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Elemental Composition Report

Single Mass Analysis

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

Nurriber of isofope peaks used for i-FiIT = 3

Monoisotopic:Madss, Even Elscton |ohs

3 formula(e) evaluated with-1 results within limits (up-ic 4 best isotopic matches for each mass)
Elements Used;

G015 H:0-10 N; 02 Gk~
Dr.Reddy's Laboratories Lid, ARD,TDC-1
UTO312_1613:(0.251) Cm (13:15)

100+ 229.0625 1; TOF MS'ES+
] : . 1.80¢+003
%} 231.0504
1143.0597 | 232.0516 . 289.0157
,o, m Amm‘_mmm 171 ummmvﬂﬂ 0562199, ,_Nmm 208.0389 *W\ 261, ,_mowwwb 1719, Mww_\_mmw ¥ w‘_w._mmmwmm 6563 337 MOMO 351, Aﬂmo -
._u—_.Z_..:_.:._:__—:_________:___.. SRR ELLLN REaE R R YT __:._..___.__.____::Zm:Z__:__._.__...._:__T_.__u._.__:.m_::_i;:.Z:_;.._.ﬁ_._,_:_._:.._._. ___ T _.___.lﬁ.
140 180 160 170 - Amo © 190 200 210 220 230 2400 250 260 270 280 290 300 316 320 330 340 350 360
Mixidinrm ¢ =10
Maximim: 5.0 5.0 g0.0
Mass Calc. Mass mba PPM DBE i-FIT Formila
229.0525 229.,0533 ~0.8: -3.5 9.5 1.2 Cl3' H1U N2 1
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Elemental Composition:Report :

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron lons:

8 formulae) evaluated with 1 resufts within limits {up to 4 biest isofopic matches for each mass) .
Elements Usad:

C:0-20 H:0-20 N:0-2 Br: 0-1

Dr.Reddy's Lahoraiories Ltd, ARD, TDC-1
UT0312_20 18:(0.353) Cm.(18:22)

100 275.0013

[278.0039

o 1561340 199:1793205.0858 2301485 263.0808 ||||

RIS S Ll LA gl e L R T Loy LA L B LA (22 LU aE L) LAEL] S I

1: TOF MS £S5+

1.38e+004

s . . 4311779 :
337.5000 355.0129 373.2179 391.2841 415.2096 442.8580Q . .mmm__mn

160 170 180 180 200" 210 220 230 240 250 260 270 280 200 300 310 320 330 340 350 460 370 380 390 400 410 420 430 440 450 460

Min i mium -1.0

Maximu: 5.0 5.0 80.0

Mags Cale. Mass D& PP DBE i-FIT Formula

273.0033 273.0027 0.6 2.2 9.5 2.1 C¢13 H10 NZ Br
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
4 formtlla(e) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
Elements Used:
C:0-20 H:0-20 N:0-2
Dr.Reddy's Laborateries Ltd, ARD, TDC-1

UT0312_22 26 (0.486) Cm (26:29)

100+ 251.1546 ,
1 1: TOF MS ES+
] 1.562+004
O\o.l
J 2521579 ,
Jliaage20 1711849 19917306 639 2301477 W&.;E 2791591 2931791 337.2027354.1036 373.2188 3912826308 0684 __ 431.1784 4412533 4670706
__A.ML_—m_—i_‘_.___,——u,_——v—_._—h__,._v—um__—‘___-_A7-uv_-__—'w_ﬁ__a_—,_—km—— __.v_HJ_~m_—_._wr—AA.—u__—____-“.—L._—Mw—_.___—gh_»_—v_kﬁ-..—__mw_r..r_‘.—k_—r—__—A.-ﬁ_.___
140 & ko 2o ako T za0 280 | 2sa | se | 320 340 360 380 400 420 440 460
Mindmum: ~1.0
Maximoms 5.0 5.0 89.0
Mass Calc. Mass mi>a PPM DBE i-FIT Formula -
251.1546 251.1548 ~0.2 -0.8 9.5 0.8 cl7 H19 N2
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Elemenial nc.Ew.omEo: Report

Single Mass Analysis

Tolerance:= 5,0 PPM [/ DBE: min = -1.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even-Electron lens
5 formudale) evaluated Wwith 1 results'within limits (up to 4 best isotopic matches for each mass)
Elements Wsed:
C:0-20 H:0-20 N 0-2
Or.Reddy's Laboratories Ltd, ARD, TDC-1

UTO0312_18 22 (0.413) Cm {21:24-(1:2+37:42)x0.010)

100§ 937.1393
. 1: TOF MS ES+
: 1.37e+004
u\al
] 238.1425 ,
gl 188.1639171.1854 1921797 2080303 223.0075 ﬁm\wm 1483 263.0800. 279.1599 93a7ge  313.0145 337.2024  356.213p 369.2329 391.2837
_::::_,:_w: TTFTTTY :__:,;::_...;:.____:_:______;_.i_:.::_._::.,_:,T _::_,_::__,:_.:.,::___:_:.;_:__::r_._._t._T:__..:_._.___.:_::_::T._;:.____:_::_::W_:;..:_ :__:.:::.Tﬂ._::__:;__:_::_ 3_~N

150 160 176 180 490 200 210 2200 23C 240 250 250 270 280 290 300 310 320 330 340 35C 360 370 380 390 400

Minimum: 1.0

Max i i & 5.0 5.0 80.0

Mass Cale. Mass wha PPM DBE i-FIT Formulsa
237.1393  237.1392 0.1 0.4 9.5 3.3 ¢l6 HI7 N2

3d
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NMR—-400MHz in DMSO / \\
AR.No:ME0312/778
Date: 0Tth Mareh,2012 /

LZ

3¢
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120.810

150,722
139.102
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e ymlB1.807
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Elemental Composition Repeort

Single Mass Analysis

Tolerance = 5.0 PPM 7 DBE: min = -1.0, max = 80.0
Element prediction: Off

Nurnber of isotope peaks used for i-FIT = 3

Monoisatopic Mass, Even Elettron lons
3 formula(e) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
Elements Used: .
C:0-15 H:0-20 N:0-3
Dr.Reddy's Laborateries Lid, ARD, TDC-1

C.ﬂow\_MION 15 (0.279) Cm (12:20-1:4x0.010} 1: TOF MS ES+
1.28e+0304
238.1340
10
%
2391376
143.0589 , . 199.1780
0 U‘mmo.cm: \_.I._\_wmm 2RI 208.0401 2241181 ..\N.p._..“mm.w\Nm&.._mAw 273.1584 594 1764 313.2735 337.2008 355,2078 w.:.Mmmww y
BT T Ty ..__...__:._m;Z_t:_:.__.:._._:,__:l:f?_:_:: T T T T TR T T T T RO AN R LN AN N AL N RN RN LN R AR RN KR AN AELRN EARS AR LATERTEALS RN SAREE] Hi miz
140 150 170 180 180 200 210 2200 230 240 250 260 270 280 280 300 310 320 330 340 350 360
Minimum: -1.0
Mazdmum : 5.0 5.0 80.0
Mass Calc. Mass nba PPM DBE i-FIT Formula
238.1340 238.1344 0.4 -1.7 9.5 935.6 Cl% Hle N3
N N

Lz

3e
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Elemental Composition Report

Single Mass Analysis

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

Nurnber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

18 formula{e) evaluated with-1 results within limits (up to 4 best isotopic. matches for each mass)
Elements Used:

C:0-20 H:0-20 N:0O-2 FiDp3
Cr.Reddy's Laboratories Ltd, ARD, TDC-4

UTD312_17 32.(0.588) Cm (30:34-45:46%0.010)

to0- 263.0799
| "1: TOF MS ES+
. 1.62+004
gi
] 264,0832
143.0582 _
g 1711862 199.1808208.0367 245.0275 ﬂm,a 0276 30440695 “01%% . 304 q5ep 373.2194 391.2844 421,129 431179957 »apa473.9721 .
,_:,__f.__,.___.__,_..L.__:___,___:_,_____f__L,_:.m.:__:__.‘.__n,___A:.J,.__,___:,.:___:___:M::____.,,__:_.:_:__w::m__‘,____L::m_:__:__w:_,__: mz
140 160 180 200 220 240 260 280 300 320 340 350 380 400 420 440 460
Minirmum: -1.0
Mayimam 5.0 5.0 80.0
Mass Calc. Mass mba BPPM DBE i-FIT m‘oﬁ.:zu.m,
263.0799  263.0798 0.3 1.1 9.5 0.5 C14 H10O N2 F3
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Elementai Composition Report

Single Mass Analysis

Tolerancs = 5,0 PPM /' DBE: min = -1.0, max = 80.0
Element prediction; Off

Number of isofope peaks used fori-FIT =3

Menoisotopic Mass, Even Electron lons
17 fermula(e) evaluated with 1 resuits within limits {up to 4 best isotopic matches for each mass)
Elemeants Used:
C:0-20 H:0-2C N:O-2 O 0-2
Dr.Reddy's Laboratories Ltd, ARD, TDC-1

UTO312_83 17 {0.325).Cm (17:18)

: 1; TOF MS ES+
100- 239.0810 : 4.59e+003
ol
] wd.ﬂaa
) 240.0839.
“ao..ummm ﬁ 370851 1212 614.4309 680.4818 792.6039
ot 208 0391 m@o_ joes = . 485.2877802.3155 647.4580 764.5824 901.5319.919.8561.966.0498,
R A e B a L R A B L e e e e e e A L as LA L AL iaaas s i
’ 150 2000 250 300 350 400 450 560 550, 600 650 700 750 800 850 800 950 Soo
Minimum: ~1.0
Mazeimim : 5.0 5.0 80.0
Mass Calc. Mass mba PEM DBR i-FIT Formula
239.0810  239.0821 -1.1 -4.6 10.5 1.8 Ci4 H1I N2 o2
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks usad for i-FIT =3

Monoisotopic Mass, Even Electroh lons
3 formula(e) evaluated with resulls within timits (up to 4 best isotopic matches for each mass)

Elements Used:
C:0-15 H:0-20 N:0-2
Dr.Reddy's Laboratories Lid, ARD,TDC-1

UT0312_04 18 (0.336) Cm (18:28)

100~ 207.0918 1: TOF MS ES+
; 1.63e+004
. :
i 208.0955
oL Jrasey st TLBSTITON ranyros [ oogomn PAOTIS BOUS  qormsTiassen swrer  200NGTTANE swave o,
140 150 160 170 180 190 20C 210 220 230 240 250 280 270 280 290 300 310 320 330 340 350
Minirmuam: -1.0
Maximum: 5.0 5.0 §0.0
Mass Calc. Mass eDa, PPM DBE i-FIT Formula
207.0918 207 .0%22 -0.4 -1.9 10.5 7.8 14 H11 NZ

N__ |

N O
H 3h
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Efemental Composition Report :

Single Mass Analysis

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

Number of isotope peaks used for +F[T =3

Monoisotopic Mass, Even Electron lons
g formula(e) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
Elements Used:
C.0-18 H:0-20 MN:0-2 S5:0-1
bBr.Reddy's Laboratories Ltd, ARD,TDC-1

UT0342_ 05 18 (0.338) Crn (18:22-1:4x0.010)

100~ 201.0481 11 TOF MS ES+
. 8.64e+003
o
] 202.0520
o 1430553 1581548 171.1859 1994799 (" 050501 2240106 5y s 2514779 267.0531 303.9960 317.0511 3952076
_.T__.f___f..__,:__Z:___.L.__;__.__L,.__Z___._.._I:_._.j_1_:.__:___,.__..:,_.__:__:.____,_:_.__..,_.__L_____T__,__:___.Z,__..._._:_:.;____v:_.__Z._..Zm.._;,..._.1.__:;__.;.._;:..__jJ...J::_..Iw
140 150 180 170 480 190 200 210 220 23¢ 240 250 260 270 360
Minimum: ~1.0
Maxiuom: 5.0 5.0 30.0
Mass Calc. Mass mbDa PEM LBE i-FIT Formula
20i.0481  201.0488 ~0.5 -2.5 8.5 0.7 11 H9 N2 §
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Elermnental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Zven Electron lons
5 formulale) evatuated with 1 results within limits (Up to 4 best isotopic matches for each mass)
Elements Used:
C:0-15 H:0-20 N; Q-2
Dr.Reddy's Laboratories Lid, ARD,TDC-1

UT0312_03 26 {0.486) Cm (25:31)

100 159.0916 ] 1: TOF MS ES+
, 2.38e+003
_w.mvl
] 160.0043
| 1441020 144.9819 158.1534 ﬂ 1711848  177.0851 1951231 199.1791 208.0382  213.9853 2240137 234.9976 230 1497 351 1755 258.1752
O_.__m__‘_/.__H_m_._"ﬁl__,.,y_:/_‘___.,#y_4_____,,.“‘_\.__...__...,,;k:/_n__.__l_.:».,__MWLL,..\_,____._J_—_.._;,,:,,L.,___,,._ﬂﬂ,__.__.._.__\____D\_\N
135 140 145 50 15% 180 185 1¥0 175 180 i85 19C 165 200 . 205 2i0 215 220 225 230 235 240 245 250 255 260
Minimum: ~-1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mba PPM DEE i-FPILT Formula
159.0916 159.08922 -0.8 -3.8 6.5 1.3 Ci0 HI1 N2

1=
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Efemental Composition Report

Zingle Mass Analysis

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

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons .
19 formula(e) evaluated with 1 results within fimits (up to 4 best isotopic matches for each mass)
Elements Used:
C:0-30 H:0-35  N:G-2 Bri0-1
Dr.Reddy's Laberatories Ltd, ARD, TDG-1

UT0312_15 14 (D.265) Cm (12:16)

100+ 287.01588 1: TOF MS ES+

1 : 1.93e+004
U\m_w

1 . 290.0200

ol st 208.0388 224.0103239.1402 _ 260.0104 qu.awiﬁmﬁ.owwm 330.0447 3552089 STOZ10 S91LBS  arsoripdatizer o 4560733

__,_ M _:7_————_‘__ﬁ_:u1<:~—__m_V.:ﬁuu_m—_-u—___-_w:«.gu,-.w_:'._:,-—_——_-—._—ﬁhnk«__—_______Wru_J.——:A_‘-ﬂ_:—-k:_:_.:_.—-__..v'vuL‘——___-.ﬁ_:;_u—————_—.V_._:w_m——_—:.—mdd<--_»7':._V_vui——_—_——___va_v,»__——_m__——____n_m::_.—:—..___,_:u‘——-wﬂ—ﬂs_ﬂﬁ_.:Vﬂmgmn‘.u—.——_ 1T

170 180 180 200 210 290 230 240 250 260 270 280 200 300 310 320 330 340 2350 360 370 380 390 400 410 420 430 440 450 460

Minimum: -1.0
M Lmum 5.0 5.0 80.0
Mass Cale. Mass mDa PPM DBE iI~-FIT Formula
287.0186  287.0184 0.2 0.7 5.5 0.9 c14 HIZ N2 Br

T=
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Eiemental Composition Report

Single Mass Analysis

Toletance = 5.0 PPM / DBE: min-= -1.0, max = 80.0
Eiement prediction: Off

Number oﬁ isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron fons
16 formulae) evalugted with 1 results within limits (up to 4 best isotopic maiches for each mass)
Elemeants Used:
C: 020 H:0-20 N:0-2 O:0-2
Dr.Reddy's Laboratories Ltd, ARD, TDC-1

UT0312_87 11 (0.210):Cm {11:16}

190 251:0828 1: TOF MS ES-
] 1.84e+003
D\ml
252.0873 3190700
! 320.0710
o1 1529800 5289811506707 2070035  226.9787 2489582 ﬂ 267.0782 281.0553293.1763 3090425 Y/ 339.2085 3471145385 075037 - mean
_,;.,__m._.L_.»__7:,_—,._.w_-h‘_.:_m.._._.:..________:_._.____.__._:_.1::_:__:_._.:.w:___::7::___;w:.i__n._,‘_;_:__:_._:.__‘:__‘L.__._._:_:_M_-;_.:_u__n.:__._._mu.:__—__T_:_.:__,_:-_:__:_v7__.—:___‘:— Tr
150 160 170 180 490 200 210 220 230 240 250 260 270 280 280 300 310 320 330 340 350 360 37¢ 380
Minimum: ~1.0
Mazximam 5.0 5.0 80.0
Mass Calc. Mags mba PFM DRE i-FIT Formula
251.0828 251.0821 0.7 2.8 11.5 0.8 ¢cl5 Hil N2 02

N COOH

L=z

31




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

Copies of spectra

Iz

1Ty

0TOE 220 WAZT eTed

9E6/0LOTE OR WY

OSSR U Q0¥ —arN

1D

L
s1h - o~ T
=
N
)
‘_u-ﬂ
=
[
&D..._.
.5 ..
AR
(= N o
1 i~
. ]
A -
,‘l_
m_
U‘_
'h_.
1
i
m—-
4T
_*
7?‘
m_
u:{ :L_
o -
]_I.._.
g
E,J
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Copies of spectra

Elemental Combposition Report

Single Mass Analysis

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

Mumbar of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron lons.
8 formulale) evaluated with 1 results within- imits {up o 4 best isotopic matches for each mass)

Elements Used; .
C:0-20 H:0-20 N:0-2 Ck0-1 .
D:.Reddy's Laboratories L.td, ARD, TDC-1

UT0212_10 14 (0.265) Cm {14:20-1:3x0.010}

1;: TOE MS ES+
100 265.1155 1.05e+004
%] 2871131
: 485.2808
i 288.1163  313.27386 373.2188 .
o] 1430584 171.1862 1991815005 g393  324-0106 559 4746 279198 T \ 3413042 290 i 2m12 4311801 aspg70s 4672765 ~_
T _._:_:,;::_:_._.:__..:_:_::_____:__:__::__:_1_:_::_:.:_::i:;:,;..::::__:.._:_;:.;L_.i:;_,.:_::_:.._.,:?,_._._..i;;.:__:.__.: miz
140 160 180 200 220 240 260 280 00 320 340 380 400 420 440 480 480
Minimum: -1.0
Mazimum : 5.0 5.0 80.0
Mass Calc. Mass mbDa PPM DRE i-FIT m.o.ﬂgcu,m‘
285.1155  285.1159 -0.4 ~1.4 9.5 0.6 017 H1E N2 CL
/ 1
H 3m
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM. | DBE: min=-1.0, max = 80.0
Element prediction; Off

Number of isofope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron fons
18.formula(e) evaiuated with 1 results within limits (up to 4 bast isotopic matches for each mass)
Elements Used:
C:018 H:0-10 N:0-3 0Q:0-2 Br0-1
Dr.Reddy's Laboratories Lid, ARD, ¥DC-1

UTO342_85 11 (0.211) Gm (11:15-9x0.010) _

100 317.9716 1: TOF MS ES-
1,65e+003
%
: 311.1700 _
ol 174855 226:9806. 242.9470265.1401 L 3251832 3712144 396.8916 ﬁ\am.mmj 287.9576 299995 5350719 s69.1868
‘_n__kav_—u&,__-u,n_—rA—__—ur__—_v_.__—uka__m_v__uw,_,~___u_—_4____,.,W_‘.uf__—.fu. L.k__a_ﬁm_—_Ag“_._m—.a_—A.‘_.—-Lw__—._w___.___._,—_—,_ —-qumr__~m4.m_.__«v-_MV.W_—..ﬁ___vmd.uu_.—‘,-..L;n_.u___.‘___.‘_——u«.m_lqﬂ
160 180 200 220 240 260 280 300 320 340 = 350 380 400 420 440 480 480 500 520 540 560
Miniamam -1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DBE i~FIT Formula
315.9729  315.9722 0.7 2.2 11.5 2.8 ¢13 W] N3 02 Br

O-N
Br

Iz _Z

3n
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
33 formula(e) evaiuated with 1 results within limits {up to 4 hest isotopic matches for each mass)
Elements Used:
C:0-20 H;0-200 N:0O-2 0. 0-2 3:0-1
Dr.Reddy's Laboratesies Litd, ARD, TDC-1

UT0312_24 14 {0.264) Cm {13:18)

1: TOF MS ES+

.y 256.0428
Q\O.J
1 257.0466
o 1430552158 1630 1711850 208.0386223.0062 201100 ﬁ 2791595 297 0706 323.6593 3722178 391-2845 ,
::_. :___-_—._:—:: :,-m:_v__:___-.———_:—_v:7:_.7::_.:.7—:Vw,:__::_Av:m,,:_:_._:_———._:—:-_—::_ u,v.;::f,:_«4»;::w:'_-:.._::__.—__'___m::tw;_h,_.:_:._L:;r:—_:,71:___:-—.—.'——__._u:uwt. w...._:— —:: :Mv ::_._.__—:_—::f...._:._—u.:wsz
140 150 160 170 4180 190 200 210 220 230 240 250 280 270 280 290 300 310 520 330 340 350 360 370 380 390 400 410 420
Miniwmums: -1.0
Maximum: 5.0 5.0 86.0
Mass Calc. Mass mba PPM DBE 1i-FIT Formaila
256.0426  256.0432 0.4 1.5 10.5 5.5 cla EID N 02

S
/2 COOH .
N 30
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O,N

NMR~-400MH2Z in DMSO m
AR .Wo:MEQ312/777 \\
Date: 07Tth March.2012

N 3p

40,126
29.820
39.706
39.294
39.088
-38.874

[
T
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Maonoisotopic Mass, Even Electron lons

25 formulale) evaluated with 1 results within limits (up to 4 best isotopic Bmﬁsmm for each mass)
Elemants Used:

C:0-15 H:0-20 N:0-3 0:0-2 S:0-1

Dr.Reddy's Laboratories Ltd, ARD, TDC-1

UTD312_08 15 (6.279) Cm (9:17-1x0.010)

323.6605 338.3426 355.2118

1: TOF MiS ES+
1.08e+004

374.2223

100+ 257.0387
o\o|
. 143.05 2568.0421
! 0592
K wo 158.1541171.1856 180.0433 208.0404 qu_omhm 2514773 ﬁ
,:_:;‘__E___:__:____:_..j::__,:__:,_::__:___:___:_m:__,_:_,::_::_:_ BB PRy LU P s
140 150 160 170 180 190 200 210 220 230 240 250 260 270
Minimum: -1.0
Mazcimum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DEE i-FIT Formula
257.0387 257.0385 0.2 0.8 10.5 0.3 Cl3 B9 N2 Q2

3p

LB LR EA N Wy EAR R R _:_._:w:.,_.:;:_;_::: il
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Elemenial Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron fons
3 formulade) evaluated with 1 results within-limits (up to 4 best isotopic matches for each mass)
Elemeanits Used:

C:015 H: 010 N:0-Z2 8:0-1
Or.Reddy's Laboratories Lid, ARD, TDC-1

UTO312.23 7 {0.131) Cm (8:9)

100+ 237.0482 1: TOF MS £S5+
. 7.37e+003
o}u|
] 238.0513
o 158.1533 171.1852 1851068 199.1802 213.0452 228.2343 meoé\mﬂ 1851 * 2780744 2000849 3194892 3372026 362.0782 wa.mzw
Z____:_T_:_._:_:___.:____:_::__:_w__:“::_:_._, ‘w__:._‘.:_,:,__:;_:__._:___:_ﬁ T .f;.:;_..._._:,_:__:.;_:___:;__:_,:__._:_L_:___:_::__:;.:._:_,__:__.__.__: ._:.;...;.:._:_,_:._i.:_::m::.— miz
140 150 160 170 180 1890 200 210 220 230 240 280 260 270 280 200G 300 310 320 330 340 350 360 370 380
Minimuom:. ~1.0
Mazximum: 5.0 5.0 80.0
Mass Calc. Mass mba PrM DBE i~FIT Formula
237.0482 237.048s5 ~0.4 -1.7 11.5 1.0 Cl4a mm,Zw 5

N 3q
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Elemental Composition Report

Gingle Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.6, max =80.0

Element prediction: Off '
Number of isotope peaks used fori-FIT =3

Monoisatopic Mass, Even Electron lons
4 formtlale) svaluated with 1 resulfs within limits (up to 4 best isotopic matches for each mass)
Eiements Used: .
C:0-20 H: G200 N/0-2 O 02
Br:Refldy’s Laboratories Ltd, ARD,TDC-1

UT0312_19 5 (0.103) Cm (4:10)

f00- 317.1288
] 1: TOF MS ES+
] 1.756+004
D\c\
] 318.1320
1 1430590 T ] _ o s 3194357 73, .
J1 30590 477 5a51 1991809 2110871 5571352909808 g7 1me7 2931730 ﬁ\ 57 337.2015 370.2206 3912833 ™8 g30.3505 ds7 2000
_.__#__w,__-«.muu-.__._,__.,r_._,._._._-__,v_.m_‘_.._.__.7._.v~_u.____.«m___,__.‘._.,__M,,__Wv__&__uk.___u_.__m._—~_.ﬂ_mu.__A_..._.,.__._L«__«ﬁqm__gA _.q____u4~_ﬁA__n_uu_m,..
180 180 200 220 240 260 280 300 320 340 _ _
Minimum: ~1.0
Mazcimuam: 5.0 5.0 30.0
Mass Calc. Mass mba PPM DBE 1-FIT Formula
317.1288 317.1290 -0.2 ~0.6 13.5 0.4 Q20 H1T7 N2 02
p OH
N _ da
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Eiemenial Composition Report

Single Mass Analysis

Tolerance = 5:0 PPM /[ DBE: min =-1.0, max = 80.0
Element pradiction: Off

Mumber of isotepe peaks used for i-FIT =3

Monoisctepic Mass, Even Electron-lons
10 formulafe) evaluated with 1 resulis within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C:0-20 H:0-20 N:O-2 O 0-4
Dr.Reddy's Laboratores Lid, ARD, TDC-1

UT0312_89 31 (0.575) Cm (31:39)

3491178 ]

100~ 1: TOF MS ES+

] 2.89e+003
n\u!

] 350.1204

N E._Smm 208.0304 wﬁ.omow 276,0272 317.0650 3511237 3942835 405.9803 4451091 4852885  gonsi0s 5452328 562.2678

T T e P T T T T T T T T P O F [T T v T [ T O [T T T O T T T [T T s 1 T g d v H

600 180 200 220 240 280 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560

Minimum: ~1.0
Meacimum: 5.0 5.0 80.0
Masse Calc. Mass mba PPM DBE i-FIT Formula
3149.1176  349.1188 -1.2 -3.4 13.5 1.7 €20 HL7T N2 O4

HO

HO
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used fori-FIT=3

Monoisolopic Mass, Even Electron lons
3dormulale)-evaluated with 1 resulis within limits (up to 4 best isotopic matches for each mass)
Elements LJsed;
C:0-30 H: 040 N:0-2
Dr.Reddy's Laboratories Ltd, ARD, TDC-1

UT0312Z 09 8 {(.144) Cm (816}

100~ 411.2798 1: TOF MS ES+
: 4,70e+004
LY.
o 412.2831
“ 143.0588 413.2865 485.2899 B847.4593
oL 2080402 224,0110079.1605 8520773732184 |/ 307270000 805 Bo7.3940 | 663.4542 7504104 7926048
o uwu..‘.ﬁ.._‘~_.u.—_,.u—r_.___.__u_ﬁ__—,_.-7______,-H—k.k.—_\,___.M_A.L_‘—_.V____._‘_V_r—_.-v____v_7____7___.w.._u_,_r_wu.u____-dd,_.,
180 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 675 500 625 6850 675 700 725 75 775 800
Minirum: -1.0
Masx imum: 5.0 5.0 80.0
Mass Calc. Mass mbDa PPM DBRE i-FIT Formula
411.27%8  411.2800 -0.2 -0.5 13.5 1.6 €29 H35 N2
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Elemental Composition Report

Single Mass Analysis

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

Nurber of isotope peaks used for i-FIT = 3

Moneisotopic Mass, Even Electron lons

9 formula(e) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
Elements Used:

C:0-30 H:0-35 N:0-2 CL0-2
Dr.Reddy's Laboratories Ltd, ARD, TDC-1
UT0312_13 14 (0.264) Crm (14:18-1:2x0.010)

_ 465.1857
100- 1: TOE MS ES+
D\U.l
] 468,1875
1 3212310 391.2838 485.2917 647.4585 __648.4516
o] s22.2366 3732182 5 415.2162 7T 538247 gpp4ses 07893 T, SBOATSE Loy seas 7504091 792.5997
_ZL_::T_Z_,:_._____MZ“..__.__‘__.I_‘:;_::::.__Z..i [RARLIEAERTRERI RS m_‘:_.____._.:_,f,_::_.“..:“_..;:Z___:_::i:__:_::_;_...__:______u_:LI:_._.._:.:_._.m_m:_::_:___:_,_:_,__._:::_::_Z,_V...ﬂn_. EN
300 320 340 360 380 400 420 440 480 480 500 | 520 | 540 | 580 580 680

Minimum

: -1.0
Meax lmum ; 5.0 5.0 Bo.0D
Mass Calc. Mass mDa PPM DBE i-FIT Formaia
465.1857 465,1864 -0.7 =1.5 13.5 0.7 C28 H31 N2 cClz
/
Cl 4d

€20 640 660 680 700 720 740 780 780 800
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.0, max = 80.0
Elament predictien: Off

Number of isotope peaks used for LFIT =3

Monoisotopic Mass, Even Electron lons

5 formulale) evaluated with 1 results within limits {up to 4 best isotopic matches for sach mass)
Elements Used:

C.0-20 H:0-20 N:O-4
Dr.Reddy's Laboratories Ltd, ARD, TDC-1

UT0312_27 22 (0.414) Cm (22:30)

287.1254 1: TOF MS ES+
100 _ 1.12e+004
c\a.,
1 288.1324
| 158.1536. 474 1854 199.1809 208 owmm 279.1592 89.1427 337.2000 373.2473351.2838
o SN L B G 239.1488 L 328.15547 " ] a672819
.u—h_ﬁ_«_4._w__._—mﬂv__—_L.,—.._.__~._—'..___‘u_7777.___.-—A7.v__—__g.,k _y__'____u_v,.___._mWmv___.__._____—..»»v_‘u".___-—_,w-._.._‘%.-._~_umm__. .____,r____u»“__.'WL
140 160 180 200 220 240 250 280 300 320 340 380 400 m 480
Mindmuom: -1.0
Maximum 5.0 5.0 80.0
Mass Calc, Mass mDa, PPM DBE 1-FIT Formula
287.1294 287.1297 ~0.3 ~1.0 13.5 155.8 L8 HiS5 N4

= -
W/
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min = -1.0, max = 80.0
Element prediction: Off

Number of isofope peaks usad for i-FIT = 3

Monoisotopic Mass, Even Eleciron fons

3 formulale) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Eiements Usead:

C:026 H:0-20 N:0-4
Dr.Reddy's Laboratories Ltd, ARD THC-1
UT0312_28 22 (0.413) Cm (22:26)

363,1604 1: TOF MS ES+
100 : 6.53¢+003
%
. 364.1633
B i ! 391.2818
ogw‘mm 1064 265.0854 qu.mmmA Wm..w.._ml_ﬂ.mmo.momm mwﬂ.mo‘“.ﬂ mbw‘wmhmm _wﬂm.NL_ﬂm __ 3932857 415.2107 hw‘m.\__ﬂwm 438.3741 4872502 482.4090
_::._:H::,__::,::_T:._‘_._____:;::_.::_:,.:::_::__:_t:ﬁ_,:,_::_::_::_._.:.,::_::_:_.._::?,.:_: ST | ERRANERRES __:.;::__:;::_:_.:._:._::_:,._.:.._.::__.:W.:;_:;::u..:M_::.;;_::_.J m/z
240 250 260 270 280 290 300 310 320 330 340 350 380 370 380 390 400 410 420 430 440  45C¢ 480 470 480
Minimumh: ~1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa, PPM DBE i~FIT Formula
363.1604 363.1610 ~3.6 -1.7 17.5 2.3 C24 H1S w4
N_





