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'H NMR of Compound 7a (400 MHz, DMSO-d;)
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13C NMR of Compound 7a (75 MHz,
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HRMS of Compound 7a

Single Mass Analysis
Tolerance = 10.0 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

10 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:4550 H: 8290 MN:0-2 O:0-8

Sample Mame : 10-02-P-172 |.I. TROPAR XEVO G2-X35 QTOF
Test Mame . HREMS-1
200818-10-02-P-172 19 (0.203) AM2 (Ar,19000.0,0.00,0.00); Cm {19:20) 1: TOF M3 ES+
8.97=+005
100 841.6333
] 842 6368
%_
Chemical Formula: C5HgsN,0g*
| Exact Mass: 841.6300
] Found: 841.6333
843.6411
1 606.4976
805.6135 863.6166
o 2334562 g4 4412 647 4675_663.4523 733.5682 <, 823.6235] =5=- 9315359
||||||||||||||||||||||||||||||||||||||| |||| |||||||||||||||—|||||||||||||||||||| i
513[] h25 BARD 575 600 625 650 675  TOO ?25 TS-'D 775 800 825 850 4&75 900 925 4950
Minimum: -1.5
Maximum: 5.0 10.0 0.0
Mass Calc. Mass mDa oEM DEE -FIT Norm Conf (%) Formula
841.8333 841.c30c 2.7 3.2 8.5 224.8 n/a n'a 530 HE8S MZ 08
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'H NMR of Compound 7b (400 MHz, DMSO-d,)
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13C NMR of Compound 7b (75 MHz,
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MS of Compound 7b

WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
POONAM P-1-79 7 (0.186) Cm (3:12-18:39) TOF MS ES+
100+ 831.36_ 1.30e4
13031
2 0
NH
OH
H HN
OH
O
HO, .
HO 0y
832.38
7659

Chemical Formula: C5gHgsN,06"
Exact Mass: 809.64
Found: 809.46

%

424.56
2764
809.46 |833.40
425.06 1700 | 1715
41658 | 1523 48554
30151 1182 1168
931 43157';_’7 610.26
487
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'H NMR of Compound 8a (400 MHz, DMSO-d;)
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13C NMR of Compound 8a (100 MHz, DMSO-dy)

Jan02-2018
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MS of Compound 8a

WATERS, Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

POONAM P-1-73 190418 17 (0.316) Cm (2:17) TOF MS ES+
100- 877.50 3.16e4
31583
NH
878.54
24667
HN
| 878.94
23342 HO HO
893.52
21699
Chemical Formula: Cs5qHg;N,0g*
Exact Mass: 855.64
Found: 855.59
894.94
15736
o\o’
620.47
14259
855.59
10578
895.97
9071
621.49
7112
564.41
5651
465.33 565 49 [622:63 8§§§f
3443 2010 | 3227
466.33 683.41 1319.95
2720 566.52 1971 2145
1154 935.56
699.38 JﬂLA{) 1142
1065
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13C NMR of Compound 8b (100 MHz, DMSO-dy)

Apr24-2017
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MS of Compound 8b

WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
POONAM P-1-78 6 (0.212) Cm (3:10-13:23) TOF MS ES+
100+ 823.67_ 1.48e4
14782
o)

i OH
"
H

HO, )

HO H
845.68 o
10741 HO
Chemical Formula: C5qHg;N,0¢*
Exact Mass: 823.66
Found: 823.67
301.16
7541
<
846.70
6369
805.69
4722
163.04
3567
355.09
2575

847.70

149.03 | 181.05 429.13 1965

1688 | 1748 1982 787.68

356.11 430.14 1R
281.08 990 7 503.15 610.23 861.67
102.13 1121 816 “ggy g7 684.25 671 1644.81
45'7 \ h l { 658 658
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IR of Compound 9a
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'H NMR of Compound 9a (400 MHz, JEOL JNM ECS400, DMSO-d
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13C NMR of Compound 9a (75 MHz, DMSO-d;)
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2D COSY NMR of Compound 9a (400 MHz, JEOL JNM ECS400, DMSO-dy)
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2D COSY NMR of Compound 9a (400 MHz, JEOL JNM ECS400, DMSO-dy)
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2D NOESY NMR of Compound 9a (400 MHz, JEOL JNM ECS400, DMSO-d,)
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MS of Compound 9a

P-1-138(2) 4:24:22 PM c\P-1-138(2)

P-1-138(2)#16 RT: 0.22 AV: 1 NL: 2.77E4
T: ITMS + ¢ ES| Full ms [200.00-1000.00]
2 88462

100 o)
95

a0 OHOH

85 HO .

80

H
HN
™ HO_ HO . ©
20 HO, .,
65

&0 Chemical Formula: C5,HggN;0g*
Exact Mass: 884.67
55 Found: 884.62

50
45

40
35 47533

z
T

NH 906.54

Relative Abundance

305 206.03
25

20

15
10 57322
Sl |22 | 950.49

0 I |.L]||..|.|.|I . L.LL..l.l. e bl R TP
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HRMS of Compound 9a

Single Mass Analysis

Tolerance =50 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

5 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:50-55 H:8591 N:0-3 0O:0-8

Sample Mame : P-1-138 INDIAN INSTITUTE OF TECHNOLOGY XEVO G2-XS QTOF
Test Name - HRMS-1 ROPAR
220218-P-1-138 18 (0.183) AM (Top,4, Ar,10000.0,0.00,0.00); Sm (Mn, 1x3.00); Cm {18:20) 1: TOF MS ES+
T.11e+006
100+ ° 884 6728
. NH
oH g
b OH NH
HO

485.6725
~

H
HN
(6]
i Q066490

Chemical Formula: C5;HggN30g*
Exact Mass: 884.6722

] Found: 884.6738 907.6541
. 908.6597
o | 2006145 6705421 7093170 765 4307 812.0441 B48.8553 g p5aa 964 80699756439
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIT_IIIIIIIIIIIIIIIIIIIIIII
600 650 T0O 750 800 850 900 950 1000
Minimum: 5
Maximum: 3.0 2.0 30.0
Mazs Calc. Mass mDa PEM DBE i-FIT Norm Conf (%) Formula
BE4.E673E BE4.&728 1.0 1.1 9.5 245.5 n/a nfa C32 HS0 N3 08
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'H NMR of Compound 9b (400 MHz, DMSO-d,)
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13C NMR of Compound 9b (100 MHz, DMSO-dy)
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HRMS of Compound 9b

Single Mass Analysis

Tolerance =100 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

6 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:45-55 H:80-90 N:0-3 0O:0-6

Sample MName : 10-02-251 .. TROPAR XKEVO G2-X5 QTOF
Test Mame . HRMS-1
200818-10-02-251 19 (0.203) AM (Top, 4, Ar,10000.0,0.00,0.00); Cm {19:21) 1: TOF MS ES+
T.2Te+006

100— B o 852 6857

1 NH

J OH 2

NH
HO

+

H
HN
(6]
— HO
% HO\W@r

Chemical Formula: C5,HggN;0¢*
7 Exact Mass: 852.6824 854.6952
Found: 852.6857

853.6001

864 6881 901 _FO06
660.0309.672.5479  T14.5531 7446630 792.9340°518-6550 834 6707 ; " 924.7197

I AR R L R R R L R LR LR R RN LN RN L R LR R LR LR LR LR LN R R IR R RN RN LR EER R RELRI LR RY RERRN LR | Z

600 620 640 660 680 VOO Y20 740 V6D TAO0 800 B20 840 850 880 900 920 940

0

Minimum: -1.5

Maximum: 2.0 10.0 s0.0

Maszs Calc. Mass mDa EEM LEE i-FIT Norm Conf (%) Formula
B5Z.6857 B5Z.g830 2.7 3.2 5.5 282.0 n/a n/a C52 HS0 N3 0O&
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'H NMR of Compound 10 (400 MHz, DMSO-d;)
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13C NMR of Compound 10 (100 MHz, DMSO-dy)
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DEPT NMR of Compound 10 (100 MHz, DMSO-d,)
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2D COSY NMR of Compound 10 (400 MHz, DMSO-d,)
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2D COSY NMR of Compound 10 (400 MHz, DMSO-d,)
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2D COSY NMR of Compound 10 (400 MHz, DMSO-d,)
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2D HSQC NMR of Compound 10 (400 MHz, DMSO-dy)
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2D HSQC NMR of Compound 10 (400 MHz, DMSO-dy)
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2D NOESY NMR of Compound 10 (500 MHz, DMSO-dy)
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2D HMBC NMR of Compound 10 (500 MHz,
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2D HMBC NMR of Compound 10 (500 MHz, DMSO-dy)
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MS of Compound 10

P-1-142 17 3:56:47 PM 1-142_171229155647

P-1-142_171229155647 #17 RT: 0.14 AV: 1 NL: 1.13E6
T: ITMS + ¢ ESI Full ms [50.00-1000.00]

100
95
90
85
OH
80 OH
HO +
75 Na

70

HN
6}
65 . HO HO, r//g
60

55
: Chemical Formula: Cs3HgoN,NaOg*
50 ° Exact Mass: 905.66
Found: 905.58
45
40
35
30
25
20
15

10 g 900.62

475.32 . 963.52
5 104. 551.33 595.31 683.36 75742 883.55

905.58

NH

Relative Abundance

100 200 300 400 500 600 700 800 900 1000
m/z
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IR of Compound 11
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'H NMR of Compound 11 (400 MHz, CD,;0D)
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13C NMR of Compound 11 (100 MHz, CD,0D)
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MS of Compound 11

WATERS, Q-TOF MICROMASS (ESI-MS)
POONAM P-2-255 18 (0.334) Cm (12:36-49:87)

100+

353.13
25796
381.22
23741

%

382.14
9656

409.81
313.03
3524
[ IO — H“L.‘L‘ L L ‘h‘ dhad \‘ L
100 200 300 400

500

600

700

800

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

TOF MS ES+
31%3195023 4.44e4
43818
926.75
42014
k 0
> NH
HO 8
951.25 HO o)
33376 HO N—
H ﬁ
HN
HO HO  HO \i} ‘///£o
Chemical Formula: C54Hg,N;04"
Exact Mass: 926.68
Found: 926.75
952.40
17060
| 952.82
15084
884.82
9577
1006.82
7896
1007.82
4692
953.431009.84
2054 | 1928
dhi ‘H\.‘\‘ ‘H‘k“L\“\d.‘L‘A‘\““‘  Ammma H‘L‘]I‘.‘LH‘ HH‘.‘A‘H‘HH‘ m/Z
900 1000 1100 1200 1300 1400 1500
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IR of Compound 12
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'H NMR of Compound 12 (400 MHz, DMSO-d;)
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13C NMR of Compound 12 (75 MHz, DMSO-d;)
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MS of Compound 12

WATERS, Q-TOF MICROMASS (ESI-MS)
POONAM P-2-258 22 (0.409) Cm (11:26-(73:84+50:66))

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

TOF MS ES+
1123.01 .
100~ Sa143 | 112464 2.41e4
23804
E o
NH
OH 2 o 1125.65
OH 19440
s
HO + 14
H
HN
o]
HO HO HO
1145.06
14344
Chemical Formula: CggH459N309* 1146.06
Exact Mass: 1122.90 12093
53 Found: 1123.01
1146.69
8821
1147.10
6141
508.02
5135
338.17  508.52 926.87
3420 4013 3284
927 87 1148.14
371.03 P 1800 2151
1809 610.33 05.12
388.76;899 1237 68135 948.88,1038 942 1152.18
kit ) LA
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IR of Compound 13a
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'H NMR of Compound 13a (400 MHz, DMSO-d,)
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13C NMR of Compound 13a (100 MHz, DMSO-d,)
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MS of Compound 13a

P-1-74_180105110401 #17 RT: 0.17 AV: 1 NL: 7.38E5
T: ITMS + ¢ ESI Full ms [50.00-1500.00]

10 1339.74

(e

o]

-.“I

Chemical Formula: C7gH433N404,"
Exact Mass: 1317.99
Found: 1317.76

(o))

Relative Abundance
?IIII?IIIlLl-JIIII?IIII?IIII%IIII?IIII?IIII?IIII?IIII?

1082.72  1317.76

4
3
2
570.78
927.60
1 475.36 564.39 1397.66
217.13 301.17 803.31 t94953 124587
AL ST A
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IR of Compound 13b
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'H NMR of Compound 13b (400 MHz, DMSO-d;)
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13C NMR of Compound 13b (100 MHz,
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MS of Compound 13b

WATERS, Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

POONAM P-1-80 8 (0.282) Cm (4:8) TOF MS ES+
100+ 1270.63 1.76e4
17649
HO
HO
HO " g H' \
N
HO i N
5 HN
(A o) o
1271.34
Chemical Formula: C;gH433N409* 11290
Exact Mass: 1270.01
Found: 1270.63
1271.68
9441
o | 1272.34
e 8922
581.52
3475 1272.76
2946
| 582.03
2828
582.53 1291.67
1455
475.37 1386
989
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'H NMR of Compound 14 (400 MHz, DMSO-d;)
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13C NMR of Compound 14 (100 MHz, DMSO-dy)
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MS of Compound 14

300118-P-1-290 9 (0.162) T (2:10) 1: TOF M35 ES+
100 882.18 4788
\
OH
881.68. OH OH
OH
OH
OH
/
!
?FEE.EE
Chemical Formula: C106H177N401G+
Exact Mass: 1762.31
Found: 1762.28
@_
176329
gE3 18
536 54 -
1782 .25
Y
01.68 .1—'?54'29
FE7.54 1372105
B73A7 17TB5. 28
B05 49 ] 175,50 1374.05 1788 27
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'H NMR of Compound 15a (400 MHz, DMSO-d,)
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13C NMR of Compound 15a (100 MHz, DMSO-d,)
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'H NMR of Compound 15a (400 MHz, JEOL JNM ECS400, DMSO-d,)
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2D COSY NMR of Compound 15a (400 MHz, JEOL JNM ECS400, DMSO-d;)
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2D COSY NMR of Compound 15a (400 MHz, JEOL JNM ECS400, DMSO-d;)
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2D NOESY NMR of Compound 15a (400 MHz, JEOL JNM ECS400, DMSO-d)
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MS of Compound 15a

WATERS, Q-TOF MICROMASS (ESI-MS)
POONAM P-1-140 18 (0.334) Cm (5:29-36:57)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

TOF MS ES+
g 996.54 3.19e4
100 31865
997.57
0 28097
N
H NH
HO HO 5)5
HO HN
.7//’40
509.79
Chemical Formula: CggH4ogN;05* 18298
Exact Mass: 996.80
Found: 996.54 998.06
S 15389
098.63
12505
510.30
11107
999.09
34535 9491
8883
345.68
5517 498.81 510981
5195 | 4931
340.01
2846 [346.02 489.81 1018.63
2228 2003 555.82 2276
300.79 1935
1721 1019.63
1228
R NSNS ROUVY ) § USSRV 8 4 8 1 15 T O U W SOy
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
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HRMS of Compound 15a

Single Mass Analysis
Tolerance = 100.0 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

14 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:50-60 H: 85110 MN:0-3 O:0-8

Sample Name : P-1-140 INDIAN INSTITUTE OF TECHNOLOGY

Test Name © HRMS-1 ROPAR
220218-P-1-140- 18 (0.183) AM (Top,4, Ar,10000.0,0.00,0.00); Sm (Mn, 1x3.00); Cm (13)

XEVO G2-X5 QTOF

1: TOF M3 ES+
1.70e+006

100— Q45,7908
J Qo7 7928
#
1 HO HO Jj)\r,
HO HN
%o ////4
- o)
4 Chemical Formula: CggH4ggN305"
Exact Mass: 996.7974 9,98.?954
E Found: 996.7908 1018. 7691
1 10197756
5 ;14.8199 780 6646 B28.2318 852 3473 930.8035 9?&.?95\3 |;1D2[].?825 lﬂ?ﬁ.??ﬂl]? 1122.1595 1193_1232
BERAREAABAEEREEEAEL AR RAREE AN EAEE SR R RAREE SRR RAAAE LRl BAR S AR RS LR R R
700 750 800 850 Q00 a50 1000 1050 1150 1200
Minimum: -1.5
Maximum : 5.0 100.0 50.0
Mazss Calc. Mass mDa EEM LEE i-FIT Norm Conf (%) Formula
GGg, 7508 So%g. 7580 -7.2 -7.2 5.5 122.2 n'a n'a Cel H1O0e M3 08
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HPLC Data of Compound 15a

Date Acquired:
Date Processed:

6/25/2018 2:57:48 PM IST
6/25/2018 3:41:24 PM IST

SAMPLE INFORMATION
Sample Name: P-1-140 &50ug (1) Acquired By: Shivanshi
Sample Type: Unknown Sample Set Name:
Vial: 1 Acqg. Method Set: Maohini
Injection #: 1 Frocessing Method: P1 140 50ug
Injection Volume: 20.00 ul Channel Name: ELSD Signal
Run Time: 30.0 Minutes Froc. Chnl. Descr.: ELSD Signal

Auto-Scaled Chromatogram

40,00
. 97.93%
35007 Peak Results
20.00] | Name | RT Area | Height | Amount | Units
E \ o 1 2.268 | 499989 | 39052
25,00 hg  Ho O HN
] ‘| ?z)s 2 3045| 10582 864
% 20,00 JXNH
. HO )
15.001 I HC Ho HN
] ]//’<O
10.00
] e
5 00~ S
. | o
Dm_: ......... ,-I_ { S S N N EE—— S - S
000 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
Minutes
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'H NMR of Compound 15b (400 MHz, DMSO-d;)
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13C NMR of Compound 15b (100 MHz, DMSO-dy)
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HRMS of Compound 15b

Sample Mame : 10-02-252

XEVO G2-X5 QTOF

Test Name . HRMSA1
200818-10-02-252- 18 (0.203) AM2 (Ar,19000.0,0.00.0.00); Cm (18:20) 1: TOF MS ES+
- 9648113 82426
0
.
H NH
HO Jj ) 065.8147
HO HN
| _]//"40
Chemical Formula: CgoH19gN30¢*
s Exact Mass: 964.8076
Found: 964.8113
2688185
267.8224
| —_
55 - ! p62 7057 [[[08e.az4e
D_ﬁng B951 7ap 6285 776.5084.784 8761 526.6813 862.1000 8107838 pogyope - 1013,82301035,8514
mi'z

700

T20

a0 820 200 20 el

Qa0 10400 1020 1040
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IR of Compound 16
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'H NMR of Compound 16 (400 MHz, DMSO-d;)
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13C NMR of Compound 16 (100 MHz, DMSO-dy)
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MS of Compound 16

P-1-137_180105110401 #18 RT: 0.19 AV: 1 NL: 6.94E5
T: ITMS + c ESI Full ms [50.00-1500.00]

100+ 1408.81
90 o
_ HO HN o
80—: HO Ho H+ i\—s/:i\/N
_ 5
N HO NH
° ?U—: HQ Ho ; . HO
2 . ¥
= 60— HO
E m Chemical Formula: Cg4H44N3045"
g 5[}: Exact Mass: 1387.07
m _ Found: 1386.84
>
@ 40—
o .
“ ] 716.26
. 705.28 1386.84
201
10- 475.33
(115314 27919 39123 573.21 ||| 74729 92023 99562 115187 134339
IIIII""I'"'|""I""I""I""|""I""I""I""|""IIIII L
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IR of Compound 17

“Reflectance
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'H NMR of Compound 17 (400 MHz, DMSO-d;)
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13C NMR of Compound 17 (75 MHz, DMSO-d;)
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MS of Compound 17

WATERS, Q-TOF MICROMASS (ESI-MS)
POONAM P-2-279 R 56 (1.040) Cm (32:59)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
1: TOF MS ES+
g 927.6909 1.66e4
100 16588
¥ o
, NH
928.7448 HO
13389 HO
HO HN
+ {
H NH
929.1754 ﬁ
10422 HN
HO
909.7494 HO HO _ e}
9446 “
o Chemical Formula: C54HgsN4Og*
g Exact Mass: 927.7072
949 7672 Found: 927.6909
6878
950.7735
4752
380.3233 951.7502
2059 1862
410.3463;1358 .
89:]{9778795 1007.7404
319.2608 475.8835 1312
555 837
"HH‘H‘““_“L“w“‘“h“H“m T T T T T e e MYZ
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'H NMR of Compound 18 (400 MHz, DMSO-d;)
264 ] mo23 B 2 8o= S a3 £ 4 s
264 ~ + F% m m Pk o - aa - o oo o
N I P T o
CHy HiC
,_..-—-1J‘1 T ‘_:EHS 3;5‘:
W ‘ = 25
ISy~ T\ | /
L NG | s , /
f ! HO : 4 I|
HO HO = ) MNH / /
P = ';-‘: | / ;I
/ HL  cH, / / - i
1 52, 31 / / [ / f’ i
\ ,f:_"“ I i | | |
—— M=z |I / / |
_f 1= {\ EHS .f'lr )'Ir Jlr .fllr /ll / |I|l III I ill
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HaE_ 40
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49
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HO Hg\ =T 1 ;’E—F-?“‘:O l
,—.;\ . =z 6;\ 53. E 20
S\ Ao e
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13C NMR of Compound 18 (100 MHz, DMSO-dj)
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MS of Compound 18

WATERS, Q-TOF MICROMASS (ESI-MS)
POONAM P-2-264 18 (0.334) Cm (10:31-48:82)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

TOF MS ES+
- 1128.00_ 2.62e4
100 26237
1129.03
. 23902
F o
1129.64
, NH 21687
HO o g
HO )(
2 i e
H ﬁNJ\O
HN
1130.63
HO HO o g & o) 14976
5SS 1150.06
Chemical Formula: Cg4Hq41N;O4,* 11902
Exact Mass: 1127.82
Found:1128.00
1151.06
1028.00
9450 9382
1029.01
6728
737.72763.75 1152.11
4230 4578 4256
1054.06
410.44 764.76 3031
2871 4g0.47 2403 1055.07 111%3136
2024 984.97 :
149.06 765.77 1450 2209
975 478.48 826 1199.19
| = A
0+t \ RS- ‘w{‘mL ‘L“J‘M‘u ‘L‘ fay “‘LH“‘“‘H\L“‘ ! L e g ”“ - mrﬂﬁ»%w‘m el kel R Ak ﬂ‘ A ARE “*M‘ T S ) )
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
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HRMS of Compound 19

Single Mass Analysis
Tolerance =100 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

13 formulaie) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:12-15 H:25-30 MN:0-3 O 04

Sample Name : 10-02-267 .. TROPAR

XEVO G2-X35 QTOF

Test Name . HRMS-1
200818-10-02-267 18 (0.183) AM2 (Ar,19000.0,0.00,0.00); Cm (1820} 1: TOF MS ES+
G.32e+006
100~ 304 2231 \‘/
(0] 0
- [
N
] O H/\/ \/\NH2
K e
% Chemical Formula: C;4H3(N;0,*
Exact Mass: 304.2231
Found: 304.2231
| IS/DS.EEG‘I R838.35879
{1 2891131 406.2295 589 4009
- 3452497 629 4251
I A N % Vi 2097 4sp4016 4883446 520376970 %% | s00403g)” TSR ANT
e e I B B B B i B o o Sy e L S e S
280 275 300 325 350 3IF5 400 425 450 4¥5 500 525 550 A&75 600 625 650 675 TOO
Minimum: -1.5
Mazrimum : 5.0 10.0 50.0
Mass Calc. Mass mDa 2EM DEE i-FIT Horm Conf (%) Formula
304 .2231 304.223¢ -0.5 -1.% 1.5 od0. 8 nla nfa Ccl4 H3IOD M3 04

90



'H NMR of Compound 20 (400 MHz, CDCl,)
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HRMS of Compound 20 \‘/

o 0_0 o

Single Mass Analysis IS N ) N N N PP
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 O NTTINTN

Element prediction: Off )< H

MNumber of isotope peaks used for i-FIT =3 ] .
Chemical Formula: C3qHgoN305

Moncisotopic Mass, Even Electron lons Exact Mass: 542.4527

11 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass) Found: 542.4540
Elements Used:

C:29-34 H: 5560 N:0-3 0O:0-8

Sample Mame © 10-02-275 .. TROPAR XEVD G2-XS3 QTOF
Test Name o HRMS-1
200818-10-02-275 20 (0.211) AM2 (Ar,12000.0,0.00,0.00); Cm (20:22) 1: TOF MS ES+
8.80e+006
100+ 442 4006
386.3379
. B64 4357
%_
1 342 3479
J 282 2791 443 4041
287.3413 9'55.4388
. 542 4540
3433512
1 283.2826
388, 3447 486.3008 5083730 5804101
N T Ll fasezsar| | (. 6323519 680.63%6
U N IO L L L B B L B L B L B L L L B L L B L L L L L B B B L z
260 275 300 325 350 3¥5 400 425 450 4y5  H00 525 BARD 575 600 625 650 675  TOO
Minimum: -1.3
Mz imuam : 3.4 10.0 S0.0
Mas=ss Calc. Masz mDa ZEM LEE i-FIT Norm Conf (%) Formula
542,450 542 .,4533 0.7 1.3 2.3 3gd.3 n/a n/a C30 HeD N3 05
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IR of Compound 22
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'H NMR of Compound 22 (400 MHz, CDCl,)
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MS of Compound 22

WATERS, Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

MADHURI P-2-277 13 (0.242) Cm (12:29-52:66) TOF MS ES+
100+ 732.34 2.33e4
23331
o) ’ o
, N
733.37 N \/\NJ\M/
18546 H N 14
\
OH H7L
OH
OH
Chemical Formula: C44Hg,N;05"
Exact Mass: 732.62
Found: 732.34
-
733.65
10194
734.65
8656
437.36 723;3%6
353.5238267 2
s 1968 143834 754.37
1212 1326 1463.79
301.44 E 1000
994
0“\““&l‘\“l‘\“‘g\‘h‘“—\L‘\L‘“1\L‘L‘L‘L‘\‘Li““‘\““‘\“““A‘\‘l“‘\J‘J“‘\L\L‘h"J‘\J“\N‘L‘k\“‘+\“h“‘““‘\““““\““““T““““‘\““““\““““\““\““‘\‘r“““\m/z
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