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TOC-110  ASI-CEATI-001 in
G- 400MEE

AR Ho:MEOTL3/2067

Analyst: Canash

Date: 19th July.2013
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Methyl 2-{2-chloro-1H-indol-3-y1)-
2-oxoacelate

Elemental Composition Report

Single Mass Analysis

Q
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0

Element prediction: Off

Number of isotope peaks used for i-FIT =2 N

Monoisatopic Mass, Even Electron lons

39 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)

Elements Used:

G 015 H:0-14 N:02 0:0-5 Gl 01

C108/CSAT1.

/001
150521006 16 (0.293) Cm (16:17-37:46x0.500)
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Methy! 2-(2-chloro-1 H-indol-3-y1)-
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TOC-004 C108/CEATL/0LE in CH30
MR- 4 0OMED
AR.He: MED714/2283
Analyst: Haribabu
Date:22nd July.20l4
M
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TDC-004 CLlO08/CSAT3/ 016 in DNSD
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AR. No: ME0914/302
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“Monoisofopic Mass, Even Electron lons
49 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:

C:0-35 H:0-35 N:0-3 O:0-1 ClI 01 N
C1C8/ICSAT2/016 i
140721005 58 (1.565) Cm (57:59) y 1: TOF MS ES+
HN NH 1.53e+003
100 286 0560 o ©
o
i 288.0541 SITONSS
287 0585
2861700 293.9993 - 317.2372
1 1 0.2003 [
4 283.2279 ogc 1043 291.?9?5 ‘ 299.0564 3 303.0088 3415‘35?1 308.2914 3103148 3113108 304 o775 ,.313.046!3
il t T T T T Gt miz
284.0 2860 2880 2900 2920 2940 2960 2980 3000 3020 3040 3060 308D 3100 3120 3140 3160 3180
Minimum: -5:0
Maximum: 5.0 11L.0 8C.o0
Mass Calc. Mass mba PPM ¢ DBE i-FIT Formula
286.0560  286.0591 -3.1 -10.5 12.5 18.2 €16 H11 N3 ©C Cl

TDC-004  CL0E,/CEAT3S 008 in DHEQ
G- 40OMER

AR Wo: MED714/1103

Analyst: Haribabu

Data: 10th July.2014
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TDC-004 ClOS-CSAT3-005 in DMSo

G- 400MER
RAR.Ho: MED714/1357
Analyst: Haribabu
Data: 14th July.2014
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Number of isolope peaks used fori-FIT =4

Monorsotopic Mass, Even Electron lons

10 formulale) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)
Elements Used: - N
C:020 H:0-20 N:0-3 CLo0-2 D
C108/CSAT3/009 (114070799) HN =N
140711005 17 (0.472) Cm (16:17) | Cl 1: TOF MS ES+
7.56e
100 314.0194 .
3150182
%
q1?.0256 326.2511
3 325,
. 3012063 054561 3103104 5113150 | T. 3222802 3200 327.3518 3302020 336.3123 33&.§229 340.3633
3025 3050 3075 300 3125 3150 3175 3200 3225 3250 3275 3300 335 .33.5,0 3375 3400 :-54_2..5“112
-5.0
5.0 15.0 80.0 ]

Mass Calc. Mass mDa, FPM DBE i-FIT Formula
314.0194  314.0252 -5.8 2.5 12.5 121.1 Cl6 H10 N3 Cl2
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TDC-117-C108-C2RT4-033
AR.Wo: ME0515/281
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 5.0 PFFM [ DBE: min = -1.5, max = 80.0
Element prediction; Off

Number of isotope peaks used for i-FIT =2 N
Monoisctopic Mass, Even Eleciron lons y ¢ h
23 formulale) evaluated with 1 results within limits (up to 4 best isolopic matches for each mass) /N =MN
Elements Usad:
C:0-20 H:0-15 N:0-5 CLo-3 1 Cl
CAOSCSATANA3
150506002 12 (0.319) Cm {10:17-53:62x0.500) 1: TOF MS ES+
9.36e+004
100 528.0400
330.0387
%
4516544
428 2088
140948 331.0413 4292200 4671681
o TN ZoDOTETRIENZ62 : |[[.333.0400  372.145435: 2867 410.9600 svizoe  szesnep M sersens
o : S || == i el : . v LI TR R
220 240 260 280 300 320 340 360 380 400 420 440 450 450 500 520 540 550 580
Minimam: -1.8§
Maoed mum = 5.0 5.0 80.0
Mass Calc, Mass mba PEM oBE i-PIT Formula
328.0409  328.0408 0.1 0.3 12.5 2.2 C17 H12 N3 12

TDC-010 C108/CSAT2/011 in CDC13+ DMSO

HMR-400MH=

AR.No: MEDEL4/450
Analyst: Haribabu
Date: 05th June.2014
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TDC-010 C108-CSATZ-011 in DMSO

HMR-400MH=
AR.No: MED614/868

Bnalyst: Haribabu N
Date: 09th June.2014 7 -
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=——FElemental Composition Report - e S - Page1
Single Mass Analysis
= e =50PPM DBE: min=-5.0, max=80.0 o= =
E Off N
Number of isotepe peaks used for i-FIT = 3 Y
HN
Monoisotopic Mass, Even Electron lons N N
3 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)
Elements Used'
C:0-24 H:0-20 N: 04
C108/CSAT2/011
140670010 10 (0.278) Cm (9:11(; 1: TOF MS ES+
1.15e+004
100 349.1443
% 350.1549
e 257,446 291.1056 || as0.0895
8 241 0307 247-1803 . 2082347 72191 | . 320708350 2120 ans 1ame 4230975 4312593 4641721 482 1514

220 230 240 250 260 270 280 290 300 2310 330 330 340 350 360 370 380 390 400 410 420 430 440 450 480 470 480 490

-5.0
5.0 5.0 8.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
349.1443  349.1453 -1.0 2.
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TOC-004

SaTA/012 in DNSO

3 12 11 10 3 8 i 6 5 4 3 ppm
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TDC-004 C108-CEAT-01Z in DMs0
MM 400ME= k3
AR No: MEDS14/3033 i
Analyst: Haribabu M= = -
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Elemental Composition Report

Single Mass Analysis —
Tolerance=50PEM_T .DBE T
Element prediction: Off

Number of isotope peaks used for i-FIT =4

5.0 max = 80.0

HMN
Manoisotopic Mass, Even Electron lons
12 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C:0-26 H:0-25 N:04 0©:0-1
C108/CSAT4/012
140618013 13 (0.365) Cm (13:20-(2:6+26:29)) 1: TOF MS ES+
1.44e+004
100 363.1614
* 364.1672
260 0593 276.0349 3WEATIT 401.3003 . 493.4055 554.1749 6429182
o 180.0633 208.0550 303.2311  337.2141 . 442.3356 48[) 1?29 2 He . | 578.2712 62B.1967 7 —
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 4!30 500 540 560 580 600 6520 640 660
-5.0
5.0 5.0 80.0
Mass Calc. Mass mba PPM DBE i-FIT Formula
363.1614  363,1610 0.2 1.1 17.5 91.9 cz4 H19 N4
TDC-004 C108/CSAT4/013-A in DMSO
HMR-400MHZ
AR_No: MEDT14/423
Analyst: Haribabu N
Date 04th July.2014
. W
]
NUCLEUS H1
FRQ (MH=z): 400.22 ==
EXP : s2pul |




TDC-004 C108-CSAT4-013A in DMSO

NMR-400MHz

AR.No: ME0714/1030
Analyst: Haribabu
Date: 0Sth July.2014

39.920

40.126

NUCLEUS ci3

FRQ (MHz) : 100.65 N
EXP : 82pul =

B
HN—L AN

139.465
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Eiemental Composition Report

Single Mass Analysis
TolETance =5 0PEM - DBE-miIn

on. Off

Number of isotope peaks u

Monoisotopic Mass, Even Flectron lons

7 formula(e) evaluated with 1 results within limits (up to 5 best isofopic maiches for each mass) NQ
Elements Used \

C:0-25 H:0-256 N:0-5 N7
C108/CSATA/013A N

140704004 29 (0.547) Cm (26:29-77:94) =

100 350.1391 N =

351.1440

199091 psqaar  2satose Z7O1E19 307.1807 sararis |0 amraose

180 200 220 240 260 280 300 320 340 360 380 400 420 440 480 480 500

-5.0
Max imu 5.0 5.0 80.0
Mass Calc. Mass mbha PEM DBE i-FIT Formula
350.1391 350.14086 -1.5 4.3 17.5 21.5 €22 Hl6 N5

" 442.3302 487.4018 4954441

1: TOF MS ES+
4.49e+003

5385139 551,518 5775157 _607.9277
REBATEEEZ FRARED & {RAAAS BREAS SAsed tasns aaas: aaans colll |1/ 4

520 540 560 580 600
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TDC-004 C108-CSATA-D13E in DMSO

MR- 400MEE
AR.No: ME0714/851 N
Enalyst: Ganesh
Date: 0B8th July.2014 g \ A
HN N
M
NUCLEUS : H1

FRO (MHz): 400.22
= : s2pul

TOC-004 C108/CSATE/ 0138 in DHE0
13C &

MR- 400MEZ
ARL.Bo: HEO714/1081 N_‘_\_
Analyst: Haribabu

Date: 10th July.2014 ‘Ir \ p

HM
WUCLEUS a3 N
FRQ (:): 100.65
XD : s2pul

=z
39, 080

39,912
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Elemental Composttw.a;&eport___ =

Element DFLCIC’IC'I Off
Number of isotope peaks used for -FIT =4

"7 'Monoisotopic Mass, Even Electron lons™ " T T M=
291 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass) \
Elements Used: HN ! N
C:0-25 H:025 N:05 0:02 S:01 Br0-3 N
C108/CSAT4/0138 H\
140709007 30 (0.562) Cm (30:31-53:65) o 1: TOF MS ES+
1.92¢+003
100 345.1701 L
%
1346.1734
It
34? 415.1147
FES 26122 262 9007 2708043 P910928  3nnsser 3432274 1793 365,965 3912832 684534532085 4722617 5022106

0l
220 230 240 250 260 270 28O 290 BDD 310 320 330 340 350 330 370 380 380 400 410 420 430 440 450 480 4TD 450 490 500 570

Minimum: -5.0
Maximum: 5.0 5.0 80.0

Mass Calc. Mass mDa PEM DBE i-FIT Formula
345.1701 345.1715 -1l.4 -4.1 13.5 2.1 C21 H21 N4 ©
TDC-004 C108-CSAT4-D13C in DMSO

MR- 400ME= N
AR.No: ME0T14/850

Analyst: Ganesh f \ y’
Date: 08th July.2014 HN N N
WUCLEUS : a1

FRQ (MHz): 400.22

BXE : s2pul
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TDC-004 ClO8-CEAT4-013C in DHED

cw e m
HaR-400MET : 2 : -
AR.Ho: MED714/1639 : : : :
Analyst: Haribabu N - ¥
Date: 15th July.2014 = E -
o o
H :
#

HN N
NUCLEUS : 13
FRQ {4Ez): 100.85 N /
EXp :

s2pal

128, T4E
128, 649

127,763
127,656

136, 358

fi—125. 638
5 LZl.4%
/_121.5D'.‘
121,194
118,619

114,050

145787
139. 389
138,571
137,265
3¢, 180
55,021

— 158,767
4/ /Ay
T 112 524
95,123
/aa m

152,313

Wi Lt

180 160 140 120 100 B0 &0 40 20 ppm

predicti
Number of isotope peal

used for--FIT = 4

Moncisotopic Mass, Even Electron |
9 formule evaluated with 1 results within limits (up to 10 best isotepic
Elements Used

C:0-25 H:025 N;0-5 ©O:0-1 FN
C108/CSAT4/013C

140715010 8 (0.2

s for each mass)

} Cm (6:9-35:41)

100 379.1543 0

380.1581

302.2287 3189299 237 240
1917293 1490 <e8! 3162229 337.2108 381,159
_28? - 3571791382 0422 || 251594 406.1536

5 i il PSR I i 4451132 4821682  499.225¢ 519.1368
2B0 P40 300 310 320 330 340 360 3T0 300 390 400 410 440 450 480 ‘S‘;C_SUO ”‘51‘0 ; ™
4 4 E 520
5.0
5.0 5.0 80.0
Calc. Mass mda EPM DBE Formula
379.1559 -1.6 -4.2 17.5 5.2 24 N4 O
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TDC-004 C108/CSAT4/014 in DMsO

HME-400MHE
AR.No: ME0OT14/1354
Analyst: Haribabu N—
Date: 11th July.2014

HN / \ N/

N
WUCLEUS : HL
FRQ (MHz): 400.22
ExE : s2pul
o}

n @ 5
2 22 2 17 2 E a
MmN “ ooe e
TDC-004  CLOB-CSAT4-D14 in  DMSO
e o =
MR- 400MEz F A&
AR.No: MEO714/1549 o o g
Znalyse: Ganesh N
Date: 15th  July.2014 =
HN ! ) N/
N
NUCLEUS : c13
FRQ (MEz): 100.65
e : szpul
=
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Elemental Compositicn Report

gle Miass Analysis:
SOPPREEGRECT

& M

Nu-r-nher of ‘so{ope-peak&used fori-FHT=4

Monoisotopic Mass, Even Eléctron lons

24 formulafe) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)

Elements Used

C:0-25 H:020 N:04 ©O:0-2
C108/CSAT4/014

140715009 10 (0.278) Cm (7:10-32:47)

100
a0

169.0911 215.1324

248.1540 2731180

1: TOF MS ES+
O 2.50e+004
331.1567 |

332 1579

3451717 30,0703 5782605 6002081

140 160 180 200 220 240 260 280

318.2256 382.0848 423 07984471786 482, 1774 1961885 o eag oy
/1786 4821774 15 546 I sy
30 320 340 U 380 400 420 44D 460 450 500 520 540  ss0 580 | 600

.0
5.0 5.0 .0
Mass Calc. Mass mDa DoM DEE i-FIT Formula
331.1567  331.1559 0.8 2.4 13.5 955.9 C20 H19 N4 ©
TOC-004  CLOS-CSAT4-015 in DMSO
HMR-400MEz
2R No: ME0O714/1822
Enalyst: Ganesh N
Date:17th July.2014 7 W
HN N
N
NUCLEUS H1
FRQ (MHz): 400.22
BXP : s2pul
LIy S s sy S By Sy L Ly e e ey Sy B N B Sy
T
13 12 11 10 9 8 7 6 5 4 3 2 1 Ppm
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B ma 3 & 2 4 i
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=0

C108-CEAT4-015

TDC-004

FEL'ET—,
68612 kY

Em.nn|/ .
._.mn.m~|//
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bLE 8L
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PET6E

006 6L =,

0L 6E—,

626 6T
STTOF /
o T —'

N=
F Y

= S6LTE

HN

STFITT
N\

BEECETT |/ E

PO TZT—y
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09% ' TET—
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s
TLE LTT
LIL LTI
ozt m«.L\._\_|
sz3 mET— )
LTz 6LT \
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=2pul
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Date:21st July. 2014

(=) :

AR. No: MEOT14/2147

BE-400ME:
Analyst:
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_ElementalComposition Report

i = BO0—

redict

of isotope peaks used for -FT=4

Monolsotapi WESs;, Evah Efeairan lons N@
70 formula(e) evaluated with 1 results within limits (up to 10 bast isotopic matches for each mass) i \_ 7
Elements Used: L e
C:025 H:0-30 N:04 0. 02 S:04

C108/ICSATA/015

140717011 12 (0.319) Cm (12)

1: TOF MS ES+
7.91e+003
100 3431911

i 3441937
2481527 276.0275 291 8978 345.1991
ail 188.1329 215.0738 3‘32_2312' i 391 2g53‘4ﬂ1.305(‘.’li”m_ﬂ£323g 47&38694399453 532,8382 557.9280 b
160 180 200 220 240 260 280 300 320 240 260 380 400 420 440 460 480 500 520 540 560 580
Minimum: -5.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mba PEM DBE i-FIT Formula
343.1911 343.1923 ~1.2 -3.5 13.5 507.% C22 H23 N4
gobes
—_—
TOC-004 C108/CEAT/017  in D50
N=
G- 400MEE
AR Ho: MELD14/30 Jlr \ y’
hnalyst: Haribabu HM N
Data:0lst oot 2014 N
WUCLEUS - =1
FRQ (MEI): 400.22
s2pal
-
e LH.ULLAJ,___._.\___J_
LI . e B B I ) B I ) L |
14 12 10 8 & 4 2 oom
—_ e s e ! b=
- & r o @ "
> 2 5 28 2 ™
i e o @
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TDC-004 C108/C3AT/017 in D[eds0

13¢ W&
BR- 4 00MET
AR Ho: HEL014/243 M=
Analyst: Haribabu
Date:0Eth Oct.2014 }! \ P
€13 N
100.65
s2pal
- E "
z - g om sRBzxopp
oB%aing FREoBS _KELZ
pRE e YA R g
el B I O et T O 0 - B
oo L - om T . -
E ik

45, 030

40,134

39,920
39.714

23 !H

39,254
39, 08B

38, BEL

19,434
8.9n

Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monaisotopic Mass, Even Electron lons

11 tormula(e} evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:

C:0-30 H:0-25 N:04

C108/CSATA/017

141001005 14 {0.385) Cm (12:14-44:54)

- 377.1748
|
|
|
: -
| 3781784
i 379.1800
1220882 183.0863 234.1667 2531059 288.1831 3781845} 428.2078

125 180 178 200 225 250 275 300 325 350 3#5 400 425 450

HN

473.2615 487.2786 521.3013

475 525 550

575

592.2816 627.9300

Page 1

1: TOF MS ES+
7.25e+004

600 625

659.9919 698.2955 753.3516 768, 4525
T T T = T/
650 675 700 725 750 775

18



TDC-004  CLO8/CSATA/018 in  DMSO
MR- 400MEE
BR.Ko: ME1014/271
Enalyst: Haribabu N
Date:07th Ock.2014 =
I\ 7
HN N N
WUCLEUS : g1
FRQ (MHz): 40022
EXP : s2pul
—— L -Ju___J._.
LA B B B B T L I e B e e B B I B B B |
14 12 10 8 6 4 2 Pem
8 ¢ 8 3 2 2 E =
- oo - o o .
TOC-004 Cl08/CSAT4/018 in DMSO
13C HME
HME-400MEZ
BR.Ko: ME1014/1176
Enalyst: Haribabu
Date:15th Oct. 2014
N=
NUCLEUS : c13 f’\/ o eo
& -
FRQ (MHz): 100.65 HN sF3 =28
EXP : s2pul N N
- @ o oo
= = om M
=
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- @
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 N"«Q
Vs
Monoisotopic Mass, Even Electron lons HN d \ N
13 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass) N
Elements Used:
C:0-28 H:0-24 N:0-5-
C108/CSAT4/018 N
141205001 43 (0.405) Cm (41:53-110:132) = 1: TOF MS ES+
8 s " L 741e+004
i6 A 315.1609 R
7(; ol g o
T
'° 2161888 ot ¥
202,003 254.0088 azeaip 3100170313835 | 3WAT42 326.9312328.9218 330,9270 3350359 340.6347344.9048052.2095 g5, 5400 36,9501 3621740
= e e == L L C— , . T e i e — = — iz
2900 295.0 300.0 205.0 3100 315.0 3200 325.0 330.0 335.0 340.0 345.0 350.0 355.0 380.0 385.0 ‘
Minimum: -1.5
Maximums: 5.0 5.0 50.0
Mass Calc. Mass mba FPM DBE i-FIT Formula
315.1609 315.1610 0.1 -0.3 13.5 671.2 c20 H19 N4
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TDC-004 Cl08/CSAT4/020 in DMESO
13C NMR
NMR-400MHz
AR.No: ME1014/1741
Analyst: Haribabu N=
Date:21st Oct.2014 ] \ p
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Elemental Composition Report Page 1
i 5 I uo s i
E ) H N 13
Single Mass Analysis Q ;
Toleranca = 5.0 PPM / DBE: min = 1.5, max = 50.0 il N :
Element prediction: Off N
Number of isotope peaks used for i-FIT = 3
i
Menoisotopic Mass, Even Electron lons
21 formuia(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used: %,
C:0-28 H:0-24 N:0-5 0:0-3 o
C108/CEATA/020 e} :
141205002 52 (0.480) Om (51:56-85:92) - 1: TOF MS ES+
0584004
oo 423.1826
e 424.1901
116.0884 237 0056 apai7ap 251980 604.2104 701 2595 .
o 2 O 2734198 330.9678 ; 526.1282 809.3405 " 758.2287 832.2480 09,2834 3812858 o
150 264 300 as0 400 430 500 550 800 850 700 750 800 850 800 950 1000
i Minimum: -1.5
Maximum:® 5.0 5.0 50.0
Mass- calc.' Mass mDa PEM DBE i-F1T Formula
423.1826  423.1B21 0.5 1.2 17.5 88.9 C26 H23 N4 oO2
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TDC-004 C108/CSAT4/021 in DMSO

HME-400ME=

AR_No: ME1014/1398
Analyst: Haribabu
Date:17th Oct. 2014
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EXP : 82l
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TDC-004 C1l08/CSAT4/021 in DMSO
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MR- 4008z
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Elemental Composition Report

. Single Mass Analysis

Page 1

Tolerance =5.0 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

8 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass) HN—~ ~ N
Elements Used:
C:0-20 H:0-16 N:0-5 0O:0-1 H
C108/CSAT4/021 OH
141211033 16 (0.293) Cm (16-3:4) 1: TOF MS ES+
3.29e+003
66 303.1258
304.1343
) 305.1380 3214
2910897 g 1ggp 298.1738 T ato.pap 208 523097 a0, 1188 aas0956 H21758 mgpy7es  ostomes 0509967 senosss 5690115 e
290.0 2950 3000 3050 3100 3150 3200 3250 3300 3350 3400 3450 3500 3550 3600 3650 8700

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
303.1258  303.1246 1.2 1.0 13.5 39.6 Cl8 H15 N& O

TDC-004 CL0E/CSATS/022 in DMSOD

HMR-400MHZ

AR.No: ME1014/710
Analyst: Haribabu
Date:l3ith Oct.201%

RUCLEUS 1 H1
FROQ [MEZ): 400.22
EXP ' s2pul
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TDC-004 C108/CSATA/022 in DMSO
13C MNMR
HEME-400MHz
AR.No: MELO014/1742 N‘_‘_
Analyst: Haribabu
Date:21st Oct.2014 f" \ 4
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons . . N@
5 formulaie) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass) N\ s
Elements Used: ANy N
C:0-26 H:0-20 N:0-5
C10B/CSAT4/022
141211002 17 (0.325) Cm (17-4:5) 1: TOF MS ES+
2.34e4003
- 369.1621
% 3841730
5442363622144 00 1802 412.4157 4B3.8469
o 2152250 330.1436 3403953 ; 382.4128 391.2934 3591554 4083163 430.8859 434.3548 442.2891 4583438 7
315 320 325 330 335 340 345 350 355 960 285 870 875 280 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PFM DBE i-FIT Formula
363.1621  363.1610 1.1 3.0 17.5 34.7 Cc24 H19 N4
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TDC-004 Cl0B/CSAT4/0Z6 1in DMBO
G- 400MED
AR.No: ME1014/210%
Analyst: Haribabu
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50,0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with-1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used: i

C;0-17 _H: 0125 N:0-3 0O:0-1
cinafcsx\wxozs e

141204014 32 (0.301) Cim (31:35-80:93)

Page 1

o
HN "'O h N

1: TOF MS ES4
4,

. F0e+008
“_30 260.0832 i 2
‘ 1260.1671
% 4
261.0887
I} -~
‘ 260.0101| 281.1704 1815 T
237.0179 5,1 1002 248.2007 2531111 U | 2701126 272.9944 2809679 208.9640 2981804 5011085
T T T T ¥ T f T L (0 S T Tt T T T
2400 2450 2500 2650  260.0 2650  270.0 2750 2800 2850  290.0 ~ 2950  300.0
Minimum: =1.5
Maximum: 5.0 5.0 50.0
Mass Cale. Mass mDa PPM DBE i-FIT Formula
260.0832 0.8 3.1 13.5 2.1 Cl6 H10 N3 © i
. - i i
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TDC-004 CLOS-CSAT4-024  in DMSO

NME-400ME=
AR.No: ME1014/1376
Bnalyst: Haribabu
Date:17th Oct_ 2014

NUCLEUS : m N-\._Q
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TOC-204  C108/CSAT4/024A in DMSO
13C WMR

AR.Wo: ME1214/819
Analyse:Mallikarjun
Date:8th Dec 2014
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Eleméntal Composition Report Page 1
Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoigotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass) N _Q

Elemel E =

C:0-18 H:0-11 N:0-3 S:0-1 HN W

C10B/CSATY/024 g~ N

141204010 36 (0.339) Cm (36:44-77:91) 1: TOF MS ES+
7.15e+003

100 276.0603

277.0845

278.062%
8 SB2089:70509 284.3317 2931775 200.0895 I09980 3050710 3101945 5470560 3og7as ad09SABanscacy 3421672
2850 2700 2750 2800 2850 2000 | 2850 3000 5D 3100 8150 3200 3250 200 230 00 | 450

miz

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula

276.0603 276..0595 0.8 2.9 13.5 13.3 cls6 HID N3 38
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Ciog |*SFT 7 10 1%

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max =
Element prediction: Off Ne
Number of isotope peaks used for i-FIT = 4 m
HN
Monoisotopic Mass, Even Electron lons N N
26 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass) NH,
Elements Used:
C:0-20 H:0-15 N:0-9 1:0-1
150106014 24 (0.542) Cm (24:28-45:55) 1: TOF MS ES+
1.20e+003
100+ 258.0909
i
%1
1 257.0879
‘i 242.0693 ) Zeasase 273 2?.‘109:?5 1114
. 246.1060 f 092 278 a
220_0491\22401633228.419\8 231.0718 241,983 s 254‘8837{ Ll 2599500 S ‘ 2772744 2552141 295‘1331 299.1198
e TR e i L y ALl r | kb i s miz
2150 2200 2250 2300 2350 2400 2450 2500 2550 2600 @ 2850 2700 2750 2800 2850 2900 2950  300.0
Minimom: -1.5
Mascimam: 5.0 i0.0 80.0
Mass Calc. Mass mba BEM DBE i-FIT Formula
274.1098  274.1093 0.5 1.8 13.5 n/a Cl6 H1Z N5
AURIGENE
TDC-117-c108 -caxrd- 031
AR.No: MBOC1L/2
Analyst = HARESE B
Solvent : cdeld
Date s May 4 201
HUCLEUS = =
wo.31 N~
PROTON 1\
-
N / N
s 8]
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TOC-117  C108/0aATd 031

, AURIGENE

AR.No: MEOS1S/381
Analyst HARESE B
Bolvent cdell
Date May 7 2015 N
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Page 1

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0

Element prediction: Off
Number of isotope peaks used for i-FIT =4

Monoisotopic Mass, Even Electron lons
25 formula(e) evaluated with 1 results within limits.

(up to 20 best isotopic matches for each mass)

Qﬁ‘f*@
aw
/NoN

mfz

Elements Used:
C:021 H:025 N 03 0:0-2
C1DBICSAT4/031
150506002 21 (0.580) Cm (21:24-42:48x0.500) 1: TOF MS ES+
4.126+004
i 274.0081
%o~
275.1020
2471881 ‘51082
2159641 2301413 | 2481701 275.1062 289.1838 117.2419330.2048 3462745 3592191 373 3060 400.8206 4167962 429 2420
Gl 2150641 23001 o et AL At : ; 020 e 415 I
e 3o 230 | 230 | 240 | 250 | 260 270 280 230 300 310 320 30 T Teko a0 | 380 | 360 400 | 410 420 430 440
Minimm: =-1.5
Maxcimum: 5.0 5.0 B0.0
Mass Calc. Mass mha PEM DRE i-FIT Formula
274.0991 274.0980 1.1 4.0 13.8 113.0 C17 H12 N3 0O

g,woﬂ’l'ﬁog\q”u—
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TDC-117-C108-CarTE-034

AR.%so: MEOS1S/S41

RURIGENE

Analyst = HAREZE B
sclvent = edeld
Dats :  May 8 1015
NWUCLETE = El
FRQ (MEz): 400.22
EXp L PROTOM
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n—d! \N/
s S
J L .
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10 9 8 7 & 5 4 3 2 1 ppm
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Bnalyst : Mallikarjum
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na s N M
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rage 1

Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM | DBE:min= -1.5, max = 80.0
Element prediction: Off
Number of isctope peaks used for i-FIT=2
Monoisotopic Mass, Even Electron lof N
122 formula(e) evaluated with 1 resuns within limits (up to 10 best isotopic matches for each mass) /Y Q
N
/ 5~ N

Elements Used:
C: 021 H: 013 N:O5 O 05 S:0-2

CA0BICSATAI034
150513010 6 (0.117) Cm (6:8-63:72x0.500)

100+ 290.0751
|
n‘r:_,‘
|291‘0785
1 282.0744
msore 2eiriy ZEER 2821909‘ ¢ 3311058 _ 3521407 388.4272 sora0es 9282111 aap3ae0 4631287 4@1535‘3"9 e
TR AT TR T T e it M) L L WA e MU
210 220 230 240 250 250 270 280 290 SW 310 ’320 330 340 350 3‘60 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510

Minimum: -1.5

Maximum: 5.0 5.0 80.0

Mass calc. Mass mDa PPM DEE i-FIT Formila

290.0751  290.0752 -0.1 -0.3 13.5 6.7 c17 H12 N3 S

— <
g paeepP !

TDC-115-C108-CEAT4I-027
AR.No: MEL214/2541
Analyst HARESE B
Sclvent : dmao HN = N
Data o Doc 29 2014 o
WUCLEUS - H1 l
FRQ (MEz) : 400,22 Cl o
il : ROTON HM Y]

1: TOF MS ES+
1.69e+005
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TDC-117-C108-CSAT4-027
D20EXCHANGE N !
5 y—’

AR.No: ME0515/1830 HN_#

=N

Analyst NARESH B CIHN
solvent dmso

Date :  May 21 2015

NUCLEUS : H1

FRQ (MHZ): 400.22

EXP = PROTON

Intermediate-D;0 exchange

AURIGENE

2.00_[
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TDC-118  cadd/caAarda/oad

AR.No: ME0115/581

Analyst = HARESE B
solvent dmsc
Dake Jan @ 2018 i
WUCLETE €1l
FRQ (MEz 10065 = /N
EXP CAEECH ] - o
Cl = E&A
HN™ N i
o
& g
o =
.
=} 4 =
das o i 5
feoz.888:%F  aREE g 5
R - i I = i
= e A= TR ED e Tme Qs =
s FoE g0n e aRSddT 4% =
o L I e w oo a4 e =
Lol :LMUI o . L
L e I
200 180 160 140 120 100 B8O &0 40 20 Ppm
Elemental LOmposition Keport rage 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Ot
Number of isotope peaks used for i-FIT = 2 ol
AN
Monoisotopic Mass, Even Electron lons - I@
28 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass) cl HNT SN
Elements Used:
C:0-24 H:0-20 N:0-5 Cl0-3
C108/CSATA4i/027
141230002 72 (0.679) Cm (69:72-101:108) 1: TOF MS ES+
5.592+002
100 385.1207
% 387.1191
a8e.1207 505.3035
o[3409790  360.0806 3782291 4023281 o7 o400 agszaos  462.2607 488.0674 5250601 5920418 s50.9ges  575.9534 5g2 g5ap 592-02'7‘;
240 350 360 370 380 300 400 410 420 430 440 450 460 470 480 480 500 510 520 530 540 550 550 570 580 590
Minimums: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mbDa FEM DBE i-FIT Formula
385.1207  385.1220 -1.3 -3.4 16.5 2.9 €23 H18 N4 cl

Arpiqec] rrnelzca

Roboagmi

jzol=4
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TOC-119-C108-CEAT4L

AR .No: ME011G5/1109
axpé  gDOOOEY

ERMDLE
date Jan 17 2015
solwvant dmao
sample TOC-119-C10-
2-ceaTd1-027_ 1109 -

K
ACQUIEITION
oW E410.3
at D.1%0
=p 1010
b not usad
os 3z
il 1.000
ot 16
3D ACQUISITION
owl 6410.3
mi 00
PRESATURATION
satmodc o
wat n
TEANSMITTER
tn =2
sfrg a00.223
tof .7
tpwT L
10.100
GRADIENTS
gzlvle 771
gtE 0. 002000
getab 0. 000500
DECOUPLER

dn 13
da ann

-0a7
FLAGE
bs on
==pul ¥
beglvl 1152
EPECIAL
temp 5.0
gain 13
in not usad
F1 PEOCESSING
sb -0.125
sbs -0.100
Laf1 -10
fo 1048
F1 PROCESSING
sb1l 0.044
shel -0.042
procl ip
fo1 2048
DISPLAY
= 380.3
wp a776. 4
=p1 164.2
1 §170.8
rfl 797.3
fp ]
rfll 797.1
rfp1 o
LOT
wo 138.3
B it.0
wol 138.3
sl L]
s 353
th 4
a2 ph

[
o

(=
=

12

13

12

11

10

7

F2 (ppm)

6

5

4

3

2

1
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Cc108/cERT41/02T in DMEO

T™C-118

AR.No:IN1214/123
Date: 3lst Dac.201d
analyse: Mallikharjen

NWUCLEDE  : HL
FRQ (MEZ): 455.83
= f HOESYID
now
= o
==
A
o
i
£
i

36



