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Table A *H NMR and elemental analyses data of all the title compounds

Compd 'H NMR (DMSO) Formula % Anal. found (% calcd)

7.26 (2H, d), 7.08 (2H, d), 7.17-6.95 (5H, m), 4.06 C76.34(76.29), H7.41(7.47),
5z C1gH21NO;

(2H, 1), 2.82 (2H, 1), 2.57 (4H, m), 1.70 (4H, m). N4.91(4.54)

8.02 (1H, d) , 7.64 (1H, t), 7.29 (1H, t), 7.07-6.98 (5H, C64.85(65.84), H6.15(6.14),
5a m), 4.06 (2H, 1), 2.80 (2H, 1), 2.53 (4H, m), 1.70 (4H, CisHaoN,0, * 0.3H,0

m) N8.17(8.53)

7.92 (1H, m), 7.64 (1H, m), 7.60 (1H, m), 7.43 (1H, m), C64.30(65.84), H6.36(5.14),
5b 7.11 (2H, m), 7.05 (2H, m), 4.09(2H, t), 2.81(2H, 1), CigH20N,04 * 0.4H,0

2.54(4H, m), 1.69(4H, m) N8.65(8.53)

8.20 (2H, m), 7.00 (4H, m), 6.82 (2H, m), 4.08 (2H, 1), C65.48(65.84), H6.17(6.14),
se Ci8H20N20,4

2.74 (2H, 1), 2.66 (4H, m), 1.74 (4H, s) NB.49(853)

8.88 (1H, d), 8.45 (1H, m), 7.24 (2H, m), 7.11 (3H, m), C56.69(57.90), H5.40(5.13),
5d C18H19N306 . 04Hzo

4.22 (2H, 1), 3.24 (2H, 1), 2.99 (4H, m), 1.84 (4H, m) N1L13(11.25)

8.12 (1H, d), 7.82 (1H, t), 7.07 (3H, m), 6.97 (3H, m), €69.80(71.81), H7.11(7.09),
e C17H20N202 <05 Hzo

4.08 (2H, 1), 2.85 (2H, 1), 2.59 (4H, 5), 1.71 (4H, 5) N9.41(9.85)

8.42 (2H, d), 7.02 (4H, m), 6.82 (2H, d), 4.08 (2H, 1), C70.54(71.81), H7.15(7.09),
5f C17H20N202 . OSHZO

2.76 (2H, t), 2.65 (4H, m), 1.73 (4H, s) N9.73(a.85)

7.90 (1H, d), 7.64 (1H, t), 7.29 (1H, t), 7.11 (2H, d), C63.01(63.13), H6.42(6.41),
5¢ 7.11 (2H, d), 7.03 (2H, d), 6.88 (1H, d), 4.07 (2H, 1), CioH2sNO,S

3.36 (3H, s), 2.79 (2H, 1), 2.51 (4H, m), 1.69 (4H, m) N3.91(3.88)

7.96 (1H, s), 7.63 (2H, d), 7.34 (1H, m), 7.11-7.02 (4H, C62.94(63.13), H6.45(6.41),
5h m), 4.08 (2H, ), 3.22 (3H, ), 2.81 (2H, 1), 2.54 (4H, CioH2sNO,S

m), 1.69 (4H, m) N3.94(3.88)

7.88 (2H, d), 7.11-7.02 (6H, m), 4.08 (2H, t), 3.36 (3H, C63.11(63.13), H6.47(6.41),
Si CigH2sNOLS

s), 2.80 (2H, t), 1.69 (4H, s) N3.92(3.88)

8.55 (1H, d), 8.11 (1H, d), 7.20 (2H, m), 7.12-7.06 (3H, £56.24(56.15), H5.23(5.46)
5] m), 4.10 (2H, 1), 3.30 (3H, s), 2.85 (2H, 1), 2.58 (4H, CioH2oN,06S

m), 1.71 (4H, m) N6.91(6.89)

8.56 (1H, d), 8.40 (1H, d), 7.35 (1H, m), 7.13 (2H, d), C67.23(67.35), H6.87(6.71)
5k 7.00 (2H, d), 4.08 (2H, 1), 2.82 (2H, t), 2.53 (4H, m), CisH10N5O; * 0.2H,0

1.70 (4H, s) N14.65(14.73)

8.55 (1H, d), 8.39 (1H, t), 7.35 (1H, m), 7.13 (2H, d), C61.79(62.00), H5.84(5.81),
Sl C17H19N;0,4

6.99 (2H, d), 4.08 (2H, t), 2.82 (2H, t), 1.70 (4H, s) N1277(12.76)

7.58 (1H, t), 7.42 (1H, d), 7.22-7.18 (2H, m), 7.08-7.00 C65.14(64.95), H5.75(5.74),
5m (4H, m), 4.07 (2H, 1), 2.79 (2H, t), 2.53 (4H, m), 1.69 CigHaoFsNO,

(4H, m)

N4.24(3.99)
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5n

50

5p

5q

5r

6a

6b

6¢

Ta

7b

8c

13a

7.58 (1H, t), 7.42 (1H, d), 7.22-7.18 (2H, m), 7.08-7.00
(4H, m), 4.07 (2H, 1), 2.80 (2H, 1), 2.53 (4H, m), 1.69
(4H, m)

7.69 (2H, d), 7.11-7.00 (6H, m), 4.08 (2H, 1), 2.85 (2H,
1), 2.58 (4H, m), 1.71 (4H, m)

7.18 (2H, 1), 6.96 (6H, m), 4.04 (2H, 1), 2.77 (2H, 1),
2.51 (4H, m), 1.68 (4H, m)

7.28 (2H, 1), 7.06 (6H, m), 4.03 (2H, 1), 2.78 (2H, 1),
2.56 (4H, m), 1.68 (4H, m)

7.36 (2H, d), 7.26 (2H, d), 7.12 (2H, d), 7.04 (2H,d),
4.03 (2H, 1), 2.78 (2H, 1), 2.56 (4H, m), 1.71 (4H, m)

6.92-6.84 (5H, m), 6.79 (1H, d), 6.67 (1H, d), 6.50 (1H,
1), 4.90 (2H, s), 4.00 (2H, 1), 2.75 (2H, 1), 2.49 (4H, m),
1.66 (4H, m)

6.94 (5H, m), 6.24 (1H, d), 6.09-6.03 (2H, m), 5.16
(2H, s), 4.04 (3H, t), 2.80 (2H, t), 2.54 (4H, m), 1.69
(4H, m)

6.85 (2H, m), 6.34 (4H, d), 6.09 (2H, m), 5.26 (2H, s),
4.07 (3H, 1), 2.85 (2H, 1), 2.58 (4H, m), 1.70 (4H, m)

7.59 (1H, d), 7.41 (1H, 1), 7.13 (1H, t), 7.10-7.01 (4H,
m), 6.76 (1H, d), 4.10 (2H, 1), 3.54 (6H, s), 2.93 (2H, 1),
2.64 (4H, m), 1.73 (4H, m)

7.43 (1H, m), 7.23 (1H, m), 7.11 (1H, m), 7.03 (1H, m),
6.97 (2H, m), 6.85 (2H, m), 4.11 (2H, t), 3.52 (6H, s),
2.86 (2H, 1), 2.59 (4H, s), 1.72 (4H, m)

7.18 (2H, d), 6.96-6.91 (6H, m), 4.04 (3H, 1), 2.93 (3H,
s), 2.79 (2H, 1), 2.53 (4H, m), 1.69 (4H, m)

7.43 (1H, d), 7.27 (1H, m), 7.11-6.98 (5H, m), 6.74
(1H, d), 4.05 (2H, 1), 3.20 (3H, s), 3.05 (3H, 5), 2.79
(2H, 1), 2.52 (4H, m), 1.69 (4H, m)

ClQHZOFSNOZ

ClQHZOFSNOZ

ClgHzoFNOZ ° Oleo

ClgHzoclNOQ

C1gH2BrNO;

C18H22N202

C18H22N202

C18H22N202

C20H26N206S; * 0.1H,0

ConzsNzOGSz * 0.3H20

C19H24N204S M OleO

CZOH26N204S

C65.24(64.95), H5.77(5.74),

N4.03(3.99)

C65.15(64.95), H5.73(5.74),

N4.01(3.99)

C71.29(71.74), H6.78(6.69),

N4.81(4.65)

C67.95(68.03), H6.32(6.34),

N4.33(4.41)

€59.45(59.68), H5.66(5.56),

N3.98(3.87)

C72.35 (72.46), H7.31(7.43),

N9.44(9.39)

C72.11(72.46), H7.60(7.43),

N9.50(9.39)

C72.15(72.46), H7.56(7.43),

N9.41(9.39)

C52.54(52.85), H5.74(5.77),

N6.17(6.16)

C52.18(52.85), H5.77(5.77),

N6.21(6.16)

C60.52(60.62), H7.35(7.44),

N6.44(6.43)

C61.38(61.52), H6.76(6.71),

N7.00(7.17)
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Current Data Parameters

NAME hO0351
EXPND i
PROCND i

F2 - Acquisition Parameters
Date_ 20090223
Time 14.32
INSTAUM ARX400
PROBHD 5 mm Nultinu
PULPAOG 29

O 32768
SOLVENT oMS0

NS 64

0s o

SHH B6097.561 Hz
FIDAES 0. 1B60B3 Hz
AQ 2.6870260 sec
AG 4056

oW B2.000 usec
13 102,50 usec
TE 300.0 K

o1 2.00000000 sec
PL 3.00 usec
DE 102.50 usec
SFO1 400, 1321971 MHz
NUCLEUS 1H

F2 - Processing parameters
51 16384

SF 400. 1300023 MHz
WOW EM

558 0

Le 0.30 Hz
] 0

PC 4.00

10 NMA plot parameters

Cx 20.00 cm
FiP 10.000 ppm
F1 4001.30 Hz ©
Fee -0.500 ppm
F2 =200.07 Hz
PPMCH 0.52500 ppm/cm

HICM 210.06825 Hz/cm

Current Data Paraseters

NAME h02960
EXPND 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20090904

Time 9.20
INSTAUM ARXA00
PROBHD 5 mm Multinu
PULPROG g

o 32768
SOLVENT OMs0

NS 32

0s a

SWH 6097.561 Hz
FIDRES 0. 186083 Hz
X 2.6870260 sec
RG 715

oW B2.000 usec
DE 102.50 usec
TE 300.0 K
o1 2.00000000 sec
P1 3.00 usec
0E 102.50 usec
SFO1 400. 1321971 MHz
NUCLEUS 1H

F2 - Processing parameters
sI 16384

5F 400. 1300025 MHz
WOW EM

558 o

LB 0.30 Hz
6B 0

PC 4.00

10 NMR plot parameters

cx 20.00 cm

FiP 10.000 pem

F1 4001 .30 Hz

Fap -0.500 pem
F2 -200.07 HZ
PRMCH 0.52500 ppm/cm

HICM 210.06825 Hz/cm



Current Data Parameters
NAME ho2420

ON o EXPNO 1
T L0 e *
o

F2 - Acquisition Parameters

5 Date_ 20030630
BeNnEe e nYISIIREDY BININE IZNEZ3E 2E5285¢ 1o 1.4
e @o%3i@ gggggmh—aqmgﬁ EHERE T@sg % SR9582 3 INSTAUM ARX400
§ 5538388280898 522338 S258ER 3RRFRYS SREBLBE PROBD 5 ma Wultin
P P P P P P P P P P P P P P P P P P P L B IR VI VI VO T O P P VI - O PULPROG 19
e NZ A 2P B
SOLVENT DHSO
NS 16
0s 0
SHH 6097 .561 Hz
FIDRES 0.186083 Hz
AQ 2.6870260 sec
AG 715
oW 82,000 usec
DE 102.50 usec
(3 300.0 K
0 2.00000000 sec
P 3.00 usec
DE 102.50 usec
SF01 400.1321971 Wz
WUCLEUS 1H
F2 - Processing parameters
s1 16384
SF 4001299988 MHz
WOW EM
558 1}
LB 0.30 Hz
] 0
PC 4.00
10 N¥A plot parameters
cx 20.00 cm
FiP 10.000 ppm
Fi 4001.30 Hz
FepP -0.500 pom
F2 -200.07 Hz
PRMCM 0.52500 ppm/cm
HZCM 210.06825 Hz/cm

Current Data Parameters
NAME ni2423

NO; 5 EXPND 1
OO0 e
o.M o™~

F2 - Acquisition Parameters

5d Date_ 20090630
R - - X RN ] wm oo D P W e e o o Time 18.02
g B23533QREIRHRESE §3% §hpizREs: S ivsTe seac0
CE D@D @ NN NN NN T e Mmoo ododoioio e s PADBHD 5 ma Nultinu
1 1 1 PULPROG 29
W= VT T
SOLVENT oMS0
NS 64
os a
SHH 6097561 Hz
FIDRES 0. 186083 Hz
A0 2.6870260 sec
RG 360
OW 82.000 usec
DE 102.50 usec
TE 300.0 K
D1 2.00000000 sec
P1 3.00 usec
DE 102.50 usec
SF01 400. 1321971 MHz
NUCLEUS 1H
| F2 - Processing parameters
51 16384
SF 400. 1299988 MHz
| WOW EM
558 o
l LB 0.30 Hz
GB a
‘ PC 4.00
| ] 10 NMR plot parameters
|I cx 20,00 cm
J \ FiP 10.000 ppm
I "LJL__} Fe 4001.30 Hz
Fep -0.500 ppm
= o [& Eb =3 it Y o :sncn 323253; H;lftn
= | [~ = o) = - . Pl
3 & |5 83 g b 4 : HZCH 210.06825 Hz/cm
& creepeal leel A o ou m
T T TR T | RARR AR DAR ALY AR
ppm | [ ] 2
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Current Data Parameters

NAME hQ 1850
EXPND 1
PROCND i

F2 - Acquisition Parameters
Date_ 0030523
Time B.27
INSTRUM ARX400
PROBHO S mm Multinu
PULPROG g

O 32768
SOLVENT oMS0

NS 16

0s a

SHH 10204 082 Hz
FIDRES 0.311404 Hz
L 1.6056820 sec
RG 1024

oW 49,000 usec
DE 70.00 usec
TE 300.0 K

01 2.00000000 sec
Pl 3.00 usec
0E 70.00 usec
SFO4 400.1321971 MHz
NUCLEUS 1H

F2 - Processing parameters
51 16384

5F % 400. 1300036 MHz
WO N EM

s58 o

Le 0.30 Hz
GB o

PC 4.00

10 NMR plot parameters

Cx
FiP
Fi
Fap
F2
PPMCM
HZCH

20.00 ca
10.000 ppm
4001.30 Hz
-0.500 ppm
-200.07 Hz
0.52500 ppm/cm
210.06825 Hz/cm

Current Data Parameters

NAME h02958
EXPNO 1
PROCND 5

F2 - Acquisition Paraseters
Date_ 20090304

Time 8.57
INSTAUM AFXA00
PROBHD 5 ma Multinu
PULPROG g

o 32768
SOLVENT OMSO

NS 16

os [V}

ShH 6097561 Mz
FIDRES 0. 186083 Hz
AG 2.6870260 sec
ARG 1430

oW 82.000 usec
DE 102.50 usec
TE 300.0 K

1} 2.00000000 sec
Pl 3.00 usec
DE 102.50 usec
SFO1 4001321971 MHz
NUCLEUS 1H

F2 - Processing parameters
51 16384

SF 400, 1300021 MHz
WOW no

558 0

LB 0.00 Hz
GB o

PC 4.00

10 NMR plot parameters

%3 20.00 ca
FiP 10.000 ppm
Fi 4001.30 Hz
Fap -0.500 ppm
F2 -200.07 Hz
PPHCM 0.52500 ppm/ca
HZCH 210.06825 Hz/cm |
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Current Data Parameters

NAME hi2953
EXPND 1
PROCNO 1

F2 - Acguisition Parameters
Date_ 20030904

Time 9.13
INSTRUM ARX400
PROEHD 5 ma Multinu
PULPROG 20

™ 32768
SOLVENT M50

NS B4

o0s ]

SWH 6097.561 Hz
FIDRES 0.1B6083 Hz
AG 2.6870260 sec
AG 2860

OW 82.000 usec
OE 102,50 usec
TE 300.0 K
113 2.00000000 sec
P1 3.00 usec
DE 102.50 usec
SFO1 4001321971 MHz
NUCLEUS 1H

F2 - Processing parameters
SI 16384

5F 400. 1300025 MHz
WOW EM

558 L]

LB 0.30 Hz
GB 0

PC 4.00

10 WMA plot paramseters

cx 20,00 cm
FiP 10.000 ppm
F1 4001.30 Hz
Fap -0.500+pp=
F2 -200.07 Hz
FRMCM 0.52500 ppm/cm
HICM 210.06825 Hz/cm

5i
82 guzgy 538 283FREET 8§ 5
g 22 3832 g58 2352883 8 g
L A www mmm o - =
V N\ vV ANNY |
.
z g = gl (zl5])e
§ g HIE ] 2
Frrrrrrrrrreerer L0 SREE U | S R | ENE L1 L S—
ppm a 4 i‘ }
NOz
(o]
O\/‘\‘/D
Me0,S o
5
- BT - B DO = W@ 0w ND M e W0 e m @ o -0 S W s ™
E EB9SSBNRSLS8ES5 CIYEYEISoS25RIA8EEEEE §
§ %ae§2§;agggegsgs 28255 Renng 083885288 3
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z 3 [z | 2 5| [glz 2
i 3 |8 (e g g 52 g
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Current Data Parameters

NAME h03005
EXPNO 1
PROCND 1

F2 - Acquisition Parameters
Oate_ 20080308

Time 8.08
INSTRUM ARK400
PROBHD 5 mm Multinu
PULPROG 9

0 32768
SOLVENT NS0

NS 32

bs ]

SHH B410.256 Hz
FIDRES 0.195625 Hz
a0 2.5559540 sec
RG 715

oW 78.000 usec
DE 111.43 usec
TE 300.0 K

D1 2.00000000 sec
Py 3.00 usec
0OE 111.43 usec
SFOY 400. 1321971 MHz
NUCLEUS 1H

F2 - Processing parameters
51 16384

SF 400.1299935 MHz
WOW EM

558 o

L8 0.30 Hz
2] (1]

PC 4.00

10 NMR plot parameters

Cx 20.00 cm
Fip 10.000 ppm
1 4001.30 Hz
Fep -0.500 ppm
F2 ~200.07 Hz
PPMCM 0.52500 ppm/cm
HICH 210.08825 Hz/cm
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Current Data Parameters

NAME h03008
EXPND 1
FROCND 1

F2 = Acquisition Paraseters
Date_ 20090508

Time 8.53
INSTRAUM ARX400
PROBHD 5 mm Multinu
PULPROG 29

o 32768
SOLVENT OMso

NS 16

] 0

SWH 6097 .561 Hz
FIDRES 0. 186063 Hz
L] 2.6870260 sec
RG 715

oW B2.000 wsec
DE 102.50 usec
TE 300.0 K

D1 2.00000000 sec
Py 3.00 usec
DE 102.50 usec
SFO01 400.1321971 MHz
NUCLEUS iH

F2 - Processing paramseters
S1 16384

SF 400. 1295980 MMz
WOW EM

558 o

Le 0.30 Hz
GB o

PC 4.00

10 NMR plot parameters

Cx 20.00 cm
FiP 10.000 ppm
Fi 4001.30 Hz
F2pP -0.500 pom
F2 =200.07 Hz
PPMCM 0.52500 ppm/cm
HICH 210.06825 Hz/cm

Current Data Parameters

NAME nO3006
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20090908

Time 814
INSTRUM ARX400
PROBHD S5 ma Multinu
PULPROG 9

0 32768
SOLVENT [1)

NS 16

DS o

SHH B097.561 Hz
FIDRES 0. 186083 Hz
L] 2.6870260 sec
RG 715

oW B2.000 usec
DE 102.50 usec
TE 300.0 K
o 2.00000000 sec
Pi 3.00 usec
DE 102.50 usec
SFO1 4001321971 MHz
NUCLEUS 1H

F2 - Processing parameters
51 16384

SF 400. 12599973 MHz
WOW EM

558 0

LB 0.30 Hz
GB [1]

PC 4.00

1D NMR plot paraseters

Cx 20.00 cm
Fip 10.000 ppm
Fi 4001.30 Hz
Fap -0.500 ppm
F2 -200.07 Hz
PEMCM 0.52500 ppm/cm
HICH 210.06825 Hz/cm
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Current Data Parameters

NAME
EXPND
PROCNOD

h02964
1
1

F2 - Acquisition Parameters

Date_
Time
INSTAUM
FROBHD
PULPROG
Ll
SOLVENT
NS

0s

Sk
FIORES
AQ

AG

oW

113

TE

01

Py

0E

SFOY
NUCLEUS

20090504
9.32
ARX400

5 ma Multinu
9

32768

DMS0

16

0

6097561
0. 186083
2.6870260
715

B2.000
102,50
300.0
2.00000000
3.00
102.50
4001321971
iH

Hz

sec

usec
usec

Sec
usec
usec
MHZ

F2 - Processing parameters

51
5F
WOW
558
1]
68
PC

16384

400. 1299959
EM

o

0.30

o

4.00

10 NMAR plot parameters

Cx
Fip
Fi
Fep
F2
PPHMCM
HICM

20.00
10.000
4001.30
~0.500
-200.07
0.52500
210.06825

Current Data Parameters

NAME
EXPND
FROCNO

ho2650
1
1

MHZ

Hz

ca
oom

Hz

pam

Hz
ppm/cm
Hz/em

F2 - Acquisition Parameters

Date_
Time

INSTRUM

FROBHD

PULPROG

SF01

NUCLEUS

20090714
14.58
ARX400

5 mm Multinu
4

32768

OMSO

64

]

6097561
0. 186083
2.6870260
2860
B2.000
102.50
300.0
2.00000000
3.00
102.50
4001321971
1H

F2 - Processing parameters

51
SF
WO
SSB
LB
68
PC

16384

400. 1300029
EM

0

0.30

0

4.00

10 NMA plot parameters

Cx
FiP
]
Fap
F2
PPMCM
HZCH

20.00
10.000
4001.30
-0.500
-200.07
0.52500
210.06825

MHz

Hz

em
ppm

Hz

ppm

Hz
ppe/cm

Hz/cm



Table B *C NMR of representative compounds

“CL_D
o >N

Compd R 3C NMR(DMSO) s

5a NO, 154.60, 150.31, 149.07, 140.61, 134.85, 125.50, 123.36, 120.64,

119.42, 116.25, 63.74, 53.52, 52.49, 22.62

%

5¢ /©/ 163.75, 156.04, 147.25, 141.84, 126.11, 121.88, 116.55, 115.96,
O,N 67.12, 54.28, 53.98, 23.14
5r /@/ 157.49, 155.17, 148.80, 132.54, 120.89, 119.22, 115.72, 114.00,
Br 67.03, 54.27, 53.96, 23.12
6a NH, 153.98, 150.78, 143.00, 140.04, 124.22, 118.95, 118.44, 116.24,
©/ 115.56, 115.36, 67.12, 54.39, 54.01, 23.14
6c 157.23, 154.20, 149.69, 144.89, 126.46, 124.80, 120.85, 116.17,

Q

H,N 63.76, 53.57, 52.57, 22.60

S10



z
k3

o
L
A

0-NO2_13C
Sa
HERRFEHEY S dusassaaan
WL TN\ N

Current Data Parameters

NAME. 13C_040111_cham
EXPNO 5
PROCNGO 1

Fi Acquisition Parameters
Date_ 20110402
Time 11.10
INSTRUM spact
PROBHD 5 mm BBO BB-1H
PULPROG zgig

piil 65536
SOLVENT DM50

NS 512

Ds 4

SWH 24154.590 Hz
FIDRES 0.368570 Hz
AQ 1.3566452 sec
RG 2048

DW 20.700 usac
DE 6.00 usec
TE 299.2 K
o1 2.00000000 sec
dll 0.03000000 sec
™o 1

Pl 10.00 usec
PL1 1.00
SFO1 100.6228303 MHz
CHANNEL f2 ==

garpd
NUOC2 1H
PCPDZ 100.00 usac
PL12 17.00 dB
PL2 120.00 dB
Sro2 400.1316000 MHz

FZ - Processing paramelers
65536

O
»
P-NO2 S2_13C OuN o ~-N
Sc

sF 100. 6128164 Miz
WoW M
558 (1]
1B 1.00 Hz
6B 0
PC 1.40
—
Ppm

Current Data Parameters

NAME 13C_040111_chem
- EXPNO 7

B s Ns Gres % §ge3ouses? PROCNO 1

g e Iz fEEF G I3s8333888
F2 - Acquisition Parameters

AR NN
Time 12.24
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgig
D 65536
SOLVENT DMS0
NS 512
Ds 4
EWH 24154 .590 Hz
FIDRES 0.268570 Hz
AQ 1.3566452 sec
RG 2048
DW 20.700 usec
DE 6.00 usec
TE 299.2 K
D1 2.00000000 sec
di1 0.03000000 sec
o 1
-------- CHANNEL f1 ===sa=e=
HUC1 13C
Pl 10.00 usec
PL1 1.00 de
SFOL 100.6228303 MHz
mmmm—— CHANNEL £2 ===me——
CPDPRG2 garpd
NuCZ 1H
PCPD2 100.00 usec
PL1Z 17.00 dB
PL2 120,00 dm
SFO2 400.1316000 MHZ
F2 - Processing parameters
51 65536
S5F 100.6128167 MHz
WDW M
55B o
La 1.00 Hz
GH o
PC 1.40

L " s )
T T I T I I T I I 1 I
200 180 160 140 120 100 80 60 40 20 ppm



S12

P-Br_13C
Current Data Parameters
5r NAME 13C_040111_chem
~ 9 DS EXPNO 3
NS I R+ g §323IRRCRS EROCHO i
L3 @ 8 S2°r¢ 5 Igdgd3dgdsd N
F2Z - Acquisition Parameters
\ / ‘ ‘ \l {/ ‘ \\ W / Date_ 20110402
Time
INSTRUM ct
PROBHD 5 mm BBO BB-1H
PULPROG zgig
D 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24154.590 Hz
FIDRES 0.368570 Hz
AQ 1.3566452 sec
RG 2048
DW 20.700 usec
DE 6.00 usec
TE 299.3 K
D1 2.00000000 sec
dil 0.03000000 sec
TDO 1
======== CHANNEL f1
NUC1 13C
P1 10.00 usec
PL1 1.00 dB
SFO1 100.6228303 MHz
======== CHANNEL f2
CPDPRG2 garpd
NUC2 1H
PCPD2 100.00 usec
PL12 17.00 dB
PL2 120.00 dB
SFO2 400.1316000 MHz
F2 - Processing parameters
SI 65536
SF 100.6128181 MHz
WDW EM
S5S5B 0
LB 1.00 Hz
GB 0
BPC 1.40
W " N
T T T T T T T T T T T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
Current Oata Paraseters
MANE 01054
NH £XPND 1
e OO PROCND '
| |
= D F2 - Acquisition Paraseters
Oﬂv Date_ 20080403
Time 7.18
s INSTRUM ARN 400
PROBHD 5 s Multinu
=3 88 STRESRA I BESRZS8G82oF PULPADS zg0e
E me e i S e spillie st il e o o] ™ 32768
8 B8 ¥s 3=eseq T AESAAAss8d SOLVENT s
- - b Rt Sy NS 110
| | ) os 2
\ | \ SHH 27717.777 W
| ' FIDRES 0.847710 Hz
A0 05838740 sec
Ll 1024
[ ] 18.000 usec
[ 3 25.71 usec
TE 300.0 K
012 000002000 sec
[ E-] 24.00 0B
CPOPRG waltziB
P31 100.00 usec
o1 2.00000000 sec
Pt 2.50 usec
DE 25.71 usec
SOl 100 62336680 Wiz
MUCLEUS 130
o 0.03000000 sec
F2 - Processing parameters
51 32768
SF 100, 6128156 MHz
WOH EM
558 o
L8 1.00 Hz
] o
FC 0.50
10 MR plot poraseters
cx 20.00 cm
FiP 200,000 pom
F1 20122.56 W
Fap -5.000 ppm
F2 -503.08 Hr
g : e 10.25000 pan/cm
HICH 1031.28148 Hz/ce
r — T T T v T — T T T T T
pom 150 100 50 0



jomet
P-NHZ_13C HoN o"vD
Be

Current Data Paramotors

NAME 13C_040111_chem
] = @ 0 EXPNO 4
B§§§ iﬁgd h'ﬁﬁvqn-qr!':ga FROCHNO 1
gazxz sggz gangsgaaaay
F2 Aequisition Parameters
U | | \H ] ‘ \\W r Date_ 20110402
Time 10.36
INSTRUM spact
PROBHD 5 mm RBO RR-1H
PULPROG zgig
pui] 65536
SOLVENT DMSG
NS 512
bs 4
SWH 24154.590 Hz
FIDRES 0.368570 Hz
AQ 1.3566452 sec
RG 2048
DW 20.700 usec
DE 6.00 usec
TE 299.2 K
m 2.00000000 sec
di1 0.03000000 zac
DO 1
== CHANNEL f1 ==
13C
10.00 usec
1.00 dB
100. 6228303 MHZ
we CHANNEL 2 ==emaaa
2 qarpd
1H
100.00 usec
17.00 dB
120.00 dB
400.1316000 MHz
F2 Processing parameters
51 65536
sF 100.6128166 MH=z
WOW EM
55B o
LB 1.00 Hz
GB o
PC 1.40

200 180 160 140 120 100 80 60
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Table C HRMS of some compounds

Compd Formula calcd ((M+H]")  found ([(M+H] ")

oa C1gH20N204 329.1496 329.1492

5¢C C18H20N204 329.1496 329.1491

5h C19H23NO4S 362.1420 362.1415

5i C19H23NO4S 362.1420 362.1418

oSr C18H20BrNO, 362.0750 362.0746

6C C18H22N20; 299.1754 299.1747

7a Ca0H26N206S; 455.1305 455.1304

8c C19H24N204S 377.1529 377.1528
13a Co0H26N204S 391.1686 391.1685

S14



Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 11040045 _20110402_000006.d Acquisition Date 4212011 11:36:10 AM
Sample o-NO2 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Paking University
Inlens. 11040045 20110402_000006 d: +MS|
x108
10 329.14921
08
08
04
0.2
346 63181 419.31
00 : : ; l i ; . ided :
250 s 300 325 350 378 400 425 450 miz
Meas. miz # Formula Score miz _err [mDa] e [ppm] igna _rdb e Conf N-Rule
32914921 1 CI1BHZINZO4 10000 329.14958 04 11 189 95 even ok
- -.\ —
II Iy
\j»‘_ L
Sa
Bruker Compass DataAnalysis 4.0 printed: 4/2/2011 11:37:26 AM Page 10f 1
Peking University Mass Spectrometry Sample Analysis Report
Analysis Info
Analysis Name 11040059_20110402_000002.d Acquisition Date 4122011 42527 PM
Sample p-NO2 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens.{ 11040059_20110402_000002.d: +MS]
x108
329.14908
259
204
1.5+
1.0+
0.54
364.07289
00 . , . , . , A : : ;
260 280 300 320 340 360 380 400 420 miz
Meas.m/z # Formula Score m/z err[mDa] err [ppm] mSigma rdb e  Conf N-Rule
329.14908 1 C18H21N204 100.00 329.14958 05 38 95 even ok
/O CLOND
Bruker Compass DataAnalysis 4.0 printed: 4/2/2011 42705 PM Page 1 of 1
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Mame 93081_20090908_000002.d Acquisition Date D/B/2009 5:53:14 PM
Sample 80 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens, 93081_20090908_000002.d: +MS|
x108
44
362.14150
34
2
14
o L 400.09738
N 200 250 300 350 400 450 miz
Meas. m/iz # Formula Score miz err [mDa] err [ppm] mSigma rdb e~ Conf N-Rule
36214150 1 C19H24NO45 10000 36214206 205 85 even ok
e O 9
O/‘VN
Bruker Compass DataAnalysis 4.0 T printed: 9/8/2009 5:54:04 PM Page 10of 1

_Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 93080_20090908_000002.d Acquisition Date 9/8/2009 5:49:58 PM
Sample CZ-LC-70 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens, 93080_20090908_000002.d: +MIS|
x108
12
36214182
1.0
0.84
0.64
0.4
0.2
386.14584
00 . y —l L
200 250 300 350 400 450 miz
Meas. m/z # Formula Score miz g_r_r_[_mDa] err [ppm] mSigma rdb e~ Conf N-Rule
36214182 1 C18H24NO4S 10000 35214206 07 196 85 even ok

M9025/©/ O\O’\’D

~ Bruker Compass DataAnalysis 4.0 printed: 9/8/2008 5:50:58 PM Page 10of 1
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 11040059_20110402_000001.d Acquisition Date 4/2/2011 423:48 PM
Sample p-Br Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens.. 11040059_20110402_000001.d: +MS|
x108
364.07262
362.q74-63
1.54
1.0+
0.5
0.0 [270.04821 | 412.UI4906
: 280 300 320 340 360 380 400 420 440 miz
Meas. m/z_# Formula Score miz_err[mDa] err[ppm] mSigma rdb e~ Conf N-Rule
362.07463 1 C18H21BrNO2 100.00 362.07502 04 11 204 85 even ok
L
. Y
5r
Bruker Compass DataAnalysis 4.0 printed: 4/2/2011 4:24:49 PM Page 1 of 1
Peking University Mass Spectrometry Sample Analysis Report
Analysis Info
Analysis Name 11040045_20110402_000002.d Acquisition Date 4/2/2011 11:21:28 AM
Sampla p-NH2 Ingtrumant Bruker Apax 'V FTMS
Comment ESI Positive Operator Peking University
lnluns?. 11040045 _20110402_000002.d: +MS|
x10
20017468
6
4
2
313.18987
0 . : , L Lw . . .
240 280 280 300 320 340 380 380 miz
Meas. miz # Formula Score miz err [mDa] er [ppm] mSigma rdb e Conf N-Rule
29917468 1 C18H2INZ202 10000 29917340 or 24 5. 8.5 even ok

O

T"“"‘] H/‘Qm. r .>
e e 0 M.
B¢

HoN

Bruker Compass DalaAnalysis 4.0 printed: 4/2/2011 11:22:39 AM Page 1of 1
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Analysis Info
Analysis Name 93078_20090908_000001.d Acquisition Date 9/B/2009 5:43:29 PM
Sample s7 Instrument Bruker Apex IV FTMS
Comment ES| Positive Operator Peking University
Intens, 93078_20090908_000001.d: +MS
jof 45513040
5.
4
3
2_
4] :
37715298
0 L .
- 250 300 350 400 450 500 550 miz
Meas.miz # Formula  Score arr [ng] err [gm] mSigma_rdb e~ Conf N-Rule
37715298 1 C19H25N204S  100.00 3?715295 -0 223 B85 even ok
45513040 1 C20H2TN20BS2 10000 45513050 DI 0.2 236 B85 even ok
MeO;S. . SO;Me
CF (SRS
" Bruker Compass DalaAnalysis 4.0 printed: 9/8/2009 5:45:00 PM = Page 10f 1
Peking University Mass Spectrometry Sample Analysis Report
Analysis Info
Analysis Name 93083_20090908_000001.d Acquisition Date 9/8/2009 5:56:28 PM
Sample 74 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
1 10? 93083_20050908_000001.d: +MS|
* 377.15283
5-
4
3_
36214210
2
1
39116884
i i L : o
250 300 350 400 450 500 miz
Meas. miz # Formula B miz_err [_aj ""J.EE"J mSigma rdb e~ Conf N-Rula
37715283 1 C19H25N2045 1 377.15295 219 B5 even

Bruke'r-ﬁcmp'aéé“ﬁﬁta.&nalysis 4.0 printed: 9/8/2009 5:58:05 PM Page 1of 1
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~ Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 93082_20080908_000001.d Acquisition Date 9/8/2009 5:54:49 PM
Sample 20 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
IMT& 93062 _20090908_000001.d. +MS|
x

10 391.16850

0.84

0.6

0.4

0.24

42512035 L
00 - . . L ; . = v :
250 300 350 400 450 500 mz
Meas. m/lz_# Formula Score _miz_err[mDa) err [ppm] mSigma rdb e~ Conf N-Rule
39716850 1 C20H27N204S 10000 291.16860 01 03 232 85 even ok
HiC..(-SO;Me
of
LN
13a

Bruker Compass DataAnalysis 4.0 o printed: 0/8/2009 5:55:42 PM - ~ Pageiofi
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