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13C NMR spectrum of 21b
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--- End Of Report -
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IR spectrum of 21b

DR REDDY'S LABORATORIES LIMITED

TDC/CCS-ANALYTICAL RESEARCH .
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13C NMR spectrum of 21d
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- End Of Report -
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IR spectrum of 21d

DR REDDY'S LABORATORIES LIMITED
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3C NMR spectrum of 21g
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IR spectrum of 21g
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13C NMR spectrum of 21h
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--- End Of Report ---
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IR spectrum of 21h
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13C NMR spectrum of 21i

ARED, Aurigene Discovary Technologies Ltd, Hyderabad
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--- End Of Report -
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IR spectrum of 21i

DR REDDY'S LABORATORIES LIMIT:D

TDC/CCS-ANALYTICAL RESEARCH .
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13CNMR spectrum of 21j

TKM-01908 IN CDCL3 Anaiytical Research, Discovery Research, ORL
ToG-108 Instrument : Gemini 2000 (Vartan 200KHZ)
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Mass spectrum of 21]
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Acg Method IRM Calibration Status
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--- End Of Report »--
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IR spectrum of 21j

Date: 8/8/08
Time: 6:02:15 PM
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13C NMR spectrum of 23

ARED, Auri Di Technologies Ltd,
2-8SM-105 in CDC13 x
TDC-219 Instrument : Mercury Plus (Varian 400MHz)
Date & Time : Mon Aug 16 09:50:08 IST 2010
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Mass spectrum of 23

RS MY Mass Analysis Report
Data Filename 100810023.d Sample Name 2/SSMf105

Sample Type Sample Position Vial 73

Instrument Name Instrument 1 User Name

Acq Method ESL.m IRM Calibration Status Success

DA Method default.m Comment

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
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Counts (%) vs. Mass-to-Charge (m/z)

--- End Of Report —
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IR spectrum of 23
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13C NMR spectrum of 24
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i K i
i o § g
|
! |
|
i
.L L.JU ] ! ETI, \ b M,._.._.]W
- ey - T - R B e ot T T —rr e T e - r
180 160 140 120 100 80 60 a0 , 20 ppm
Mass spectrum of 24
CPS.MIYAPUR Mass Analysis Report
Data Filename 110218002.¢ Sample Name SSM/L16
Sample Type Sample Position Vial 31
Instrument Name Instrusment User Name
Acq Method ESLm IRM Calibration Status Success i
DA Method CESTL_QUANT.m Comment
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
x10 2 |+ Scan (0.295 min) 110318002.d Subtract (1)
1 218.20
] COOEt
O
o
N
0.6 ethyl 5-phenyl-3,.4-
dihycro-2H-pyrrole-4-
0.4 carboxylate
0.2 1234.20
# i 290.20

0 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 5C
Counts (%) vs. Mass-to-Charge (m/z)

--- End Of Report ---

Page 1 of 1 Printed at: 12:22 PM on:3/18/2011
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IR spectrum of 24

software version: Report Builder, Rev. 2.01

CUSTOM PHARMACEUTICAL SERVICES date: 3/23/201 1 time: 3:38:08 PM

120.0 _
118

16 | "
i . P Pl
14 S

i

12}

110

108 ,
106 | 2980.3 E

% 104
102 . | i
100 . COOEt

98 . | i
; 5 ‘

96 | N

ethyl 5-pheny!-3,4-

94} dihydro-2H-pyrrole-4-

9| carboxylate

90.0 . e N
4000.0 3000 2000 1500

2-8SM-117-.001

' spectrum pathname: C:\pel_data\spectra\2-SSM-117-.001 ST
" O

date created: wed mar 23 15:36:30 2011

'H NMR spectrum of 28

TDC-219 2-5SM-112-P cpC13

NMR-400
AR.No:ME0211/2849
Analyst: Ganesh
Date: 28th Feb. 2011

WUCLEDS H1

ez} et NG I COOEt

——

{ ethyl 3-(aziridin-1-y1)-2-
cyano-3-phenylacrylate

-
L
r
!
3.00 {
2.24 _[

1.98
1.41 [
6.82
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13C NMR spectrum of 28

ToG-218 2-88M-113 in cncia

NMR=400

AR .No:MEOR11/484

Analyst: Haribabu.R

Date: Ath  March. 2011 NC.__COOEt
VA

ethyl 3-(aziridin-1-yl)-2-

cyano-3-phenylacrylate
f
o
N E-
s 5 -
~e
- el g
H N
w 5
GE J H
W a2 5
g2 - 2 o
2 kL 2e g i =
22 ge na g% I i
to = o ° <
g3 e 1] EE L8 ‘
1y g 1 |
W B | | / |
] | ] ]
? i 1 | i
I | ! ‘ i
| |
H. l i U.Ly M L s .

v T T P A e

T T e e T L B e T T T T T

T
180 160 140 120 100 80 60 40 20 ppm

Mass spectrum of 28

CPSMIYAPUR

Mass Analysis Report oot
Data Filename 110228003.d Sample Name 2/55Mf112-Crude
Sample Type Sample Position Vial 53
Instrument Name Instrument 1 User Name
Acqg Method ESLm IRM Calibration Status
DA Method CDD-MRM.m Comment

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
135 0 Esi
x10 2 |+ Scan (0.265 min) 110228003.d Subtract (1) NGC.. _COOEt
X
1- |
L) <M
0.8 243.10 485.30
| 265.10 A2 >
1 3-(aziridin-1-yl)-2- |
0.6+ ‘io 'r l g‘l,gﬂ&:;-a;rl\enwacrytate I

0.4

| 507.30
0.2 | 507

Lol s L

0 N— " > s { : ' 7 7 y — g
20 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 6C
Counts (%) vs. Mass-to-Charge (m/z)

L

--- End Of Report ---

ashed
sple’f2ol |

Page 1 of 1 Printed at: 9:35 AM on:2/28/2011
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IR spectrum of 28

CUSTOM PHARMACEUTICAL SERVICES

software version: Report Builder, Rev. 2.01

date: 3/2/2011 time: 7:04:41 PM

80.0
75 |
.
70 /Y y
| ol ;
. . 24000 || ! {
65 | | \
H : r o |
60 .. i U mss3
! ‘ 22159 Y 4804
i 1062.2
554 ! i
%T | i i |
| 30190 HRYELR) ‘
50
:' NC._.COOEt
45 | !
40 . i
: ethyl 3-(aziridin-1-yl)-2- H
35 . cyano-3-phenylacrylate 25 61
:‘
300 e e e e . , - -
4000.0 ' 3000 2000 1500 1000 450.0
em-1
2.85M-112.002
spectrum pathname: C:\pel_data\spectra\2-SSM-112.002
date created: wed mar 02 19:03:53 2011
1
H NMR spectrum of 29
TDC-219 2-98M-113 in [ slan )
NMR-400
AR.No:ME0311/156
Analyst: Ganesh
Date: 2nd March. 2011
N
C coor
NUCLEUS B (S_@
= T e NN/
ethyl 4-cyano-5-phe,
dihydro-p H~p;’r ml'g:fu.
carboxylate
[
f / [
i /
frw | f !f
/ !
g J J J
[ | {
" " e . e + s —r— ——— :
8 T [ 5 4 3 2 1 PpPm
T — P -
2 3 q 5 2
- = - « -
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13C NMR spectrum of 29

TDE-004 CRR-DK~03

NHR-A00
AR.No:MED211,492
Analyst: Haribabu.®
Date: dth March. 2011

in cocis

166 .667

e 163406

I

NG cooEt:

P
N

ethyl 4-cyano-5-phenyl-3 4-
. dihydro-2H-pyrrole-4-

carboxylate

128638
127.864

131,370
———129.071

63.472
e 60,478

o 116.918
—77.313

e 77.000
N 76.678
55.353

37.338

13.632

200 180

T
160

Mass spectrum of 29

CPS MIYAPUR

Data Filename
Sample Type
Instrument Name
Acq Method

DA Method

User Spectra

110302007 .d
Sample
Instrument 1
ESLm
CDD-MRM.m

- T T T T T T T T
140 120 100 80 60

Mass Analysis Report

Sample Name 2/55M/113
Position Vial 36
User Name

IRM Calibration Status
Comment

ppm

Fragmentor Voltage
135

Collision Energy Ionization Mode

0

Esi

%10 2 |+ Scan (0,265 min) 110302007.d Subtract (1)

1

0.8

0.6

0.41

0.2+

0

171.10

|
g

243.20 NC cooet

Y
N

ethyl 4-cyano-5-phenyl-3 4-
dihydro-2H-pyrrole-4-
carboxylate

19810 é 371.10
i f i }.L i’\.

464.20
i

- End OF Report —

Counts (%) vs. Mass-to-Charge (m/z)

0 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 5C
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IR spectrum of 29

CUSTOM PHARMACEUTICAL SERVICES

software version: Report Builder, Rev. 2.01

date: 3/26/2011 time: 4:32:02 PM

850 .
80 |
75 |
70
65 T B i .
: 34599 3063 22444 i
60 . 78693 2106 8547 750
H 29379 3 1 779.2 :
55 | ; i a g il !
%T I 282 P ‘I B s 1073.5 693.3 4787
50 | 447.1 1320,
NC COOEt ) 16266 1 10086
45 ]
i 4
| N i
40 | i
ethyl 4-cyano-5-phenyl-3,4-
35 | dihydro-2H-pyrrote-4-
carboxylate
30 ¢
4000.0 3000 2000 1500 1000 450.0
cm-1
2-ssm-113_2.004
1
H NMR spectrum of 31
TOC~ 108 TEM- 0108 in fOLLE
MR- 40T EtCOC COOEt
AR.MOIMEDIZ1/Z62)
Analyst: Easibilu.® W l
pake: 24 th Mazch, 2011 N
e et 2;[(ﬁ-bl;t’))flaziridirl1}-1-{t- (
Ml ety phenyl)-methylene}-
e i malonic acid die{hyl ester
Py
A j
. . . _j L4 de b
——— B B e R e — ey e
g 7 G L 4 3 2 1 ppm
- . e e ¥ 232 3
g s 8 i A



13C NMR spectrum of 31

EtOOC._.COOEt

TDC-108 TEM-0109 in cocis ;

NMR=-100
AR.Na:MEQ311,2764 N
Analyst: Ganesh

Date: 25 th Harch. 2011
2-{(2-butylaziridin)-1-yl-
(phenyl)-methylene]-
malonic acid diethyl ester

BEN
592
=" L
Lne
CEw
s sz 2o § 8 =
- i [ I 7 jd
52 i N oo ]
2m3 ~ L] | s
EEE 2 g | | .
iy & z I
LA = | | |
| | . |
| | | |
| Iy |
| i 1 | |
1 i . ]
I I | g 4
| o '
A [ j . - sl
(N A S R A A A T R B L T S L e N R e
180 160 140 120 100 30 60 a0 20 ppm
Mass spectrum of 31
CPS.MIYAPUR Mass Analysis Report q
Data Filename 110325005.d Sample Name TKM-0109
Sample Type Sampie Position Vial 18
Instrument Name Instrument 1 User Name
Acg Method ESLm IRM Calibration Status
DA Method CEST1_QUANT.m Comment
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
135 0 Esi
%10 2 |+ Scan (0.272-0.375 min, 15 scans) 110325005.d Subtract (1)
1 300.20 EtOOC.__-COOEt
0.8/ I /\/WN
0.6 | 2-[(2-butylaziridin)-1-yl-
. (phenyl)-methylene]-
malonic acid diethyl ester
0.4-
021 | 34620
ol R — Y , : : : : :
J0 150 200 250 300 350 400 450 500 550 600 650 700 7€
Counts (%) vs. Mass-to-Charge (m/z)
--- End OF Report -~
B .,' [
AP
N
Page 1 of L Printed at: 5:25 PM on:3/25/2011
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IR spectrum of 31
software version: Report Builder, Rev. 2.01

CUSTOM PHARMACEUTICAL SERVICES date: 312512011 time: 4:04:44 PM

80.0
70 MJZ; ‘ : “‘. I o
; 36843 T | | gst
i i “ vt
1 | T |
60, 2400.6 BT
I M‘ﬁ'\llz s Py oo |
501 S raesaizsnel (1178
! .8 1369.0 ‘:‘d 1107.1
H 4 | |
! 12762
40 |
%T | H
| H ;
30 i EtOOC.__COOEt . v i
| 1709.1 | i
0 | WN | 1:
20200 X Co
2-[(2-butylaziridin)-1-yl- H
10. (phenyl)-methylene]- lis 6691
1 malonic acid diethyl ester H
| ! 758.7
00| ] F i B o
4000.0 3000 2000 T 1500 1000 T 4500
cm-1
TKM-0109.5p 1?_/{ \/Q B

spectrum pathname: C ;\pcl_data\specha\RAMYA\'l"KM-O1 09.sp

date created: fri mar 25 16:04:10 2011

'H NMR spectrum of 32
s

in cpcis
'

TOC-108 TRN=0104-Fr-1
EtOOC COOE!

NMR-400
AR.No:NEQILL/1172
Analyst: Ganes
Date: 1ith March. 2011

. 4

N

diethyl 2-butyl-5-phenyl-
2H-pyrrole-4,4(3H)-
dicarboxylate

p——

S24



13C NMR spectrum of 32

hodte
TDC=-108 TEM=-0104 in coes EtOOC COOEﬁ
2#5";;‘?:503“/1505 &
Analyst: Haribabu.R N
Date: 15ih March. 2011 d(ethyl 2-bu£y|-5_phe" "
2H‘pyrrole~4,4(3H)—y
dicarboxylate
3i
g = g ;o8 0B
1 L}g [ o g f g
& |
: P |
‘: [i { ' | ‘
. ; ‘ ‘
L J
N | o
O | |
4 JH b " ol J - v "|, '{li J ;
w0 T T P Y e e a 20 pom
Mass spectrum of 32
CPSMIYAPUR Mass Analysis Report § o
Data Filename 110312026.d Sampie Name TKM-0104/Fr1
Sample Type Sample Position Vial 2
Instrument Name  Instrument 1 User Name
Acq Method ESLm IRM Calibration Status
DA Method CEST1_QUANT.m Comment
User Spectra
Fragmentor Voltage Callision Energy Tonization Mode
110 0 =
x10 2 |+ Scan (0.284 min) 110312026.d Subtract (1)
11 346.20 EOOC o
0.8 ! N
I diethyl 2-butyl-5-phenyl-
0.6+ 2H-pyrrole-4,4{3H)-
dicarboxylate
0.4 ;
1
0.2 “
11
1) T i i L T ] 1 ! 1 i i 1 | i i | T 1
125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 6C
Counts (%) vs. Mass-to-Charge (m/z)
-- End Of Report ---
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IR spectrum of 32

CUSTOM PHARMACEUTICAL SERVICES

software version:

date: 3/23/2011

Report Builder, Rev. 2.01

time: 3:43:01 PM

191
1606.3 {er0 [\ [ AR
| i 1446.4 L1264 ] |
110 d . . 1846 10615 | o027,
; Jois L 1ashy 1093 i. |
i i i i |
105 | ' 12194 { i
i 1 i
i 1730.3 i
100 | i
i EtOOG cookt | \
%T o5 | 2 3 ‘
{ N .
00 | diethyl 2-butyl-5-phenyl- | |
1 2H-pyrrale-4,4(3H}- |
i dicarboxylate |
85 \ !
! | |
80 !
! 772.3 |
75.0 | ey g J— — B
4000.0 3000 2000 1500 1000 450.0
cm-1
TKM-0104.001
~
spectrum pathname: C:\pel_data\spectra\TKM-0104.001 Q/\/ N*a
vV
date created: wed mar 23 15:41:53 2011
HRMS of 21a
Elemental Composition Report Page 1
Single Mass Analysis o 1,\“3\“
Tolerance = 5.0 PPM / DBE: min =-1.0, max = 15.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3 Et00C, COORt
Monoisotopic Mass, Even Electron lons y
52 formula(s) evaluated with 1 results within limits (all results (up to 1000 for each mass) N
Elements Used:
C:0-25 H:0-25 N:0-3 ©:05 diethyl 5-methyl-2H-
TKM-070 TDC-108 Aurigene Discovery Technologies, Hyderabad Pﬁ(”?;'f“““gg)‘ 02-Mar-2011
Doxy! Lakshmikanth
UTO311_014 22 {0.411) Crn (22:49-88:99x0.010} 1: TOF MS ES+
3.762+005
100 2281231
%
225.1236
229.1269
1 F;
ol 2030000 2080389 211,108 2*55%8 2150588 2’_20‘05_“:' ) 201288 ZB200 9495185 2461336 2901052 2534550 p57.a7 e
2000 205.0 2100 250 200 2250 230.0 2360 240.0 50 500 2550
Minimum: -1.0
Maximum: 5.0 5.0 15.0
Mass Calc. Mass mi& PEM DBEE i-FIT Formula
228.1231 22B.1236 -0.5 -2.2 3.5 102.7 €11 H1& N 04
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HRMS of 21b

Elemental Composition Report

Page 1
it
Single Mass Analysis o )
Tolerance = 8.0 PPM / DBE:min=-1,0, max = 15.0
Element prediction: Off Et0OC
Murber of isotope peaks used for i-FIT = 3 . COOEt
Monoisotopic Mass, Even Eleciron lons 4
28 formula(e) evaluated with 1 results within limits {alf results (up to 1000) for each mass) N
Elements Used: diethyl 5-ethyl-2H-
C:043 H O30 N.0:2 0:05 ;)},rr’é|e4_§?3m_
THM-(46 TDC-108 Aurigene Discovery Technologies, Hyderabad dimrbnxylate LDE;I';M;;‘Z;E
2 I
UT0311_015 15 (0.278) Cm ({15:35-89:100%0.010) : TOF MS ES+
2.87e+005
2421388

10

D?Il 196.0870

%l

{ 2391394
1301502 1681498 173,176 1o74005 2111928 2313
im0 gy gy MOOTH o e LY 184300 1951561 2121950 2204788 whz2_gosrtg ST

10 115 1% 125 130 135 140 145 150 155 160 165 170 175 160 185 190 195 200 205 210 215 230 235 230 205 240 M5 250 255 280 285 270

Minimum: -1.0
Mazimum: 5.0 8.0 15.9
Mass Calc. Mass mDa RN DBE i-FIT Formula
242.1388 242.1352 -0.4 -1.7 3.5 148.4 Clz H20 K C4 .
HRMS of 21c
Elemental Composition Report J{ Page 1
. . \ﬁg\“
Single Mass Analysis G\
Tolerance =5.0 PPM [ DBE: min =-1.0, max = 15.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Et0OC
Monoisatopic Mass, Even Electron lons COOEt
62 formulale) evaluated with 1 resuts within limits (2l results {up to 1000) for each mass)
Elements Used: i
C:0-18 H:0-30 N:0-2 0:08 N
THM031 TDC-108 Aurigene Discovery Technalogies, Hyderabad diethyl 5-propyk-2H- 02-Mar-2011
UTO319_012 19 {0.351) Cm (19:31-80:88%0.010) PYTOle-4 4(3H)- 1 #?)'f :nﬁgkégh
- ' T dearboxytale 218005
100- 201130
1
|
256,151
" !
| E 2841499
) | e 2450800 STAST o735 274,165 2024311 2981848
L e2ost2 126ic pes ap ey 2120100 ZBAZRIN 0T pus1ug0, 2490009 a ! BT,

Minimam:

Maximum: 5.0
Mass Calc, Mass nla
256.1551  256.1549 0.2

-1.0
5.0 15.0
PP LBE i-FIT
0.3 3.5 135.4

Formula

Cid H22 N 04

75 180 185 190 195 20 205 M0 205 20 225 0 W 240 M5 2/ X5 0 A5 20 25 B0 285 290 205 30 5
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HRMS of 21d

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM { DBE:min=-1.0, max = 15.0
Element prediction; Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

Page 1

;;\oa\“

B100C COOEt

58 formulale} evaluated with 1 results within limits {all results {up to 1000} for each mass)

Elements Used:
C:0-18 H:0-30 MN:0-2 0:0-8
TEM-037 TDC-108
UT0311_011 28 (0.545) Cm (29:42-83:10060.010)
100+

%>

2424390 2451391 zﬂuﬂmzaz.lssszsumaszsz.mao 267120

0

4
N

diethy! 5-tert-butyl-2H-
pymole-4,4(3H)-
dicarboxylate

02-Mar-2011
Lakshmikanth

1: TOF MS ES+
3.28e+008

Aurigene Discovery Technologies, Hyderabed

270.1703

| 17
Z

7 aname sm3opap  DRIS1 ZS2ETATTIED oo uen 208 140 61T 329009

250 2000 251 2900 2550 200 2650

Minimum:
Maximum:

- 5.0 15.0

Mass Calc. Mass PEM DBE

270.1703  270.170% -0.2 -0.7 3.5

HRMS of 21e

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 1.0, max = 15.0
Element prediction: Off

Number of isatope peaks used for i-FIT =3

Menoisotopic Mass, Even Electron lons

28 formula(e) evaluated with 1 results within limits (all resuits {up to 1000) for each mass)

Elements Used:
C:0-18 H:0-30 N:0-2 0:05
TKM-014 3 Amina piperdine CNOP

UTO211_183 16 {0.292) Cm (16:24-48:51x0.010)

100

=2

P S R

248.1410250.1327

2422942 260,9132252-1086266.1188

=3

W0 2750 2800 2850 200 2950 3000 3050 300 3150 3200

Formula

Cl4 H2¢4 0 04

Page 1

L

ﬂ\@,\ﬁ .

EIOOC coogt

4
N
diethyl 5-phenyl-2H-

pyrrole-4 4(3H)-

Purigene Discovery Technologies, Hyderzbad
! s dicarboxylate

24-Feb-2011

Lakshmikanth

1: TOF MS ES+

3.40e+004
2901396

308.1490

2911433 309.1542
" ’

25 1457 2972765 3071820 '(3[0_15?2 qaus 21N

274165 279155 2001825

L0 w50 2500 %50 2000 2650 2700

Minimum:

Maximum: 5.0 5.0

Mass Calc. Mass mla EPN

290.1338  230.13%2 0.4 1.4

mz

250 200 2850 200 20 000 5050 300 M50 w00 3350

Formula

Cls H0 N 04
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HRMS of 21f

Elemental Composition Report

Single Mass Analysis

Tolerance =5.0PPM | DBE: min =-1.0, max=15.0
Element prediction: Off

Number of isotope peaks used for iFIT =3

Menoisotopic Mass, Even Electron lons :

38 formulale) evaluated with 1 results within limits (2l results up to 1000) for each mass)
Elements Used:

C:018 H:0-30 N:01 0:06 CLo-
TKNH023 TDC-108 Aurigene Discovery Technologias, Hyderabad

UTO311_016.25 (0:472) Crm (25:40-03:100x1.010)

2780575

2800555
PA

]
|
1
|

2552607

210587 ggqgr 023032

28,2000 271380250 443 2602621 701578

Hats 21100

Page 1
o?/\ag\ll
E100C (oogt ©

4
N

diethyl 5-(3-chlorophenyl)-2H-
pyrrole-4 4{3H-dicarbarylate 022011
Lakshmikanth
1:TOF MS £8+
75084005
3240092

36097

?2?.1)558 47205

M0 M5 W0 M M0 %5 M0 A5 20 M W0 2 W N5 30

Minimum: -1.0
Maximum: 5.0 15.0

v
=}

Mass Calc. Mass nDa PPN DBE i-FIT Formula

324.0892  324.1003 -1l -3.4 7.5 75.0 Cl6 H1% N 04 Cl

HRMS of 21g

Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.0, max = 80.0
Element prediction: Off

Number of isatope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

34 formula(e) evaluated with 1 results within limits (up to 15 closest results for each mass)
Elements Used:
C:0-18 H:0-25 N:0-1 O:06 F 04

THM-052 3 Amino piperdine CNOP Aurigene Discovery Technologies, Hyderabad
UT0211_178 22 {0.412) Cm (21:28-86:100)
100 308.1305

H

308.133 326.1401

ol mooss  omset amamen P07 oo e Stoase S80S

- dar.1447

345,348 348.07%6

- 362.055qu
M M5

WP M0 3 ¥ B 0

Page 1

L
458"

EO0C cookt

p F
N
diethyl 5-{4-fluorophenyl)-
2H-pyrrole-4, 4(3H)-
dicarboxylate

24-Feb-2011
Lakshmikanth

1: TOF MS ES+
1.36e+004

364.0279

3481234 | 365.1006

340.1225 358.1214 7 3?5.0?82.

25 20 25 20 25 200 285 290 205 00 305 I M5 0 3B 30
Minimum: -1.0
Maximum: 5.0 5.0 80.0

Mass Cale. Mass mba PEM DBE i-FIT Formula

308.1305  308.1298 0.7 2.3 7.5 5.2 €6 HI9 N 04 F

W M0 M5 B0 3/ K0 W5 30 ;5 360

miz
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HRMS of 21h

Elemental Composition Report L

Single Mass Analysis ol
Tolerance = 5.0 PPM / DBE: min =-1.0, max=15.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3 EtO0C caomt

Monoisotopic Mass, Even Electron lons

38 formula(e] evaluated with 1 results within limits (all results (up to 1000) for each mass) 4 NG,
Elements Used: . N

C:0-18 H:0-30 N:0-2 0:08 diethyl 5-44-

TKM-055 3 Aming piperdine CNOP Aurigene Discovery Technologies, Hyderabad nitroph enylar-ZH pyrrole-

UTO211_180 17 (0.325) Cm (17:24-82:90x0.010) 4,4(3H)-dicarboxylate

3361251

288,002 1278

Page 1

24-Feb-2011
Lakshmikanth
1. TOF MSES+
2.40e+004

c U0 genqup 602NN 2900850 3080205 3433 praod | A4 3me2  TIOBII0 3912838 396 1ana0s 1705
M 2 20 20 W0 W0 0 0 20 M0 0 B 30 % @ 4 40

Minimum: -
Maximum: 5.0 5.0

ul

.0
1

-

Mass Czlc. Mass mla PRY DEE i-PIT Pormula

335.1251  335.1243 0.8 2.4 8.5 4.5 Cl6 H1S Nz O

HRMS of 21i

Elemental Composition Report

i

Single Mass Analysis ¢

Tolerance =50PPM | DBE: min = -1.0, max = 15.0
Element prediction: Off
Number of isofope peaks used for i-FIT =3

EtO0C 0
Mongisotopic Mass, Even Electron lons COOEt

42 formula(e) evaluated with 1 results within limits (all results {up to 1000) for each mass)

Elements Used: ’ Nj

C:0-18 H.0-30 MN:0-2 0:0-8

THM-058 TDC-108 Aurigene Discovery Technalogies, Hyderabad diethyl 5-(3-methaxyphenyl)-

UTO311_013 23 (0.426) Cm (23:28-89:98:0.010] QHH%ZE:’H';SH}‘

0, ' 201491

2741073 i.daz)

=

42?.33%2

20

Page 1

02-Mar-2011
Lakshmikanth

1: TOF MS ES+
8.31e+004

Minimum: -1.0
Maximum: 5.0 5.0 15.0

Mags Calc. Mass moa PEM DBE i-FIT Formula

320.1451  320.14%8 -0.7 -2.2 7.5 90.1 Cl7 H22 N 05

RO B2 gy iy | 7sii0n BV 2By gogsgpgan | T SIZE gusiges H210 MEMSIee s 11 w8,
%5 W0 265 0 45 20 M 290 M A0 W5 M0 M5 P 5 0 5 M0 M5 B0 MBS 30

38 370

S30



HRMS of 21j

Elemental Composition Report Page 1
t
Single Mass Analysis U?,\mé\
Tolerance =50 PPM | DBE: min=-1.0, max = 15.0
Element prediction: Off
Number of isotope peaks used for -FIT =3 BIOOC - 50r¢
Monoisotopic Mass, Even Electron lons P/
42 formulafe) evaluated with 1 results within limits (all results {up to 1000) for each mass) N !
Elements Used: . §
C:0-15 H:0-30 N:02 Q:0-5 S:0-1 diethyl 5-{thiophen-2-yl)-
TKM-017 TDC-108 Aurigene Discovery Technologies, Hyderabad 2H-pyrrole-4,4(3H)- (2-Mar-2011
dicarboxylate Lakshmikanth
UTO311_010 18 {0.362) Cm (18:28-73:84:0.010) 1: TOF MS ES+
7.55e+005
1001 296,063
i !
i 2500540 5_39?'1002
| 102.1278 1301505 178.0338 | astos7y 280642 2952875

143.0592 1561907 171.1657 186.0427208.0401 2240741 _249,5?'56.;

3000987524152 355 0749 357 1455 350.1051
W M0 10 10 0 10 B0 70 B0 10 200 200 220 230 240 20 %0 2 20 200 0 o 40 % 0 %0 %0

U-;

Minimam: <1.0
Mazximm: 5.0 5.0 15.0
Mass Calc. Mass ma PEM DBE 1-FIT Formula
396.0363  296.0957 0.6 2.0 6.5 125.1 Cl4 H12 W 04 S
HRMS of 23
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min = 0.0, max = 150
Element prediction: Off (7
Number of isotope peaks used for i-FIT = 3 N
Monaisotogic Mass, Even Electron lors d. S-phenyl-3 4-
32 formulale) evaluated wit 1 results within fmits (al esults (up fo 1000) for each mass) Ihydro-2H-pyrrole
Elements Used:
C:0-22 H:0-35 N:02 0O:05
2/58h41 Aurigene Discovery Technologies, Hyderabag 25-Mar-2011
Laishmikanth
UTO311_137 7 {0.251) Cm (5947:50x0.010) 1: TOF MS ES+
32324005
mn-‘ 146.0672
]
| 147,1006
I
n]m'm‘ 102,124 15087 41,0871 128.0833.130.459 VA0S [ 1a100 1601134160086 4741203 1800562 188443 1P127 yppanag e
9 100 105 M0 W5 120 126 130 135 140 M6 150 155 160 185 170 175 180 185 190 195 200
Mindmum: 0.0
Maximum: 5.0 5.0 15.0
liass Calc. Mass mla PRM DBE i-FIT Formula
146,0972 146.0870 0.2 1.4 5.5 E2.5 Ci0 HiZ W

S31



HRMS of 24

Elemental Composition Report

Single Mass Analysis

Tolerance = 8.0 PPM / DBE: min = 0.0, max = 15.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisctopic Mass, Even Electron long

21 formula(e) evaluated with 1 results within limits {all results (up to 1000) for each mass)
Elements Used:

C:015 H:0-25 N:C2 003
2SSMT Awrigene Discovery Technologies, Hyderabad

UT0311_135 23 (0.620) Cm (23:28-53:55x0.010)

10 281180

219.1208

218.2253

DJ 214.0166_ 2151801 215.9645 71078 2201239

di

2211385 2220558 223.0872

L

Page 1

é,s\a\“ '

COOEt

b/

N

8thy! 5-phemy.3 4.
hyCrO-28 ol
carboxylate

2247875 224.9970

23-Mer-2011
Lakshmikanth

1: TOF MS ES+
2.90e+004

6050 2266131
- miz

2140 2160 2160 2170 80 2180 2200 210 ma

Minimum:
Maximum:

0.0
5.0 g.0 15.0

Mass Calc. Mass mDa PEM DBE i-FIT Formula

218,1180 218.1181 -0.1 -0.5 6.5 Cl3 Hls N 02

HRMS of 29

Elemental Composition Report

Single Mass Analysis

Tolerance = 5,0 PPM | DBE: min =-1.0, max = 15.0
Element prediction: Off

Number of sotope peaks used fori-FIT=3

Monoisctopic Mass, Even Electron lons

18 formulalet evaluated with 1 results within limits (all results (up to 1000 for each mass)
Elements Usad:

C:0-15 HO0-30 N: 03 0:0-2

2ISSM113 CATO Aurigene Discovery Technologies, Hyderabad

UTO311_037 21 (0,37} G [21:31-88:9460.010)

mﬂ_l 24313

%
|
i 2441164
41024272

2230

240

Ay

NG ookt

#
N

#thyl 4-cyano-5.phenyl-3 4.
“pyrole-4-

dihydro-24.
carboxylate

‘L'\&%h‘

250

Page 1

02-Mar-2011
Lakshmikanth
1: TOF 1S ES+
T41e+005

0159 1us0sae 199057 710016 1962219 1991228 2144920
100 110 120 130 140 150 160 470 180 190 200

Mindmum: -1.0

Maximum: 5.0 5.0 5.0

Mass Calc. Mass mba PPM DBE i-FIT Pormula
243.1133 243.1134 -0.1 -0.4 8.5 71.1 Cl4 H1E Nz Q2

20 2 20 200 250 260

2429982 sugirgp P19 gy g 2952877
' 70 280 200 a0 310

322.3065 3452717 3523388
= 2 T miz

320 30 30 30

S32



HRMS of 32

Eiemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM [ DBE: min =-1.0, max = 150
Element prediction: Off

Number of lsctope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

178 formulafe) evaluated with 1 results within limits {all results (up 1o 1000} for each mass)
Elements Used:

C:0-25 H:0-35 MN:02 0:06 S:02
TEM-0104 Aurigene Discovery Technologies, Hyderabad
UT0311_082 21 (0.488) Cm (21:31-64:7240.010)

00 346.2008

St

| 3151478 3211441 327 1476032, 1850 HOE5BHEIB |

3531053 368.1827 3?3..912-gi 350.1632

}v\\/“ﬂ\“

EtO0C COOEt

r

N

dietyl 2-butyl-5-phenyl-
2H-pyrrole-4,4(3H}-
dicarboxylate

3541567 3912840 3988426

Page 1

14-Mar-2011
Lakshmikanth

1: TOF MS ES+
5.95e+005

M5 3.0 P 30 3B M0 M5 0 /S WO %S W0 5 340

Minimum: -

.o
Maximum: 5.0 5.0 5.0
Mass Calc. Mass la EPM DEE i-FIT Formala
346.2006 346.2018 -1.2 ~3.5 7.5 162.1 €20 H28 N 04

385 390 395 400 405

434213 219.2606

miz

420 435

S33



