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'H NMR (Bruker AC-300 Avance, 300 MHz, CDClIs) of compound 9k
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Current Data Parameters

NAME 200512
EXPNO 9135
PROCNO 1

F2 - Acquisition Parameters
Date_ 20054210

Time 13.53
INSTRUM dpx300
PROBHD 5 mmn DUL 13C-
PULPROG 29

i 16384
SOLVENT coc13

NS 32

0s [

SHH 6643.757 Hz
FIDRES 0.403672 Hz
AQ 1.2386804 sec
R6 1024

DW 75.600 usec
DE 6.00 usec
TE 300.0 K
04 2.00000000 sec
P1 8.30 usec
SFO4 300.1327042 MHz
NUC1 iH

PLL -6.00 dB
F2 - Processing parameters
ST 16384

SF 300.14300052 MHz
WOW EM
sS8 0

LB 0.00 Hz
68 0

PC 1.00

1D NMR plot parameters

23 20.00 cm
FiP 8.051 ppm
Fi 2416.36 Hz
Fop -0.944 ppm
F2 -283.46 Hz
PPMCM 0.44977 ppm/cn
HZCM 134.99092 Hz/cm
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, CDCIs) of compound 9k

Current Data Parameters

NAME 200512
EXPNO 3032
rs dimel PROCNO 1
F2 - Acquisition Parameters
Date_ 20054231
Time 14.15
INSTRUM dpx300
g S YBESYBSER IOy TRe 8 e LU S
e b5 ot e e I I B R R R G S ki 20
g e BUENReIIINYZBRREr8TR o o e
- IR TR SRS T e i b S f S 1 SOLVENT coCc13
NS 172
DS 0
SHH 23809.523 Hz
FIDRES 0.726609 Hz
AQ 0.6881780 sec
RG 9185.2
OW 21.000 usec
DE 6.00 usec
TE 300.0 K
EtOOC O\N did 0.03000000 sec
pL12 15.60 dB
E O CPOPRG2 waltz16
PCPD2 100.00 usec
O sF02 300. 4312005 MHz
N NuC2 1H
H OMe OMe S pL2 120.00 d8
D4 2.00000000 sec
P1 6.00 usec
SFO4 75.4772504 MHz
NUCH 13C
PLL -6.00 dB
F2 - Processing parameters
SI 32768
SF 75.4677567 MHz
HOH EN
ssB 0
L8 2.00 Hz
68 0
PC 1.00
4D NMR plot parameters
cX 20.00 cn
FiP 191.712 ppn
Fi 14468.09 Hz
Fep -18.235 ppm
F2 -1376.17 Hz
T T r T T ¥ v T ' PPMCN 10.49737 ppn/cm

50 0 HZCM 792.24307 Hz/cm
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'H NMR (Bruker AC-300 Avance, 300 MHz, CDClIs) of compound 9l

RS 4 CNL

Current Data Parameters
NAME 200512
EXPNO 9124
PROCNO 1

4.00318
3.97801
3.94257
3.91753

F2 - Acquisition Parameters
Date_ 20054210

—2.17460
—1.59164

<

0.90912
0.88600
0.86272
——0.00000

\‘&l W’/’ / / \ Time 13.37
INSTRUM dpx300
PROBHD 5 mm DUL 13C-
PULPRO6 29
e 16384
SOLVENT €0C13
EtOOC o_ NS 16
N 0s [
F SWH 6613.757 Hz
FIDRES 0.403672 Hz
AQ 1.2386804 sec
RG 574.7
N [e] oW 75.600 usec
H CN DE 6.00 usec
TE 300.0 K
01 2.00000000 sec
Py 8.30 usec
N SFO1 300.1327012 MHz
NUCH
PLL -6.00 dB
F2 - Processing parameters
SI 16384
SF 300.1300041 MHz
WOW EM
SsB 0
LB 0.00 Hz
68 0
PC 1.00
4D NMR plot parameters
=3 20.00 cm
FiP 8.614 ppm
F1 2585.24 Hz
FoP -0.967 ppm

F2 -290.30 Hz

PPMCM 0.47905 ppm/cm
- Bl eleile ala - A o . HZCM 143.77731 Hz/cm
H SEFI8ISR 2|z & g 5 |2
s @]~ ofou 0 @ © @©
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, CDCIs) of compound 9l

Current Data Parameters

NAME 200542
EXPNO 3034
RS 4CNL PROCNO 1
F2 - Acquisition Parameters
Date_ 20054231
Time 14.05
INSTRUM dpx300
CMDOMODMMOMOO - QN w D [f) [u] PROBHD 5 mm DUL 13C-
FESBEIBREBE 3885 8 b} PULPROG 2gdc
& NN mOOLTToo aN©oo o ® ) 32768
e SUNNS ST OTSS WL . - SOLVENT coc13
NS 284
W -
SHH 23808.523 Hz
FIDRES 0.726609 Hz
AQ 0.6881780 sec
R6 9485.2
] 21.000 usec
EtOOC lo) . DE 6.00 usgc
N . TE 300.0 K
F g di4 0.03000000 sec
PL12 15.60 dB
CPDPRG2 waltzi6
PCPD2 100.00 usec
H o SF02 300.1312005 MHz
CN NUC2 1H
pL2 120.00 dB
1]} 2.00000000 sec
Py 6.00 usec
SFO4 75.4772504 MHz
NUC1 13C
PLY -6.00 dB
F2 - Processing parameters
SF 75.4677567 MHz
WDH EM
§S8 0
Le 2.00 Hz
6B 0
PC 1.00
4D NMR plot parameters
%3 20.00 cm
FiP 189.426 ppm
i, 1429555 Hz
Fep -11.758 ppm
F2 -887.33 Hz
X ¥ ¥ T ¥ i * ¥ < ¥ : % T i i i i T % PPMCN 10.05949 ppm/cn

T
ppm 150 100 50 0 HZCM 759.14429 Hz/cn
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'H NMR (Bruker AC-300 Avance, 300 MHz, CDCls) of compound 9n

RS-7

Current Data Parameters
NAME 200503

EXPNO 125

0 2Ne NIV IITONSOLEL TELNY eon
8 2033833233 I2P52RFRITEHSY £e
= & SHSEIIB83ISRYENRTBIT8B8RRE Qrﬁ% PROCHD 1
a8 s NRNRRNNRRRNCOOOEEOB0 Mmoo soo e o rarmters
’ Lsé$§§§§§$%%2g;;g,};) kQ\VJ/ \i/ fhie posis
" INSTRUM dpx300
6 4" PROBHD 5 mm DUL 13C-
' PULPROG 29
™ 16384
1 & SOLVENT OMSO
' " NS 16
q 0s 0
SHH 6643.757 Hz
FIDRES 0.403672 Hz
AG 1.2386804 sec
RE 287.4
oW 75.600 usec
0E 6.00 usec
TE 300.0 K
2% 2.00000000 sec
P1 8.30 usec
SFO1 300.1327042 MHz
NUCH H
PLL -6.00 dB

F2 - Processing parameters
1
300.4300000 Mz
EM
[

0.00 Hz
0

—
—
32ERs 2BEHEWS

1.00
1D NMR plot parameters
=3 20.00 cn
12.619 ppn
3787.46 He
-0.741 ppm
F2 -222.33 Hz
PPUCH 0.66801 ppr/cn
HICH 200.48947 Hz/cm
- ~ | alg ] wl (= =]
] s S|S|B(S! -4 Q@ 1
& & B S sl 2 2
& < ailo|n|= - wf | N
e v Te T=——=x T T — T -
ppm 10 8 6 4 2 [}
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, DMSO) of compound 9n

Currant Data Parassters
HAKE 200506

EXPHD 429
RS 2 FU FROCKD 1

F2 - Acguisition Parameters
Dake_ 20050504
Tiae 4.0
INSTRLN == & ]
= PADBHD 5 mm DAL 93C-
e N P e e B e P R ot e T B B L
n oo oW wm 2788
= SoEEE SALVENT cocl3

ppa
———175.537

— il NS
233
123
618
440
18
135
72
B58
329
058
748
H60
438
BEE
803
380
857
563
930
a3
13,945

W LA e 1
s 0
SMH 23508, 523 Wz
FIDRES 0. 726608 Kz
Al 0, BABLTED mec
EOOC o HE 14596, 5
L} 21,000 usec

F H DE 5,00 usac
TE 300.0 ¥
di1 003000000 sec
mi2 15.60 d8

H o] PR waltzis
H P2 100,00 usse
F 502 300 132008 Mz
w2 iH
LF] 120.00 @
[\1] 200000000 sec
] .00 usse
0y TS ATT2501 Mz
[T} 13
X -5.00 o8
F2 = Procesaing parassters
=
5F T5.4ETTHS0 Wz
WO EW
558 o
LB 2,00 Hr
. ]
o+ i.00
40 WMR plot parametecs
(it ] 20,00 c
Fip 189, 452 ppn
Fy 15092.17 Wz
Fan =20.021 pom
F2 ~1510.98 Hy
T T T T T J T T T T T T T T MM 10.97955 co
ppa 150 100 50 0 HeeM 628, 15729 Hr/en
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'H NMR (Bruker AC-300 Avance, 300 MHz, DMSO) of compound 90

Current Data Parameters

NAME 200608
10
g IPESZBNC2SRBRERE BEBSRREECE HEE oo =
& s CRNANEN GO CEEEEEE MmO Emn scd o S
Date_ 20060842
Tine 13.04
INSTRUM dpx300
PROBHD 5 mm DUL 43C-
PULPROE 29
™ 16384
SOLVENT OMS0
NS 16
s 0
SV 6643.757 Hz
FIDRES 0.403672 Hz
A 1.2386804 sec
e 228.1
oW 75.800 usec
DE 6.00 usec
TE 300.0 K
i 2.00000000 sec
NMe, Py 8.30 usec
SFOL 300.1327012 MHz
NUGL H
PLL 6.00 d3
F2 - Processing parameters
81 16384
8F 300. 1299853 MHz
WOW EM
558 0
LB 0.00 Hr
3 0
PC 1.00
10 N¥R plot parameters
o 20.00 cn
FiP 14.269 ppm
Fl 3362.04 Hz
Fap -0.562 ppm
F2 -168.58 Hz
PPMCM 0.59452 ppm/cm
HZCM 177.53142 Hz/cm
- e o [=[o]o @ 's) I} ~
g8 S|8|8|m|@ B a z 2
g | S|wo|m|mfo © @ - @
] = —-||alasle o =3 o o
————r—— T T s e e e o o o e B e L L e S Bt B
10 f 6 4 2 0
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ppm
173.675

EtOOC

165.824

——14851.370

TT~—150.206

__—138.766

129.288

NME2L

127.657
123.625
121.346
116.699
115.843
115.528
114.301
113.961
112.044
110.662
110.552

—— B1.626
——— 78.492

— 66.642
— 61.015

Z
\
¢

NMe

NLN8LLR
MID©0ONYT WO
©OMmOo @O N O
oo ®
SITOmOmOmm

— 13.606

ppm

T
150

T
100
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, DMSO) of compound 90

Current Data Parameters

NAME 200608
EXPNO 1847
PROCNO 1

F2 - Acquisition Parameters
Date_ 20060849

Time 11.21
INSTRUM dpx300
PROBHD 5 mm DUL 43C-
PULPROG 2gdc

1] 32768
SOLVENT DNSO

NS 280

DS 0

SWH 23809.523 Hz
FIDRES 0.726609 Hz
AQ 0.6884780 sec
R6 16384

OH 21.000 usec
DE 6.00 usec
TE 300.0 K
did 0.03000000 sec
PLi2 15.60 dB
CPDPRG2 waltzi6
PCPD2 100.00 usec
SF02 300.1312005 MHz
Nuc2 iH

PL2 420.00 dB
04 2.00000000 sec
Py 6.00 usec
SFO4 75.4772504 MHz
NUC1 13C

PLL -6.00 dB
F2 - Processing parameters
sI 32768

SF 75.4677567 MHz
WOW EN

0

LB 2.00 Hz
6B 0

PC 1.00

1D NMR plot parameters

9 20.00 cm
FiP 196.447 ppm
Fi 14825.38 Hz
F2P -14.011 ppm
F2 -1057.39 Hz
PPMCM 10.52289 ppm/cm
HZCM 794.13867 Hz/cn
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'H NMR (Bruker AC-300 Avance, 300 MHz, DMSO) of compound 9p

Current Data Parameters

NAME 200608
DONINOMOD ow - N ) © ouNOMm® EXPNO 516
QO TMMA DD - © NOo W W S DIITNON
e RBRISR3RH 8 =83 2 @ 88885 PO :
g bl == S0 e o A e n
NNNNNNNOW© [ToliTe] mmm m [\ OO0 F2 - Acquisition Parameters
Date_ 20060805
Time 13.09
INSTRUM dpx300
PROBHD 5 mm DUL 13C-
PULPROG 29
™ 16384
SOLVENT DMSO
NS 32
0s 0
Btooc, o, S 8613.757 He
E FIDRES 0.403672 Hz
AQ 1.2386804 sec
R6 256
] 75.600 usec
N DE 6.00 usec
H IE 300.0 K
0t 2.00000000 sec
Pt 8.30 usec
\ SFO1 300.1327042 MHz
NuCi iH
PLL -6.00 dB
F2 - Processing parameters
SI 16384
SF 300. 1299807 MHz
EM
S8 0
LB 0.00 Hz
::] 0
PC 1.00
10 NMR plot paraeters
[%3 20.00 cn
FiP 11.555 ppm
I Fi 3467.94 Hz
FoP -0.898 ppm
F2 -269.59 Hz
PPMCM 0.62265 ppm/cn
HICM 186.87547 Hz/cm
- o o)) «) @ © < a| [o
£ 8 SIS|8[2(0 8 B B |3
8 1<) q|<|m(m|c - ~ @l @
K - al|mfm|—|m « < o |m

LT R A T N N N N e L T AL B oy o R e e

ppm 10 8 6 4 2 0
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, CDCls) of compound 9p

Current Data Parameters

NAME 200602
§ EXPNO 1817
SM ET PROCNO 1
F2 - Acquisition Parameters
! Date_ 20060218
- Tine 14.05
INSTAUM dpx300
© N O D TOCOMIYONINTCTOONCTNOT N N @ PROBHD 5 mm DUL 43C-
., 8 588 IRESZEERBNIIABEREAEREE 58 e
g8 T 8B 5 BR0ERECELUTI2S28RRRRELES eq L e
- BT TR I TR TR R R e e e I = I Ie ) SOLVENT coc13
NS 690
] 0
SHH 23809.523 Hz
FIDRES 0.726609 Hz
AQ 0.6881780 sec
RG 16384
DOH 21.000 tsec
N B DE 6.00 usec
. TE 300.0 K
3 di 0.03000000 sec
EtOOC, o . PLi2 16.60 dB
N CPOPRG2 waltz46
F PePD2 100.00 usec
g SF02 300.4312005 MHz
‘ i Nuc2 iH
N o e pL2 120.00 d8
13 2.00000000 sec
H OCHZCHs ' P4 6.00 usec
SFO4 75.4772501 MHz
NuCY 43¢
PLL -6.00 dB
F2 - Processing parameters
SI 32768
SF 75.4677130 MHz
HOW
558 0
LB 2.00 Hz
6B 0
PC 1.00
1D NMR plot parameters
% 20.00 cm
FiP 192.938 ppn
Fi 14560.62 Hz
Fop -12.093 ppn
F2 -842.64 Hz

T — — I L e e e e e B B AR e e e PPNCH 10.25458 ppn/ca
ppm 175 150 125 100 75 50 25 0 HZCN 773.66327 Hz/cn
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'H NMR (Bruker AC-300 Avance, 300 MHz, mixture of CDCl;and DMSO) of
compound 9q

Current Data Parameters

NAME 200605
< OURRUINOCTQON OU ORNIDO =N @ -0 ® EXPNO 2724
- MTOOMVEIOMMAULE ©= BoDONMO © NS =
= & ERITCEZERNEIE €2 8888888 = 588 PROCNO 1
a ¢ maamme s Shaas e e > vy
a s NNNNNNNNOOO®O ©1B ooommoom o coco 23 e tenu i iEion: Rarase tors
Date_ 20060527
Tine 13.01
INSTRUM dpx300
PROBHD 5 mm DUL 43C-
PULPROG 29
™ 16384
SOLVENT coc13
NS 16
0s 0
EtOOC_ o, SHH 6613.757 Hz
N FIDRES 0.403672 Hz
E AQ 1.2386804 sec
R 181
R ] 75.600 usec
DE 6.00 usec
N© 7O N TE 300.0 K
H OMe .o 2.00000000 sec
PL 8.30 usec
SFO1 300.1327042 MHz
NUC{ iH
PLL -6.00 dB
F2 - Processing parameters
ST 16384
SF 300.1299472 MHz
WOW EM
SSB 0
LB 0.00 Hz
68 0
PC 1.00
4D NMR plot parameters
ox 20.00 cm
FiP 11.152 ppm
Fi 3347.10 Hz
FoP -0.570 ppm
F2 -171.03 Hz
PPMCM 0.58610 ppm/cm
HZCM 175.90642 Hz/cm
3 8 IS P 218 3 &
& S l} o] zio ~ @
] e t 3 & el ol W =
2 & B I it ailes - -

1
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, mixture of CDCl;and DMSO) of
compound 9q

Current Data Parameters

NANE 200605
EXPNO 2725
RS 4 MEOL PROCNO 1
F2 - Acquisition Parameters
Date_ 20060527
Time 13.07
INSTRUN dpx300
- © NN DNOMOWY T DI Nonoe @ © m Mmoo 0 PROBHD 5 mm DUL 13C-
, & 85§ § GUBHERARIIZEEY BITRA E R GE:E g b e
g8 £ €8 F BININQPEEHIICSZ BRRRE B B S999 = soLvenT w13
NS 205
N -
SHH 23809.523 Hz
FIDRES 0.726608 Hz
AQ 0.6881780 sec
R6 9495.2
oW 21.000 usec
OE 6.00 usec
@ T 300.0 K
dii 0.03000000 sec
EIOOC O~ PL12 15.60 @B
CPDPRG2 waltzi6
PCPD2 100.00 usec
SF02 300.1312005 MHz
Nuc2 iH
PL2 120.00 dB
D4 2.00000000 sec
Py 6.00 usec
SFO4 75.47725014 MHz
NuCi 13C
PLY -6.00 dB
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WOW EN
$sB 0
LB 2.00 Hz
68 0
PC 1.00
1D NMA plot parameters
cx 20.00 cm
FiP 189.044 ppm
Fi 14264.43 Hz
Fop -8.266 ppm
F2 -623.82 Hz
T T T T PPMCH 9.86398 ppn/cn
100 80 HZCN 744.41223 Hz/cn
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'H NMR (Bruker AC-300 Avance, 300 MHz, DMSO) of compound 9¢c

Current Data Parameters
NAME

200606

g SEESpEAR2E 28 §=2ag H Froc0 03
g @ TTSSeanNNRE 85  GHBE- X

a

= P IS0 0(OND 010 paod ooy 0 2 F2 - Acquisition Parameters

Date_ 20060647

| ~\\% Y/ / b )

INSTRUM dpx300

PROBHD 5 mm DUL 43C-

PULPROS 29
@ ™ 16384
SOLVENT DMSO
EtOOC, (o ™ 16
E Ds 0
SWH 6643.757 Hz
FIDRES 0.403672 Hz
AQ 1.2386804 sec
N 6 9.5
oW 75.600 usec
DE 6.00 usec
TE 300.0 K
D4 2.00000000 sec
PL 8.30 usec
SFO1 300.14327012 MHz
NuCi 1H
PLe -6.00 dB
F2 - Processing parameters
SI 16384
SF 300.1300708 MHz
WOW EM
ssB 0
5:} 0.00 Kz
68 0
PC 1.00
10 NWR plot parameters
cX 20.00 cm
FiP 11.606 ppn
Fi 3483.43 Hz
Fep -0.874 ppm
F2 -262.20 Hz
PPMCH 0.62400 ppm/cm
HZCM 187.28143 Hz/cm
= o o(@(w0)n)a! - o | ©
& & 8|18|5|5|8 8 Rl (& 8
n O+ || (<2} (=] n b 5
£ o B B B T I =) “l o -

I T VLI B T T L i T T e e e i e o i o e

ppm 10 8 6 4 2 0
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, DMSO) of compound 9c

Current Data Parameters

NAME 200606
EXPNO 1776
RS 4 BAL PHOGh i
F2 - Acquisition Parameters
Date_ 20060647
Time 2.4
INSTRUN dpx300
g FB2T788355008882888 I8 23 823383y 3 MR L T
g O GOmINNIAoaNanendany 8w S8 254M5%7M = i 2gdc
a M D NOTNDUNOINTUOOT T~ o @ N~ R-N-N-N-N- - < ™ 32768
e S S aaEaCatigaaaango. bl il B B e = SOLVENT DNSO
NS 148
DS 0
SHH 23809.523 Hz
FIDRES 0.726609 Hz
AQ 0.6884780 sec
RG 18390.4
] 24.000 usec
EtOOC, o, DE 6.00 usec
TE 300.0 K
F d11 0.03000000 sec
PLi2 15.60 dB
CPDPRG2 waltzi6
N o PCRD2 100.00 usec
Br SF02 300.4312005 Mz
Nuc2 iH
PL2 120.00 dB
Dt 2.00000000 sec
PL 6.00 usec
SFO4 75.4772504 MHz
Nuci 13C
PLL -6.00 dB
F2 - Processing parameters
32768
SF 75.4677190 MHz
WOW EN
8sB 0
LB 2.00 Hz
68 0
PC 1.00
1D NMR plot parameters
ex 20.00 cn
FiP 187.920 ppm
Fi 14181.88 Hz
F2P -17.112 ppm
F2 -1291.39 Hz
T T T L W ! L T * : PPMCM 10.25158 ppm/cn
ppm 150 100 50 HZCN 773.66327 Hz/cn
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'H NMR (Bruker AC-300 Avance, 300 MHz, DMSO) of compound 9e

Current Data Parameters

NAME 200605
o 208n5388R88 =8 DagNG 4] b EXPNO 2728
s 2 88853888F7¢ S8 ZEBRY & g PROONO ‘
a B ge. e wSi QO OsERNY i s 1 o
e o NNNNNNOOOOO [T 4 mmmmm LY ©
b F2 - Acquisition Parameters
Date_ 20060527
Time 13.15
INSTRUM dpx300
PROBHD 5 mm DUL 43C-
PULPROG 29
™ 16384
SOLVENT DMsO
NS 16
0s 0
EtOOC, o SHH 6613.757 Hz
N FIDRES 0.403672 Hz
F A 1.2386604 sec
R6 181
oW 75.600 usec
N (o} . 3 6.00 usec
H NO, TE 300.0 K
04 2.00000000 sec
2 8.30 usec
SFO4 300.1327012 MHz
NuC{
PLL -6.00 dB
F2 - Processing parameters
SI
SF 300.1300697 MHz
EM
SSB 0
LB 0.00 Hz
68 0
PC 1.00
10 NMR plot parameters
cx 20.00 cm
FiP 11.529 ppn
Fi 3460.22 Hz
FeP -1.005 ppm
F2 -301.66 Hz
PPMCM 0.62671 ppm/cm
HZCM 188.09393 Hz/cm
- n [=3 o|lw|lo pin o o ~ @
§ |8 3l [BSIS]$ & 3| |3 8 3
8 < 3| |+|qffe]wo =} =l = < R
K o <l <l=llafle - <] |o =y -

=}
°
3
=)
®
o
a
n
o
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, DMSO) of compound 9e

Current Data Parameters

NAME 200605
EXPNO 27271
RS 4 NO2 L PROCNO 1
F2 - Acquisition Parameters
Date_ 20060527
Tine 13.20
INSTRUM dpx300
~ T MOONYTOTANIDONUMO 0« T m “YTOooWN m PROBHD 5 mm DUL 13C-
., £ § G538239J83BERERE 2§ I8 SESEERR & e
g S 2998QRBQRRETN2S IR 88 ARBIEAER o - =
S 2 SITITCTISSTTISSS
NS 254
N (TSN : °
SHH 23809.523 Hz
FIDRES 0.726609 Hz
AQ 0.6881780 sec
RG 9185.2
O 21.000 usec
DE 6.00 usec
EtOOC_ o TE 300.0 K
N a1t 0.03000000 sec
F pLI2 15.60 dB
CPOPRG2 waltzi6
PCPD2 100.00 usec
N [¢] SF02 300.4342005 MHz
H Nuc2 1H
NO, L2 120.00 d8
[} 2.00000000 sec
PL 6.00 usec
SFO4 75.4772501 MHz
NuC{ 13C
PLL -6.00 dB
F2 - Processing parameters
SI 32768
SF 75.4678118 MHz
WOW EM
SSB 0
L8 2.00 Hz
68 0
PC 1.00
10 NMR plot parameters
cX 20.00 cm
FiP 189.404 ppm
Fi 14293.70 Hz
FoP -15.630 ppm
F2 -1179.57 Hz
= 1 ¥ L ¥ ¥ T T y T Y ¥ PPMCN 10.25457 ppm/cn
ppm 150 100 50 HZCH 773.66321 Hz/cn
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'H NMR (Bruker AC-300 Avance, 300 MHz, DMSO) of compound 9h

RS 3 ME

Current Data Parameters

200608
3 soyg g8 322 58 g o0 pees
g qEGR =3 8R 3 8 2 R fosyl !
g u N 4 3
S i wie e £ i 2 F2 - Acquisition Parameters
Date_ 20060812
Time 11.29
INSTRM dpx300
PROBHD 5 mm DUL 13C-
29
™ 16384
SOLVENT DMSO
NS 16
0s 0
SWH 6613.757 Hz
FIDRES 0.403672 Hz
AQ 1.2386804 sec
RE 128
oW 75.600 usec
0E 6.00 usec
TE 300.0 K
[} 2.00000000 sec
Pi 8.30 usec
SFO4 300.1327042 MHz
NUCH iH
PLe -6.00 dB
e F2 - Processing parameters
SI 16384
SF 300.1299884 MHz
WOW EM
0
:) 0.00 Hz
68 0
PC 1.00
10 NMR plot parameters
% 20.00 cm
FiP 11.746 ppm
F1 3525.24 Hz
F2P -0.518 ppm
F2 -155.39 Hz
PPHCM 0.64317 ppm/cm
HZCM 184.03143 Hz/cm
= o af |of|le - ©of | of |le =]
4 8 2| R|I8 E S &€ &
g 3 . o & 2
£ - o| (o[~ LY | (g - [m ™
—rr T A B e e e e e SR e S LI . e e 2 B e £
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, CDCls) of compound 9h

Current Data Parameters

NAME 200608
EXPNO 1327
RS 3 ME PROCNO 1
F2 - Acquisition Parameters
Date_ 20060812
Tine 11.43
INSTAUM dpx300
8 EESU8RSSTSTI8BRYBRIIY RN YBIgaYS 8 B8 PRS0, (5 a0 19C
e by SaEAGrargaInohddofassn E FTnddHes d & Shre sgdc
Qo - QLU ODOLOVOITTOMM T TOD AN OW®OT @ OSSN N® @ -« i 32768
= S TIsIfouaoouadanoosssas 8 ¥ITSESL 8 F SOLVENT coc13
L]
NS 227
08 0
SHH 23808.523 Hz
FIDRES 0.726609 Hz
AQ 0.6884780 sec
A6 9195.2
W 21.000 usec
DE 6.00 usec
TE 300.0 K
diy 0.03000000 sec
PLI2 15.60 0B
CPOPAG2 waltz16
PCPD2 100.00 usec
SF02 300.1312005 MHz
\ Nuc2 1H
L2 120.00 dB
D4 2.00000000 sec
P4 6.00 usec
SFO1 75.4772501 MHz
NuCH
PLY -6.00 dB
F2 - Processing parameters
sI 32768
SF 75.4674721 MHz
HOW EN
ssB [}
[1:] 2.00 Hz
68 0
PC 1.00
1D NNR plot parameters
cX 20.00 cm
F1P 202.648 ppn
Fi 15293.27 Hz
F2p -10.135 ppn
F2 -764.88 Hz
T x o & v T T L % | 3 * . ¥ T i . P L L PPNCN 10.63946 ppm/cm
ppm 150 100 50 0 HZCM 802.90747 Hz/cn
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'H NMR (Bruker AC-300 Avance, 300 MHz, DMSO) of compound 7k

RS DIMEU
Current Data Parameters
NAME 200512
8533883385383y 8 89 seaonas 258 8 oel0 02
s SINSRSREERI28R828R5550883548¢8 <88 8 PROCNO 4
a YIS0 00000 00 IRDAMAUDDNN NN <o NRKN S
a RS R st e e e S e B M B2 s S 3
RN SERN N O0O0OOOOOOOBLITIOMMMMOMMOM oo o o F2 - Acquisition Parameters
Date_ 20054231
Time 13.02
INSTRUM dpx300
PROBHD 5 mm DUL 13C-
PULPROG 29
MeQ ™ 16384
MeO SOLVENT DMSO
NS 16
0s 0
SHH 6643.757 Hz
FIDRES 0.403672 Hz
AQ 1.2386804 sec
R6 256
oW 75.600 usec
DE | 6.00 usec
TE 300.0 K
1} 2.00000000 sec
P4 8.30 usec
SFO4 300.1327042 MHz
NUCH iH
PLY -6.00 dB
F2 - Processing parameters
SI 16384
SF 300.1299749 MHz
WOW EM
Ss8 0
L8 0.00 Hz
68 0
PC 1.00

1D NMR plot parameters
=3

20.00 cn

A Fip 11.000 ppn

Fi 330134 He

Fop -0.684 ppn
m
2
{=:]
2

N(

F2 -205.26 Hz
PPMCM 0.58418 ppm/cm
HZCM 175.32845 Hz/cm

s )= G (oo
A ] SIS|SIR
5 |2 SIR|@|=
2 |@ S|~|©|io
S o |||

1.2574
2.5224
0.8030
0.7293
2.4125
2.8540
1.2379

:
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3C NMR (Bruker AC-300 Avance, 75.5 MHz, DMSO) of compound 7k

Current Data Parameters

NAME 200542
EXPNO 3029
RS DINEU e E
F2 - Acquisition Parameters
Date_ 20054234
Tine 13.10
INSTRUM dpx300
DTANRDDOSOONT DoPOUODN TNO < PROBHD 5 mm DUL 43C-
RIOANOHOBLaNS T VDO DSDB ob~ ~
- TmARESRNIARS SN §I383588 a6 I PULPROG _296c
& S8IYQEEI2T2E RRR3I2833 983 o 5 e
BT s fha e fhadhs S fhal SOLVENT DNSO
NS 168
05 4
SHH 23802.523 Hz
FIDRES 0.726609 Hz
AQ 0.68€1780 sec
A6 13004
O 2000 usec
0E gﬁ.oo usec
TE 00.0 K
g1 0.03%0000 sec
PLI2 5.60 dB
CPDPRG2 wgtzi6
PCPD2 £00.00 usec
SF02 300.1312005 MHz
NuC2 * H
pL2 0.00 dB
04 z.ooéoooo sec
Pi .'6.00 usec
SFO1 75. 4392501 MHz
NUCH Ziae
PLY 86.00 @8
»
F2 - Processing p&aneters
2768
SF 75,&%7567 NHz
HOK M
ss8 2%
L} i2.00 Hz
68 0
pC 1.00
1D NMR plot paraméters
cx 20.00 cm
F1P 186.664 ppn
Fi 1488.04 Hz
Fop -%2.427 ppn
F2 -1652.48 Hz
T T T : i " ¥ T ¥ v T E T T T Y T T v v PPNCN 10055453 ppn/cn
ppm 150 100 50 0 HZCH 79682637 Hz/cn
*
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'H NMR (Bruker AC-300 Avance, 300 MHz, CDCls) of compound 71

Current Data Parameters
200602

NAME
Ncnmmv««mNmmwmmmmmwmmmmv\rxmmwmmmr\ w w b S - 4 =3
BN EEEI0883588285838mn8a808R R 5 8 8RR 8 PROCNO 1
8 @ © W0 0N A ST /00 GUE) S T NS e T e Tl e e e s » 5 e 3
ﬂmr\yxr\r\r\r\v\'\l\:\wmmwwwwmmmvwmmmmmmm Y - ocoocoo o
F2 - Acquisition Parameters
‘\"‘\'\NW///% £ '\\W \ I \\/ \ bats... 2050co
Time 13.00
INSTRUM dpx300
CN PROBHD 5 mm DUL 13C-
PULPROG 29
™ 16384
SOLVENT coc13
NS 16
0s 0
SWH 6643.757 Hz
FIDRES 0.403672 Hz
AQ 1.2386804 sec
R6 181
OW 75.600 usec
DE 6.00 usec
TE 300.0 K
01 2.00000000 sec
P 8.30 usec
SFO1 300.1327012 MHz
NUCL iH
PLY -6.00 dB
o F2 - Processing parameters
S! 16384
SF 300.1300048 MHz
WOW EM
ssB 0
L8 0.00 Hz
68 0
PC 1.00
1D NMR plot parameters
CX 20.00 cn
FiP 9.525 ppm
Fi 2858.82 Hz
Fop -1.141 ppm
F2 -342.43 Hz
PPMCH 0.53331 ppm/cm
/ HZCM 160.06265 Hz/cm
- m o(s(e(ufI(w|rs - o @ < ~ n
: o n|o|vn|o|W ||~ ko (=3 ~ n ~ m
Y =3 ol|a|vlvlo|volo o S| @ o © ©
2 o et L ot D B ! i ] W s o [t
S - aljoi|o|au|aufeu|~ -~ | o o o ™
f—r—r——v——ﬁ.l.--.||y[.......|---....,.'.'x..l...-
ppm 8 6 4 2 0
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cpm

3C NMR (Bruker AC-300 Avance, 75.5 MHz, CDCls) of compound 7I

3793

wmem

1 28R B

§§8¥3§3§ §§$§§E§

SM 4 CNU

13.798

ppm

o

Current Data Paraseters

NAME 200602
EXPNO 2524
PROCNO 1

F2 - kequisition Parameters
Date_ 20060224
Time 13.43

INSTRLM dpx300
PROBHD 5 mm DUL 13C-
PULPROG rgec

10 32768
SOLVENT cocla

el 287

s ]
SWH 23005 .523 Hr
FIORES 0.726609 Hr
An 0.6891780 nec
A 16384

oW 21.000 usec
0E B.00 usec
TE 300.0 K
a1y 0.03000000 sec
PLIZ 15.60 o8
CPOPRED waltzif
PCPOZ 100.00 usec
sFo2 300.4312005 Mz
MUCc2 H

M2 12000 08
o 2.00000000 sec
2] E.00 usec
5701 764772501 Wz
NuCi 13c

AL ~£.00 g8

F2 - Processing parameters
81 32768

SF 75, 4677180 WMz
WO EN
558 ]
Le 2.00 He
G8 ]
L 1.00

10 HMA plot parameters
X 20.00 cm

Fip 191.796 ppa
Fi 14474.38 Hz
F2p -10.911 ppn
F2 -0823.39 Hr
PPHCH 10.13530 ppa/ca
HIZCH 764.00831 Hz/ca

S24
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S25
Part-B

HPLC purity information of novel final compounds

Compound | HPLC purity (20%Water / HPLC purity (20%Water / 80%
80% Methanol) Acetonitrile)
ok 100 99.3
ol 99.1 99.6
9j 100 99.4
9m 99.2 98.3
o9n 99.4 98.2
i 99.7 98.7
90 97.5 98.2
9p 99.3 99.0
9q 99.3 100
9c 99.0 99.2
%e 98.5 99.3
or 98.8 99.3
%9a 99.0 98.7
9h 99.6 100
9s 99.1 99.6
7k 100 99.9
71 98.1 100

HPLC purity information of selected known final compounds

Compound | HPLC purity (20%Water / HPLC purity (20%Water / 80%
80% Methanol) Acetonitrile)
10b 99.4 100
10c 100 99.2
10g 100 99.2
10h 100 99.6
8b 100 98.2
8c 100 98.7
89 100 99.6
8h 100 98.0
8j 100 99.6
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HPLC chromatograms of novel final compounds

Compound 9k: Solvent system: (20%water : 80%methanol)

I\
1 i

e Default Individual Report
SAMPLE INFORMATION
Sanmple Name: DOMEL_20w ater_80methanol_2 Acquired By: System
Sanple Type: Unknaown Sample Set Name:
Vial: 1 Acq. Method Set 20%w ater_B04% Meth_1ml
Injection #: 1 Frocessing Method: DiOMe 2
Injection Volurre: 10.00 ul Channel Narme: 240.0nm
Run Tirme: 20.0 Mrutes Froc. Chril. Descr.: FDA 240.0 nm
Cate Acguired: 5/3/2008 3:15:38 PVIST
Cate Processed: £/3/2008 3:38:54 PVIST

1.00H
' :
0. E:C-—_ |‘
0.50 ‘
2 ] |
0.40 ‘ ‘
0.20- | ||
1 |
J | ||I
o.o.0—m—mMm3mMmMm ———— ——r.:’—\ e e e e
"7 T2 4lo | s00 | sbo Yooo | 12o0 | 14m0 | 1600 1mo0 20000
Minules
RT Area % Area | Height
1|4.766| 130324255 | 100.0C | 979794
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut Individual Report Date Printed:
Report Methad ID: - 1002 5/3/2008

Page: 1 of 1 2:29:27 PV Asia/Calcutta
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Compound 9k:

Solvent system: (20%water : 80%Acetonitrile)

I
Jowe £
TR Default Individual Report
SAMPLE INFORMATION
Sample Name: DONMEeL_20w ater_BDACN_1 Acquired By: System
Sample Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20 water 80 AcN 1ml
Injection #: 6 Frocessing Method:  DiOMeL_1
Injection Volurre: 10.00 ul Channel Name: 220.0nm
Run Tirme: 10.0 Mnutes Froc. Chnl. Descr.: FDA 220.0 nm
Cate Acquired: 5/8/2008 2:24:08 PMIST
Cate Processed: 5/8/2008 4:09:10 PMIST
2.20r]
2,00 %
1 14 ‘ﬁ
.50 |‘
1,40 |
1204 | ‘
_ o |
* 1.00 | [
0.50 [
0.50 | | ||
] |
0.40 |
1 [
] 2] 5] < \
0.20 > 2 2]
4 — %) ™ ]
01 T
T T 1T T T [ T T T T [ T T T T [ T T T T [ T T T T T T T T T T T T T ]
110 200 ann 400 Eil) & 110 il R0 400
Minutes
RT Area | % Area| Height
111.893 47634 0.21 8318
213.305 45485 0.2C 5395
313804 52430 028 6360
414304 | 22028556 | 99 3C | 2118627
Reported by User: System Froject Name:  test_chemistry
Report Method: Defaut Individual Report Date Printed:
Report Method ID: 1002 5/8/2008

Page: 1 of 1

4:09:51 PV Asia/Calcutta
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Compound 9l:
Solvent system: (20%water : 80%methanol)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: ACNL_20w ater_80methancl_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acq. Method Set: 20%w ater_80%Meth_1ml
Injection #: 3 Frocessing Method:  4CNL_1
Injection Volurre: 10.C0 ul Channel Name: 235.0nm
Run Time: 10.0 Mnutes Frac. Chnl. Descr FDA 235.0 nm
Cate Accuired: 5/6/2008 12:28:24 PMIST
Cate Processed: 5/6/2008 12:48:38 PMIST

3.001
2_50—: |
230] !
5 150] |
= : | |
1.0] |
N
0.50] ||
i © = [ ol
) o | | o
- (Zs] F=
1 ol o )«
0.00 Ty & && e
" "4 200 300 400 500 600 700 800  ©00 1000
Minules
RT Area | % Area| Height
112.156] 109801 0.3%] 16788
213.691 100748 032 10385
314.309| 31401528 | 99.11 2853910
4(4.792 72576 0.23 T862
Reported by User: System Froject Name:  test_chemistry
Report Metnod: Defautt individual Report Date Frinted:
Report Iviethod ID: 1002 5/6/2008

Page: 1 of 1 12:49:59 AV Asia/Calcutta
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Compound 9l:

hemistry 2012

Solvent system: (20%water : 80%Acetonitrile)

o

. L = =
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 4CNL_20w ater 80ACN_2 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: 2 Frocessing Method: 4CNL_2
Injection Volurre: 10.00 ul Channel Name: 240.0nm
Run Time: 20.0 Mnutes Froc. Chnl. Ceser FDA 240.0 nm
Date Acquired: 5/7/2008 1:03:20 PMIST
Cate Processed: 5/7/2008 2:14:42 PMIST
2,50 i
2 :lo—_ ‘J
1.50 | ‘
s 4 |
<L i
1.00 |
0.50] | ‘
1 Noa | |2
] =8 F
0.00 == S
"7 Ta0 0 ato 600 | 800 oo 1200 100 60 1800 2000
Minutes
RT Area % Area | Height
112172 50940 0.18 13105
212899 5748 00z 1972
214.024| 31742765 | 99.65 | 2485721
414.406 52616 0.17 9779
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
1002 5/7/2008

Report Method ID:
Page: 1 of 1

2:16:11 AVl Asia/Caleutta
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Compound 9j:
Solvent system: (20%water : 80%methanol)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 3F-20w ater_80Methanol_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 1 FProcessing Method:  3F_1
Injection Volurre: 10.00 ul Channel Name: 220.0nm
Run Time: 30.0 Mnutes Froc. Chnl. Ceser FDA 220.0 nm
Date Acquired: 5/2/2008 12:43:34 PMIST
Cate Processed: 5/2/2008 4:10:03 PMIST

3,504
] 2
3.00 | T
1_50—:
2 1
= ]
<L 4
1 hlH
1.00- ‘
0.50 | ‘
TR
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2100 2600 2800 30.00
Minutes
RT Area % Area | Height
1(4.891| 54562256 ( 100.0C | 3370468
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Methed ID: 1002 5/2/2008

Page: 1 of 1 4:11:54 A Asia/Caleutta
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Compound 9j:
Solvent system: (20%water : 80%Acetonitrile)

I
) .

T Default Individual Report
SAMPLE INFORMATION
Sample Name: 3F_20w ater_80ACN_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1ml
Injection #: 2 Frocessing Method:  3F_1_ACN
Injection Volurme: 10.00 ul Channel Name: 235.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr.: PDA 235.0 nm
Date Acquirec: 5/7/2008 3:16:11 PMIST
Cate Processed: 5/7/2008 3:36:02 PMIST

1.00 %
0.50 “
0 HH ‘
- \
0.10 ‘ ‘
0.20+ |‘ |
| r~ + e
| a 2 8 |
. oo
0.00 e A8 A KSR K
"7 4bo O 200 200 400 mbo | eba 700 860 900 1000
Minutes
RT Area | % Area| Height
111.807 5833 0.08 1608
213.331 7231 0.11 896
313837 23733 0.36 3930
4 (4.254 16550451 | 99.44 [ 1037974
Reported by User: System Froject Name:  test_chemistry
Report Method: Defaut individual Report Date Printed:
Report Methed ID: 1002 5/7/2008

Page: 1 of 1 3:36:59 PM Asia/Calcutta
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Compound 9m:
Solvent system: (20%water : 80%methanol)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: DF_20w ater_80methano!_f Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 2 Frocessing Method:  DOiF_f
Injection Volurre: 10.00 ul Channel Name: 245.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 2450 nm
Date Acquired: 5/6/2008 12:17:03 PMIST
Cate Processed: 5/6/2008 12:41:48 PMIST

030—: ﬁ
n!:{}—f |
1 |
0.70 |
] |
0.50 ] | |
] |
-, 0.50] | |
< |
0.40 |
. [
0.30] | |I
1 |
0.20 |
] |
0,10 g 32 '\l =
] >» = { ! v
-7 3] = ! \ o
e e —=x n & S o
"7t 200 300 400 500 600 700 800 000 1000
Minutes
RT Area % Area | Height
13923 41842 0.35 5147
24494 15357 0132 3438
25218 11955657 | 99.2C | 938043
416.13 38659 032 3236
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Methed ID: 1002 5/6/2008

Page: 1 of 1 12:42:31 AV Asia/Calcutta
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Compound 9m:
Solvent system: (20%water : 80%Acetonitrile)

I
] § & &
T Default Individual Report
SAMPLE INFORMATION
Sample Name: DF_20w ater_80ACN _1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1ml
Injection #: 7 Frocessing Method:  DiF_1
Injection Volurme: 10.00 ul Channel Name: 227.0nmg
Run Time: 10.0 Mnutes Froc. Chnl. Descr..  PDA 227.0 nm
Date Acquirec: 5/7/2008 4:55:17 PMIST
Cate Processed: 5/7/2008 5:25:59 PMIST
2,004
1.50] %
1.80-]
1.40] “
1.20] “
2 |_:|0—: ‘
0,50 ‘ |
0.50] | |
0.10] |
] |
o 0 @ =
a7, 8 3 ]|E
0.00 = RS
B = S = T T ™ R = P B i B
Minutes

RT Area % Area | Height

1]1.905 45980 032 10352
2(3.289| 168651 1.18 6304
34326 14111566 | 98.35) 1938895

414.650 21482 0.15 3838

Reported by User: System

Report Method: Defaut individual Report
Report Method ID: 1002

Page: 1 of 1

Froject Name:  test_chemistry
Date Printed:

5/7/2008

£:26:40 PM Asia/Calcutta
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Compound 9n:

ommunications

Solvent system: (20%water : 80%methanol)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 2F_20w ater_80methanol_2 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 2 Frocessing Method: 2F 2
Injection Volurre: 10.00 ul Channel Name: 240.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 240.0 nm
Date Acquired: 5/6/2008 3:26:51 PMIST
Cate Processed: 5/6/2008 3:50:52 PMIST
3.00
: %
2507 |
_ i
2,00 | ||
] |
i | |
ERE | |
] |
1007 | |
1 |
] | |
0 5+ |
i | |I "
i | \ E?)
4 .l’l |\ -
0.00 ———& T oo
" o 200 0 300 400 500 630 | 700 800 900 10,00
Minutes
RT Area % Area | Height
114.695|37571391| 99.41 [ 2952545
215335 224007 059 21552
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Methed ID: 1002 5/6/2008
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Compound 9n:

Solvent system: (20%water : 80%Acetonitrile)

I
) .

software

Default Individual Report

SAMPLE INFORMATION
Sample Name: 2F_20w ater_80ACN_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1ml
Injection #: & Frocessing Method:  2F_1
Injection Volurme: 10.00 ul Channel Name: 210.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr.. PDA 210.0 nm
Date Acquirec: 5/8/2008 3:10:20 PMIST
Cate Processed: 5/8/2008 4:22:01 PMIST
2.4
2.2 &
£ E ‘N“
2,00 T’[
1.004 I
1.504 |' |
| |
1_40: | |
1.20
2 |
1100 |
.- |
0 ..{1E | |
0.50] [
0.40 ] L]
] @ w© || @~
020} 3 v | |8
0.00] e EEDLIBND I, - & S
T o " 2bg 0 amo | 4bo | soo | 600 700 800 o0 1000
Minutes
RT Area % Area | Height
111809| 121253 040 18153
213418 325595 1.07 14744
314.228129947122 | 98.27 | 2261158
414.619 89026 023 13474
514817 10993 004 1085
Reported by User: System Froject Name:  test_chemistry
Report Method: Defaut individual Report Date Printed:
Report Methed ID:  10C2 /5/2008
4:22:32 PV Asia/Calcutta
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Compound 9i:
Solvent system: (20%water : 80%methanol)

I
] i'

SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: AF_20w ater_80methanol_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acq. Method Set: 20%w ater_80%Meth_1ml
Injection #: 2 Frocessing Method:  4F_1
Injection Volurre: 10.C0 ul Channel Name: 250.0nm
Run Time: 15.0 Mnutes Froc. Chnl. Descr: FDA 250.0 nm
Cate Accuired: 5/5/2008 2:45:15 PMIST
Cate Processed: 5/5/2008 3:06:54 PMIST

] b
0.70] ﬂ
0.50 | H
0.50] ‘
5 0107 ‘
= ]
0 - ‘ ‘
0.207 ‘ ||
010 o |
i © |
] & I
4 I / \
o_:uo—_—————?% — —
C T T 200 " 4 600 e 1o 1z o0
Minules
RT Area | % Area| Height
112262 23194 0.24| 4877
214.884 | 9620647 | 99.76 | 760653
Reported by User: System Froject Name:  test_chemistry
Report Metnod: Defautt individual Report Date Frinted:
Report Iviethod ID: 1002 5/5/2008
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Compound 9i:

Solvent system: (20%water : 80%Acetonitrile)

1y
1 i

Default Individual Report

software
SAMPLE INFORMATION
Sample Narme: 4F 20w ater_80ACN_2 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: 2 Frocessing Method: 4F 2
Injection Volurre: 10.00 ul Channel Name: 254.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 254 0 nm
Date Acquired: 5/8/2008 12:37:24 PMIST
Cate Processed: 5/8/2008 3:57:28 PMIST
1_20—: %
. |
0 4 ‘
s ] |
<L
050 ‘
0.40 | ||
0.20 |
e [ ] e
] - g | | €
0.00 — e
" o0 200 300 400 500 600 700  80C 900 1000
Minutes
RT Arsa | % Arez| Height
112125 23709 0.25 4587
213699 82561 0.88 3934
2(4.184| 9306758 | 9874 | 1325722
414628 12098 0.13 1639
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Methed ID: 1002 5/8/2008
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Compound 9o:

Solvent system: (20%water : 80%methanol)

software

Default Individual Report

SAMPLE INFORMATION
Sample Name: NMe2_20w ater_80MeOH_" Acquired By: System
Sample Type: Unknow n Sample Set Name:
Vial 1 Acq. Method Set: 20 ter 80 AcN 1l
Injection #: 1 Processing Method: Nﬁ:?afr_ e
Injection Volume: 10.00 ul Channel Name: 257 8nm
Fun Time: 15.0 Minutes Proc. Chnl. Descr.: PDA 2578 nm
Date Acquired: 5/8/2008 3:4430 PMIST
Date Processed: 5/8/2008 4:4103 PMIST
0.80
5.659
o7
0.60
0.50
a1 0.40
0.30
0.20
040
1.936 4416 4.983 6.142
0.00 Z
. 2.00 4.00 . 6.00 a.00 . . 10.‘00 . 12.00 14.00 .
Mnutes
RT Area % Area | Height

1|1.836 27¢82 0.36 5136

2144186 37E69 0.48 5032

34083 21C76 0.27 3300

415659 | 7603933| 97.56 | 776220

516.142 | 103164 132 11912

Reported by User: System

Report Method: Default Individual Report
Heport Method [D: 10021002

Page: 1 of 1

Project Name:  test_chemistry
Date Printed:
5/8/2008
4:42:07 PM Asia/Calcutta
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Compound 9o:

Solvent system: (20%water : 80%Acetonitrile)

I\
) i

software

Default Individual Report

SAMPLE INFORMATION
Sample Name: NMe2_20w ater_80ACN_1 Acquired By: System
Sarple Type: Unknow n Sanple Set Name:
Vial: 1 Acq. Method Set: 20 water 80 AcN 1ml
Injection #: 1C Frocessing Method:  NMe2_1
Injection Volure: 10.00 ul Channel Narme: 230.0nm
Run Tirme: 10.0 Mnutes Froc. Chnil. Descr.: FDA 230.0 nm
Cate Acquired: 5/8/2008 3:32:50 PMIST
Date Processed: 5/8/2008 4:28:11 PMIST
120
.00 ﬁ
| (
0.50] |
] |
2 050 |
_ | |
. |
0.40 | |
] |
1 |
0.20~ |
" | ol
GRY DR W
T T R A Y ‘900 10
Minutes
RT Area | 9% Area| Height
1]1.855 58234 043 11117
213244 1025867 0.7€ 3657
3414813287843 | 9327 | 1145289
414582 72557 054 10781
Reported by User: System Froject Name:  test_chemistry
Report Method: Defaut Individual Report Date Printed:
5/8/2008

Report Method ID: 1002

Page: 1 of 1
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Compound 9p:
Solvent system: (20%water : 80%methanol)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: AQEt-20w ater_&CNethanol_1 Acquired By: System
Sanple Type: Unknow n Sanmle Set Name:
Vial: 1 Acq. Method Set: 20%w ater_80%Meth_1ml
Injection #: 1 Frocessing Method:  40E_1
Injection Volurre: 10.C0 ul Channel Name: 238.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 2380 nm
Cate Accuired: 5/2/2008 12:08:31 PMIST
Cate Processed: 5/2/2008 12:25:42 PV IST

110 &
: %
1401 i
] I
1.407 |
.20 |
o] |
2 ||
0.80 [
0.50 | ||
] |
0 40 | I
_ |
] |
020__ g “C._D' [is] | II
] =1 @ ~ | S
0.00] ———
B e ™ T P S A~ 5 s =
Minules
RT Area | % Area| Height
1]1.896 43519 0.2z 6363
2]3.860 18297 0.0¢ 3085
34467 56808 0.34 7071
4(5.000| 19810883 | 09.35) 1812011
Reported by User: System Froject Name:  test_chemistry
Report Metnod: Defautt individual Report Date Frinted:
Report Iviethod ID: 1002 5/2/2008

Page: 1 of 1 12:26:34 AV Asia/Calcutta
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Compound 9p:

Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: 40Et_ 20w ater 80ACN 1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 20 water_80_AcN_1ml
Injection #: 3 Frocessing Method:  40E_1_ACn
Injection Volurre: 10.C0 ul Channel Name: 240.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 240.0 nm
Cate Accuired: 5/7/2008 3:27:23 PMIST
Cate Processed: 5/7/2008 5:02:11 PMIST
] n
1.00+ |ﬁ
0.50 “
-, 08 ‘
o |
040 ‘ |
: A
0.20- | |
] o - | |
B o I~
4 o < |
- ™) /
0.00 yogiy = pur
"7 it 200 300 400 500 00 700 800 300 1000
Minules
RT Area | % Area| Height
111822 14293 0.17 2047
23471 69106 0.80 2574
3|4.351|8504537 | 99.03| 1120326
Reported by User: System Froject Name:  test_chemistry
Report Metnod: Defautt individual Report Date Frinted:
Report Methed ID: 1002 5/7/2008

Page: 1 of 1
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Compound 9q:
Solvent system: (20%water : 80%methanol)

Empower

software

Default Individual Report
SAMPLE INFORMATION

Sanple Name: 4-ONe_ 20w ater_80methanal_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acq. Method Set: 20%w ater_80%Meth_1ml
Injection #: 1 Frocessing Method:  40Me_f
Injection Volurre: 10.C0 ul Channel Name: 254.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 254 0 nm
Cate Accuired: 5/1/2008 3:35:48 PMIST
Cate Processed: 5/1/2008 4:44:32 PMIST
0.50 | %

i ||
0.50- | ||

] i
0.40+

s ] |
2 i

0 i | |

] N
0.20 | [

] |
0.10] |

b I~ o |

— =1 N - o

4 — [ T | |

o o M ," i [Is]
00— T == & & &
" i 200 300 400 500 600 700 800 900 1000

Minules

RT Area | % Area| Height
2107 10799 0.14 2610
3352 2954 0.04 413
3743 33671 043 2999
46477787013 | 99.31]657923
5.521 5826 0.09 634

—y

[0S

[4%)

[ [ I =9

Reported by User: System

Report Metnod: Defautt individual Report
Report Method ID: 1002

Page: 1 of 1

Froject Name:  test_chemistry
Date Frinted:

5/1/2008
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Compound 9q:

Solvent system: (20%water : 80%Acetonitrile)

I
] i'

Default Individual Report

Report Method ID: 1002
Page: 1 of 1

software
SAMPLE INFORMATION
Sanple Name: 40Me_20vw ater 80ACN 1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 20 water_80_AcN_1ml
Injection #: 5 Frocessing Method:  40Me_1
Injection Volurre: 10.C0 ul Channel Name: 232.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 2320 nm
Cate Accuired: 5/7/2008 4:32:32 PMIST
Cate Processed: 5/7/2008 5:18:53 PMIST
2.00] d
1.00+ 3
1.50+ |‘
1 40 | ‘
] |
1 H | ‘
b [
2 10 I|
0.50H |'I ‘
0 A |
] |
0 4 [
0.20 | ||
4 I |
0.007 - —————
"7 4o 200 200 400 s00 e0d 700 800 900 000
Minules
RT Area | % Area| Height
114.092] 21113857 | 100.0C [ 2031703
Reported by User: System Froject Name:  test_chemistry
Report Metnod: Defautt individual Report Date Frinted:
5/7/2008
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Compound 9c:

Solvent system: (20%water : 80%methanol)

[
) :

software

Default Individual Report

SAMPLE

INFORMATION

Sample Name:
Sample Type:
Vial:

Injection #:
Injection Volume:
Run Time:

Date Acquired:
Date Processed:

4Br_20w ater_80methanol_2
Unknow n

1

2

10.00 ul

10.0 Minutes

5/1/2008 6:01:22 PMIST
6/1/2008 7:41:21 PMIST

Acquired By

Sample Set Name:
Acq. Method Set: 20%w ater_80%NMeth_1ml

Frocessing Method:  4Br_2

Channel Name:

Proc. Chnl. Descr: FDA 228.0 nm

System

228 0nm

2.00]
1.50] a
1,60 || |
1.40] I| |
] |
1.20 | |
2 1.00] | ||
] |
0.601 o
0.60] | |I
1 |
0.40 | ||
] | |
] [=] | uwy
D.ZG: @ II I'. cm\:
] < / ~
1 ——— ————
" o " 200 300 | 400 so0 b0 700 800 900 10,00
Minutes
RT Area % Area| Height
1|4.560 94843 0.25 12612
2| 5988 | 37107059 99 06 | 1940395
3(7.325 256079 0.68 13101

Reported by User: System
Report Method: Default Individual Report
Report Method ID: 1002

Page: 1 of 1

Froject Name: test chemistry
Date Printed:

5/1/2008

7-:42:08 PV Asia/Calcutta
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Compound 9c:
Solvent system: (20%water : 80%Acetonitrile)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 4Br_20w ater 80ACN 1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: 6 FProcessing Method:  4Br 1
Injection Volurre: 10.00 ul Channel Name: 235.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Cescer FDA 235.0 nm
Cate Acguired: 5/7/2008 4:44:31 PMIST
Cate Processed: 5/7/2008 5:23:22 PMIST

3.0
2 HiH %
7 1iH] ‘
= 1_50—_ ‘ ‘
s |
1.00] ‘|
i | |
0.50+
i I~ | | g
. - | \@
0.00 = e
" T 40 200 | 300 400 500 600 700 800 900  10.00
Minutes
RT Area % Area | Height
12117 11225 0.0s 3657
2 |4681]21853348 | 9928 |2887672
24998 147380 067| 21891
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Methed ID: 1002 5/7/2008
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Compound 9e:
Solvent system: (20%water : 80%methanol)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 4NO2_20w ater_80methanol_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 2 FProcessing Method:  4NO2 1
Injection Volurre: 10.00 ul Channel Name: 230.0nm
Run Time: 20.0 Mnutes Froc. Chnl. Ceser FDA 230.0 nm
Date Acquired: 5/2/2008 7:04:20 PMIST
Cate Processed: 5/2/2008 7-:43:05 PMIST

1.00]]
150 ||
1.40] ‘
1,201 |
5 100 | ‘
<L
0.50 |
0.40 | ‘
0.207 ©o ||
] o [
o 04— — M —
"7 "o Talo | e00 | 800 ooo 1200 1400 | 1600 | 1800  20.00
Minutes
RT Area % Area | Height
1(3.822 443604 1.50 52427
2476129181366 | 9850 (1893972
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Vethod ID: 1002 5/2/2008

Page: 1 of 1 7:43:54 A Asia/Caleutta
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Compound 9e:

Solvent system: (20%water : 80%Acetonitrile)

1y
1 i

Default Individual Report

software
SAMPLE INFORMATION
Sample Narme: 4NO2_20w ater_80ACN 1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: 4 Frocessing Method:  4NO2 1
Injection Volurre: 10.00 ul Channel Name: 215.0nm
Run Time: 20.0 Mnutes Froc. Chnl. Ceser FDA 215.0 nm
Date Acquired: 5/8/2008 1:04:19 PMIST
Cate Processed: 5/8/2008 4:06:28 PMIST
1.0 ]
1.0 ]
1.40-] |
1.20] |
1.004 |
5 i
2 ]
0.80 | ‘ ‘
050, |
0.401 ‘
0.20 P g| 2
] =) s
I ) b
000 LiE fx
"7 200 a0 800 800 Yoo 1200 o0 1603 1800 2000
Minutes
RT Area % Area | Height
1]2.085 43735 0z 1107
213290 58837 029 6979
23574 2383 0.01 723
414.071]20248426 | 99.3€ | 1829056
514.338 24544 0.1z 3996

Reported by User: System
Report Method: Defaut individual Report

Report Method ID: 10C2

Page: 1 of 1

Froject Name: test_chemistry
Date Frinted:

5/8/2008
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Compound 9r:
Solvent system: (20%water : 80%methanol)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: TriONe_20w ater_80methanol_2 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 2 Frocessing Method:  TriOmed
Injection Volurre: 10.00 ul Channel Name: 250.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 250.0 nm
Date Acquired: 5/1/2008 12:53:31 PMIST
Cate Processed: 5/1/2008 1:14:50 PMIST

i :—;{)—: %
T I
0507 i
] | |
i | |
0.40
5 ] R
< 0.30 [
i |
] | |
0 20 I |
] |
T [
0.10 | )
7 5] |
] g -
i o / \ s}
0.00f—————— R S —
T T e e T T
Minutes
RT Arsa | % Arez | Height
1(2.242 20610 0.2 3450
2|4.290]8511300 | 09887 |626794
315.023| 78728 0.86¢| 5039
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Vethod ID: 1002 5/1/2008
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Compound 9r:

Solvent system: (20%water : 80%Acetonitrile)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: TriONe_20w ater_80ACN_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: 3 Frocessing Method:  TriOMe_1
Injection Volurre: 10.00 ul Channel Name: 265.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 265.0 nm
Date Acquired: 5/7/2008 4:09:40 PMIST
Cate Processed: 5/7/2008 5:12:33 PMIST
1.00 %
] ||
0.50 |
1 |
0.5 |
] |
' |
0.40 l |
] |
_ |
. | |
0.20+ I|
| o |
[
] “ o
ol / L
0.00 =~z
" " 400 200 | 200 400 500 603 700  BO00 900 40,00
Minutes
RT Area % Area | Height
112387 59068 0.65 7248
2393110537917 | 9935[1051752
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
5/7/2008

Report Method ID: 10C2
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Compound 9a:
Solvent system: (20%water : 80%methanol)

o

Default Individual Report

software
SAMPLE INFORMATION
Sample Narme: 4C| 20w ater_80methano!_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 2 FProcessing Method:  4C! 1
Injection Volurre: 10.00 ul Channel Name: 240.0nm
Run Time: 20.0 Mnutes Froc. Chnl. Ceser FDA 240.0 nm
Date Acquired: 5/3/2008 3:36:16 PMIST
Cate Processed: 5/3/2008 4:02:38 PMIST
141H E
] |
1207 l
1 jﬂ_: ‘ |
0.50- ‘
5 i
<L
0,50 ‘ ‘
0.10] | |
0.20] .| || o
8 Il 8
i { I~
0.00——————— -— T e .
' 200 400 ec0 200 1000 Y200 Moo 15,00 180 20 00
Minutes
RT Area % Area | Height
115.760| 24389264 | 99.02 | 1469362
27009 242335 098 12306
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Methed ID: 1002 5/3/2008
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Compound 9a:

Solvent system: (20%water : 80%Acetonitrile)

1y
1 i

e Default Individual Report

SAMPLE INFORMATION

Sample Narme: 4C| 20w ater_S0ACN_1 Acquired By: System

Sanple Type: Unknow n Sanmple Set Name:

Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: 7 FProcessing Method:  4C! 1

Injection Volurre: 10.00 ul Channel Name: 270.0nm

Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 270.0 nm

Cate Acguired: 5/8/2008 2:36:30 PMIST
Cate Processed: 5/8/2008 4:15:58 PMIST

0 &
0.70] |
0.50 “
0.50- ‘
2 040 ‘
0 4 ‘ |
0.20] | |
] |
0.107 ® o lo
] 59 8 | |:3;
0.004 - - L S O
"7yt 200 300 400 500 00 700 800 @00 1000
Minutes
RT Arsa | % Arez | Height
1(2.169 12730 0.20 2341
23902 53011 0.82 3314
314.634|6408207 | 98.71)814740
414.908 17763 0.27 2969
Reported by User: System Froject Name: test_chemistry
Report Method: Defaut individual Report Date Frinted:
Report Vethod ID: 1002 5/8/2008
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Compound 9h:
Solvent system: (20%water : 80%methanol)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: 3Me_ 20w ater_80methanol_2 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acq. Method Set: 20%w ater_80%Meth_1ml
Injection #: 2 Frocessing Method:  3WE_4
Injection Volurre: 10.C0 ul Channel Name: 240.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 240.0 nm
Cate Accuired: 5/1/2008 5:12:35 PMIST
Cate Processed: 5/1/2008 5:30:39 PMIST
0 &
] s
0.501 ‘ﬁ
4 | |
] | |
0.407
] | |
5 030 |
T 4
; N
0 | ||
i [
|
0.10 [
3 5 [
o™ | !I
b o™
b o~ .l'l I‘\
0 j()—_— —_—— ————— e ey
T o " 200 a0 400 500 600 700 800 200 1000
Minules
RT Area | % Area| Height
2220| 25855 0.35] 4500
2]5.351) 7412608 | 99.65| 583990
Reported by User: System Froject Name:  test_chemistry
Report Metnod: Defautt individual Report Date Frinted:
5/1/2008

Report Method ID: 1002
Page: 1 of 1
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Compound 9h:
Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: 3Me 20w ater 80ACN_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 20 water_80_AcN_1ml
Injection #: 4 Frocessing Method:  3WE_1
Injection Volurre: 10.C0 ul Channel Name: 240.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 240.0 nm
Cate Accuired: 5/7/2008 4:21:14 PMIST
Cate Processed: 5/7/2008 5:15:32 PMIST

AU

T T
1.00 2.00 3.00 4.00 5.00 600 7.00 8.00 5.00 10.C0
Minules

RT Area | % Area| Height
4418 ] 11327805 | 100.0C | 1580045

—y

Reported by User: System Froject Name:  test_chemistry
Report Metnod: Defautt individual Report Date Frinted:
Report Iviethod ID: 1002 5/7/2008
Page: 1 of 1 516:12 PV Asia/Caleutta

S53



Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications
This journal is © The Royal Society of Chemistry 2012

Compound 9s:

Solvent system: (20%water : 80%methanol)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 4CF3_20w ater_B0methanol_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 3 FProcessing Method:  4CF3 1
Injection Volurre: 10.00 ul Channel Name: 235.0nm
Run Time: 20.0 Mnutes Froc. Chnl. Ceser FDA 235.0 nm
Date Acquired: 5/3/2008 3:59:16 PMIST
Cate Processed: 5/3/2008 5:00:30 PMIST
2 =0—
200 | |
] |
1_50—_ ‘
2 ] |
. \
.00 ‘ ‘
0.50 | |
7 [o7] =t | | (3]
4 o0 [<e] [{s]
i © - [ =
0.00 o vz. L& oo = =
" 200 400 800 800 oo 1200 100 16.03 1800 2000
Minutes
RT Area % Area | Height
112.389 52777 012 6695
214164 83655 019 5991
2|5.799 | 44804327 | 99.14 | 2514508
417.163] 252652 0.56 9006
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Compound 9s:
Solvent system: (20%water : 80%Acetonitrile)

1y
1 i -
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 4CF3_20w ater_B80ACN 1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: g FProcessing Method:  4CF3 1
Injection Volurre: 10.00 ul Channel Name: 252.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 252.0 nm
Date Acquired: 5/8/2008 3:21:17 PMIST
Cate Processed: 5/8/2008 4:25:45 PMIST

3.00 %

1 ¥

2.507 “

200 | ‘ ||
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1,00 |

z |

0.50 | | ||
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" 400 200 300 400 500 600 700 800 200 1000
Minutes

RT Area % Area | Height

1|2.356 21854 0.07 4374

Z2|38M 76042 026 5452

2466529437042 | ©9.65) 3008367

415.027 5169 0.02 1315
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Compound 7k:
Solvent system: (20%water : 80%methanol)

YT Default Individual Report
SAMPLE INFORMATION
Sample Name: DiOMel)_20w ater_80methanal _1 Acquired By: System
Sample Type: Unknow n Sample Set Name:
Vial: 1 Acq. Method Set: o0%w ater 80%Meth 1ml
Injection #: 2 Processing Method: 2 SD\;erU 1 o
Injection Volume: 10,00 ul Channel Name: ; -
; . 235.0nm
Run Time: 20.0 Minutes Proc. Chrl. Descr.: PDA 235.0 nm
Date Acquired: 5/3/2008 12:48:50 PM IST
Date Processed: 5/3/2008 3:18:15 PM IST
1.20
4727
1.00
0.80
AU p.g0
0.40
0.20
0.00 \
2.00 4.00 6.00 2.00 10.00 12.00 14.00 16.00 18.00 20.00
Minutss

RT Area % Area | Height

4.727 | 14400640 | 100.00 | 1200797
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Compound 7k:

Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: DONVEU 20w ater 8DACN 1 Acquired By: System
Sanple Type: Unknow n Sanmle Set Name:
Vial: 1 Acqg. Method Set: 20 water_80_AcN_1ml
Injection #: 3 Frocessing Method:  DiOMe_1
Injection Volurre: 10.C0 ul Channel Name: 240.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 240.0 nm
Cate Accuired: 5/8/2008 12:52:50 PMIST
Cate Processed: 5/8/2008 4:02:10 PMIST
2.007
1,501 %
o0 ||
1 41 ‘
12 ‘ ‘
2 1.00] |
0.50
] | |
0,50 |
] |
0.10 ||
- |
0.20] 2 |1
] = ;o\
0.00 P — =
B R = R R ™ P e~ 7 A
Minules
RT Area | % Area| Height
111.900 13968 0.08 2655
24347 16613455 | 99.92 [ 1979937
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Compound 7I:
Solvent system: (20%water : 80%methanol)

1y
1 B 2.2
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 4CNL-20w ater_B80Methanol_1 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acg. Method Set: 20%w ater_80% Meth_1mi
Injection #: 1 FProcessing Method:  4CNU3
Injection Volurre: 10.00 ul Channel Name: 332.0nm
Run Time: 20.0 Mnutes Froc. Chnl. Ceser FDA 332.0 nm
Date Acquired: 5/2/2008 4:27:34 PMIST
Cate Processed: 5/2/2008 4:54:23 PMIST
0 5 %
] <
0.25-] |‘
0. zu: ‘
2 015 H
0.10- ‘
0 05 | ||
] o 2 3
: 8 @99l
0 :.0_4‘}.... i _J‘_ -
© 7 T2 400 600 800 1000 200 1400 500 1800 2000
Minutes
RT Arsa | % Arez | Height
1]12.032 538 0.02 159
213623 22332 060| 2928
24208 47372 125 2820
414.810) 3715082 | 9813292349
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Compound 7I:
Solvent system: (20%water : 80%Acetonitrile)

1y
1 B 2.2
e Default Individual Report
SAMPLE INFORMATION
Sample Narme: 4CNU_20w ater_80ACN 2 Acquired By: System
Sanple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 20_water_80_AcN_1mil
Injection #: 2 Frocessing Method: 4CNUJ 2
Injection Volurre: 10.00 ul Channel Name: 260.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Ceser FDA 260.0 nm
Date Acquired: 5/7/2008 3:59:05 PMIST
Cate Processed: 5/7/2008 5:09:48 PMIST
2,20+ |
2.004 %
1.0 ] ||
150 Il
1.407 | ‘
1.20] | ‘
31 |
< ]
1.00 |
0 HiH | ‘
0.50] | |
] |
0.40 ||
4 | |
0.20+ [
1 fo
0.00 =
"7yt 200 300 400 500 00 700 800 @00 1000
Minutes
RT Area % Area | Height
1(4.097 | 23775220 100.0C | 2193275
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HPLC chromatograms of selected known final compounds

Compound 10b:

Solvent system: (20%water : 80%Acetonitrile)

U B o
=TT Default Individual Report
SAMPLE INFORMATION
Sarmple Name: 7b_20w ater_BCAcN_1 Acquired By: System
Samrple Type: Unknow n Samp e Set Name:
Vial: 1 Acq. Method Set: 02_Water_80Achk_1ml
Injection #: 2 Processing Method: 7b_ 20w ater80AcN
Injection Veolume: 10.00 ul Chzannel Name: 220.Cnm
Run Time: 10.0 Minutes Proc. Chn'. Descr.: FDA 220 0 nm
Date Acquirec: 6/5/2008 3:32:28 PMIST
Date Processed: 6/5/2008 4:26:35 M IST
25 g
- |
-, 1.50 ‘
T 1 | |
| |
1,007 |
: | |
0.0 1
] i
] /)
0.00 ——————x
_||||||||||||||||||||||| ) SO B L LI L N B |
100 > 00 am 400 500 500 7m a0 acn 1000
Minuzes
RT Area | % Area| Height

14491 | 19275306 100.00 | 2787201
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Compound 10c:
Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: 7¢_20w ater_80Ach_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 02_\Water_80AcN_1ml
Injection #: 4 Frocessing Method:  7c_20w ater_80AcN
Injection Volurre: 10.C0 ul Channel Name: 240.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 240.0 nm
Cate Accuired: 6/5/2008 4:13:42 PMIST
Cate Processed: 6/5/2008 4:36:35 PMIST

AU
i

T — T T T T T
2.00 4.00 5.00 6.00 T.00 5.00 9.00 1C.00
Minules

RT Area | % Area| Height
1(4.332 114601 0.78 20982
2 |4.600] 14563614 | 99.22 | 2042523
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Compound 10g:
Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: 7¢_20w ater_80Ach_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 02_\Water_80AcN_1ml
Injection #: 5 Frocessing Method:  7g_20w ater_80AcN
Injection Volurre: 10.C0 ul Channel Name: 270.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 270.0 nm
Cate Accuired: 6/5/2008 5:47:40 PMIST
Cate Processed: 6/5/2008 5:58:07 PMIST

0 %
o50] ]
0.50 H
0.404 H
=] ]
= ]
0 it ‘ ‘
0.20 | | |
] | |
0.10 | o
] | o
] [2e]
d J.I \ <
0.007] - —————— &%
" T 400 20 200 | 400 sD0 600 700 800 900 10,00
Minules
RT Area | % Area| Height
1(4.268 5227930 | 99.21| 717131
2148626 41870 0.79| 7087
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Compound 10h:
Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: 7h_20w ater_80Ach_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 02_\Water_80AcN_1ml
Injection #: 3 Frocessing Method:  7h_20w ater_80AcN
Injection Volurre: 10.C0 ul Channel Name: 254.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 254 0 nm
Cate Accuired: 6/5/2008 3:59:57 PMIST
Cate Processed: 6/5/2008 4:32:42 PMIST
1.80
1.0 %
140 ]
1.20] ‘
1.00 ‘
=2
3 i
0.80+
0 HH |
0.40 | | |
= e
e 2 9
1 r~- | | S
0.00 o
" 4 200 300 400 500 500 700 800 900 4000
Minules
RT Area | % Area| Height
113.798 28527 0.25 2613
2[4.385] 11426521 99.67 [ 1745140
314725 9012 008 1797
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Compound 8b:

Solvent system: (20%water : 80%Acetonitrile)

I
[} i

software

Default Individual Report

SAMPLE INFORMATION
Sanmple Name: &b_20w ater_80AcN_1 Acquired By: System
Sarple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 02 VWater 80AcN Tml
Injection #: 1 Frocessing Method:  8b_20w ater_80AcN
Injection Volure: 10.00 ul Channel Narme: 250.0nm
Run Tirme: 1C0.C Mnutes Froc. Chnil. Descr.: FDA 250.0 nm
Cate Acauired: 6/5/2008 4:52:37 PMIST
Date Processed: 6/5/2008 5:18:52 PMIST
0.5
0.40] |‘
sod] ‘\
5 |
i |
0.20+
] | |
0.10 | |
i o >3 | ||
i e o™ g I|I
000 = - L S
T o Cabu 0 abo | a00 | s00 0 sbo (0o o wbo w0
Minutes
RT Arza | % Arez | Height
111.875 8350 22 2108
214219 13148 047 2989
314489 40197 1.05] 5549
414.859)3764071| 098.26|476438
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Compound 8c:

Solvent system: (20%water : 80%Acetonitrile)

I
[} i

software

Default Individual Report

SAMPLE

INFORMATION

Sanmple Name: &c_20w ater_80AcN_1 Acquired By: System
Sarple Type: Unknow n Sanmple Set Name:
Vial: 1 Acq. Method Set: 02 VWater 80AcN Tml
Injection #: 1 Frocessing Method:  8c_20w ater_80AcN_1
Injection Volure: 10.00 ul Channel Narme: 220.0nm
Run Tirme: 20.C Mrutes Froc. Chnil. Descr.: FDA 220.0 nm
Cate Acauired: 6/5/2008 1:24:28 PMIST
Date Processed: 6/5/2008 2:29:28 PMIST
2.50 %
2 i ‘
1_50—_
5 i
L 4
o |
0.50 |
o o —uy| |
4 = - e |
] w© m o NG|
0.00 ot
T sl b “sou | woe Yoo 1Zou en “5l00 Tl 200
Minutes
RT Area | % Area| Height
111.879 48446 0.17 9976
213315 120787 045 7232
3]4.251 73646 028 5205
4148625 97688 037 10044
515040 26303040 | 9873|2730969
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Compound 8g:
Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: &g 20w ater_80Ach_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 02_\Water_80AcN_1ml
Injection #: 2 Frocessing Method:  8y_20w ater_80AcN
Injection Volurre: 10.C0 ul Channel Name: 290.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 290.0 nm
Cate Accuired: 6/5/2008 5:03:52 PMIST
Cate Processed: 6/5/2008 5:25:30 PMIST

0.0 $
050, T‘f
0.70 ‘
0.507
5 0.50] H
% ]
0.407 ‘ ‘
0.30] | |
E |
0.10] 3 I
] = |
i =+
0.00 oY =
" "4 200 300 400 500 600 700 800 900 1000
Minules
RT Area | % Area| Height
114434 22443 03%] 3646
2|4.748 | 63956268 | 99.65 | 942269
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Compound 8h:
Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanle Name: &h_20w ater_80Ach_1 Acquired By: System
Sanple Type: Unknown Sanmle Set Name:
Vial: 1 Acqg. Method Set: 02_\Water_80AcN_1ml
Injection #: 3 Frocessing Method:  8h_20w ater_80AcN
Injection Volurre: 10.C0 ul Channel Name: 254.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 254 0 nm
Cate Accuired: 6/5/2008 5:16:10 PMIST
Cate Processed: 6/5/2008 5:29:08 PMIST

0.50 %
0.10] H
0.0 | ‘
2 i
02 ‘ “
0 1 || |
1 |
- 3 2l
1 i) T) e
0.00 R Y &
"7 4o zo0 | 300 400 500 600 700 a00 900 1000
Minules
RT Area | % Area| Height
1]3.840] 21005 059 2119
214439 41262 117 7247
3|4.800| 3470142 | 98.03 | 504206
45141 7479 0.21 1080
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Compound 8j:
Solvent system: (20%water : 80%Acetonitrile)

I
[ e -
SR AT Default Individual Report
SAMPLE INFORMATION
Sanple Name: §]_20w ater 80AcN_1 Acquired By: System
Sanple Type: Unknow n Sanmle Set Name:
Vial: 1 Acqg. Method Set: 02_\Water_80AcN_1ml
Injection #: 4 Frocessing Method:  8_20w ater_8DACN
Injection Volurre: 10.C0 ul Channel Name: 230.0nm
Run Time: 10.0 Mnutes Froc. Chnl. Descr: FDA 230.0 nm
Cate Accuired: 6/5/2008 5:35:14 PMIST
Cate Processed: 6/5/2008 5:49:20 PMIST
3.50 g
3.00 | ||
250 ‘ ‘
2,00 ‘ ‘
5 ]
% ]
1 50+ ‘ ‘
1.00 | |
oo A
Zatll @ |
4 o3 | |
“J:' ]
0.001 e
"7 4o 200 200 400 s00 e0d 700 800 900 000
Minules
RT Area | % Area| Height
114.336| 133162 03¢ 22387
2|4.656 33622196 | 99.61 | 3479083
Reported by User: System Froject Name:  test_chemistry
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2D (cosy, hsqc, hmbc) and 1D (NOESY ) NMR spectra for compounds 10c, 8d, 91 and 7I
8 7 1 6
H3CH,COOC, ¢ O.
Y~_5 H ~"a2N 1 2

10c

Spectrum: cosy

User: CEO Date: Tue May 17 08:46:09 2011
Positive contours: low 7.00e+006 levels 5 factor 2.00
Negative contours: low -1.00e+007 levels 1 factor 1.40

74 72 70 838

6.8 L6.8

7.0 L7.0
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T
‘7!
3

7.2 7.2

7.4 17.4

®,-"H (ppm)

* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: hsqc
User: CEC Date: Tue May 17 08:45:45 2011

Positive contours: low 3.00e+006 levels 5 factor 2.00
Negative contours: low -1.00e+007 levels 1 factor 1.40
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t t T t t t T
2

4
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(93]

* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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8 7
H3;CH,COOC, 5
Hy-_5 '
|
Y
10c
Spectrum: hmbc
User: CEO Date: Tue May 17 08:44:32 2011
Positive contours: low 7.00e+005 levels & factor 1.40
Negative contours: low -1.00e+007 levels 1 factor 1.40
s . . & . 4 . 2
aC8-H7b jop_H7a
]
6
aC4-bHE, &
201 \aC4—bH6,8 20
]l ac4-bES aC4-H3 aC4-Hs ;
SAV4 N/ ®
€
@ aC?-—?/ '“
o I
1004 -100
g ¢ bC4-HE,8
& § bC4-aH3 bo4-aHS
g oy 0 apca-ns, 8 NS
E‘@ ol dCl—aHB\
Vi cCl-aH3
150 peo-Hs N 150
bC9-H7 aC6-H7b aCe-H7a
Mace-is N S
bC2-3H3\/bC2—aH5
s 6 4 2
®, - 'H (ppm)

* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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10c
Spectrum: noesy800
User: CEO Date: Tue May 17 08:52:45 2011
Positive contours: low 7.00e+004 levels 5 factor 1.40
Negative contours: low -1.00e+005 levels 1 factor 1.40
A (U . . SR
51 -5
€
o
=
I
T 69 -6
g
7 -7
8 7 6 5 4
®,-"H (ppm)

* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Hy

Spectrum: cosy

User: CEO Date: Tue May 17 09:00:05 2011
Positive contours: low 3.00e+006 levels 5 factor 1.80
Negative contours: low -1.00e+007 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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8d
Spectrum: hsqc
User: CEO Date: Tue May 17 08:59:37 2011
Positive contours: low 3.00e+006 levels 5 factor 1.80
Negative contours: low -1.00e+007 levels 1 factor 1.40
& . . & . ; 2
04 -0
aC2-He
gl 501 ac7-H7A  SCT-ETR 20
; 1 aC‘3-H3\u aC“L—H‘I\ﬁ \B/ f
4]
g
100+ -100
i\ pebCE-HE
dAC5-HE v @
1 dce-He o 1 gBbCe-He
] dc"*"*jﬁt %CS—HS '
[ACZ-H2 ECT-HT
s & 4 2
®, - H (ppm)

* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: hmbe
User: CEO Date: Tue May 17 08:59:06 2011
Positive contours: low 3.00e+006 levels 5 factor 2.00
Negative contours: low -1.00e+007 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: noesy300

User: CEQO Date: Tue May 17 09:00:50 2011
Positive contours: low 1.00e+005 levels 5 factor 1.80
Negative contours: low -1.00e+006 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: cosy
User: CEO Date: Tue May 17 09:08:01 2011
Positive contours: low 5.00e+006 levels 5 factor 2.00
Negative contours: low -3.00e+006 levels 1 factor 2.00
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: hsqc
User: CEO Date: Tue May 17 09:07:37 2011
Positive contours: low 2.70e+006 levels 8 factor 1.50
Negative contours: low -5.00e+006 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: hmbe
User: CEQO Date: Tue May 17 09:06:23 2011
Positive contours: low 3.00e+006 levels 5 factor 1.70
Negative contours: low -5.00e+006 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: noesy300
User: CEQ Date: Tue May 17 09:11:08 2011
Positive contours: low 3.00e+004 levels 5 factor 1.80
Negative contours: low -5.00e+004 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: cosy
User: CEQ Date: Tue May 17 09:15:46 2011
Positive contours: low 7.00e+006 levels 5 factor 2.00
Negative contours: low -4.46e+008 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: hsqc
User: CEO Date: Tue May 17 09:15:20 2011
Positive contours: low 4.00e+006 levels 5 factor 1.80
Negative contours: low -6.00e+006 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of
spectra here only. It should not be confused with the assignment in experimental part.



Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications
This journal is © The Royal Society of Chemistry 2012

71
Spectrum: hmbc
User: CEO Date: Tue May 17 09:14:51 2011
Positive contours: low 4.00e+006 levels 5 factor 1.80
Negative contours: low -1.00e+007 levels 1 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of

spectra here only. It should not be confused with the assignment in experimental part.
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Spectrum: noesy300
User: CEO Date: Tue May 17 09:16:21 2011
Positive contours: low 2.00e+005 levels 5 factor 1.60
Negative contours: low -1.00e+006 levels 5 factor 1.40
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* The numbering of carbon atoms and the ring numbers shown here are limited to the assignment of

spectra here only. It should not be confused with the assignment in experimental part.
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