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4a *H NMR (400 MHz, CDCl5)
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4a'H NMR (100 MHz, CDCls)
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4a HRMS
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4a HRMS

Elemental Composition Report

@)
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = 0.0, max = 50.0 ]\
Element prediction: Off -
Number of isotope peaks used for i-FIT = 4
Moenoisotopic Mass, Even Electron lons
122 formuta(e) evaluated with 1 results within limits (up to 4 closest results for each mass)
Elements Used:
C:0-50 H:0-70 N:0-2 0:0-15
A012-CCTP-1-001 Dr.Reddy's Laboratories Ltd, ARD, TDC-1
UT1011_161 30 (0.561) Cm (30:32-3:4x0.010) 1: TOF MS ES+
2.30e+003
100~ 276.1407
] 276.0297
o | ,
1 | Mﬁ._l_n%
N 274, a:w 275.1634 | 2770338 278.1494  279.1633 2800238 2812008 2821088
T L B A R R T .
274,00 275.00 276.00 277.00 27800  279.00 280.00 281.00 282.00

Minimum: 0.0
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
276.1407  276.1388 1.9 6.9 11.5 50.9 Cl19 H18 N O
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4b *H NMR (400 MHz, CDCl5)
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4b *H NMR (100 MHz, CDCl5)
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4b HRMS
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4b HRMS

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-2.0, max = 80.0
Element prediction; Off

Number of isotope peaks used for i-FIT = 3 I\

Monaisotopic Mass, Even Eleciron lons

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

C.0-25 H020 N:0-1 0:0-1 Cl0-1

AQ12/CCTP-1/010

Cl

UT1211_234 39 (0.722) Cm (39:40) 1: TOF MS ES+
5.66e+003

100 3 o..é 001

312.0085

313.1015

BUIR 51 9409 279.4800  299.1508 U200 geons  artates S ypq gy I OO yag e WIS g agsans

O T i:;:,,_(.,:__,,,_,v__:itJ:.;:_;::m.:,__::f :7__:i,,,_:..m.__{:,;_:,__:_i__;:_;:,;_:J.:_7:_;::7_:;::_::_:,;:,;__:__., r:i_:i_,;_:,__.,:_,_,;_:,_,:;_.:__:__:.;_:,_,:;__:_:..w,: T :._\N

200 240 230 260 270 280 290 300 310 320 330 340 356 360 370 380 390 400 410 420 430 440 450 40 470 480 490 500

Minimum: -2.0

Maximum: 5.0 5.0 £0.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

310.1001  310.0999 0.2 0.5 1.5 0.7 Clg H1I7 N O Cl
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4c HRMS

A012/cCTP-1/018
UT11 ‘_Mlk_ 34 16 (0.427) Cm (16:17-62:70x0.010} 1. TOF MS ES+
100- 276.0262 3.13e3
o
N\ =
Z
=
356.0464
%I
373.3040
317.0531
143.0589 391 2840 541.9575
, | :
| W m
0-Li _.;,_ - ;_ - ) ; | :_W ! .m;,_ , _,,,_,._, ._,_,”_,;.,W,L,K,M bl h ,,:,, Ll g it ,;__,, . :_._”,W, i i gW_____,. S U YU miz
150 200 300 400 450 500 600 650 700 750
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Elemental Composition Report

Br

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-2.0, max =80.0
Element prediction: Off

Number of isotope peaks used fori-FIT=3

/ \

Monoisotopic Mass, Even Electron lons

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

C.0-22 H: 022 N:04 0:0-5 Br 01

AD12/CCTP-1/018

UT1112_134 16 (0.427) Cm (16:17-62:70x0.010) 1: TOF MS ES+
3.13e+003
100 276.0262
{ 1301583
- 356.0464
% | 3733040
11 143.0589 ﬁ 391.2840
17 _ ol o417 582 9855 803 5344 945.8432
obit oo b b | 650.3531 3448823504 945 1102.7281 1144.7585
T [T L T R L B B R L B B B S A B I B T T A S-S B B
200 300 400 500 600 700 800 900 1000 1100 1200
Minimum; -2.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DRE i-FIT Formula
354.0484  354.0494 -1.0 -2.8 11.5 0.5 Cl9 HI7 N O Br
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4d 'H NMR (400 MHz, CDCls)
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4d *C NMR (100 MHz, CDCls)
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A012/CCTP-1/017

UT1112_133 21 (0.579) Cm (21:24-62:72x0.010) 1: TOF MS ES+
130.1579 7.51e3
100-
356.0464 o
]\
P
0
%l
373.3024
276.0258
171.1847 317.0522 I e
| | | |
| i |
| |
| o kb Ll ﬂ
Ottt threprrr e e erbtprrotph T m/z

140 160 180 200 220 240 260

280 300 320 340 360 “380 " 4bo 430 440 460 ' 480 500 520 540 560 m_mo
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Elemental Composition Report

m_sm_m Mass Analysis
Tolgrance = 5.0 PPM / DBE: min =-2.0, max = 80.0 Q
Element prediction: Off

Nurhber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons =
g1 @ac_mﬁmv evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
m_memam Used:
C.0:22 H:0-22 N. 04 0:0-5 Br04
AD12ICCTP-11017
UT11112_133 21 (0.579) Cm (21:24-62:72x0.010) o0 1: TOF MS ES+
7.51e+003
130.1579
100 356.0464
% _. 373.3024
, 276.0258 7
1711847 260.0477 | 317.0522 ﬁ 9912632
. 04 ; . . 803.5305
M. ST A N o satger PN epacosr TE2A26S)C  stisTasoorsts 1478 0275811255229
R A A AR LA R A A S A s ) L L S L e L L A A A A R A R L Al KA LA A R At RN e R L7
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 _._ooo 1050 1100 1150 1200
zu.,nmac;“ -2.,0
Maximum: 5.0 5.0 80.0
Masg Calc. Mass mla PPM DBE i-FIT Formula
354.0479 354.0494 -1.5 -4.2 11.5 2.0 Cl19 EiI7 N O Br
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4e *C NMR (100 MHz, CDCls)
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AG12/CCTP-1/002
UT1112_108 22 (0.412) Cm (22:27-61:84x0.010) 1: TOF MS ES+
| 372.0384 8.26e4
100-
374.0374
o)
Z
LL
| @
|
,.
8
= i
1375.0403
130.1593 |
503.1900
O,_..T_,i,__.,.i_____,,.__._____,;m"__._;;____.,,__,T,,,W“;_,;,,_;,_;x;: RS RARSY _,._:,__,,_.MZ:i”,i.i.,i;:, T AR AR A R R ”,,..E\N
150 20 250 300 350 00 450 550 60 650 700 800 850 900 950 1000
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Elemental Composition Report

Single Mass Analysis
Tolerance = 10.0 PPM /. DBE: min =-2.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2 @)
Monoisotopic Mass, Even Electron lons

48 formula(e) evaluated with 1 results within imits (up to 4 best isotopic matches for each mass) I\
Elements Used: Z
C:0:20 H:0-18 N:0-2 0:0-3 Br0-1 F: 01 "

AQ12/CCTP-1/002

UT1112_108 22 (0.412) Om (22:27-61:84x0.010} 1: TOF MS ES+
8.26e+004

B

100 372.03%4

“ 375.0403
| 1301583 474 455 370.0245 376.0410 5031800 560 9805 792.6039 934.8477
oL o 276.0269 e 447.1281 I T 6220066 6804803  747.9098 ) 808.0496  897.0099 9730830
_v:_,,_;,_,_ﬁ“,_:_:_,_:”.,_,m‘_,_f,_,_.,,7.,,.7,_ﬁ__,,_,_,,.;_,_,A,,_,_f_,,_,_,_7.,_,_:,_7_,_;._,_7,F,,_g_,.m_,_,wg_,_f;:_,..,,.L_f_,.,_,__,_,.,_7__,:,,_,_,_,.",_jﬁ
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 500 950 1000
Minimur: -2.0
Maximum: 5.0 10.0 80.0
Mass Calc, Mass mba PEM DBE i-FIT Formula
372,0384  372.0399 -1.5 -4.0 11.5 8.3 Cl9 Hi6 N O Br F
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4f 'H NMR (400 MHz, CDCl5)
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4f *C NMR (100 MHz, CDCls)
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4f HRMS

A012/CCTP-1/009

UT1112_111 52 (0.958) Cm (52:54-83:104x0.010) 1: TOF MS ES+
306.1498 7.46e3
100~
o 435.3014
| prd
O/
%\
1 woN 1544 436.3046
130.1595
171.1861 373 3043
276.0265
i . | _ L) __k_hi: :7 m_
Ottt et e et e e e e e el b e MYZ
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 42 440 460 480
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4f HRMS

Elemental Composition Report

Single Mass Analysis /A
Tolerance = 30.0 PPM / DBE: min=-2.0, max = 80.0 -
Element prediction; Off o
Number of isotope peaks used for i-FIT = 2 ~
_so:o_moau_o Mass, Even Electron lons
18 @acmm e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used.
OQMm, H:0-23 N:02 0:0-2
AC12/CCTRP-1/009
UT1§12_111 52 (0.858) Cm (52:54-83:104x0.01C) 1: TOF MS ES+
7.46e+003
100 wom.u%m
_ 4353014
o\a:
307.1544 436,3045
130.1895  171.1861 : 733043
. S 004 276,085 30815287 437.3072 7524219 7925054
0+ L 7 I b | | 541.9634 611.2920 663.4488 \ L 882.3760898.7778 968.5892 miz
,.a_ﬁ,g_,_,,__,_,vf_,__gﬁ_,.m,,_,7_,,__,_,_,4_,_. ,._,_,,.h“_,7__._4,_,.ﬁ,,_,_,,..7_,,_7"_,,_,_ﬁ,m_,_,~__,_7,_,,_4,__U__,_ﬁ,,_,w__,,”,,,_7.__,_.4g_,_,_,m._,,7_,_un,_‘_7_,,,
Mwo 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 8_8
zu_.mmaga“ -2.0
Maximum: 5.0 30.0 80.0
Mass Calc. Mass mba PPM DBE i-FIT Formula
306.,1498  306.1494 0.4 1.3 11.5 24.9 C20 H20 W 02
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49 *C NMR (100 MHz, CDCls)
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4g HRMS

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM [ DBE: min=-2.0, max = 0.0
Element prediction: Oif

Number of isctope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

o)
\
OCHj

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

Elements Used:

C:0-25 H:0-25 N:01 Q:0-2
AQT2ICCTP-A1015
UT4211_236 37 (0.695) Cim (37:43-4:760.010) 1: TOF 1S ES+
3254004
. 306.1498
o\o
37,1531
174.1860 308,156
oL 1991803 ISLUTE ggy g 2001518 [WSOOIBI0 ah01500 ag1 gnangnqaam 4363021 46TAO0 495435 5234720 551.5068 o
L e L o L) L s L N L R ) Ly L LS R L L L) LR s L RSy LS LA L A AL S R
80 200 220 240 %0 280 300 30 M0 360 30 40 40 440 460 480 500 520 50 560
Minimum: -2.0
Maximum: 5.0 5.0 80.0
Mass Calc, Mass mia BPM DBE 1-FIT Formula
306.1498 306,144 0.4 13 1.5 17 20 H20 N 02
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4h HRMS

Elemental Composition Report

OCH3

T
- . O O
Single Mass Analysis _z o
Tolerance = 5.0 PPM "/ DBE: min =-2.0, max = 80.0
m_msma prediction; Off
Nuriiber of isotope peaks used for i-FIT = 3
a_%“ommos% Mass, Even Electron lons
38 _,23___& ) evaluated with 1 resuits within imits (up to 4 best isotopic matches for each mass)
Elements Used:
C:022 H:0-22 N.04 0:05
A012/CCTP-1/011
UT1112_132 21 (0.580) Cm (21:23-60:70x0.010) 1. TOF MS ES+
8.50e+003
100- 36,1584
li30.1579 |
%
1 - 373.3023
1 w605 465,309
] 481 | 1.2832
0 T.\:%m Nmoi_;, n xm Sl MO0 popnpus 704180352 ggr7aa007or0  qope7ans 11087438 11315470 -
._,__:7__;__;_:;_._;:__,__:__; _;,h;i‘_ii____.,__,;_:;._:i_._i_._i:_,,,,___:___:t:;::m::_::_::T:;__ 7___7___,i:;,,:i,:m::t::::“u:__:,_u:_—:,__:__u.,__
150 200 250 300 350 400 450 500 G50 60O 650 00 750 800 850 900 950 1000 1080 1100 {150 1200
Ezmaﬁz -2.0
Maximum; 5.0 5.0 80.0
Mass Calc, Mass mDa PPM DBE i-FIT Formula
336,1584  336.1600 -1.6 -4.8 11.5 1.4 C2l H22 N 03
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4i "H NMR (400 MHz, CDCls)
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4i *C NMR (100 MHz, CDCls)
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4i HRMS

A012/CCTP-1/012

UT1211_235 15 (0.279) Cm {9:15-27:35x0.010) 1. TOF MS ES+
3211233 7.71e3
100+
o
Z
O =
P
SS
B
3221273
0 m T SRR e L _:,Z;,::_,,,_,;_::,t_,__ L R R LN R , T , miz

160 180 Noo_,wmo 240 260 280 300 320 340 360 380 400 420 440 460 480 500
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37

Elemental Composition Report

NO,

Single Mass Analysis o
Tolerance = 5.0 PPM / DBE: min=-2.0, max =80.0 pd
Element prediction; Off

Number of isotope peaks used for i-FIT =3

Monoisctopic Mass, Even Electron lons

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

C:0-25 H 025 N 03 Q-3

AQ12/CCTP-1/012

UT1211_235 15 (0.279) Cm (:15-27:35xC.010) 1. TOF MS ES+
7.71e+003

100 3211233

o

%N.sa
3231209
1711861 1990297 224 0120 2791611 og99514 | 3621519 3912844 4221297 4504117 4850801 5140867 2002 551 959 6253320 653.34

0
O _,,_,_,_,_,_W,._,_,_,__7_,,_7_,:_,_:__,_,";, T T T T T T T T T T T T T T T T R T T T T AR A A AR AR AR RN R R N R R R R R RN R A AR N RN R AR AN RN RS ER N RN RN R RN RN miZ

160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 820 640

Minimum: -2.0
Maximum: 5.0 5.0 20.0

Mass Calc. Mass mbDa FPM DBE 1-FIT Formula

321.1233  321.1239

0.6 1.9 12.5 1.3 Cl% HIT7T N2 03



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

5.15_|:
2.35{
2.25_[

1.02{

3.55 {
3.00 _f

3

wdd

4j 'H NMR (400 MHz, CDCly)

L
C‘% [ —
C_ "
—
e AN ~
@)
/ \
N
OH
A

ZHROOT—0al

£I00) uT E0Q-TdLID-TTOY

Y




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

021 ovt 091 08T 00¢

\|i||||\aa|!||11;E:s||||H;M||:|HHI\||||||

00T

‘|\1!|IIII‘\Ill|||\|l\!!|lll\l|\l|l|\I\\Illllllltllllll‘l

. "’WWW AR T 1Ww«ww«w~wmm~rwwmwﬁa

ov 09 08

114

wudd

4j *C NMR (100 MHz, CDCls)

198.657

s

156.355

136.381
135,968
131.004

_/

/r—129.354 N
128.269

!

W—127.543
126.841

126.199
121.837 OH

121.228
116.070

e

77.321
7.000

30.202

12.998

76.687

ZHHOOY—THN

£T20D ut £00-TdLOD-ZTOY



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

4j HRMS

A012-CCTP-1-003

UT1011_160 27 {0.500) Cm (25:35-4:6x0.010)

1: TOF MS ES+

100, 292.1365 e
T
> o
=
%r
Mum.nmmm 293.1400
311.1670
295.2904
322.3088
P | W. ] | |
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4j HRMS

Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = 0.0, max = 50.0 i N©\m
Element prediction: Off =
Number of isotope peaks used for i-FIT = 4
Monoisotopic Mass, Even Electron lons
4 formula(e) evaluated with 1 results within limits (up to 4 closest results for each mass)
Elements Used:
C:0-20 H:0-20 N:0-1 O:0-2
AD12-CCTP-1-003
UT1011_160 27 (0.500) Cm (25:35-4:6x0.010) 1: TOF MS ES+
1.04e+004
100+ 292.1365
m\mvl
| 293.1400
. mﬂm.momwm 297.2881 3111670 322.3088
o] 211.2779 288.2566 ﬁ e ) 239 M27146348.2750 3592706 369 42
— ."__.. .......... ..______."___,____.______.. Iar— I P 7 _," __________ I I z
265 270 275 280 285 290 295 300 305 310 315 320 325 wwo 335 mao 345 350 355 360 365 370
Minimum: 0.0
Max imurm: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE 1-FIT Formula
292.1365 292.1338 2.7 9.2 11.5 7.4 C19 HI8 N C2
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4k *H NMR (400 MHz, CDCl3)
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4k 3C NMR (100 MHz, CDCls)
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A012/CCTP-1/008

UT1112_110 28 (0.515) Cm (28:34-61:87x0.010)

1: TOF MS ES+

. 3.01e4
160~ 326.15637 e
POV
Z
=

%\
327.1563 792.6032
455.3053

130.1624

- 373.3032 793.6065

276.0268

- i |

L | ‘ L u
o_:,,__m.:«‘i,_:,_,,:;{_i_. _,i:._f..,,__,_,\‘__:,_ :,,,.m:;__?____,,__:,_"_,L__,t,,",__:.:,".,;_:;_ .,T_:____,,_:.W,,:,:,:7,0_7_,1_:_,_:, e M2
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Elemental Composition Report

mm_ﬁ_m Mass Analysis o
Tolerance = 10.0 PPM / DBE: min=-2.0, max = 80.0
Element prediction: Off

zg_aﬂ of isotope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons
15 @ac_m e) evaluated with 1 results within timits (up to 4 best isotopic matches for each mass)

Elements Used:
o.c,mm H:0-23 N:0-2 O:0-2
A012/CCTP-1/008

UT1412_110 28 (0.515) Cm (28:34-61:87x0.610)

590.25
WA Lxmm_wog g67.2427 02583 65 4507 560 4778 726.4640

1: TOF MS ES+
3.01e+004

942.675p 988.596

100+ 326.1537
thr
327.1863 455.3053
130.1624 171.1858 276.0268 ‘ $73.3032
, 7 _ | 260.0488 f _ L L
O____7_>,,kg,,_w__,v__,,__,__.__,,ﬁ_g,__u__,,f,,,,_.A_,7,,__7__,,w,,,,__V,,‘,,,—___,;7,,___.,,,7_____,,,,_4,__7,>_L7,__.
150 200 250 300 380 400 450 500 550
Minimom: -2.0
Maximum: 5.0 10,0 80.0
Mass Calc, Mass mDa PFM DBE i-FIT Formula

1

326.1537  326.1545

0.8 -2.5 14.5 37.1 €23 H20 N ©

_..__i_:t: _,..,7,:,__._,7,_,;:__7.:;::.__,,_B\N

950 1000
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5 E 41 *H NMR (100 MHz, CDCls)
o] £
= - 3
= 4 £ 197 .54%
[N 3
xR — 3
o | =
4 1:
N
P I 4
e R
O
s F —136.488
=4 136.213
- i% " 135.082
i 128.277
] 9 f 128.849
i = 128.124
1 = 127.757
3 126 .604
4 F 125.825
g* e 121.967
] 120.058
- = %
= i
= i
1 %
co | %
= 1 77.321
1 F 77.000
1§ 76.679
4 %
o T E-
=]
1 3 50.212
i i
£
= —
i E
T % 30.979
T F
1 %
ro | ]
a
4 % — 11.493
=}
A=g
3 |

ZHKOO P -dWN
900~T~di30~210¥

€1303 ul



4] HRMS

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

A012-CCTP-1-006

UT1011_158 26 (0.487) Cm (26:32-3:8x0.010) 1: TOF MS ES+
100~ 290.1572 3.55e3

i
1

%‘
276.0302
mmm._mwéo
322.3096
|
_ W ,
" L) il
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Elemental Composition Report

Single Mass Analysis | o
Tolerance = 10.0 PPM / DBE: min = 0.0, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 4

/ \

Monoisotopic Mass, Even Electron ions

5 formula(e) evaluated with 1 results within limits (up to 4 closest results for each mass)
Elements Used:

C.0-20 H:0-20 N:0O1 0O:0-2

AQ12-CCTP-1-006

UT1011_158 26 (0.487) Cm (26:32-3:8x0.010) 1: TOF MS ES+
3.552+003
100 mwo.mmﬁm
m
|
% Em.ﬂwow
| {  285.2910 322.3096
m m 297 2874
L A L B R R ‘
270.0 280.0 290.0 300.0 310.0 320.0
Mindimum: _ 0.0
Maximum: 5.0 10.0 50.0
Mass Calec. Mass mDa PPM DBE 1-FIT Formula
290.,1572 290.1545 2.7 9.3 11.5 5.1 C20 H20 N O

4y
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4m *H NMR (400 MHz, CDCls)
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1.27e4

A012/CCTP-1/019
Ut 12_135 27 (0.728) Cm (27:32-61:69x0.010) 1: TOF MS ES+
130.1583
100+
G
07N\~
~/= O
%:
373.3039
276.0266
358.0762
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[ W ke , ! ;
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4m HRMS

Elemental Composition Report

)
Single Mass Analysis
Tolerance = 4.0 PPM / DBE: min=-2.0, max=80.0
Element prediction: Off O = _ -
Number of isotope peaks used for i-FIT =3 ~ o
Monoisotopic Mass, Even Electron lons
194 __3_.3523 evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elerients Used:
C: 022 H:0-22 N:04 .05 Cl0-3
A012/CCTP-1/019
UT1112_135 27 (0.728) Cm {27:32-61:69%0.010) 1: TOF MS ES+
101301583
% 1 373.3039

) +276.0268 358.0762 |

1711854 »50.0401 7 317.0538 7 391.2847
0 . %00 B _ ) .7 .7, _ ,hoio: 5419594 mmN_@ma 574.4074 Nmm._mm%mou.,mwﬁ 881.7600900.8049 10247347 1102,7446_1131.5458
._!_—“ __:___;,_:7,.:7,,.;,.,,7__.,__..,___, i ;__..,.__;,,;,:_m.,___:.._,:;,_,,____,__._;,:.m:____L__:aggv_gu____‘w___;,..;:..i__.—____ﬁ,__;::7:,47:._7:_.u.___7___,W._:7_A:m.:,*‘A:m
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150
Zu.,uw.rscéu -2.0
Maximum: 5.0 4.0 80.0
Mass Calc. Mass mDa PPM DBE i-¥IT Formula
358.0762  358.0765 -0.3 ~ -0.8 11.5 0.2 C20 HI8 N © Cl2
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4n *H NMR (400 MHz, CDCls)
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56

A0 2/CCTP-1/007 ) ‘ )
UT1112_109 38 (0.708) Cm (38:40-65:107x0.010) 1: TOF MS ES4+ !
, 304.1718 1.52e4
100-
7N\ =
Z
=
%\
305.1752
433.3219
wwo.k_mw.w 354.0496
b
_
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-2.0, max = 80.0
m_mgma prediction: Off NN,
Number of isotope peaks used for i-FIT =3 =

Monoisotopic Mass, Even Electron lons

33 @ﬁac_mﬁ g) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
Elements Used:

C:0-25 H: 042 N 02 0:0-2

AQ12/CCTP-1/007
UT1112_109 37 (0.695) Cm (37:41-74:103x0.010) 1; TOF MS ES+
2.57e+004

100+ 304.1718

nx._i

I 306.1752

] _ hww.wm_m

130.1594 71.1857 354.0496 1434 3255
1 276.0267 & 373.3037 |
ol T e UL e ssanT0 guge  mown w06 swmesrammen
150 200 250 woo 350 400 450 500 550 600 850 700 750 800 850 900 950 8_8

Min fmum: -2.0
Maximum: 5.0 50.0 80.0
Mass Calc. Mass mha BPEM DBE FIT Formula
304.1718  304.1701 1.7 5.6 11.5 51,1 C2L H22 N O
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40 'H NMR (400 MHz, CDCl3)
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40 "H NMR (100 MHz, CDCl5)
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40 HRMS
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O e e e s :M,__,,_.::,“?::___,:m.:;:a_f___,:_i:___;,,,;: ,,_:,.:.,.,,,.,_____W_:,_,,;;3_.,_.__,_:,,_:_ﬁi,_;__;_;_ Moot MfZ
| 60 180 200 | 220 | 240 260 280 300 30 340 360 380 | 400 420 440 460 480 500 520
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a

SBTHRRS:

u
This journal i

Electronic S

Elemental Composition Report o

N\
OH

/ \

Single Mass Analysis

Toierance = 10.0 PPM / DBE: min=-2.0, max =80.0
Element prediction: Off

Number of isotope peaks used for -FIT =3

Monoisotopic Mass, Even Electron lons
11 formula(e) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)

Eiements Used:
C:0-20 H:0-20 N: 01 0O:0-2
AD12/CCTR-11016

UT1211_237 41 (0.770) Cm (41:44-1:7x0.010)

1: TOF MS ES+

100 Eﬁﬁm
c\aw
308.1505
2451372
171.1857 186.1140 _ 307.1511
_ _ Go_%mmo 2361319 251.0497 M@o.mmmm _ 2491702 mmw.wmmm ,mm.m.,m
Q..A___,_,,_,_,.,_,,,,,,,,,_;,.,,,7,,,_7_,,_,_____"_,,_.;,,",ﬁ,,.,f,u,,f_._h___.,_m,,,,f,,,‘,*__4_,_,_,“,_,,_7,,,,,7,,.,.___,_"_“__,_ﬁ.,,,,7~,v,,,,,7,,,,7.,,,m,,,,,,hg,,7,_4_,7,,,7,,,,7,,,

160 180 200 220 240 260 280 300 320 340 360 380
Minimum: -2,0
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mha PPM DBE i-FIT Formula
244.1349  244,1338 1.1 4,5 7.5 2.0 Cl5 H18 N 02
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