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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.0, max = 40.0
Element prediction: Off

Number of isotope peaks used for i-FIT=2

Meneisotopic Mass, Even Eleciron lons

69 formula(e) evaluated with 1 results within limits (up fo 5 best isctopic matches for each mass)
Elements Used: )

C:0-35 H:0-35 0O:0-10 Br 01

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

UT0512_027 28 (0.983) Cm (25:28) 1: TOF MS ES+
’ 451.0664 1.41e+002
100~ 449.0594
i 4444057  446.1031
041 4270736 429.0760
i 4240566 429.2353 4520559
3 436.4541 . Jos
] i 430.074¢ } 437 4361 / 2 459.0572 462.6881
o S TTI FTR L TN ﬁ Comptrnry e 0T f A0 L bbb Loy L 4980002 890572 aengeer JO2O%0T
422.5 4250 4275 4300 432.5 4350 437.5 4400 4425 4450 447.5 450.0 452.5 455.0 457.5 460.0 462.5
Mindimuam: -1.9
zmx.MBEH 5.0 5.0 40.0
Mass Calc. Mass mia DEM ORE iI-FIT Formula
" 427.0736  427.0756 -2.0 -4.7 7.5 1.3 €19 H24 06 Br
8
g
zZ9
<
K2
x B OM
58 0
=
50
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.0, max = 40.0
Element prediction; Off
Number of isotope peaks used fori-FiT =2
Moncisotopic Mass, Even Eleciron fons
32 formula(e} evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used: ’
€:0-25 H:0-3%3 N:0-1 0O:0-8
Br.Reddy's Laboratories Lid, ARD, TDC-1
UTO512_056 5 (0.198) Cm (5:6-(1+13:161x0.010) 1: TOF MS ES+
1.69e+003
100~ 376.1389
%
] 377.1420 ,
. 348.1443 380.1517  394.1508 4111755
1424 i
o 330.0979 340.1427 |, _360.142¢ 3631111 3711252 ﬁw.a b g | 3981532 q08.1883 ] (4121844 3197021
‘k._u._ﬁ“..__h__“_....w__.,a.k_.m.n,___.,_,.u_,__k,‘_k_,._,u.u.__..______..Au._n__,_HH~WL.L_.__________.3N
325 330 333 340 345 350 355 380 365 370 375 380 385 3490 395 400 45 410 415 420 428
Minimum: -1.0C
Maximum: 5.0 5.0 40.0
Mass Calc. Mass mDa PEM DRE i~-FIT Formula
394.1508 3134 .1502 0.6. 1.5 8.5 0.8 Cls H24 W 08
OH
C
CoH:00C COOC,H;
NO5
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Elemental Composition Report . Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.0, max =40.0
Element prediction: Off

Number of isofope peaks used fori-FIT=2

Monoisotopic Mass, Even Electron lons
37 formulale} evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:
C:0-30 H:0-30 N:01 O:06
Cr.Reddy's Laboratories Ltd, ARD, TDC-1

UT0512_049 4 {0.138) Cm (4:5) ' 1: TOF MS ES+
6.08e+702
160 356,1480
n“\ul
. 357.1561
] 361.1367 352.1324 ,
olsgree T 2 3557994 388.1521 350,160 3608491 028984 3655411 3s8.4137,389.1440  371.3039 374.1818 3751727375 505 v
R R R R s L R b L e MR S i v 454 B,
350.0 352.0 354.0 356.0 358.0 360.0 362.0 364.0 366.0 368.0 370.0 372.0 374.0 3760 3780
Minimom: -1.0
Mazximum: 5.0 5.0 40.0
Mass Cale. Mass mba PPM DBE i-FI7 Formula
174.1618  3724.1604 1.4 3.7 9.5 6.3 €C20 H24 N 06
OH
O
C,Hs00C COOC,H;
CN
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; CHIRAI
SAMPLE INFORMATION
Satpel_Type Unknow n Acquired By System
Injection Volurre 63 Date Acquired 10/3/2012 7:15:37 PM
Viat no 10.00 ul Channel Name FDA 254.0 nm
Run Time 40.00 Mnutes Acq Method Set CHIRAL
System Name HPLC_005_FDA Date Processed 10/4/2012 11:58:05 AM
parplo Sot Name 12100302 Project Namg Alliance_005_OCT 2072
) Processing Method H
HPLC CONDITIONS
Column : chiral pak AD-H(250*4.6)mmbBpm Nk O
Vobile phase : Bthanoh MeOH: DEA(800:200: 1)
Biluent : BCM
CoH;00C
Flow rate :0.5 mi/min, 2 COOCHs
Colurmn termp 27 °C, inyj vol:5ul
Wavelength 1254.0 nm
CN
Auto-Scaled Chromatogram
0.39~
0.20-
2 5
0.10-_ ! ha g
IR
i ER AN
T i . ...}\ e A
0.00] A e N S .
0.00 " s00 100 1500 2000 2500 3000 35,00 40.00

Peak Resuits

Name RT Area % Area
1 9.111 |- 853062 | 23.96
2 10.837 | 2072206 | 76.04

Minutes

1of1
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Elemental Composition Report

FPage 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.0, max = 40.0
Element prediction; Off
Number of isotope peaks used for i-FIT =2
Monaisotopic Mass, Even Electron lons
28 formula{e} evaluated with 1 results within fimits (up to 5 best jsotopic matches for each mass)
Elements Used:
G.0-25 H 0-35 0:0-10
Dr.Reddy's Lakoratories Ltd, ARD, TDC-1
UT0812_021 21 {0.7682) Cm {17:27-2:8x0.010) 1. TOF MS ES+
2.03e+004
100 401.1373
ex&l
. 402.1411
1 363.1819 380.2083 385.1632 403.14
O- \mmm&_dm Wmm&.._mhw 371.3174 375.2063 378.1575 382.1510 \wmm.‘_mmm wwq._mmmm 393.2883 400.7614 ¢ 1400 408.23%4 412.2500
B 00 N AL AL T s S B B e s S S L o SRR, N NS S v/ SO
360.0 365.0 376.0 3750 3800 385.0 330.0 3950 | 4000 | 4050 | 4100
Minimum: -1.0
Maxireum: 5.0 5.0 40.0
Mass Calc. Mass mba PPM DBRR i-FIT Formula
363.1819  363.1808 1.1 3.0 7.8 1.9 20 H27 06
OH
O
CHs00C COOC,H;
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.0, max = 40.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (up to 5 best isofopic matches for each mass)
Elements Used:
C:0-28 H:0-35 0010
Or.Reddy's Laboratories Ltd, ARD, TDC-1
UT0512_024 24 {0.841) Cm (21:20-5:13x0.010) 1: TOF MS ES+
5.948+002
100~ 371.3162
Yo~
] 372.3236
: 371.4089 377.1611
oL 369.3568  370.3424 > 373.3176 3741591 3751439  375.0372 | 878.1585 3701788  380.1975  381.11963g1394g
A B NP DL N N S A L D A SN B S M FLLC L B S N A B e e e sy (S e o e SO S SR
369.0 370.0 371.0 372.0 373.0 374.0 375.0 378.0 377.0 378.0 3760 | 3800 | 3810
Mirdmum: -1.0
Maxcinmm 5.8 5.0 46.0
Mass Cale. Mass mDa PPM DBE i-FIT Formila
377.1631 377.1600 1.1 2.9 8.8 0.5 Cc20 H25 07
OH
O
CoHs00C COOC,H;5
CHO
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.0, max = 80.0
Element prediction: Off
Number of isotope peaks used for WFIT =3
‘Monoisotepic Mass, Even Electron lons
35 formulale) evaluated with 2 resuits within limits (up to 4 closest results for ach mass)
Elements Used:
C:0-25 H!0-25 006 G022
ATBBICSATING3 Br.Reddy's Laboralories Ltd, ARD, TDC-1
UTO712_41 16 {0.293) Cm (16:20) 1: TOF MS ES+
8.66e¢+003
100 400.1523
1 484.2472
1 365.1158
% 402.1503
] _ 83,1266 ﬁ 486.2477
1 319.0751 . 4031648 446 1354 512.2796
L. N, 337.0850 . __n _ L lupr 020988 5040088 6941558603 14155205500 gq gpq SO0MZA7y4 000
m_..»_."-__..._—__AN—__"-g_.__m_mvvﬁl_J u_mu,.__—u.__u.«d ,__._“_uv.—____wuw.-__._Amﬁ-___u .-___Mv..-.u.m,___u_uiw_____L..___m‘w,..._g‘,.—._A m._._“,v..__;_. _‘_vmV.___:__—««r¢__..k_m._.wu-,_....___,_mu__
300 220 340 360 380 400 420 440 460 480 500 520 540 "'s60 580 | €00 620 | 640 680 530 700 720
Minimum: -1.0
Maximum: 5.0 5.0 80.0
Mass Cale. Mass mba PPM DBE i-FIT Formula
383.1265 383.1261 0.5 1.3 7.5 1.4 €13 H24 08 1
383.1283 -1.7 -4.4 16.5 341.1 Ci%5 H19 0z
OH
O
CoHsOOC i COOC,H;

Cl
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Elemental Composition Report Page 1
Singie Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.0, max = 80.0
Element prediction: Off
Number of isotope peaks used for -FIT = 3
Monoisotopic Mass, Even Electron lons
10 formula(e) evaluated with 1 results within limits (Up to 4 closest results for each mass)
Elements Used:
C:0-30 H:0-30 O:08
Dr.Reddy's Laberatories Lid, ARD, TDC-1
UT0712_42 14 {0.265) Cm (13:24} 1. TOF MS ES+
7.03e+004
150 442 2204
] 526,324
$:. 407.1863 527.3213
J 443.2292 ;
] 408.1800%2- 1237 1 447.1793 488.2065 554.3465
] 406.2033 426.2008 _ . 463.1525 ¥ 528.3193 -34ES
o T u_qw.u mhm_ | SARRLARAAY _/ ﬁ_ T _\ T ﬁ\ T \_ [RERRSI L e 520.2204| 7 P A mmm.mwmm:iw
..n..._-._..m._~—__._.._____._.__u.m.,.u._u.._._.._..__-m_:.—_____._____. ‘.__m_..__—~__-..._w..‘_.._.._-__.-.—.-.__L.____._.__a..w.au_m--WL.u:".<.mn..:___.__...___...__. ._..wuw_‘:‘k.. Lk :_«m,m__ﬂm__d,l—
370 380 390 400 4190 420 430 440 450 480 470 480 480 500 516G 520 530 540 55¢C 360 m mﬁ__d _ 580 596
Minimom: -1.0
Maximum: 5.0 5.¢ 80.0
Masgs Calc. Mass mha BPPM DBE i-FIT Formula
425.1967 425.19644 0.3 0.7 11.5 2.1 C25 H2% 0§
OH
O
C,H00C COOC,yH5
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.0, max = 40.0
Element prediction: Off
Number of isotope peaks used for i-FIT =2
Maonoisetopic Mass, Even Elactron lons
22 formula{e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:
C:0-30 H: 030 0O:0-7
Dr.Reddy's Laboratorles Lid, ARD, TC-1
1T0512_053 6 (0.225) Cm (6:8} 1: TOF MS ES+
2.01e+004

180+ 321.1332

9

. 3221378
] 290.1393 263.1030 . ﬂwmw.amm 3349299  338.1447 353.1001 356.1708  361.1263
0 _Mwm_.,wm.mmm_ /w _._ momg.._mﬁ mwa.w._iwaw w,__m.‘_‘wmmw T ‘ T ;H_. _..1 411490 ) - 4 3711172 wwﬂ_._ammw.wm.._omm miz
280 285 280 295 300 305 310 315 320 325 330 335 340 245 350 355 380 |5 370 375 380 385
Minimum: -1.0
Maximum: 5.0 5.0 40.0
Mass Calc. Mass mba PPM DRE i-FIT Formula
339.1447  339.1444 0.3 0.9 6.5 1.1 c17 H23 Q7
OH
0]
CoH500C COOC,Hs
0 ™
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 50 PPM / DBE: min = -1.0, max = 80.0
Element prediction: Off
Number of isoiope peaks used for i-FIT = 3
Menoisotopic Mass, Even Electron jons
38 formula(e) evaluated with 1 resuits within limits {up o 5 closest results for each mass)
Elements Used:
C:0-50 H:0-60 0O:0-19
Dr.Reddy's Laborateries Ltd, ARD, TDC-1
UT0812_042 18 (0.338) Cm (18:22) 1: TOF MS ES+
3.178+003

100 312.2530

.fo#

1 295.1534 : 913255

ol 2561985 a50.1425 204.1717206.4563  209.4838300.1783302.230850c 1350 5pg47ps 3121788 plaet7 318.1926319.1931 mmw.awmwmﬁ%w .

D F A T A A L AL A L RO SN RN S R S N e St A SN e Bt S BN Mt e s ms S S bt e s e e B o L T S e e e L T
287.5 290.0 292.5 205.0 297.5 300.0 302.5 305.0 307.5 3100 3125 315.0 317.5 320.0 3225
Minimum: ~1.0
Mazcimam: 5.0 5.0 8.0
Mass Calc. Mass mha PPM DBE i-FIT Formula
301.1654  301.14651 1.3 4.3 3.5 n/a C15 H25 08§
OH
0
C,H500C COOC,Hs
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.0, max = 40.0
Element prediction: Off

Number of isotope peaks used fori-FiT =2

Monoisotopic Mass, Even Electron lons
31 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:

C:0-25 H:0-35 0:0-10
Dr.Reddy's Laboratories Lid, ARD, TDC-1

UT0512_022 25 (0.902) Cm (25:34-6:10x0.010) 1: TOF MS ES+
2.41e+003
100 333.1109
Oy
] 313.1650 3171538 334.1133335 1080
___ - : . T e e L —— m/z
305.0 wo..._..m w‘_o.o ,ﬁm.m 3 m o u,_u.m wmo,o umm m mmm o wm.\ m mwu.o 3325 mmwb umw m mho o
Minimum: -1.0
Maximum: 5.0 5.0 4G.0
Mass Calc. Mass mba DM DBE i-FIT Formula
313.1650 313.1851 -0.1 -0.3 4.5 1.0 C1l6 H25 06
OH
O
C,H;00C COOC,Hs |
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NMR~4CQ0MHz in CLCL3
AR, No:MEOBL2/465

Date: 6th Sept 2012

OH
O

CoHs00C

COOC,Hs

B e e

4.93 3.06
3.1
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron lons

38 formuta(e} evaluated with 1 results within limits (up to 4 closest results for each mass)
Elements Used:

C:0-25 H:0-25 C:0-8 Br0-2

UTO712_40 14 (0.265) Cm (12:23)

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

1: TOE MS £S5+
418.0679 1-73e+004
100 416.0694418.
o 361,03¢1 3830314
. i
] 284.0544 357.0472399.04404071.0418 419.0722 4300800 4320844
i - 415, .
. 380083 | || [ wiams | 4 i ﬂ 402.0446 45 0405 4150565 | | wﬁ.ommmmmu.ommm 4 || 70855 4ap 05 4450085
TTT 7Y LR T LA B0 A0 0 0 R e R T I L L L R B L L R S I e _,M_T_v__.,..mm___.____._..._,. T T ___mh.,n."‘.u,u T Mz
375.0 380.0 385.0 390.0 395.0 400.0 405.0 410.0 4150 4200  425.0 4300 4350 = 4400 aa50
Minimum: -1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mha PEM DRE i-Fie Formula
399.0440  399.0443 -0.3 -0.8 7.5 5.8 Cc17 H20 06 Br
OH
O
HsCOOC COOCH;
Br
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min = -1.0, max = 40.0
Element prediction; Off

Number of isctope peaks used for j-FIT = 2

Monoisctopic Mass, Even Electren ions

11 formula(e) evaiuated with 1 results within fimits (up to 5 best isotapic matches for each mass)
Elements Used:

C:0-20 H:0-20 N:0-1 O 08
Dr.Reddy's Laboratories Ltd, ARD, TDC-1

UT0512_050 3 (0.11G) Cm (3:8) 1: TOF MS ES+
_ 3.05e+003
100~ 328.1193
n\nl
; 338.3428
: 3291215 m 363,157
] 3421339 :
337.1213 | 346.1202
ol o 3141038 170887 34315 ﬁ ‘ N L | OPPama3i0 3554299 g0 4440 | 3641627 3713157 3771725 579 3608 \
R I AN LU B e I B s D A IR L I L T A L AL L T I S B Wt s e i e o s e e iy B 1
310.0 315.0 3200 325.0 330.0 335.0 340.0 345.0 350.0 355.0 360.0 3650 370.0 375.0 380.0
Minimom: -1.0
Mastimam: 5.0 5.0 40.0
Mass Calc. Mass nba PEM DBE i~FIT Formula
346.1292 346.1291 0.1 0.3 9.5 0.2 18 H20 N O
OH
0
H,COOC COOCH;
CN




:Electronic Supplementary Material (ESI) for RSC Advances
‘This journal is © The Royal Society of Chemistry 2013

zIoZ ARH W3Ige '31=g

YEGL/ETS0EN I eN By
OSWE u¥ ZHROOV-MHN

oo -
2.01 Tl L
2.001 7 (C LY -
o 4
) -
[¥%]
) @)
— g
- O
i @ T
i O Q
0.92_[ 1= L . o
O
ur I
w
N 38‘[ . ; H_____—____&\\\
7 A
1.05 .1 | = —
JOPS | S
4 % N
1.0 [ FEmm——— - —
5.99{ N L AN -
2 81_[ J L N
= p—

mdd
|
Y




Electronic Supplementary Material (ESI) for RSC Advances
‘This journal is © The Royal Society of Chemistry 2013

i o
; 8 BE
7 nEL
M :": gg
. 209.255 5 g§
. 205,818 o B
- g I ;
N 204.871 F
o w2g
Q G . m
] =3
[
[vs B
a 4
a
oy
o -
o
‘g - 139524
] —iz1.321
~ 130,595
- T
o W
5] —120.1639 O
© 3 O
- O
R w
= e
[ i S
o -
. O
7 O
] XL
4 ey
o
O P
o
e ]
] — 39,920
- 39.706
] / 39,500
g - /=39 294
] \—39.088
L.
O .y
oo
g
® ]

HO




Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min u; 0, max = 80.0
Element prediction; Off

Nurnber of isotope peaks used for i-FIT = 3

Monoisctopic Mass, Even Eleciron lons

42 formula{e) m<m_cmﬁma with 1 results within limits (up to 4 closest results for each mass)
Elements Used:

C:0-25 H:0-28 0:0-8 Brp2

Br.Reddy's Laboratories Lid, ARD, TDC-1

UT0712_38 20 (0.367) Cm (20:25) 1: TOF MS ES+
1.440+503
1004 m%.o&m 351.0435
nxul
’ 384.0835
| 3520462 386,0810
1 3401407 348.0587 (" 353.0406 3630606 0 00%¢ 369.0568 3713174 3783908 ‘ e
Lz | 3 e 3s8.a721 Soon Y : 3870384 || 300725, _ 392.0728,395 0010 .
.A.__-_v.u~_k. u._,_A_.V_...._7‘_q__.__u—_u._a;]._w_.A.mu_,..m..A.m~—.._r. __u.ﬁ,.“.—.k_____a. ..Au... -__ul—l-l
340.0 345.0 350.0 355.0 360.0 365.0 370.0 375.0 380.0 385.0 390.0 395.0
Minimum: -3.0 .
Maximmam: 5.0 5.0 80.0
Mass Calc. Mass mDa DPM DBRE i~FIT Formula
@ 367.0554  367.0545 0.9 2.5 7.5 2.0 Cc17 H20 04 Br
g
zZ9
<
Q>
2B
55
=5 OH
ne @)
o
>
ISR
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Elemental Composition Report , Page 1

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

Monoisoiopic Mass, Even Electron fons
66 formulale) evaluated with 1 results within limits (up to 4 closest results for each mass)
Elements Used:

C:0-30 H:0-20 N:0O-5 0O:0-5

ATBEICSAT066 Dr.Reddy's Laboratories Ltd, ARD, TDC-1
UT0712_39 21 (0.399) Cm (21:25) 1: TOF MS ES+
3.840+002
100+ 296.1299
%- 338.1522
i o5 10 297.1326 113,105 3170538
. . 306.2876 : 326.3222 331,162 ) _
1 286408 3 ﬁ 300.2088 3101451 | 317.2047 Jmmm,mmmm wﬁ 1065 337.1524) - 401524 344.2272 354.2292
R B S B e L R e T S LESHIGIUI DU U S 8 M S T — fopprbr e 1z
H Fl UL T i e S e LELELELA A.—u.m-—‘__m...m'L,_k,“__wn..._.u.J._-—ma_. 3
285.0 290.0 295.0 300.0 305.0 310.0 315.0 320.0 3250 330.0 335.0 340.0 345.0 350.0
Minimum: -1.0
Maximum: 5.0 5.0 8p0.0
Mass Calc, Mass mba PEM DBE i-FIT Formgla
314.1385 314.1392 -0.7 -2.2 9.5 1.3 cl8 H20 N o4
3
o
g
zZ9
<
O >
0E OH
xe 0
=
S o
=
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for -FIT =3

Monoisotopic Mass, Even Electron fons

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

C:06-30 H0-30 N:02 O:0-4

ATRBICSAT1/71 Dr.Reddy’s Laboratories Ltd, ARD, TDC-1
UTO742_34 16 (0.292) Cm (18:24) 1: TOF MS ES+
3.35e+002
100 4341780
Q\&I
438,1693
. 435.1823
. |
. M
] . 439.1720
430.1995431.1758 4323083 434162 438.1822437.4877 | L 4402112 4412888 442,3115443 2805 444.3854 4951080 a47.3827 4481423
..,_~_M_L,_s.:._-w._.u._m_..u,_n‘,;ud....v._.L.H__.__.v..ﬁu._,__mn-_u__.._,_v_,u:..“,‘.‘__‘__k_.___u,.__u__._u._..ﬁ‘_._H z
430.0 432.0 4340 436.0 438.0 440.0 _ 442.0 4440 446.0 448.0
Minimum: -1.0
Maximum: 5.0 5.0 a0.9o
Mass Cale. Mass mba PEM DRE i-FIT Formula
438.1699  438.1705 -0.6 -1.4 17.5 2.2 €28 H24 N 04
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Elemental Composition Report Page 1

Single Mass Analysis

Telerance = 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
40 formula(e) evaluated with 1 results within fimits {up to 4 best isotopic matches for each mass)
Elements Used:

C:0-30 H:0-30 N:0-2 0:0-8 ,
Dr.Reddy's Laborateries Lid, ARD, TDG-1

UTO712_37 16 (0.293) Cm (9:23) 1: TOF MS ES+
1.85e+003
100 475.1842
E A72.1746
@.wl
| 454.1641 : 476.1906
1 455.1669 458 1617 470 wma_.
| : . - 477.1839 4801407
o 4403762 452.3182 | ﬁ oo [ 4028124652180 ss74187 w 4 , ( ; 485.286¢ 489.6547 4924072
S N N T AL ) E AL Y B L L e o T UL B A S B B 0 e oy e oo S s e S B B S B S S e R A
450.0 4525 4850 4575  460.0 4625 4850 467.5 4700 4725  A750 4775 4800 4825 4850 4875 4800 4925
Mindimuam: -1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DRE i-FIT Formula
458.1617  458.1604 1.3 2.8 i6.5 0.9 €27 H24 N OB
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1. 5, max = 80.0
Element prediction: Off
Number of isotape peaks used for i-FIT = 2

Monoisotopic Mass, Even Elactron lons

moﬁoz:cwmﬁmvm<m_:mﬂmas_x=‘_qmmc_ﬁmsmzz_mazm (up to 5 closest results for each mass)
Elements Used:

C:022 H:0-27 N:01 0:0-10 o
UT1212_073 12 (0.420) Cm (12:17-48:52x0.010)

1: TOF MS ES+
1.198+004
100+ , 393.1520
%-!
1 394.1564
J : 392.2835
316771 2o, o711 S92.fr0s 7 30p6701 592.8226392.0801 3932013 %572 a03.6830 303.8700 1384.2411 iz -
H T T T T T T T w T T T T L) _ T T L) T m T T T T .‘
391.50 391.75 392.00 392.25 392.50 392.75 393.00 wmu 25 393.50 393.75 394.00 394.25 394.50 g
Minimum: ~1.5
Mazimum: 5.0 10.0 80.0
Masg Calec. Mass mDa bpM DBE i-FiT Foxmula
393.1530  393,1549 -1.9 -4.8 8.5 1.1 C20 H25 08
OH
0 :
CoH;00C COOCyH5
COOH
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Elemental Composition Report Page 1
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 :
126 formula(e) evaluated with 1 resuits within limits (up to 4 best isctopic matches for each mass)
Elements Used:
C:0-35 H:040 N:0-5 C:0-5
Dr.Reddy's Laboratories Ltd, ARD,TDC-1
UT0712_67 18(0.353) Cm (19:22) 1 TOF MS ES+
2.09e+004
100+ 400.1665
% )
i 401.1713
i g
] 402.1729 o1,
171.1870 208.0404 _262.2441 270.0286308.2780  354.1227 4029728 5012857 5203183 586.4118 6211126 0080889 9454638 7845715 -
._mm‘,.._._.‘m_‘.__"n.mLn___..w___.,_‘»ﬁ-__~—\ .umu»,a_w____.au.v___.__k,u.._.___ml.____mw;,..__.__muv._—_¢._—“__.A_‘_..-_
176 200 225 250 275 300 325 350 375 400 425 450 475 500 525 650 575 600 625 650 575 700 725 783 795
Minimum: -1.0
Maximum: 5.0 5.0 80.0¢
Masg Calc. Mass mba PPM DBE i-FIT Formula
400.1665  400.1661 0.4 1.0 15.5 i82.2 €24 H22 N3 03
4
[&]
8
zZ9
<R
Q>
23
= £
S
e
7?9 N
o —
:HL\W CoH:00C “
(o]
53 N
©
s Qo H
2%
©
So
< NC
£
m..©
S0
NG
Loc
53
Bw
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SAMPLE INFORMATION
Sarmpel_Type Unknown Acquired By System
Injection Volume 61 Date Acquired 10/3/2012'6:53:59 PM
Viai no 10.00 uf Channel Narme PDA 254.0 nm
Run Time 40.00 Minutes Acq Method Set CHIRAL
gy Stfms'\’at”li *1*2”1-;36085—"'3‘\ Pate Frocessed 10/4/2012 11:57:20 AM
mﬁﬂ’ig}n ; me ; 302 Project Name Aliance_005_OCT 2012
g Processing Method A :
HPLC CONDITIONS
Colurm : chiral pak AD-H{(250%4.6)mmBum N
NMobile_phase . Bthanol:MeOH . DEA(800:200:1) ‘ -
Diluent : BCM C2Hs00C |
Flow rate 0.5 mLfmin, N
Colurm termp 27 °C, Injvol:5pt o H
Wavelength 1254.0nm
NC
Auto-Scaled Chromatogram
0.307 ~
1 [T9]
™
i @ ~
1 0.20~ oo
2 ] / /
0.10‘_ /
A /
0.00: J \’g——‘i + -
0.00 5,00 1000 1500 2000 2500 30,00 35.00 40l00
Minutes

Peak Results

Name RT Area % Argw
1 8.491 9556836 | 47.57
2 11357 1 10532450 | 52.43

1 of 1
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of iscfope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

57 formulale) evaluated with 1 results within limits (up to 5 closest results for each mass)
Etements Used:

C:0-50 H.0-80 O:0-10
Er.Reddy's Laberatories Ltd, ARD, TDC-1

UT0812_037 18 (0.293) Cm {13:20} 1 TOF MS ES+
2.24e+003

160~ 464.2266

| 380.2130 408.2432

nw\anl

i 465.2296

’ 3812147 439.2480 428.1901

| 352.1823 ) 430.1807 4472011 466,2337 g0 mma.wmmm

o] ( 359.6028 374.1004 ﬁ 38B.3419 4014877 ﬁwé.mﬁmﬁw.uﬁo ( R L P 4866827 1922578 serge, |

R R ) B A G R R B A A NS Ry LS ARy LAMR) LERA) e S nas s S L aay s B s VDR ROk OB ¥ P4

350 360 370 386 390 400 410 420 430 440 450 450 470 480 490 500 510 520
Minimuam: -1.0
Maximuam; 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DEE i-FIT Formula
£47 2012 £47.2019 -3.8 -1.8 9.5 15.4 C24 H31 0B

OH
O
C,HO0C COOC,Hg
/
o0
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

B1 formulafe) evaluated with 1 results within limits (Up to 4 best isotopic matches for each mass)
Elements Used:

C:0-20 H:0-20 N:0-4 O©:0-5 Br0-1

AT78BICSAT2/084
UT1211_0356 25 (0.472) Cm (25:26-77:84x0.010) . 1: TOF MS ES+
: 6.11e+003
100 395.0598 397.0578
u\o.l
] 396.0626 308.0612
i 391.2837 .
283.2865 385.3207 386.1767 388.3385 me.mmom i w,wm 2910 394 6683 mmw.mmqq wg.cmqw.»o‘_.momm h_ow.mmmunom.m@mw
—_.__u_—_-u___-_—__.._L—.L_.___-___.__—_-w-_____m...___..—_.-.-»___—..-_ _.-—__-_m____..—-.-___-___-_— n_—_h_. .
384.0 386.0 3880 390.0 392.0 394.0 396.0 398.0 400.0 402.0 404.0
Minimum: ~1.5
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mDa PEM DBE © i-FIT Formula
395.08598 395.0606 -0.8 -2.0 8.5 0.8 C1L7 H20 N2 04 Br

C,Hs00C”
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Elemental Composition Report , ) Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.0, max = 40.0
Element prediction: Off

Number of isotope peaks used fori-FIT =2

Monoisotopic Mass, Even Electron fons

129 formulale) evaluated with 1 results within [imits {up fo 5 best isotopic matches for each mass)
Elements Used:

C:025 H:0-30 N: 04 0:0-10
Dr.Reddy's Laboratories Ltd, ARD,THC-1

UT0512_031 37 (1.322) Cm {37:49) 1: TOF MS ES+
. 4 41e+003
100- 362.1356
o\cl
1 391.2856
] 223.0078 279.1804 5g3 1757  352.3398 3922876 4oq.
G __mo_mom,mm_\_ L ULl hr_ d\_ TITTTTTIITITY _J 1 __ T _ﬂ_ IRAEL) _\ _mhmﬂoam_lmwoo_.amwmo._mmmmwom_mm mmm_mmm_w.N mmﬂw._mwwmuw;am thMmmm Siraare miz
LA A AR IR N R A AN EAR LI R AR A R A R AR AR RN LA LN IR AN R 1AL LELS RN EAERE IR LS :: LA AR A PR A AR AN LR KRR N AR Y AL TTrt EERNEREA :.._:: LERE] :_—_:._::“_:_1 u_m.__;:_»w . T :;.:____:m::—
200 220 240 260 280 300 320 340 360 380 40D 420 440 480 480 500 52C 540 560 580 800 620 540 660 680
Minimum: -1.C
Maximum: 5.0 5.0 40.¢
Mass Calc. Mass mba PPM DBE i=-FET Formula
362.1356 362.1352 0.4 1.1 9.5 2.0 Cl7 H20 N3 06
OH H
N

C,Hs00C NH
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.0, max = 40.0
Element prediction: Off

Number of isciope peaks used for i-FIT = 2

Monoisotepic Mass, Even Eleciron lons

138 formuta(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:

C:0-25 H:0-30 N:04 O:0-10
Dr.Reddy's Laboratories Lid, ARD,TDC-1

UT0512_030 32 (1.123) Cm (29:38)

Page 1

1: TOF MS ES+
7.00e+003

576.0323 593.1421

100~ 342,1448
%
: 3431487 3912858
: 233.0047 275.1602 4 387.2888
ol 25 08es 2. 2760051, | 2804638 piraze | o | ol A29.2387437.4311 473.41057° 0758 50 4p47 532.0528
200 220 240 260 280 300 320 340 | 380 | 380 | 400 | 450 | 440
Minimum: -1.0
Maximuam: 5.0 5.0 40.0
Mass Calc. Mass miba PIM DBE i-FIT Formula
342.1448  342.1454 -0.6 ~1.8 10.5 0.1 C18 H20 N3 o4
OH H
N

CN

T T T T T T o [ T [T T P T T Ty o P e T e e T e e e s vz

580 800
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Elemental Composition Report

Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min=-1.5 max = 80.0
Element prediction; Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron fons
27 formula(e) evaluated with 1 results within limits {Up to 4 best isctopic matches for each mass)

Elements Used:
C:026 H. 026 N: 04 0O:05

UT1211_037 16 {0.292) Cm (14:18-49:56x0.010) . 1: TOF MS ES+
1.12e+005
100- 418.1752
]
o] 418.2180
) 419.1812
] 419.2253
4 400.1665 . .
N 4031991 4o00573 4152148177182 L 420.2230_423,3871 430.2629 _ 434.1807 4401625 4443331 447.3558 Lmn_rao: 4561320,
_—Anﬁ- -—_____———_-_-h«-;_—_._ _____m._._—-___v_-;__—_—-____«_m_,m——_k—-—-__wuvn..__-—__-———_———._——_-—1_ —-—-_-‘N
400.0 405.0 410.0 415.0 420.0 4250 430.0 435.0 440.0 4450 450.0 455.0
Mindmums: ~1.5
Maximum: 5.0 20.0 80.0
Mass Cale. Mass mba a1t DRE i-PIT Formula
2 418.1752  418.1767 -1.5 -3.6 14.5 26.9 ¢24 H24 N3 04
: _ ;
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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 =3

Monoisotopic Mass, Even Electron lons

45 formula{e) evaluated with 1 results within limits (Up to 4 best isotopic matehes for each mass)
Elements Used;

C:0-26 H:0-28 N:04 0O:0-5

UT1211_038 18 (0.340) Cm {18:22-52:76x0.010} : 1: TOF MS ES+
4.60e+003
100- 386.1711
o\ol.
. 402.1650
1 1430592 2080392 2791888 34€ 1770 403.1710
ol ____: n __mmm_ﬁw __.\mmmao_m :_ M s e, SO2:2085 6515088 6101915 mwwam_qemg 4817 1492978o 10 41 8B06663 g0, s0sa049.7433 -
LA ™riT TryT ,..‘_ T TETT L] TIrTF LUK LI 3L T T T LIk —-.___mv,nh___ TIiT1T TiT1 LIRELIR m-L_u_-_—_—__.—_h-—_-__u.—.___—-w;,_.__._—__—-vn_H—__~_‘-_v_._‘_—_—__-_1_—_—-—_w.____——m___
150 200 250 300 350 400 450, 500 550 600 650 700 750 800 850 900 . 950 1000
Minimum: -1.5 :
Maximums: 5.0 5.3 80.0 !
Mass Calc. Mass mDa PEM DRE i-FIT Formula
s 386.1711  386.1716 -0.5 -1.3 10.5 0.8 C20 H24 N3 O5 :
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