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Sample Name  MM-493 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename MM-493.d ACQ Method Pondicherry Universi Comment MM-MB-406.1165 Acquired Time 25-02-2015 11:51:42

x10 3 |Cpd 1: C22 H18 N2 O6: + FBF Spectrum (0.386-0.687 min) MM-493.d Subtract
3.8

3.6+

407.1237
3.4 (M+H)+

3.2
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Sample Name MM-VI-04 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-VI-04.d ACQ Method Pondicherry Universi Comment MM-MB-420.1321 Acquired Time 02-02-2015 16:08:51

x10 4 |Cpd 1: C23 H20 N2 O6: + FBF Spectrum (0.381-0.615 min) MM-VI-04.d Subtract

3
2.9
2.81 421.1396
2.7 (M+H)+
2.6-
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2.4
2.3
2.2
2.1
24
.94
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74
.6
.5+
4
31
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14
0.9
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Sample Name PVK-JS-V1-94 Position Instrument Name
-1 InjPosition SampleType
Data Filename  PVK-PRSK-IVI-94.d ACQ Method Pondicherry Universi Comment

Inj Vol

Q-TOF
Sample

Vijay - MB-484.027

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
10-09-2014 16:46:34

x10 2 |

9
8.5
8
7.5
7]
6.5
6
5.5
5
4.5
4]
3.5
3
2.5
2
1.5
1

0.5

(o]

Cpd 1: C22 H17 Br N2 O6: + FBF Spectrum (0.401-0.768 min) PVK-PRSK-IVI-94.d Subtract
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Sample Name

Inj Vol

Data Filename

Instrument Name
SampleType
Comment

MM-VI-05 Position Q-TOF
-1 InjPosition Sample

MM-VI-05.d ACQ Method Pondicherry Universi MM-MB-498.0426

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
02-02-2015 16:15:35

x10 4
1.1-
1.05-
1
0.95
0.9
0.85
0.8
0.75
0.7
0.65
0.6 -
0.554
0.5+
0.45
0.4 1
0.35
0.3
0.25
0.2 1
0.15
0.1 1
0.05

Cpd 1: C23 H19 Br N2 O6: + FBF Spectrum (0.368-0.618 min) MM-VI-05.d Subtract

499.0499 501.0479

(M+H)+ (M+H)+

502.0508

500.0533 M+

(M+H)+

503.0552
(M+H)+

494 495 496 497 498 499 500 501 502 503 504 505
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Sample Name PVK-JS-V1-10 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVK-JS VI 10d ACQ Method Pondicherry Universi Comment Vijay - MB-420.1321 Acquired Time 10-09-2014 16:13:34

%10 5 |+ Scan (0.355 min) PVK-JS VI 10.d

2.6
2.5

2.41 421.1398
2.3-

2.2+ Mol. Wt. for C23H20N206 = 421.1321
2.1 [M+H]

2 443.1217
o]
8]
7
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51
4]
3
2]
1
14
0.9
0.8
0.7-
0.6
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0.3-
0.2
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Sample Name PVK-JS-V1-09 Position
Inj Vol -1 InjPosition

Data Filename  PVK-JS VI-09.d ACQ Method

Pondicherry Universi

Instrument Name
SampleType
Comment

Q-TOF
Sample
Vijay - MB-434.1478

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
10-09-2014 16:26:24

x10 6 |* Scan (0.433 min) PVK-JS Vi-09.d

1.05+

14

0.95
0.9
0.85
0.8 -

0.75 4

0.7 +

0.65
0.6
0.55
0.5
0.45
0.4
0.35
0.3 1
0.25
0.2
0.15. 301.1409
0.1
0.05
[o R AN L

‘ 279.?590 338.3421
L 1 N doi

375.1550
L

397.0353

A Ly L

M+H]

Molecular wt. for C24H22N206 = 435.1478

435.1558

457.1374

473.1125 511-?871
| | |
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Sample Name PVK-PRSK-IV-105 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVK-PRSK-IV-498.0426 ACQ Method Pondicherry Universi Comment PV-MB-498.0426 Acquired Time 15-09-2014 11:02:14

x10 S

1.05
14
0.95
0.9
0.85 4
0.8
0.75 4
0.7
0.65 -
0.6+
0.55 1
0.5
0.45
0.4
0.35
0.3
0.25
0.2 1
0.15
0.1
0.05 -

Cpd 1: C23 H19 Br N2 O6: + FBF Spectrum (0.384-0.400, 0.584-0.801 min) PVK-PRSK-I1V-498.0426.d Subtract

499.0499
(M+H)+
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Sample Name MM-110 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename MM-110.d ACQ Method Pondicherry Universi Comment MM-MB-512.0583 Acquired Time 25-02-2015 11:44:27

Cpd 1: C24 H21 Br N2 O6: + FBF Spectrum (0.453-0.720 min) MM-110.d Subtract

x10 3
8
7.75 1

7.5
7.25 ] 515.0638

71 (M+H)+
513.0654

657:“ (M+H)+
6.25
6
5.754
5.5
5.25
5
4.75
4.5
4.25
4
3.75
3.5+
3.25
34
2.75
2.5
2.25]
=
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1.5
1.25]
14
0.75
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0.25
(o]
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Sample Name PVK-1S-V1-02 Position Instrument Name

* Inj Vol -1 InjPosition SampleType

Data Filename  PVK-JS VI 02r.d ACQ Method Pondicherry Universi Comment

Q-TOF
Sample

Vijay - MB-448.1634

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
10-09-2014 16:08:26

x10 5 |* Scan (0.384 min) PVK-JS Vi 02r.d

4.8
4.6-
4.4
4.2

4
3.8
3.6
3.4 (M-+H]
3.2

3_
2.8-
2.6
2.4
2.2

24
1.8-
1.6-
1.4
1.2

14
0.8-
0.6-
0.4-
0.2

Mol.wt. for C25H24N206 = 449.1634

393.2087

449.1708

471.1527

487.1264

460. 1 554 1 \ )

360 370 380 390 400 410 420 430
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450
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470 480 490
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Sample Name PRSK-IV-42 Position

Inj Vol

-1 InjPosition

Data Filename  PRSK-IV-42.d ACQ Method Pondicherry Universi

Instrument Name Q-TOF User Name QTOF-PU\admin
SampleType Sample IRM Calibration Status Success
Comment Vijay-MB-454.0932 Acquired Time 16-09-2014 11:18:07

x10 4

3.2
3.1
3
2.9
2.8
2.7
2.6
2.5
2.4
2.3
2.2
2.1
2_
.9
.8
7
.6
.51
.4
.3
2
1
14
0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

. e . I I I e

+ Scan (0.398 min) PRSK-I1V-42.d

477.0856

455.1032

427.3810

O

u.hill‘l m.“ bbbl Inllm.]m

[M+Na]

Mol.Wt.for C23 H19 CI N2 O6 Na = 477.0829

521.1943 543.1757

§79.2964

L s e lbinis ls [-Il.l-l.n,h. n"“l“lml

410 420 430 440 450 460 470 480 490 S00 510 520 530 540 550 560 570 580 590 600
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Sample Name PVKA-1 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVKA-1.d ACQ Method Pondicherry Universi Comment MS-MB-464.1220 Acquired Time 16-03-2015 14:51:40

x10 3 |Cpd 1: C24 H20 N2 08: + FBF Spectrum (0.418-0.751 min) PVKA-1.d Subtract

5.2
5

465.1307
4.8 4 (M+H)+
4.6

4.4 |
4.2

4,
3.8
3.6
3.4
3.2

3
2.8
2.6
2.4
2.2

2
1.8
1.6
1.4
1.2

14
0.8
0.6 |
0.4
0.2
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Sample Name

Inj Vol

Data Filename

Position
InjPosition
ACQ Method Pondicherry Universi

Instrument Name

SampleType
Comment

Q-TOF
Sample IRM Calibration Status Success
vijay-MB-478.1376 Acquired Time 24-09-2014 16:08:39

User Name QTOF-PU\admin

x10 5 |

9
8.5
8]
7.5+
7
6.5+
6

5.5

+ Scan (0.518 min) JS-V-81.d

[M+H]

Mol.Mass fo rC25 H22 N2 O8 = 479.1449479.1457

446.1808 465 11 203
- 1 L

501.1276

490.1312
LU
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Sample Name MM-V-76

Inj Vol

Data Filename

=1

MM-V-76.d

Position

InjPosition
ACQ Method

Pondicherry Universi

Instrument Name Q-TOF
SampleType Sample
Comment MM-MB-542.0325

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
30-01-2015 14:52:34

x10 3
5.8
5.6
5.4
5.24

5
4.8
4.6
4.4
4.2

4]
3.8
3.6
3.4
3.2

34
2.8
2.6
2.4
2.2

2
1.8
1.6
1.4
1.2

14
0.8
0.6
0.4
0.21

(8]

Cpd 1: C24 H19 Br N2 O8: + FBF Spectrum (0.387-0.670 min) MM-V-76.d Subtract

543.0388
(M+H)+

545.0373

544.0417
(M+H)+

(M+H)+

546.0406
(M+H)+
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(M+H)+
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546 547 548 549

540
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Sample Name
Inj Vol
Data Filename

MM-v-77
-1

MM-v-77.d

Position
InjPosition
ACQ Method

Pondicherry Universi

Instrument Name Q-TOF User Name

SampleType Sample
Comment

MM-MB-556.0481

IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
30-01-2015 15:10:37

x10 3 [Cpd 1: C25 H21 Br N2 OS8: + FBF Spectrum (0.392

0.95
0.9
0.85-
0.8
0.75+
0.7
0.65
0.6 -
0.55
0.5
0.45
0.4
0.35
0.3
0.25
0.2
0.15
0.1
0.05

557.0545

(M+H)+

558.0617
(M+H)+

559.0534
(M+H)+

-0.642 min) MM-Vv-77.d Subtract

560.0573
(M+H)+

561.0584
(M+H)~+
I

553

554
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557 _

558 559

560 561 562 563
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565

566
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Sample Name MM-V-78 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-V-78.d ACQ Method Pondicherry Universi Comment MM-MB-478.1376 Acquired Time 30-01-2015 15:15:19

x10 4 |Cpd 1: C25 H22 N2 O8: + FBF Spectrum (0.388-0.638 min) MM-V-78.d Subtract

4.4

4.2+

a 479.1448
] (M+H)+

3.8

3.6
3.4 1
3.2

3
2.8

2.6-
2.4
2.2

24
1.8-
1.6-
1.4-
1.2

1
0.8-
0.6
0.4
0.2
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Sample Name MM-V-79 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-V-79.d ACQ Method Pondicherry Universi Comment MM-MB-492.1533 Acquired Time 02-02-2015 16:04:48

x10 4 |Cpd 1: C26 H24 N2 O8: + FBF Spectrum (0.399-0.650 min) MM-V-79.d Subtract

3.8

3.6 493.1611
(M+H)+
3.4+

3.2+

3

2.8

2.6

2.4
2.2

2
1.8
1.6
1.4
1.2

44
0.8-
0.6}
0.4

0.2

485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508
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Sample Name
Inj Vol
Data Filename

PRSK-IV-40
-1
PRSK-IV-40.d

Position
InjPosition
ACQ Method

Instrument Name

SampleType
Comment

User Name
IRM Calibration Status
Acquired Time

Q-TOF
Sample

Pondicherry Universi Vijay-MB-498.0830

QTOF-PU\admin
Success
16-09-2014 11:15:19

x10 4
34
2.94
2.8
2.7 4
2.6
2.5
2.4
2.34
2.2
2.1
24
.9
.8
.7 4
.6
.54
4
.34
2
.1
14
0.9
0.8 4
0.7
0.6
0.5
0.4
0.3 4
0.2
0.1

B e s T T Y G '}

460 465

+ Scan (0.518 min) PRSK-IV-40.d

470 475 480 485

[M+Na)
Mol.wt for C24H19CIN208 = 521.0728

521.1949
513.1082

535.0915

495.4172

490,

495 500 505 510 515 520 525 530 535 540 5
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Sample Name

Inj Vol

Data Filename

PVK-PRSK-IV-62 Position
-1 InjPosition

PVK-PRSK-IV-62.d ACQ Method Pondicherry Universi

Instrument Name
SampleType
Comment

Q-TOF
Sample
PV-MB-512.0986

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
15-09-2014 10:55:56

x10 €
4.4 4

1.05
1]
0.951
0.9
0.851
0.8
0.751
0.7
0.65
0.6
0.551
0.5
0.45
0.4
0.35-
0.3
0.25-
0.2
0.151
0.1-
0.05

+ Scan (0.735 min) PVK-PRSK-IV-62.d

[M+H]
Mol.Mass fo rC25 H21 CI N2 O8 = 513.10569

479.1442

349.1830 | l
! " ! it !L L

397.1370
L

e s

513.1062

535.0879

v |lL

579.1132
601.0805

o INY LL

da
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340 360
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Sample Name  AD-PYRANOPYRAZOLE-52 Position

Inj Vol

-1 InjPosition

Data Filename  ADYRANOPYRAZOLE-52.d ACQ Method Pondichetry Universi

Instrument Name
SampleType
Comment

Q-TOF
Sample
Vijay-MB-506.1689

User Name

QTOF-PU\admin

IRM Calibration Status Success
Acquired Time 19-09-2014 10:58:33

x10 5
8,
7.75
7.51
7.251
7
6.75
6.5
6.25
6_
5.75 1
5.5
5.25
5
4.75
4.5
4.254
44
3.75
3.5
3.25
3_
2.75
2.5
2.25
2]
1.754
1.54
1.25
14
0.75-
0.5
0.25

+ Scan (0.531 min) ADYRANOPYRAZOLE-52.d

573.0693

217.1042

447.2919
Ll

Hih i I ﬂ1ﬂ

873.2029

A i

1165.1149
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Sample Name ADMCRS-14 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  ADMCRS-14.d ACQ Method Pondicherry Universi Comment Vijay-MB-584.0794 Acquired Time 16-09-2014 11:21:29

<10 4 |+ Scan (0.481 min) ADMCRsS-14.d

3.6

3.4
585.0891

3.2+ 587.0877

31 [M+H]
Mol. wt. for C27 H25 Br N2 O8 = 585.086705
2.8

2.6
2.4
2.2 579.2955

2

1.8

1.6

1.4

1.2
1

0.8-

0.6 l

0.4

0.2

o0-lu TR TRT) L L i PR —— |l | TR TR | I L I T al PR T [ RO S T R W OO O ol

570 572 574 576 578 580 6582 584 586 588 590 592 504 596 598 600 602 604

S61



9T10°'T
6€0°T
€90°T
£9€°T
LBE'T
0TV’ T
TLe'2
LI8'€
LZ8’¢€
G00°¥
6T0°'F
620"
EVO' ¥
£S0°F
990 ¥
L0 ¥
98€" ¥
L6E' ¥
607" ¥
EEV 'V
6EV ¥
cav’v
eV
QLY 'V
987 ¥
667 ¥
096" ¥
096 ¥
LS6°9
9€C'L
v9C'L

f—

2\

\)L
- |

M@

POE"L "
62€"L £9
T8€L
807" L
€€V L
989" L
€TL"L

—
w
N
(o]
O




LS €y —
§0°e§ —

OF.HW TV
86°'29 —

79°9L
mo.hn.ﬁ///{

8% LL

\

6686 -
£6°G0T
257917 -
9L TZT -
86221 -
29°L2T -
82827 -
L0 62T -
£€°62T -
62 26T -
ZELET
9" LET
18°LPT
¥9°8YT -
8529 — —
€8°99T —

EETLIT -

/

N7

N

\

0 ppm

180 160 140 120 100 80 60 40 20

200

S63



Sample Name PVK-PRSK-IV-51

Inj Vol

-1

Data Filename  PVK-PRSK-IV-51

d

Position
InjPosition
ACQ Method

Pondicherry Universi

Instrument Name
SampleType
Comment

Q-TOF
Sample
PV-MB-506.1689

User Name
IRM Calibration Status

Acquired Time

QTOF-PU\admin
Success
15-09-2014 10:59:02

x10 4
4.2

4]
3.8
3.6
3.4
3.2

34
2.8
2.6
2.4
2.2

2
1.8
1.6
1.4
1.2

1
0.8
0.6
0.4
0.2

+ Scan (0.564 min) PVK-PRSK-IVV-51.d

M+H]

Mol.Mass for C27H26N208 = 507.1762

485

490

495

501.1636

500

507.1766

505

513.1073

510
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Sample Name

Inj Vol

Data Filename

PRSK-IV-68
-1 InjPosition
PRSK-IV-68.d ACQ Method

Position Instrument Name
SampleType

Comment

Q-TOF
Sample

Pondicherry Universi Vijay-MB-520.1846

User Name

IRM Calibration Status

Acquired Time

QTOF-PU\admin
Success
16-09-2014 11:08:59

x10 5
1.05
1
0.95
0.9 1
0.85
0.8
0.75
0.7 4
0.65
0.6
0.55
0.5
0.45
0.4+
0.35
0.3
0.25
0.2
0.15-
0.1+
0.05

+ Scan (0.403 min) PRSK-IV-68.d

521.1945
[M+H]

543.1767

559.1499
579.2931
449.3629

A,

il e ikl WL L Lot | . Lok [ -

621.1179

Mol.Wt.for C28 H28 N2 O8 = 521.1918

664.9926

| Ll. .

.

440 460 480 500 520 540 560 580 600
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Sample Name

Inj Vol

Data Filename

-1

PRSK-IV-41

PRSK-IV-41.d

Position

InjPosition

ACQ Method Pondicherry Universi

Instrument Name Q-TOF User Name
SampleType Sample IRM Calibration Status
Comment Vijay-MB-526.1143 Acquired Time

QTOF-PU\admin
Success

19-09-2014 11:05:08

x10 5
6.6
6.4
6.2 1

6_
5.8 1
5.6
5.4 1
5.2

5
4.8
4.6
4.4 1
4.2

4
3.8
3.6
3.4
3.2

3]
2.8
2.6-
2.4
2.2

2
1.8
1.6
1.4
1.24

1
0.8
0.6
0.4
0.2

+ Scan (0.737 min) PRSK-IV-41.d

513.1061 521.1073
L |

"

527.1217

[M+H]
Mol.Mass for C26 H23 CI N2 O8 = 627.1216

549.1035

541.1367
563.1179
bl E ‘ L il I [ | L ‘ |

505

510

515

520

525

530

535

540 545 550 555 5680 565 570
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Sample Name  ADMCRS-5CL Position Instrument Name Q-TOF User Name QTOF'-PU\admin
Inj Vol =1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  ADMCRS-5CL.d ACQ Method Pondicherry Universi Comment Vijay-MB-540.1299 Acquired Time 19-09-2014 10:55:10

%10 6 |+ Scan (0.954 min) ADMCRS-5CL.d
1.15

1.1
1.05 1

541.1383 [M+H]
14 Mol.Mass for C27H25CIN208 = 541.1372

0.95
0.9
0.85
0.8 Cl
0.751
0.7 1
0.65
0.6+
0.55
0.5
0.45
0.4+
0.35 563.1202
0.3
0.25+
0.2
0.15-
0.1+

0.05 553.1238 560.1118 568.1001

ol . : il . Ll ! | | ‘!H!u'. i .
535 540 545 550 5565 560 565 570 575 580

579.0945
!
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Sample Name

1nj Vol

Data Filename

PRSK-V-20-2
-1 InjPosition
PRSK-V-20-2.d ACQ Method victo 3.9.2014.m

Positi

Instrument Name

SampleType
Comment

Q-TOF
Sample
MB-ACN

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
05-09-2014 12:40:57

x10 4
1.35 1

1.3
1.25
1.2
1.15
1.1
1.05

14

0.95
0.9
0.85
0.8+
0.75
0.7
0.65 -
0.6
0.55 1
0.5+
0.45
0.4 +
0.351
0.3
0.25
0.2
0.151
0.1+
0.05

+ Scan (0.503 min) PRSK-V-20-2.d

995.2743

[M+Na]
Mol.Mass for C54 H44 N4 O14 = 995.2752

996.2758

997.2750

993.5 994 994.5 995

995.5
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Sample Name PRSK-15

Inj Vol

-1

Data Filename  PRSK-15.d

Position
InjPosition
ACQ Method

victo 3.9.2014.m

Instrument Name Q-TOF User Name
SampleType Sample IRM Calibration Status
Comment HSP- Acquired Time

QTOF-PU\admin
Success
05-09-2014 12:04:37

x10 3
8.251

8
7.75
7.5
7.25
7 4
6.75
6.54
6.25
6
5.75 1
5.5
5.25
5
4.75
4.5 1
4.25
4
3.751
3.5
3.25
31
2.754
2.5
2.25
24
1.75
1.5
1.251
14
0.75
0.5
0.251

+ Scan (0.534 min) PRSK-15.d

1001.3239

[M+H]
Mol.Mass for C66H48N4014 = 1001.3239

I ||

994

096

098

1000

1002

1004 1006 1008 1010 1012
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Sample Name

Inj Vol

Data Filename

15-VI-31-2
A1 InjPosition
15-VI-31-2.d ACQ Method

Position Instrument Name
SampleType

Comment

User Name
IRM Calibration Status
Acquired Time

Q-TOF
Sample
MB-ACN

QTOF-PU\admin
Success

victo 3.9.2014.m 05-09-2014 12:18:57

x10 4
1.5

1.45
1.4
1.35
1.3
1.25
1.2
1.15
1.1
1.051
14
0.95
0.9
0.85-
0.8
0.75
0.7
0.65
0.6
0.55
0.5
0.45
0.4
0.351
0.3
0.25 |
0.2
0.151
0.1
0.05-

(o]

+ Scan (0.532 min) JS-VI-31-2.d

1057.2649 [M+Na]

Mol.Mass for C56 H47 Cl N4 O14 = 1057 .2675

1058.2665

1059.2672

1060.2667

1061.2629 1063.2882

|
| ] | | | L] | | I “ Ll |

1054 1055 1056 1057 1058 1059 1060 1061 1062 1063 1064 1065
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Sample Name  JS-VI-32 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  JS-VI-32.d ACQ Method victo 3.9.2014.m Comment MB-ACN Acquired Time 05-09-2014 12:50:04
x10 5 |+ Scan (0.586 min) JS-VI-32.d
4.4

4.2

[M+Na]
4 Mol.Mass for C58 H51 CI N4 O14 = 1085.2988 1085.2975

3.8
3.6
3.4

3.2

3
2.8+
2.6

ekl 1063.3157
2.2

2
1.8
1.6
1.4
1.2

1
0.8-
0.6

0.4

0.2 1078.3262

1075.2954
L P ‘|||I||le' v'|lllll|

1060 1065 1070 1075 1080 1085 1090 1095

(o) . i
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Sample Name MM-VI-61 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-VI-61.d ACQ Method Pondicherry Universi Comment MM-MB-1034.2777 Acquired Time 05-03-2015 10:57:09

<10 5 |Cpa 1: C56 H47 CI N4 O14: + FBF Spectrum (0.453, 0.787-0.953 min) MM-VI-61.d Subtract
1.4
195, 1035.2850
1.3
1.25
1.2
1.15
1.1
1.05
1
0.95 4
0.9
0.85
0.8
0.75
0.7
0.65 -
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25
0.2
0.15
0.1
0.05

| \
1056 1028 1030 1032 1034 1036 1038 1040 1042 1044 1046 1048 1050
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Sample Name MSK-VI-60 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MSK-VI-60.d ACQ Method Pondicherry Universi Comment MSK-MB-1062.3090 Acquired Time 02-02-2015 12:29:49

x10 4 Epd 1: C58 H51 CI N4 O14: + FBF Spectrum (0.386-0.636 min) MSK-VI-60.d Subtract
2.6
2.5
2.4 1
2.3
2.2
2.1
24

.9 4

.8+

1063.3171
.7 (M+H)+

1
i
i
7
1.5
i
3
1
1

0.1

1054 1056 1058 1080 1062 1064 1066 1068 1070 1095 1074 1076 1078
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Sa.. Azm MM-]JS-VI-51 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-)S-VI-51.d ACQ Method Pondicherry Universi Comment MM-MB-420.1321 Acquired Time 26-02-2015 10:36:31

x10 4 [Cpd 1: C23 H20 N2 O6: + FBF Spectrum (0.384-0.601 min) MM-JS-VI-51.d Subtract

2.3

22 421.1380

2.1+ (M+H)+
2¥

- - - - -t - [ Sy -
L

0.9
0.8
0.7+
0.6
0.5
0.4
0.3
0.2
0.1+

o r T T T T - - T . ‘ ‘ ! - . - . : - - ‘ T . , -
413 4174 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436

-
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Sample Name MM-]JS-VI-52 Position

Inj Vol

-1 InjPosition

Data Filename  MM-]S-VI-52.d ACQ Method Pondicherry Universi

Instrument Name Q-TOF
SampleType Sample

Comment

MM-MB-448.1634

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
26-02-2015 10:59:13

x10 4

1.051
1 A
0.95-
0.9-
0.85-
0.8-
0.751
0.7
0.65-
0.6
0.55-
0.5
0.45-
0.4
0.35-
0.3
0.25
0.2
0.15-
0.1
0.05-

449.1684
(M+H)+

Cpd 1: C25 H24 N2 O6: + FBF Spectrum (0.402-0.635 min) MM-JS-VI-52.d Subtract

230 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463
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Sample Name PRSK-IV-79 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PRSK-IV-79.d ACQ Method Pondicherry Universi Comment vijay-MB-464.1220 Acquired Time 24-09-2014 16:05:12

%10 4 |+ Scan (0.402 min) PRSK-IV-79.d

1.65-
1.6
1.55 |
1.5-
1.45] [M+H]
1.4 Mol. Mass for C24 H20 N2 O8 = 465.1292
1.35
1.3
1.25]
1.2
1.15-
1.1
1.05
4 4]
0.95-
0.9
0.85-
0.8}
0.75

465.1291

466.1325
0.35 ]

0-Ogdrll I | [ O L | !l\ 11 l||l|| | I]I ‘||\| b 1[\ e llnl i 11 GNRIE TN | N (- lh ! \ 1

255 456 457 458 450 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474
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Sample Name PRSK-V-04 Position

Inj Vol

-1 InjPosition

Data Filename  PRSK-V-04.d ACQ Method Pondicherry Universi

Instrument Name

SampleType
Comment

Q-TOF User Name
Sample IRM Calibration Status
PV-MB-478.1376 Acquired Time

QTOF-PU\admin
Success
13-04-2015 11:33:08

x10 5
1.2

1.15
1.1
1.05
14
0.95
0.9
0.85
0.8
0.75
0.7
0.65 |
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25
0.2
0.15
0.1
0.05

Cpd 1: C25 H22 N2 O8: + FBF Spectrum (0.420-0.453, 0.486-0.720 min) PRSK-V-04.d Subtract

479.1446
(M+H)+

470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494
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i

Sample Name PRSK-IV-108 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PRSK-IV-108.d ACQ Method Pondicherry Universi Comment vijay-MB-584.0794 Acquired Time 24-09-2014 16:12:21

%10 4 |+ Scan (0.432 min) PRSK-IV-108.d

24

1.9

[M+H] 585.0853
.81 Mol.Mass for C27 H25 Br N2 O8 = 585.0867

[

7
6| 579.2916 587.0849

-

1.5
1.41
1.3
1.2
1.1

1

0.9
0.8
0.7 1
0.6 4
0.5+
0.4 4
0.3+
0.2
0.1+

0- | ||i||IJ Jluhllu LliH LIIH A l E'HIJI Ul 1|||I!|H\n |l|n|‘ﬂ|| L |||I l]” Uil il Ll ' thl“l "”II H‘I Hl
570 572 574 576 578 _ 580 582 584 586 588 590 592 594
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Compund 6¢

Table 1 Crystal data and structure refinement for Compund 6c.

Identification code Compund 6¢
Empirical formula C22H17BrN20Os
Formula weight 485.29
Temperature/K 293(2)

Crystal system triclinic

Space group P-1

alA 8.0079(7)

b/A 10.6912(11)

c/A 12.9965(11)

a/° 79.773(8)

/e 82.666(7)

v/° 69.817(8)
Volume/A3 1025.11(16)

z 2

peatcg/cm® 1.572

wmm™ 2.048

F(000) 492.0

Crystal size/mm? 0.35 % 0.24 x 0.22
Radiation MoKa (A =0.71073)
20 range for data collection/° 8.08 to 58.28
Index ranges -10<h<10,-14<k<14,-17<1<16
Reflections collected 9637

Independent reflections 4659 [Rint = 0.0427, Rsigma = 0.0741]
Data/restraints/parameters  4659/0/282

Goodness-of-fit on F? 0.995

Final R indexes [[>=2c (I)] R1=0.0491, wR, =0.0872

5107
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Final R indexes [all data] R1=0.1010, wR2 = 0.1046
Largest diff. peak/hole / e A-0.36/-0.39

Compound 6n

Table 1 Crystal data and structure refinement for Compound 6n.

Identification code Compound 6n
Empirical formula C2s5H21BrN20s
Formula weight 557.35
Temperature/K 298.0

Crystal system monoclinic
Space group P2i/a

alA 8.5538(5)

b/A 28.5184(14)
c/A 9.9217(5)

o/° 90.00

/e 104.085(5)

v/° 90.00
Volume/A3 2347.5(2)

Z 4

peatcg/cm® 1.577

w/mm? 1.806

F(000) 1136.0

Crystal size/mm? 0.5% 0.4 x0.25
Radiation MoKa (A =0.71073)
20 range for data collection/° 8.4 to 58.42
Index ranges -10<h<10,-37<k<32,-13<1<12
Reflections collected 12825

Independent reflections 5425 [Rint = 0.0357, Rsigma = 0.0546]
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Data/restraints/parameters ~ 5425/0/328
Goodness-of-fit on F? 1.050

Final R indexes [[>=20 (I)] R1=0.0463, wR; = 0.0808
Final R indexes [all data] R1 =0.0835, wR2 =0.0930
Largest diff. peak/hole / e A~ 0.32/-0.48
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