o) NNNNNNNNNNN
Current Data Parameters
NAME SGS-46
EXPNO 1
o} PROCNO 1
N’Bn Ie] F2 - Acquisition Parameters
~ oSS 7]\/\/L]\ AW AN O0O0ONO T A TOMOS O Pate_ 20150121
NN O O N COULFNAONNOEOONONM AN OMO Time 11.28
Mmoo OO ITONOMONONNNNN INSTRUM spect
e e e e e e e e e e e e e e e e e e e e e PROBHD 5 mm PABBO BB-
O 0 0 @ L e i S o e e e e e e S St el ol el ol o PULPROG 2930
N NN\ .
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 128
DW 60.800 usec
_—M DE 6.50 usec
TE 294.1 K
D1 1.00000000 sec
f T T T T T T T T T T T T 1
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 1.5 7.4 7.3 ppm CHANNEL £1 ===m=——s
14.73 usec
14.30000019 w
— o < ~ N ™ 400.1324710 MHz
N o ™ [e)] [fe} ~
< < < - - < F2 - Processing parameters
— — — — < o~ SI 65536
SF 400.1300177 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L B e o B e e e e T L B
10 9 8 7 6 5 4 3 2 1 ppm

3 Eese: g il

“ﬁ
N
o

13C of SGS-46

o O O NLW WO MO ™~
o O O MW~ MNANSO O wWww NMm ™M
N O 1O NANMDHWOW AN o~ NN — ™M s8] (:-ﬂf:::.<::T--:)
© 1 O RO 0= ~000o anone 2
2 THSHIZINNESE] 6o wo o BRUKER
“ T IR .
Current Data Parameters
NAME SGS-46
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150121
Time 11.36
INSTRUM spect
o} PROBHD 5 mm PABBO BB-
Bn PULPROG zgpg30
N~ [e) TD 65536
SOLVENT CDC13
/L\J/H\/JL\ NS 436
N DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 144
DW 20.800 usec
DE 6.50 usec
TE 294.8 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.38304999 W
PLW13 0.31027001 w
SFO2 400.1316005 MHz
’ " J ‘ ‘ ] J F2 - Processing parameters
e | I ) ‘ A " i ST 32768
i " SF 100.6127690 MHz
WDW EM
‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ \ ‘ 558 0
LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20 ppmacs 0
PC 1.40
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1H of SGS-50

7.707
7.693
7.686
7.672
7.666
7.652
7.481
7.460
7.118
7.097
7.093
7.073

Current Data Parameters

NAME SGS-50
EXPNO 1
PROCNO 1
=S o Zoar
~ r* [y F2 - Acquisition Parameters
mO e NS weee Date 20150121
N ~ o~ ~ o~~~ FoQ Time 13.42
INSTRUM spect
\\\ /// \ / \\// NH 0 PROBHD 5 mm PABBO BB-
,l\\//N\¢,ﬂ\\ PULPROG zg30
NZ TD 65536
SOLVENT CDC13
NS 16
DS 2
J\fw JVAVE SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 144
7.7 7.6 7.5 7.4 7.3 7.2 7.1 7.0 ppm bW 60.800 usec
DE 6.50 usec
TE 293.7 K
~ o o D1 1.00000000 sec
[N o ~N
o o o CHANNEL fl ========
. B . 18
r* r4 ! 14.73 usec
14.30000019 w
400.1324710 MHz
F2 - Processing parameters
SI 65536
SF 400.1300179 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
S I L A B R B
9 8 7 6 5 3 2 1 ppm
olal | o|le o
=l e il 0
13C of SGS-50
0 — OO WL —H O - NO
o] ~ <N NN VW IO O ® N O~ ~
o~ womMmoom —HO NN HO N o~ AN ™0 (:-ﬁf:::'<::_-:>
. e e e oo P P <t n o o
[ee) —H o~ - o) ™M ™M . .. .
3 Jg8hs #B® I39Y N so o BRUKER
P VY R o
Current Data Parameters
NAME SGS-50
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20150121
Time 13.46
E o] INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
NH a ™ 65536
’/]\/\\)J\ SOLVENT cpcl13
M NS 331
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 144
DW 20.800 usec
DE 6.50 usec
TE 294.3 K
D1 0.20000000 sec
D11 0.03000000 sec
CHANNEL f1l ========
13C
12.08 usec
34.00000000 W
100.6228293 MHz
=== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.30000019 W
PLW12 0.38304999 W
PLW13 0.31027001 w
SFO2 400.1316005 MHz
F2 - Processing parameters
| e | . o 32768
SF 100.6127690 MHz
WDW EM
‘ \ ‘ \ \ ‘ \ \ ‘ \ \ ‘ \ ‘ \ ‘ \ ‘ 1558 0
LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20 ppmacs 0
PC 1.40
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5. HRMS of the Products

F:\Users\...\huyiming-1_150427150418 4/28/2015 10:03:30 AM 3aa
Error=3.1 ppm
4 4 NL:
100+ 61.0714 4.6'3E'5
4 huyiming-
903 o 1_150427150418#7
E 153.1279 RT:0.05 AV:1T:
80 " FTMS +p ESIFull ms
] NH [100.00-2000.00]
g 70; N/
g 603
F B
< 507
[ |
2 4
T 404
e
X 307 149.0238
20? 157.0177
E 1500377 1520625 | 4544313 : 158.0970 171.1497
103 162.0748 1631123 :
E F 151.‘1121‘ ‘ 155.?860 h 158.?969 ‘ ‘ M ‘ 1671071 170.154|5 ‘
. . . . I . h .
0 NL:
1004 161.0709 8.98E5
E CgHgN2Oq +H:
905 CoHgN201
7 pa Chrg 1
80;
703
60|
507
40?
30
20?
10? 162.0743
3 163.0776 164.0785 166.0852
0= T I A B L R L R Rl I B I ) B R R B L A L R R Ry L L ) Ly L L LR E A Ll R L AR LR R Rl ) AR RARA) REAL) A AR EAARS
148 150 152 156 158 160 162 164 166 168 170 172
m/z
F:\Users\...\huyiming-2_150427150418 4/28/2015 10:08:57 AM 3ab
Error=2.9 ppm
175.0871 e
100+ - 3.54.tE.6
3 huyiming-
903 2_150427150418#17
3 @) RT:0.12 AV: 1 T:
80 FTMS + p ESIFullms
B [100.00-2000.00]
g 707 NH
c ]
S 604 o
£ % N
< 503
o ]
2 4
T 403
2 B
& 303 136.0219
207
& 153.1279
E 139.0733  149.0238 172.9901 220.1127
o] 130.0655 | O { |, 1610714 [, | 180.9844 186.3540 197.0691 205.0864 | 20 231.0321 241.1053 246.2433
NL:
1005 175.0866 8.88E5
E C1oH1oN201 +H:
907 C10H11N204
E pa Chrg 1
803
70
607}
50?
40?
30
207
103
3 179.0975
O s st ks ks el e s M kA e et taad ks e st ad nhac ko ks A nind hashan ks e s Anadaadniadhhns M) MR MAS MM MAMS M hada s Lt mad et el
120 130 140 150 160 170 180 190 200 210 220 230 240 250
m/z
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F:\Users\...\huyiming-3_150427150418 4/28/2015 10:16:01 AM 3ac
Error=2.6 ppm
NL:
1004 189.1027 S'SQE,S
| huyiming-
903 3_150427150418#23
7 0 RT:0.17 AV:1T:
80 FTMS + p ESIFull ms
3 [100.00-2000.00]
g 707 NH
c ] —
s 7
o 607 N
K B
< 50
o ]
2 4
T 404
) =
& 303
20;
E 172.9901 175.0871 205.0864
103 171.1497 190.1061 199.1698 2150596
E 163.‘1123 167.0860 ‘ 177.0551 180.9842 183.0785 1871334 192.0847 195.0882 203.0919 | 206.2584 211.0848
o | L PR [ S v | I y o7 | L I L Lol b
NL:
1004 189.1022 8.78E5
B €11 H12N2 01 +H:
904 C11H13N2 01
B pa Chrg 1
80;
70
607
507
407
30
204
E 190.1056
109
3 191.1089 194.1165
0= T LRaA i A (A A M AN R R Ly S M) ML) LA L) LA A T T T
165 170 175 180 185 190 195 200 205 210 215
m/z
F:\Users\...\huyiming-4_150427150418 4/28/2015 10:22:01 AM 3ad
Error=2.2 ppm
223.087 he
1005 0871 8.75E5
3 huyiming-
904 4_150427150418#15
3 O RT:0.11 AV:1T:
80 FTMS + p ESIFullms
E NH [100.00-2000.00]
9 70
¢ ™ e
] -
-g 60:
F B
< 507
o ]
R
T 403
2 B
© 305
20%
3 220.1126 2240004
103 189.1026 205.0864
JER l1901050 1991696 | 2111600 2170389 | 2310820 241.1052 2450690 551 1647 256.2641 268.1914
NL:
1004 223.0866 8.51E5
E C1aH1oN201 +H:
907 C14H11N204
B pa Chrg 1
803
70
607}
50?
40?
30
205 224.0899
103
3 225.0933
[0 o e e e L e e e e e B e B s e e e B e e
180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
m/z

42


lenovo
打字机
42

lenovo
放置图像

lenovo
放置图像


F:\Users\...\huyiming-6_150427150418 4/28/2015 10:27:40 AM 3ba
Error=2.3 ppm
NL:
1005 175.0870 6.8§E§
| huyiming-
90 6_150427150418#9
= RT:0.06 AV:1T:
80 o) FTMS + p ESIFull ms
3 [100.00-2000.00]
g 704 e
NE N
T 607 /K
ERE “
< 507 N
o ]
ERe
T 404
< |
& 303
20 136.0219
104
3 139.0733 153.1278 223.0872
01210650 1300654 | | 158.9969  172.9902 | | 183.0786 1891027 197.0690 2050865  215.0596 | 231.0320  241.1053
NL:
1004 175.0866 8.88E5
= C10H10N2 01 +H:
90 C10H11N201
E pa Chrg 1
80;
70
607
507
403
305
20?
10%
3 179.0975
s s L L A s A By A L By L] R B L A By R LA Ay S L LA A AL AR MM AN MRS MR RS ALY AR L R R R L L L R R R L L L A A R R R R A A RN RN A AR MR LA
120 130 140 150 160 170 180 190 200 210 220 230 240
m/z
F:\Users\...\huyiming-7_150427150418 4/28/2015 10:33:33 AM 3ca
Error=2.5 ppm
237 NL:
1004 1028 1.3.5E.6
3 huyiming-
903 7_150427150418#28
3 RT:0.21 AV:1T:
80 FTMS + p ESIFullms
E O [100.00-2000.00]
§ 70 N
2 60
ERE /)\
< 50 N
o ]
2 0]
T 403
2 B
© 305
202 238.1062
104 50597 220.1127 236.1138 250.0848 274.2747
o 199.1696 205.9865 211.7276 0597 221.1159 227.8824 231.0321 2391097  246.2434 2552150 | 264.1135  269.2120
NL:
1005 237.1022 8.41E5
B C15H12N2 01 +H:
907 C15H13N2 01
E pa Chrg 1
803
705
605
50?
40?
305
205 238.1056
107
E 239.1089
O L
200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
m/z
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F:\Users\...\huyiming-8_150427150418 4/28/2015 10:39:26 AM 3da
Error=2.4 ppm

NL:
1004 251.1185 5_1957
| huyiming-
00 8_150427150418#30
| RT:0.21 AV:1T:
80 FTMS + p ESIFull ms
E [100.00-2000.00]
g 704
% |
g 603
a 3
< 507
(] |
e
T 404
%} =
& 303
203
107
11531279 172.0001 205.0866 237.1030 2731006 2991109 3183011  338.3427 367.1667 391.2855  413.2672
NL:
1004 2511179 8.32E5
= C16H1a N2 O +H:
90 C1eH15N201
B pa Chrg 1
80;
70
607
503
407
303
207
103
E| ,257.1356
O e L e L L ] e ) L e L) L) L] L Ly M L e ] M M L Ly e ] L Ly ] L L] L] A L B AL L R LA AR LA L et M R LA RAa] M L LA Radad LA R RALA) LAl LA
140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
m/z
FAUsers\..\huyiming-9_150427150418 4/28/2015 10:44:22 AM 3ea
Error=2.9 ppm
251 he
1004 1186 4,5.55.7
3 huyiming-
e 9_150427150418#19
E RT:0.14 AV:1T:
80 o) FTMS + p ESIFullms
E [100.00-2000.00]
@ 70
2 B N
e
2 607 )\
=1 | 7
ERNE
< 50 N
o |
2 =
T 404
< 3
x 305
203
103 241.1994 ZGZT”Z
ol 1531280 172.0902 205.0868 231.0323 | 273.1007 2091111 3251556 3383427 363.1118 391.2855  413.2678
NL:
1004 251.1179 8.32E5
B C16H1a N2 O +H:
90 C16H15N2 01
B pa Chrg 1
80;
703
603
507
407
303
203
105
3 | 257.1356
e e L et
140 160 180 200 220 240 260 280 300 320 340 360 380 400 420

m/z
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F:\Users\...\huyiming-10_150427150418 4/28/2015 10:49:31 AM 3fa
Error=2.6 ppm
NL:
1004 267.1135 1,7:157
| huyiming-
903 10_150427150418#1
= 9 RT:0.14 AV:1T:
80 FTMS + p ESIFull ms
3 [100.00-2000.00]
g 704
% |
g 603
K B
< 507
o ]
2 4
T 403
R
x 304 251.1187
203 268.1167
107 249.1107 2742747
| 252.1219 265.6248 -
012371029 241.1053 246.2435 \ | 258.2801 262.2386 269.1201 l 279159 282.2800 2690956 296.2567
NL:
1004 267.1128 8.30E5
= C16H1a N2 O2 +H:
90 C16H15N2 02
E pa Chrg 1
80;
70
607
507
407
30
20% 268.1162
104
E 269.1195 2731305
0\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\
235 240 245 250 255 260 265 270 275 280 285 290 295
m/z
F:\Users\...\huyiming-11_150427150418 4/28/2015 10:54:30 AM 3ga
Error=3.0 ppm
27 NL:
1004 1.0641 7.8?/E.6
E huyiming-
903 11_150427150418#1
3 RT:0.00 AV:1T:FTMS
80 +pESIFulms
E (@] [100.00-2000.00]
8§ 705
c ]
2 60 N cl
= 7 /)\
£ 507 N
o ]
£ 407
% E 273.0610
& 307
202 251.1186
10? 267.1137 279.1597 299.1110
o 2150599 2201127 2310321 237.1031 2462435 |  256.2644 261.1317 |, | 2822799 293.0460 ) 311.0566 318.3011 394 2882
NL:
1004 271.0633 6.38E5
E C15H11 Cl1 N2 Oq +H:
907 C15sH12Cl1N201
3 pa Chrg 1
803
70
607}
50?
403
E 273.0603
303
207
103
3 277.0713
S : L s S — :

T T
210 220

T T T T
230 240 250 260

m/z
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270 280 290
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FaUsers\...\huyiming-12_150427150418 4/28/2015 10:56:35 AM 3ha
Error=2.2 ppm
NL:
100 271.0639 5.65E6
E huyiming-
907 12_1504271504184#30
1 RT:0.22 AV: 1 T:FTMS
80 Cl +pESIFullms
E o) [100.00-2000.00]
g 707
[=4 |
§ .7 N
£ g
K B
< 507 N
(] |
ERE
T 404
e
€ 50 273.0608
203
B 251.1185
105 279.1596 299.1108
E 267.1136 - 330.3374
(2201125 2200025 237.1020 2462433 |, 256.2642 | | | 2822795 2930459 T 3132743 318.3008 ‘ 338.3425
NL:
1004 271.0633 6.38E5
E C15H11 CliN2 O +H:
90 C15H12Cl1 N2 O
B pa Chrg 1
80;
70
60
50
407
B 273.0603
30;
203
10%
E | 277.0713
O e A A L B e E ey h Ly Rl Ea) L ) L) L L L L L R L B L R A R L L L e L L M B Ly B Ry M R L AN A A B M Rl M Al AN AR M) RARE LA R
220 230 240 250 260 270 280 290 300 310 320 330 340
m/z
FAUsers\...\huyiming-13_150427150418 4128/2015 11:01:10 AM 3ia
Error=3.0 ppm
305.0252 "
1004 X 1.35E7
E huyiming-
907 13_150427150418#9
E RT:0.06 AV: 1 T: FTMS
80 +pESIFulms
E Cl [100.00-2000.00]
© 709 (0]
8 ™5 07.0220
e
g 60 N cl
3.1 A
< 507
o | N
2 =
T 404
2 B
© 305
20
& 300.0189
E 279.1599
4-1205.0866 2414054 2511187 2710641 1 2094112 ||1]] 310.0222 330.3376 3383426 353.2671 3743640 3012853 4132672 4371946
NL:
1004 305.0243 4.83E5
B C15H10Cl2N2 O1 +H:
90 C15H11 Cl2N2 01
3 pa Chrg 1
803
703 07.0213
607
503
40
30
20
B 308.0247
10 0
E ‘ 3100217
O T e e B e e  aanaas s o A o e n A e L
220 240 260 280 300 320 340 360 380 400 420
m/z
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F:\Users\...\huyiming-14_150427150418 4/28/2015 11:07:45 AM 3ja
Error=2.4 ppm
NL:
1004 251.1185 8.1?E§
| huyiming-
90 14_150427150418#2
= 7 RT:0.20 AV:1T:
80 0 FTMS + p ESIFull ms
3 [100.00-2000.00]
g 70
© 3 N
t 60; /I\
K B
< 50
o ] N
2 4
T 404
) =
& 303
207 252.1217
10 245.0703 9731008 2721597 299.1108
1830785 199.1608 205.0864 2201127 231.0320 2380267 253.1251 A0 2801631 204.1556 | | 305.0250 315.0849 330.3376
NL:
1004 251.1179 8.32E5
= C16H1a N2 O +H:
904 C16H15N2 01
E pa Chrg 1
80;
70
607
507
407
30
207 2521212
107
3 253.1246
0\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\'\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
190 200 210 220 230 240 250 260 270 280 290 300 310 320 330
m/z
F:\Users\...\huyiming-15_150427150418 4/28/2015 3:01:51 PM 3ka
Error=3.4 ppm
NL:
1004 179.0621 Q.G?EAS
3 huyiming-
903 15_150427150418#1
3 9 RT:0.13 AV:1T:
80 F le) FTMS +p ESIFull ms
E [100.00-2000.00]
§ 702 NH
e
2 603 P
3 .7 N
< 507
o ]
R
T 403
2 B
© 305
20 1531279 1570178
107 149.0239 ‘158 0070 172.9901 180.0655 1940794 201.0441 505 0866 215.0598
(11456351 28.0970 1631122 171.1‘497‘ | 177.0562 | |180.9844 187.0283 1 L | . 207.1750 211.1486
NL:
1005 179.0615 8.98E5
E CgH7F1N204 +H:
907 CoHgF1N201
3 pa Chrg 1
803
70
607}
50?
40?
30
207
103 180.0649
B 181.0682
O L e e e e e s s s e s e e e e et st s s e s s B
145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
m/z
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F:\Users\...\huyiming-16_150427150418 4/28/2015 3:07:01 PM 3la
Error=2.6 ppm
NL:
1004 195.0325 5'3.8E.5
| huyiming-
907 16_150427150418#1
= 5 RT:0.11 AV:1T:
803 o] FTMS +p ESIFull ms
E [100.00-2000.00]
g 703 c
£ 3 NH
g 603 “?
3 B N
< 507
(] |
> |
£ 40
e 197.0296
30
E 174.1282 215.0597 220.1127
203 205.0865 251.1186
3158.9970 179.0620 193.1592
3 . 199.1698 206.2595 231.0320 249.2217
10 171.1497 223.0972 /
3| | 161.0966 ‘ ‘ 183.0786 457 0060 ‘ 211.1487 L | 239.0263 2450790
o [T R N I B P Lo P PP T i T WY I YO T R PR R .
NL:
1004 195.0320 6.81E5
E CoH7ClyN2 O +H:
90 CgHgCl1N201
7 pa Chrg 1
80;
70
603
503
407
E 197.0290
30;
205
10;
E 1199.0357
[ L s s e e e B B
160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
miz
F:\Users\...\huyiming-17_150427150418 4/28/2015 3:12:29 PM 4ac
Error=2.6 ppm
231.1134 S
1005 1 5.84E5
3 huyiming-
907 17_150427150418#1
E 0 RT:0.07 AV:1T:
80 FTMS +p ESIFull ms
E O [100.00-2000.00]
§ 70
2 60 NH @)
3 50 /)\/\/U\
£ 507 N
o |
2 0]
T 403
2 B
© 305
207 195.0325 ! 220.1127
E 205.0865 232.1168 251.1186
103 199.1698 215.0597 223.0970 2674135 2742750
. , J . n ) ! | . . (1000 L
’ 231.1128 b
1005 A1 8.57E5
B C13H1a N2 O2 +H:
90 C13H15N202
3 pa Chrg 1
803
703
603
507
40
303
20 2321162
103
E 233.1195
o T T T T e e T T T T T T T T T T T T T T T T
190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
m/z
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FY-1_150925171012 #37-38 RT: 0.41-0.42 AV: 2 NL: 3.21E5
T: FTMS {1,1} + p ESI Full ms [100.00-1000.00]

245.12836
R=50561
z=1
C14 H47 O2 N2 =245.12845
-0.39111 ppm
100 PP Q
7 NH O
] P
: N
804
70
@ 7
2 7
3 60—
9 7
2 ]
< 507
° 7
= ]
S 40—
[} ]
r o
30—
20 897.66572 985.23026
7 R=26307 R=24939
10 z=2 7=2
a ‘L{\\l\m “L.Aul,lu.‘LL“‘.ALkLLkILI.‘LuLLl.A,L"L}Lil “Lnt
6 e L D
100 200 300 400 500 600 700 800 900 1000
m/z
FiUsers..\huyiming-30_150427150418 412812015 4:22:06 PM
Error=2.3 ppm
NL:
100, 259.1447 581E6
E huyiming-
o] 0] 30_150427150418#2
B RT: 0. T
E FTMS +p ESIFul
B‘E d‘\ NH (0] [10000500000]
@ 704
§ E W
< 605 N
2 s0]
s |
7 405
e
20 260.1479
107 2791597 299.1107 304.2489 338.3425
G§ 205.0864 2150506 2310321 21134 ose 0643 274'2‘74‘7“282.1299 11, a1sosas 3303374 3303456 3532670 360.3244
NL:
100, 259.1441 8.39E5
B C15H1g N2 02 +H:
909 C15H19N202
3 pa Chrg 1
o0
e
e
e
o]
e
20 260.1475
104
E 261.1508
R N N N A AN
m/z
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FY-2 #25-26 RT: 0.28-0.29 AV: 2 NL: 3.82E5
T: FTMS {1,1} + p ESI Full ms [100.00-1000.00]

259.14397
R=49179
z=1
C15 H19 O2 N2 =259.14410
- (@]
100 0.53515 ppm
] NH (0]
80
7 281.12582
70— R=45910
o] z=1
& 60 C17 H47 O2 N2 =281.12845
3 ]
= ~-9.38664 ppm
2 ]
50—
< 5 539.26223
= R=33895
8 40— z=1
[9] ]
€4 Ca26 H3g O 10 N7 = 539.25992
307 4.28627 ppm
] 318.29994
207 R=44166
] z=1 943.57060
10— C21 Hag N2 = 318.30295 R=24967
. -9.46749 ppm z=1
07 | n b L . L 1 - i |
L L LN L ey L Ly LA L LN LA L LA R R A L) LA e A AR AN LR LR AN AR ALY KA LAR AL AR AR LA
100 200 300 400 500 600 700 800 900 1000
m/z
Fi\Users\..\huyiming-31_150427150418 412812015 3:20:46 PM
Error=2.9 ppm
NL:
1005 2451292 ’11.1le.7
903 3%2"5%?{27150418#1
E 7 RT:012 AV:1T:
804 o) FTMS + p ESIFull ms
E [100.00-2000.00]
g 702 NH (e}
g 60; w
% 503 N
€ 30
204 246.1324
105 e7111p 2742749 302.3062
o 205.0866 2182122 2230048 231.1023 2411056 | | 2471357 2582798 | 2791599 9gnopgg 3011419 ‘ 303.3095
1005 245.1285 i
E| C1aH1g N2 Oz +H:
904 C14H17N202
E pa Chrg 1
803
703
o]
507
]
307
20; 246.1318
103
S S— — e S ey e e — —
200 210 220 230 240 250 260 210 280 250 300 310
miz
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F:\Users\

...\huyiming-18_150427150418

4/28/2015 3:17:39 PM 4bc
Error=2.9 ppm

NL:
1004 245.1292 2'9§E,7
| huyiming-
907 18_150427150418#5
| @) RT:0.03 AV:1T:
80 FTMS + p ESIFull ms
E [100.00-2000.00]
= -
g 707 N
E 60? N)\/\)'K
£ 509
(] |
ERE
T 404
%} =
& 303
207 246.1324
103 2411057
(1870873 205.0867 215.0500 231.1024 247.1357 2671113 2791600 pg5.1215  301.1420 3183013 3271214 3383428 3532674
NL:
1004 245.1285 8.48E5
= C1aH1e N2 O2 +H:
90 C1aH17N202
7 pa Chrg 1
80;
70
60
50
40
303
203 246.1318
104
1 247.1352
[ s S N 1 s s s s e B e B e s B s
190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350
m/z
FAUsers\..\huyiming-19_150427150418 4/28/2015 3:25:59 PM 4cc
Error=2.6 ppm
307 NL:
100 1449 21267
3 huyiming-
907 19_150427150418#2
E 0 RT:0.14 AV:1T:
80 FTMS +p ESIFull ms
E [100.00-2000.00]
@ 704 (0]
e Ph
() - -
g 60] N
£ 50 )\/\/U\
< 50 P
2 N
T 404
< 3
x 305
1 308.1481
20;
103 329.1270
o L174.1283 2050865 2310322 245.1292 2742749 3023064 | 309.1515 |, 345.1010 358.3690 374.3638 413.2674 4292406 445.1210 478.8670
NL:
1004 307.1441 8.03E5
B C19H1g N2 O2 +H:
90 C19H19N202
3 pa Chrg 1
80;
703
607
503
40
30
1 308.1475
20;
103
B 309.1508
O et s e et e st e s e ettt e s e e et Bt s
180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480

m/z
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F:\Users\...\huyiming-20_150427150418 4/28/2015 3:33:14 PM 4dc
Error=1.2 ppm
NL:
1005 321.1602 4'29E,6
| huyiming-
907 20_150427150418#3
= RT:0.02 AV:1T:
80 FTMS + p ESIFull ms
3 [100.00-2000.00]
g 707 o
% |
° 604
ERNE N o]
< 50
g Nig
T 404
) =
& 305
3 322.1635
205
o] 209,106 338.3423
4 279.1595 A 343.1423
(12310319 2511184 2631182 | || |, 3071447 || 330.3373 | " 3591163 3711019 3912880 413.2669 4292408  445.1860
NL:
1004 321.1598 7.95E5
= C20H20N2 02 +H:
904 C20H21 N2 02
7 pa Chrg 1
80;
70
60
50
40
304
E 322.1631
20;
107
E 323.1665
0—r {ASARI ARSRd {ASARI ARSRd [ASARI Ansad (ASARI ARAMd RN S LA AARSS RARA RRAA T T T T T
240 260 280 300 320 340 360 380 400 420 440
m/z
F:\Users\...\huyiming-21_150427150418 4/28/2015 3:35:23 PM 4ec
Error=1.6 ppm
321.1603 i
100+ . S.G?EAG
3 huyiming-
903 21_150427150418#1
3 4 RT:0.10 AV:1T:
80 FTMS +p ESIFull ms
E [100.00-2000.00]
0
s 4
© 607
S 7 N 0]
2, N
T 403
2 B
© 305
| 322.1636
203
10; 279.1597 299.1107 338.3424 346.3323
o 251184 277.1287 | 280.1629 | 3071447 || 3231660 | | 359.1165 371.1019 391.2851 4132672 4292410 445.1207
NL:
100+ 321.1598 7.95E5
E C20H20N2 02 +H:
907 C20H21N202
3 pa Chrg 1
803
703
607
50?
40?
304
E 322.1631
203
107
B 323.1665
O
240 250 260 270 280 290 300 310 320 330 340 350 360 370 390 410 420 430 440
m/z
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F:\Users\...\huyiming-22_150427150418 4/28/2015 3:45:50 PM 4fc
Error=2.1 ppm
NL:
1004 337.1554 1 ,eggs
| huyiming-
907 22__1504271504184#2
= 5 RT:0.18 AV:1T:
80 FTMS + p ESIFull ms
3 OMe [100.00-2000.00]
% |
B 604 N o}
3 5] //k/\/u\
< 507
(] | N
2 403
T 403
) = 338.3424
30
| 321.1605
204 299.1108
= 279.1597 318.3010 391.2852
109 274.2747 294.1554 | 301.1416 3303374 || 3393455 3591374 4132671
esee 2oriee | | lgmses ] [P 2 a0 s |gsaases 4282410 439105
0 NL:
1004 337.1547 7.93E5
=l C20H20N2 O3 +H:
90 C20H21N203
E pa Chrg 1
80;
70
60
50
40
304
E 338.1580
20;
104
E 339.1614
0\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\[\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
250 260 270 280 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
m/z
F:\Users\...\huyiming-23_150427150418 4/28/2015 3:51:02 PM 4gc
Error=2.6 ppm
341.1060 ot
1004 . 9.2‘8E.6
E huyiming-
903 23_150427150418#17
3 RT:0.12 AV: 1 T: FTMS
80 Cl +p ESIFullms
E [100.00-2000.00]
i
s 7
E 602 N (0]
< 50 )\/\)J\
o 7 N
> |
T 403
2 E 343.1029
© 305
20
103 279.1599 5991109 3441061 3630881 3810086
oo 2470873 277.1289 || 3150850 3383430 ||/ 345 1006 | | .0 3912853 413.2672 4292411 4451211  462.1483 478.8664
NL:
1005 341.1051 6.09E5
E C19H17 Cl1 N2 Oz +H:
907 C19H1gCl1N202
3 pa Chrg 1
803
703
607
50?
403
E 343.1022
303
20
103 344.1055
3 345.1089
L
240 260 280 300 320 340 360 380 400 420 440 460 480
m/z
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F:\Users\...\huyiming-24_150427150418 4/28/2015 3:53:38 PM 4hc
Error=2.1 ppm
NL:
1004 341.1058 6'4.1E.6
| huyiming-
90 24_150427150418#5
E RT:0.03 AV: 1 T:FTMS
80 +pESIFullms
E [100.00-2000.00]
= Cl
gn)z i /©/
o 607
§ 3 N (0]
< 507 /)\/\/U\
¢ 3 N
£ 407
T 3 343.1027
& 303
205
10 2791507 299.1107 344.1059 363.0879 381.0984
0; 283.0638 93,1367 | | 302.3059 3150845 330.3374 3383427 ||| " y5g a5y “ " 379.0616 | 383.0955 397.0723 4132670 4292408
NL:
1004 341.1051 6.09E5
E C1gH47 Cli N2 Oz +H:
90 C19H1g Cli N2 O2
B pa Chrg 1
80;
70
607
507
403
E 343.1022
30;
207
105 344.1055
E 345.1089
O T T e T T T e e e T e e e [ T e e [ e e e e e e e e
280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430
m/z
F:\Users\...\huyiming-25_150427150418 4/28/2015 3:59:14 PM dic
Error=2.4 ppm
375.0671 e
1007 - 2.30E6
E huyiming-
90 25_150427150418#5
E RT:0.04 AV:1T:FTMS
80 +pESIFulms
E Cl [100.00-2000.00]
@ 70
e 7 77.0640 e} Cl
o} =
g %0
2 507 N )
o |
R /)\/\)J\
£ 407 N
< 3
© 30
3 299.1108
203 378.0673
107 | 301.1417 371.3167 397.0490
Bl 341.1059 415.0595
o Lo 3T 7 008e 1T 360.8399 \‘ 3012852 | | L1 4292411 437.2364 452.2838 463.3039  478.8670
NL:
1004 375.0662 4.62E5
B C19H16 Cl2N2 O2 +H:
90 C19H17 Cl2N2 O2
3 pa Chrg 1
80;
03 77.0632
605
507
403
305
207
E 378.0666
107
E \38,0.0636
O L I o B e T L TR AL T S o LA B L B B e B S S LI O B B B B B R AL AL S B R R B S R
300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480
m/z
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F:\Users\

...\huyiming-26_150427150418

4/28/2015 3:38:57 PM
Error=2.2 ppm

4jc

NL:
1004 321.1605 5.9§E§
| huyiming-
907 26_150427150418#1
= 9 RT:0.14 AV:1T:
80 FTMS + p ESIFull ms
E (e} [100.00-2000.00]
g 70; _Bn
2 60 N o
CRE /)\/\/U\
< 50 N
(] |
ERE
T 404
%} =
© 305
E 322.1638
204
E 307.1448 323,1673
103 279.1598 299_1110‘ / 338.3426
(2208 251.1186  274.2748 L / | 3591166 3714021 3912855 4132674 4290411 4451206 462.1477 4788668
NL:
1004 321.1598 7.95E5
= C20H20N2 02 +H:
90 C20H21N202
7 pa Chrg 1
80;
70
60
50
40
309
E 322.1631
20;
104
E 323.1665
[ L L R R L A R R D D R L L D M I D L L D D L ) M R L M M A D M) RN AR R MAAA) MR A A RAAAS LA AR MARM RO
220 240 260 280 300 320 340 360 380 400 420 440 460
m/z
FAUsers\..\huyiming-27_150427150418 4128/2015 4:05:12 PM 4ke
Error=2.0 ppm
249 b
1004 .1039 6'2.9E.5
3 huyiming-
907 27_150427150418#9
E RT:0.06 AV:1T:
80 FTMS + p ESIFull ms
3 o [100.00-2000.00]
e
‘g 602 NH (o]
Qo | ~
< 504 )\/\/U\
o | N
2 =
T 403
2 B
© 305
203 5330323 250.1072
103 235.0278 239.0261 2511184
JE | 2380265 | 2410693 2430217 245.1291 2460434 | 2524218 2555648 2000417 2500419 2611313 262.9822
NL:
1004 249.1034 8.58E5
B C13H13F1 N2 02 +H:
907 C13H14F1N202
E pa Chrg 1
803
703
607
503
40
30
203 250.1067
103
B 2651.1101 252.1110 254.1177
e st e e e
234 236 238 240 242 244 246 248 250 252 254 256 258 260 262 264
m/z
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