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'H NMR of Compound-C
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-13 H:0-11 N:0-1 0O:04 S:0-1 CI:0-1

GVB-SK-INT-2
511701C5159 8 (0.127) AM (Top,4, Ar,5000.0,195.32,1.00,LS 5); Sm (Mn, 2x1.00); Sb (1,40.00 ); Cm (6:14) 1: TOF MS ES+
100 312.0093 129
| 0]
J OH 312.0690
%- 0=5=0
1 HN
] CID 314.0070
284.3453 314.2036
ol .287.2248 ” 293.‘1348 301.2535 303.2501 308.2111 e 322.0353 32409%2
T T T T T T T I L T [ T T T T | T T T LI T T T [ T T T I T T T T ‘ T T T T T T T I T T T T [ T T T T T T T T T I T T T T ‘ T T T T ] T T T T T T T T
285.0 290.0 295.0 300.0 305.0 310.0 315.0 320.0
Minimum: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
312.0093 312.0097 -0.4 -1.3 8.5 10.7 Cl3 H11 N 04 S cCl

HRMS of Compound-C
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NAME 511701C3027
EXPNO 1
PROCNO 1
T2 - Acquisition Parameters
Date_ 20170127
Time 0.05 h
INSTRUM spect
PROBHD 2119470_0231 (
PULPROG 2g30
TD 65536
SOLVENT DMSC
NS 8
DS 0
SWH 10000.000 Hz
0 FIDRES 0.305176 Hz
:\e} 3.2767999 sec
0 RG 79.68
N ~ DW 50.000 usec
H DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
0O=S= SFO1 500.1330885 MHz
1 NUCl 1H
HN Pl 8.75 usec
PLW1 23.00000000 W
F2 - Processing parameters
Cl sI 65536
SF 500.1300013 MHz
WDW EM
55B 0
LB 0.30 Hz
GB 0
BC 1.00
J_IJQ i L J 1 ‘
12 1 10 9 8 7 6 5 4 3 2 1 0 ppm
(=4 (=4 O[N] ||| - —|[eR] [+~ (=l
o o [=1[=]l=]l=]{=]]=]f=) [=] Al - oD
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N DS 4
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DW 16.800 usec
O: =O DE 6.50 usec
TE 298.1 K
I D1 3.00000000 sec
HN Dil 0.03000000 sec
TDO 1
SFOl1 125.7703643 MHz
Nucl 13C
Pl 9.50 usec
Cl PLW1 88.00000000 W
SFO2 500.1320005 MHz
Nucz 1H
CPDPRG[2 waltzle
PCPD2 80.00 usec
PLWZ 23.00000000 W
PLW12 0.27515000 W
PLW13 0.13840000 W
F2 - Processing parameters
SI 32768
’ I l J H J SF 125.7577885 MHz
I ] WDW EM
S5B 0
18 No filename.specified
T T T T T T T T T T 5B 0
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Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0

Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-16 H:0-16 N:0-2 0:0-5 S:0-1
GVBSK-HATU-01

Cl: 0-1

Page 1

511702A2301 9 (0.135) AM (Top,4, Ar,5000.0,195.38,1.00,LS 5); Sm (Mn, 2x1.00); Sb (1,40.00 ); Cm (7:9) 1: TOF MS ES+
383.0477 865
100
_ 0 o 382.9910
N ~
i
| 0=5=0
o ; 385.0432
) e
Cl
312.1492 323.1325 329.2336 351.0641355.0813  370.1519 3g5 7907 392.0350 404.9729
338.1550 L 07.9892
Or\""'\\\‘l\'l I'A'rf"T\'\‘Illllf\'\‘k"\"\\I'I'\'I‘\‘f\' ""\'I'l"\‘r'r"\l‘ll r"f‘ff f\"l‘ll\l[r'_& ”"'TT‘I'rI'"+TF\'f\'T"'TIT"TT\'\‘\\\Illl'\ m/z
300 310 320 330 340 350 360 370 380 390 400 410 420
Minimum: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
383.0477 383.0468 0.9 2.3 9.5 1.8 Cle Hle Nz 05 Ccl

HRMS of Compound-D
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Current Data Parameters
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== CHANNEL [l ==
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.
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Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

Elements Used:

Page 1

C:0-15 H:0-16 N:04 0O:0-4 S:0-1 Cl:0-1
GVB-SK-INT-4
511701C5154 8 (0.126) AM (Top,4, Ar,5000.0,195.39,1.00,LS 5); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
383.0567 3.45e3
100
1 O TI;]]
il N "NH.
i
%— 0=%=0
e
] 385.0999
1195.4140 Cl 4529772
J 351.1158 424.0754
0 196.4205 236_?}634 294.2208 J |, L4550133 523.0003 576.7888 miz
L R A AR R A A L R s R L L R L R R R A AN LA L LR LA LA R LN AR LARAN L) LSRN AL LAl LA AR LA ALY LR LA AR R
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580
Minimum: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
383.0567 383.0581 -1.4 -3.7 9.5 266.2 Cl5 H16 N4 04 s cCl

HRMS of Compound-E
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

178 formula(e) evaluated with 2 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-23 H:0-19 N:04 0O:04 F:0-1 S:0-1 CIL0-1

GVB-SAD7
51161184321 23 (0.341) AM (Top.4, Ar,5000.0,195.14,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
100 489.0807 3.86e3
| i H T
M.
- Y
i ]
i O=§=O
%6 HN: :
T cl 491.0713
1204.0844 351.0629 472.0714488.6638| 4911785 511.0580 527.9943
0 323.0499 T 364.0981 392.0964 435.1055 ’ ’ m'z
III|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIII|IIIIIIIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III
300 320 340 360 380 400 420 440 460 480 500 520 540
Minimum: -1.5
Maximum: 5.0 10000.0 50.0
Mass Calc. Mass mDa FPM DBE i1-FIT Formula
489 .,0807 489 0800 0.7 1.4 14.5 225054 .8 C2Z2 H19 N4 04 F 5 C1

HRMS of Compound-1a
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8.966
8.296

s —————————

8.235
8.172
8.157

8.009
7.862
7.847
7.787
7.771

o

Cl

S
HN

o

7.759
7.743
7.712

7.696
7.680
7.418
7.404
7.402
7.294
7.281
7.267
7.264

7.243
7.236
7.230
7.221
7.206
4,433
4,422
3.999
3.988
3.329
2.507
2.504
—-0.000

NAME
EXPNC
PROCNOC

F2
Date_
Time
INSTRUM
FPRCBHD
PULFROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

TDO
SEFOl
NUC1

Pl

PLW1

Pz -
SI
SF
WDW
SS5B
LB
GEB
PC

Current Data Parameters

511611247711
2
1

- RAcguisition Parameters

20161110
22.05 h
spect
2119470_0231 (
z2g30
65536
DMSO
2
o]
10000.000
0.205176
3.2767999 sec
118.49
50.000 u
6.50 u
2%8.1 K
1.00000000 =
1
500.1330885
1H
8.75 usec
23.00000000 W

Processing parameters

65536
500.130001% MH=z
EM
o]
0.30 Hz
0
1.00

1.00
1.00
3.05
3.99
1.03
5.01
2.00

—

'H NMR of Compound-1b
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170.012
165.328
165.041
163.930
161.960
145.589
142.319
140.896
134.863
134,647
133.302
131.264
130.830
130.678
128.961
128.460
129.327
129.141
129.001
128.934
127.801
127.710
125.823
125.750
115.933
115.758

TesSSsSSNe——

o
LY
° F

0=§=0
HN

Cl

42.013
40.846
39.997
39.830
39.663
39.496
39.329
39.163
38.996

é

NAME
EXFNC
PROCNO

Date_
Time
INSTRUM
PROBHD
PULFROG
TD
SOLVENT
NS

D5

SWH
FIDRES
AQ

RG

TDO
SFO1
NUCL
=
PLW1
SFOZ
NUC2
CPDPRG [2
ECEDZ
PLWZ
PLWlZ
FLW13

SI
| S
W
S5B

LE

| | | | | |
200 180 160 140 120 100 80

T =B
40 20 ppm ©

¥CNMR of Compound-1b in DMSO-ds
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Current Data Parameters

51161127711
3
1

F2 - Acquisition Parameters

20161110
23.18 h
spect

2119470_0231 (

zgpg30
65536
DMSO
1024

4

29761.904
0.%08261
1.1010048
197.72
16.800 u
6.50 u

298.1 K
2.00000000 s
0.032000000 s
1
125.7703643
13C

9.50
88.00000000 W
500.1320005
1H

waltzlé
80.00 u
23.00000000 W
0.27515000 W
0.13840000 W

F2 - Processing parameters

32768
125.7578513 MHz
EM
0
2.00 Hz
0
1.40




Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-22 H:0-19 N:04 0O:0-4 F:0-1 S:0-1 Cl0-1

GVB-SAD1
51161184315 25 (0.360) AM (Top.4, Ar,5000.0,195.16,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
489.0818 1.62e3
100+
o]
i | H .
i Q’)\H/\ﬂ, N/\@\
b (0]
| F
% 0=§=0
i HN
| 491.0403
4 Cl
i 492.0892
120242 4863060 | |} 511.0590 526.9402 5530353,
L e e e L B B e LA SR e e SR i o B O S A S B LI R
460.0 470.0 480.0 490.0 500.0 510.0 520.0 530.0 540.0 550.0
Minimoam: -1.5
Maximam: 5.0 10000.0 50.0
Mass Calc. Mass mDa FEM DEE i-FIT Formula
489.0818 489 .0800 1.8 3.7 14.5 54405.7 Cc22 H19% w4 04 F 5 C1

HRMS of Compound-1b
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GVB—-SA02

AT 100°C
o =T
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\ &%ﬂfkﬂ“/‘%ﬂ%—‘ ' Current Data Parameters
NAME 511611n7714
EXPNO 1
PROCHNO 1
F2 - Zcquisition Parameters
Date__ 20161110
Time 19.50 h
o F INSTRUM spect
| H PROBHD 2119470_0231 (
N. .= PULPROG zg30
N/\n’ “N | =2 D 65536
H SOLVENT DMSO
O =N NS 32
Ds 0
—e— SWH 10000.000 Hz
o 'cf; o FIDRES 0.3205176 Hz
HN o) 3.2767999 sec
RG 111.07
DwW 50.000 usec
DE 6.50 usec
Cl TE 373.2 K
D1 1.00000000 sec
TDO 1
SF0l 500.1330885 MH=z
NUC1 1H
Fl 8.75 usec
FLWl 22.00000000 W
F2 - Processing parameters
SI 65536
SF 500.13200146 MH=z
WDW EM
5SB 0
' ] LE 0.30 Hz
GB 0
EC 1.00
J ‘ ”l
|
| || I | 1
Jiu i R -.\]l, LI I k
I I I T I I I I I I I I I I
13 12 11 10 8 7 6 5 4 3 2 1 PpmMm
0 o ™ LnF:: o %ﬁﬁ <
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'H NMR of Compound-1c at 100°C




GVB—-SA02
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Current Data Parameters
NAME 511611A7714
EXPNO 2
PROCNC 1
F2 - Acquisition Parameters
Date_ 20161110
Time 22.02 h
INSTRUM spect
PROBHD 7119470_0231
PULPROG zqg30
P H £ TD 65536
|l'\|.h o SOLVENT DMSO
H/\n/ N | ~ NS a
DS 0
o} =N SWH 10000.000 Hz
FIDRES 0.3205176 Hz
0=s=0 A0 3.2767999 sec
] RG 79.68
HN DW 50.000 usec
DE 6.50 usec
TE 2%98.1 K
Cl D1 1.00000000 sec
TDO 1
SFO1 500.1330885 MH=z
NUC1 1H
Fl 8.75 usec
PLW1 23.00000000 W
F2Z - Processing parameters
SI 65536
SF 500.1299586 MHz
WDwW EM
's SSB o
LE 0.20 Hz
GEB o]
i PC 1.00
1 |1 {0 1(
v, N JU U VI S N s
I I I I I I I I I I I
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'H NMR of Compound-1c
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GVB-SA0Z2
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Current Data Parameters
NAME 511611A7714
EXPNC 4
PROCHNC 1
F2Z - Acguisition Parameters
o H F Date_ 20161112
I N - Time 12.18 h
N "‘-N - INSTRUM spect
H | PROBHD 2116470_0231
O ~N PULPROG zgpg 30
TD 65536
SOLVENT DMSO
0=$=0 NS 1024
DS 4
HN SWH 29761.904 H=z
FIDRES 0.908261 H=z
AQ 1.1010048 sec
Cl RG 197.72
DW 16.800 use
DE 6.50 use
TE 298.2 K
D1 3.00000000 sec
D11 0.03000000 sec
TDO 1
SFC1 125.7703643 MH=z
NUC1 13C
F1l 9.50 use
PLW1 88.00000000 W
SFOZ2 500.1320005 MH=z
NuCz2 1H
CPDPRG [ 2 waltzlée
PCFDZ2 80.00 use
PLWZ2 23.00000000 W
PLW1Z2 0.27515000 W
PLW13 0.13840000 W
FZ2Z - Processing parameters
ST 32768
SF 125.7578453 MH=z
WDW EM
S55B 0
LB 2.00 Hz
| J-L GB o}
T S I 11 I <
I I I I I I I I I I
180 160 140 120 100 80 60 40 20 ppm

BBCNMR of Compound-1c in DMSO-ds
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
230 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-21 H:0-18 N:05 0:0-4 F:0-1 S:0-1 CI0-1
GVB-SA02
511611B4316 23 (0.343) AM (Top.4, Ar,6000.0,195.16,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
100+ 490.0742 822
0 H F
| |
MN.
| N y =
N N“@
| 0 2N
ofo__ O=8I=O
] HN 4920991
1a ¢ 493.0862
1351.0424 .
% 364.1328 392.1231 469.7318 h 511.9316
N A R L L e L L L L L L R L B N ) L L ) L L LS LA LA AR LSy AR e s Lnan g LU
360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510
Minirmam: -1.5
Maxirmmam: 2.0 10000.0 50.0
Mass Calc. Mass mDa FPM DBE i-FIT Formula
490.0742  490.0752 -1. -2.0 14.5 47774.1 C21 HIB N5 04 F S5 Cl

HRMS of Compound-1c
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GVB-SA06

51161120304

Reference Code

dmso
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T9F° ¥
LYY

s0z°
vZZ’
ZEZ’
9ET’
EVZ
527
782"
BEZ "
9TE"
Zov
TZ% "
919"
FES "
L
789’
ToL”
TZLT
GEL’
BGL"
LLL”
B6L"
LT8"
GEB’
FLE
05T
8T
ZBT
602"
0EZ’
FOE"
SLE’
€09°
000"
ST0°
BZ0"
oLT”
FET"
LET"
ZaT’

A S @@ m @@ ®m® @~~~ ~~F~®F~®~@®H~/~@>~@+~H~++~+~+F~+~>~>F~+~+R~>-

-
o

T

—

Agilent 400-MRDD2

fhamefgvkbi%ﬂﬁatafZOlGfNav
o
Data collected on

o
=1
o
o~
~
—
5
o
z

PROTON

Experiment

HN
Cl

|

ppm

10

11

12

¥O'F

- E0"Z
~00'T
- oL"0

670

'H NMR of Compound-1d in DMSO-ds

26




GVB-5SA06
Reference Code: 511611A0304
Seolvent: dmso

i i @ om oW A~ e W e @ MmN W N o MmN N e W e W n o m o o wilo Ww A W
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Data collac‘bed on: Nov 12 20}.6

Experime nt +
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3CNMR of Compound-1d in DMSO-ds
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
389 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-23 H:0-19 N:04 O:0-4 F:0-3 S:0-1 Cl:0-1
GVB-SA06
51161184320 22 (0.329) AM (Top.4, Ar,5000.0,195.15,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
100+ 539.0758 P ’ CF, 3.85e3

i N., =

| H/\r N

T @]

1 HN

| 541.0982 ;@

D-;smzos ;92.0994 485.1898 5335045;4[541‘3995 597.0273 CI 898.9440 889.0002
LA L I L L L L L UL L L L (L L UL L L L UL AL UL AL LR ALELE NLALALEL ULALLEL DL SR B

350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 800 825 850 875
Minirmam: -1.5
Maxirmarm: 5.0 10000.0 50.0
Mass Calc. Mass mba FEM DBE 1-FIT Formula
539.0758 539.0768 1.0 1.9 14.5 185151.5 €23 H19 N4 04 s c1

HRMS of Compound-1d
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GVB-SA05

511611B0303

Reference Code:
Seclvent: dmso
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GVB-SA05

Reference Code: 511611B0303

Solvent: dmso

Archive directory: g
fhome{gvkbiojdatafZOiﬁ/Nov
Agilent 400-MRDD2  —

Data collected on:
Experiment: CARBON

Nov 11 2016

165,631
165.086

T A o
‘\./ 3
[::;:]//J\\H./“\EI, N.’"\\[::::]/,

O:EI‘FO

HN

Cl

144.960
135,426
135,245

865

141.837
140.897
134

s

@
o
o
-
m
-

133,284
131.363

131.268
130.857

130.54%
129,948

129,790

129. 450

129,324

129,261

127.838

127.782
127.703

126.091
125.814

125,751

125. 340

122 . 628

123.095
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Elemental Composition Report

Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min =-1.5 max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-23 H:0-19 N:04 O:0-4 F:0-3 S:0-1
GVB-SAD5

511611B4319 22 (0.330) AM (Top 4, Ar 5000.0,195.18,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00)

Cl: 0-1

100+ 539.0751
A Q)\ ﬁrN ’/"\@/
o] 0= § =0
4 : 541.0638
:392,0394 cl 499.1099 5387833/ |942.0650
D—/ 414.0711 485.0720 : )
400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550
Minirmurm: -1.5
Maximuam: 5.0 l1o0000.0 50.0
Mass Calc. Mass mDa FEPM CEE i-FIT Formula
539.0751 539.0768 -1.7 -3.2 14.5 182666 .4 CZ3 H19 N4

HRMS of Compound-1e

31

Page 1

1: TOF MS ES+
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GVB-SA04

Reference Code: 511611B0302
Solvent: dmso

Archive directpry:
/home/gvkbio/data/2016/Nov
Agilent 400-MEpPD2

Data collected|on: Now 11 2016

Experiment: PRDTON
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'H NMR of Compound-1f in DMSO-ds
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GVB-SA04
Reference Code: 511611B0302
Solvent: dmso

i i H H AW W W H YO W AW @0 @ N Y A H e N @ @ o w o w
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Experiment: CARBON
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min=-1.5 max =50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
389 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-23 H:0-19 N:04 0O:04 S:0-1 CLO-1 F:0-3
GVB-SAD4
511611B4318 23 (0.339) AM (Top.4, Ar,5000.0,195.17,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
539.0767 776
100 i H
i -
- YL
7 CF,
/ } 0=8=0 541.0878
00_ |
j HN
1351.0735 :@
7 Cl 41,2565
1| 353.0963
ol 392.1273 4771833 495 1155 492.0615 538‘8182 560.9357 iz
350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570
Minimum: -1.5
Maximam: 5.0 10000.0 50.0
Mass Calc. Mass mDa FPM DEE i-FIT Formula
539.0767 539.0768 -0.1 -0.2 14.5 37263.6 €23 H19 04 5 Cl F3

HRMS of Compound-1f
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GVB-SA08
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
106 formula(e) evaluated with 2 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-23 H:0-20 N:04 O©O:0-5 S:0-1 Cl:0-1
GVB-SA08
511611B4322 23 (0.341) AM (Top,4, Ar,5000.0,195.18,1. 00 LS 10); Sm (Mn, 2x1.00): Sb (1,40.00) 1: TOF MS ES+
100 487.0821 2.85e3
| @)\ /\[rN -?\@,
] 0 §=0
GJ{)_
1 D 489.0794
| ¢! 490.0956
0—552,0593 423.0471 440 500 454, 1555 486.2502 ( ‘ 903,0333 545.0589,
l 37|D ! Sé[l l 3E|3[J l 4[|)O l 41|D l 42|D ! 4Z|3[J i 4)1[1 l 45|D : 45[1 i 47|’D l 4é[l l 4E|3[l l 5[|J[J l 51|[J l 52|[l l SéD l 54[1 l
Minimuam: -1.5
Maxirmarm: 5.0 10000.0 50.0
Mass Calc. Mass mDa FPM DEE 1-FIT Formula
487.0821  487.0843 -2.2 -4.5 14.5 168119.6 €22 H20 N4 ©05 § cCl

HRMS of Compound-1g
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min=-1.5 max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

106 formula(e) evaluated with 2 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-23 H:0-20 N:04 O:0-5 S:0-1 Cl0-1

GVB-S5A09
511611B4323 21 (0.287) AM (Top,4, Ar,5000.0,195.16,1.00,LS 10); Sm (Mn, 2x1.00}; Sb (1,40.00 }; Cm (15:22) 1: TOF MS ES+
@] 487.0837 1.75e3
100+ [ H
4 N.,
] H/ﬁr N
] o) H87.1371
OH
o] 0=g=0
| HN
| :@ 488.0978
] Cl 490.0651
0 362.1086 392.2115 423.1088 430.0282  461.2316 486.7530 | 509.0603 545.1392550.9791 /2
A L] Liaad taaa L L Ry Lot LT e e L LR Laat L L L e La i uaatsniaunl o e e
360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590
Mindirmuoam: -1.5
Maximuam: 5.0 10000.0 50.0
Mass Calc. Mass mDa EPM DEE 1-FIT Formula
487.0837 487.0843 -0.6 -1.2 14.5 102%982.1 c22Z HzZD N4 05 35 €1

HRMS of Compound-1h
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GVB-SA-21

511611B2478

Reference Code:

dmso
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GVB-SA-21

511611B2478

Reference Code:
Solvent: dmso
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

335 formula(e) evaluated with 2 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C:0-24 H:0-20 N:04 O:0-5 S:0-1 CL01 F:0-2

GVB-5A21
51161188172 9 (0.136) AM (Top,4, Ar,5000.0,195.18,1.00, Lsm Sm (Mn, 2x1.00): Sb (1,40.00) 1: TOF MS ES+
537.0802 2.02e3
100
‘ YL
o 0 $=0
| :@ 539.1438
: Cl
4 540.1208
o 353.0524 4121561 423.2814 4832010 503.2130  >06-7330 559.1613 595.1276_615.0946
. R L e e L S
360 380 4[1[1 420 440 460 480 500 520 540 560 580 600
Minimam: -1.5
Maxirmuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FEM DEE i-FIT Formula
537.0802 537.0811 -0.9 -1.7 14.5 232.2 C23 H20 N4 05 5 C1 Pz

HRMS of Compound-1i
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GVB-SA-19

511611B2475

Reference Code:
Solvent: dmso
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GVB-SA-19
Reference

Code:

Scolvent: dmso
Archive diregtgry: =
. Mmoo~
fhomefgvkb;oéd5¢§{i§
Agilent 400-MRBOL =

Data collected on: No
Experiment: CARBON

511611B2475
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BCNMR of Compound-1j in DMSO-dg
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-23 H:0-22 N:04 0O:06 S:0-2 CI0-1

GVB-SA19
511611B8169 56 (0.800) AM (Top,4, Ar,5000.0,195.15,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ); Cm (28:56) 1: TOF MS ES+
549.0688 393
100+ o
i [ H,
§ N “N
OO
4 O =
4 d;s"‘\
0=5=0
%7 HN
] cl 551.0984
] 552.1089 571.0686
0 4619482 4750692  495.0724 515.0402519.0745  534.5530 A( |, _575.0961 505-?%]@_811.0355_,_.522,9%}12?
e T T e e e e e e A e e e e e A e e e
470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620
Minimum: -1.5
Maxirmurm: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM CEE i-FIT Formula
549.0688  549.0669 1.9 3.5 14.5 37.2 C23 H22 N4 06 S2 Cl

HRMS of Compound-1j
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GVB-SA22

511611C0227

Reference Code:
Solvent: dmso
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-25 H:0-26 N:04 0©O:0-4 S:0-1 Cl0-1

GVB-SA22
511611B8551 8 (0.127) AM (Top,4, Ar,5000.0,185.16,1.00,LS 10); Sm (Mn, 2x1.00); Sh (1,40.00) 1: TOF MS ES+
513.1379 4.75e3
100 0
i [ H
.-
| H/Y N
b 0
o O=$=O
R HN
i :@ 514.1898
] Cl
4 516.1650
o [2H2198273.1116 351.0653 388.1931 459.1898 512'5573{ 571.1795 9910963 4554944 7261837
B L B o e AL L B B B B T o B o e o LB B B e o e e e e e e
250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725
Minimuam: -1.5
Maximuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa EPM DBE 1-FIT Formula
513.1379 513.1363 1.6 3.1 14.5 525.4 C25 H26 N4 04 35 (C1

HRMS of Compound-1k
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GVB-SA-20

Reference Code: 511611B2476
Solvent: dmso

Archive directory:

/home /gvkbio/data/2016/Nov
Agilent 400-MRDD2

Data collected on: Nov 18 2016
Experiment: PROTON
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GVB-SA-20

511611B2476

Reference Code:
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

161 formula(e) evaluated with 7 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C:0-24 H:0-24 N:04 0O:0-5 S:0-2 CL0-1

GVB-SA20
511611B8171 8 (0.126) AM {Top4 Ar,5000.0,195.16,1.00,LS 10); Sm (Mn, 2x1.00); Sb {1,40.00 ) 1: TOF MS ES+
515.1144 4.54e3
100+
1 0 S 0
O‘fo_
- D 517.1242
] 3 ° 84 5172123 573.1259
. gﬂl 2074 316.5708 390.2080 423.0934 514.8401 518.0591 573 733, 05?5 794 9‘%;
A e e T A B e e e B B o o o LA A B B o B o T e
250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 ?50 ??5 SDD
Minimuarm: -1.5
Maximam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FEM CEE 1-FIT Formula
515.1144 515.1156 -1.2 -2.3 14.5 481.0 C24 H24 N4 05 5 C1

HRMS of Compound-1l
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EXPNO 1
PROCHD 1
FZ Acquisition Parameters
Date_ 20161120
Time
INSTRUM
) 5
8012.820 Hz
0.122266 Hz
F 1.0894465 sec
| F{ 86.08
62.400
Pd - “
Pd \Pq 6.50
359.7
H 1.00000000 sec
O s DO 1
CHANNEL f1
O—S—O 5FO1 400.1324710 MHz
] NuCl 1H
Pl 5.75 usec
F*Pd PLW1 16.00000000 W
Froc ing mete
655386
(:l 400.1299999
4]
0.30 Hz
4]
1.00
-
‘ I
o M AL RN | LJ - M e

12 1 10 9 8 7 6 5 4 3 2 1 0 ppm
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-23 H:0-21 N:04 0O:0-5 F:0-1 S:0-1 CI0-1

GVB-SA16
511611B8166 14 (0.186) AM (Top.4, Ar,5000.0,195.17,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
100— 519.0903 P . F 4.20e3
i N, =
. O/
1 0=5=0
%] HN
] 521.1299 J@
] Cl
522.0795
379.2521 425.0206  465.2796 518.2645 ( 577.2268 661.1241 797.9834
b A T R A T PP LSNPS NI LA Ll
360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780
Minirmarm: -1.5
Maxirmuam: 5.0 1000.0 50.0
Mass Calc. Mass mbDa FEPM CEBE i-FIT Formula
519.0903 519.0905 -0.2 -0.4 14.5 174.9 C23 H21 N4 05 F 5 1

HRMS of Compound-1m
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-23 H:0-18 N:04 0:0-4 F:04 S:0-1 ClL0-1

GVB-SA17
511611B8167 16 (0.238) AM (Top,4, Ar,5000.0,195.20,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
100~ 0 y F 557.0684 1.67e3
i |
N., =
- YT
i CF,
)] 0=5=0 557.1711
i HN
4 D 559.0898
4 Cl
1351.0585 559.2841
/ 392.0527 432.0691 503.1351 555‘9848 615.1018 635.0689
0 T e e e T T T T e e e R e e e e e e e e M2
360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680
Mindrmam: -1.5
Maximurm: 5.0 1000.0 50.0
Mass Calc. Mass mDa EFEM CBE i-FIT Formula
557.0684 557.0673 1.1 2.0 14.5 128.2 C23 H18 N4 04 F4 5 C1

HRMS of Compound-1n
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Reference Code:
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GVB-SA-15
Reference Code:
Solwvent: dmso
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-22 H:0-18 N:04 0:0-4 F.0-1 S:0-1 Cl0-2

GVB-S5A15
511611B8164 17 (0.251) AM (Top.4, Ar,5000.0,185.15,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
100 523.0408 IO H Cl 1.37e3
i N,
1 H/\[r N
i 525.0217 0 F
| 0=5=0
Yo 1
i HND
1 527.0397 Cl
i77‘1814 522.5323 L]( 545.0145 583.0936 601.0676 84[1,914?
O R B M o B I B e L  RARAA RN R EE R s R s e s n s s an ey eana nal 114
480 490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640
Minimuam: -1.5
Maximuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FPM DEE 1-FIT Formula
523.0408 523.0410 -0.2 —-0.4 14.5 120.3 C22 H1E8 N4 04 F 5 (12

HRMS of Compound-10
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8.156
8.124
7.868
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F2 - Acquisition Parameters
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Time 2.09 h
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TD 65536
lO H CF, SOLVENT DMSO
NS g
N. -= DS 0
N/\I'r N SwH 10000.000 Hz
H FIDRES 0.305176 Hz
0] AQ 3.2767999 sec
CF, RG 97.81
—_—e — DwW 50.000 used
O—?—o DE 6.50 use
TE 298.1 K
HN D1 1.00000000 sec
TDO 1
SF0ol 500.1330885 MHz
NUCl 1H
Cl P1 8.75 usaq
PLW1 22.00000000 W
F2 - Processing parameters
SI 65536
SF S00.1200002 MHz
WDW EM
r S5B o]
LE 0.20 Hz
GE ]
FC 1.00
A M j[.;-_ " L..,'I_lelt_-lU - { Jl'_. e S
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'H NMR of Compound-1p in DMSO-ds
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Current Data Parameters

(P ?]

NAME 511611B1542
EXPNOC 2
PROCHNC 1
F2 - Acquisition Parameters
Date_ 20161115
Time S.00 h
INSTRUM spect
PROEBHD £115470_0231 ¢
PULFROG zgpg30
TD 65536
SOLVENT DMSC
NS 711
DS 4
SWH 29761.904 Hz
FIDRES 0.508261 Hz
Xe] 1.1010048 sec
RG 197.72
DWW 16.800 use
DE 6.50 use
TE 298.2 K
Dl 3.00000000 sec
O H CF3 D11 0.03000000 sec
I N - TDOD 1
N \N SFO1 125.77032643 MH:z
H NUC1 13C
(o) Pl 9.50 use
CF FPLW1 88.00000000 W
3 SFO2 S00.1320005 MHz
0=S=0 NUC2 1H
| CPDERG [2 waltzlé
HN PCPD2 80.00 use
FLW2 23.00000000 W
PLW1Z2 0.27515000 W
PLW1Z3 0.12840000 W
Cl
F2 - Processing parameters
SI 32768
SF 125.,7577885 MH=z
WDW EM
S55B
LB 2.00 Hz
L LA J .
L LA L .
I I T I I I I I I T
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
889 formula(e) evaluated with 1 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
C:0-24 H:0-18 N:04 0O:04 F.06 S:0-1 Cl0-1
GVB-SA13
51161188159 16 (0.238) AM (Top.4, Ar,5000.0,195.17,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
100 607.0622 0 CF 795
| \ ’
4 .-
] CF,
o O:SI=O
] 607.2051 HN
i 609.0174 :@
. cl
1554.2897 606.7883 lﬁ,anglzssg (54,9549 665.1365
O e e e e M

555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 660 665

Minimum: -1.5

Maximam: 5.0 1000.0 50.0

Mass Calc. Mass mDa PEM LEBE i-FIT Formula

BEOT.06BZ22 607.0641 -1.9 -3.1 14.5 85.5 cz4 HIE N4 04 F& 8

HRMS of Compound-1p

64




GVB-SAl8

: 511611C0226

Reference Code
Solvent: dmso
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511611C0226
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-22 H:0-19 N:04 0O:0-5 S:0-1 CL0-1 Br:0-1

GVB-5A18
511611B8168 15 (0.229) AM (Top.4, Ar,5000.0,195.14,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
566.9366 586
100— 0
| ' H B
~y r
1 I o
i 567.0517 H 0
E ’ OH
Yo 0=S=0
| 1
HN
7 568.9760 Clj@
] L |‘|l"'5539'2296572'2324 589.0533 602.9206
0 el ey 77—y Mz
565.0 570.0 575.0 580.0 585.0 590.0 595.0 600.0
Minirmuam: -1.5
Maxirmuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa EPM DBE 1-FIT Formula
564.9930 564.9948 -1.8 -3.2 14.5 1654.9 c22 H19 N4 05 S5 Cl Br

HRMS of Compound-1q
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511611C0225

GVB-SAll
Reference Code:
Solvent: dmso
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on: Nov 24 2016

d

.
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o

Agilent 40?—Tmnnz

Data collec|t

Experiment:| PROTON

Archive digegtory:
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GVB-SAll
Reference Code: 511611C0225
Solvent: dmso

i i M - B Lt T T e - Bt L R T T = T e e S~ B B T - S = o un
oyt S A SRR E RS R R R R RN EE R R ER R EEE Noae
_ 3
/home/gvkbio/data/2f1 €y, ¢ 2 272NV AE ML AAtaRER TN i
w MO MM@D @YW Mmoo o e~ Ww mm weoNoo
. MW W N W e ST MMM N NN NN NN NSNS A A A A A wno oW -
Agilent 400-MRDD2 HHHH|—|-—1ﬁﬂHﬁﬂﬁﬁHHﬁr{Hﬁr{Hﬁr{J—!HHHHH

\

Data collected on: k
Experiment: CARBON

ICl OMe

200 180 160 140 120 100 80 60 40 20 PPM

BCNMR of Compound-1r in DMSO-ds
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
549 formula(e) evaluated with 1 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
C:0-24 H:0-21 N:0-4 0O:0-6 F:0-3 S:0-1 Cl:0-1
GVB-SA11
51161188155 9 (0.118) AM (Top,4, Ar,5000.0,195.18,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
100~ 585.0807 0 OMe 1.06e3
! N =
| oy
J 0=5=0 OCF,
9/ 1
° HN
1 587.0821 :@
Cl
1 607.0095
1493.2615 584.1223 09.1075 628,9656 ?51 0776 672.8693691.2649 772 855
0 rrryrrrTryrrrryrroTT TTTTyrrTrTIrTTrrrrrTyrrTT L) TTTT TrrTT FrTTTryryTrrrTTrrrTrrTprreTT TrTTrrrryrrrrprTrorT TTrTTyrrrT Illlllllllll.l IT'IZ
500 520 = 540 = 560 = 580 800 = 620 = 640 . 660 . 680 . 700 = 720 = 740 = 760
Minimum: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa PFPM DBE i-FIT Formula
585.0807 585.0822 -1.5 -2.6 14.5 54.1 €24 H21 N4 06 F3 § cCl

HRMS of Compound-1r
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GVB-5A23

Reference Code: 511611C0228
Solvent: dmso

Archive directory:

/home /gvkbioc/data/2016/Nov
Agilent 400-MRDD2

Data collected on: Nowv 23 2016
Experiment: PROTON

O
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'H NMR of Compound-1s in DMSO-ds
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GVB-5A23

Reference Code: 511611C0228

Selvent: dmso
Archive directory:

”
fhome!gvkbic!dataf201§/
w

Agilent 400-MRDD2
Data collected on:
Experiment: CARBON

A S Yy

®W Mo H NS MmN ® N WY T @ o NN WY~ -
o= 0@ < @ W W in o9 9IS mMmaw g Mo d o N w w
ﬁom W W - ® N M NN T MmN~ W N @~ W@~ - @
% m o - T M A A O G @ @ oW~ N - Qo
W o ow MMM M M M NN NN N NN NN N NN NN
“\\ S
N/\”/N-\.N/
" " " e ke ootk b kA
W Yo o o WA

b il u b
II\I|II\I|IIII‘IIII|IIII|I\II|I\II|I\II|III\|IIII|IIII|\III|IIII|\I\I|II\I‘IIII|IIII‘IIII|IIII|I\II|I\I\IIII
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Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

87 formula(e) evaluated with 2 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C:0-25 H:0-26 N:0-4 0:04 S:0-1 CI:0-1

Page 1

GVB-5A23
51161188552 19 (0.268) AM (Top,4, Ar,5000.0,195.18,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
1 499.1229 3.45e3
00 IO H

- N.._-f'

| H’ﬁr N

1 O

% O=§=O

T HN

| :@ 501.1338

: Cl F01.2421

374.0804 498.4103 ) - 521.0458  538.9415  557.0822
O P T T T T P T T T I A [ O O e e e e e e e e e e et MYz

380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560

Minimum: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM DEE i-FIT Formula
499,1229 499,1207 2.2 4.4 14.5 440 .4 c24 H24 N4 04 S5 Cl

HRMS of Compound-1s
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GVB-SAlZ2

12.066
11.973

N\NWM%X/%J Current Data Parameters
NAME 511611B1541
EXEFNO 1
|C) H F PROCHNO 1
N\ = F F2 — Acquisition Parameters
N N
H Date_ 20161115
O Time 21.08 h
INSTRUM spect
F PROBHD 7119470_0231 (
O=5=0 PULPROG zqg30
| TD 65536
HN SOLVENT DMSO
NS g
DS 0
SWH 10000.000 Hz
Cl FIDRES 0.305176 Hz
A0 3.2767999 sec
RG 89.27
DW 50.000 usec
DE 5.50 usec
TE 298.5 K
D1 1.00000000 sec
TDO 1
SFOl S500.1330885 MHz
NUCL 1H
Fl 8.75 usec
FLW1 232.00000000 W
- F2Z - Processing parameters
SI 65536
SF 500.1200000 MHz
WDW EM
SEB 4]
LB 0.30 Hz
GB 4]
PC 1.00
1 |
L \ LY W AL O VL LV W _JL_._.)l‘_ e \.
I I I I T I I I I I I I T I
14 13 12 1 5 4 3 2 1 ppm

1.00

1 10 9 8 7 6
™ | O0Oo|~IM|r|r|r—|N >~

0.66

'H NMR of Compound-1t in DMSO-dg
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GVB-SAlZ2

M= OO0 - O-rOoONC-O N0 A A OO UM
— =0 =AM 00 AN Ao oW o NN 0O o N A O MWD
NOADN A A NOCUNT RSO A0 MNONONEEMO A OO MU WwWo o Wwo
F T T T e e AN A R A T iRt B o B e B )
[ JuNeRTo B e B e B n R Uo R Ve LS RS A B B Ao A sy W oA Mo e Mo o B e e i e T e U R0 BT o B L o T o (R L L
COW== MO NN NN NN NN NN NN OO0 000 OOy
L B B B B B B T I I B B e B T B e O T B B B I T B B B B B e e e B L= L e S I s B s B e B e s B e s B e B e s B o8|
\XW \\W/J Current Data Parameters
NAME 51161181541
EXPNC 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20161116
Time 0.40 h
INSTRUM spect
PROBHD 2116470_0231 ¢
PULFPROG zgpg30
TD 65536
(@) F SOLVENT DMSO
| H e NS 1024
o DS 4
N N SWH 29761.904 Hz
H FIDRES 0.908261 Hz
O ) 1.1010048 sec
F RG 197.72
——— DW 16.800 used
O_I_O DE 6.50 use
TE 298.1 K
HN D1 3.00000000 sec
D11 0.03000000 sec
TDO 1
C| SFOL 125.7703643 MH=z
NUC1 13C
Pl 9.50 use
PLW1 88.00000000 W
SFOZ2 500.1320005 MH=z
NuC2 1H
CPDPRG([2 waltzlé
PCPDZ2 80.00 used
PLWZ2 23.00000000 W
PLW1Z2 0.27515000 w
PLW13 0.132840000 W
F2 - Processing parameters
5I 32768
“ H l ST 125.7578492 MHz
s - ] - J ! PN — A /N o - 1 DT EM
SS5B 0
LE 2.00 Hez
T T T T T T T T T GB 0
C 1.40
180 160 140 120 100 80 60 40 20 ppnt

BCNMR of Compound-1t in DMSO-ds
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max =50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-22 H:0-17 N:04 0O:04 F:0-3 S:0-1 Cl:0-1

GVB-5A12
511611B8157 12 (0.164) AM (Top.4, Ar,5000.0,195.16,1.00,LS 10); Sm {Mn 2x1.00); Sb (1,40. DD} 1: TOF MS ES+
525.0610 6.08e3
100
. Q)\ /YN = F
] —S 0
OJB_
1 527.1014 D
i Cl
4 528.0896
. 471'1230491.206? 524,8[164“/ 547.0659 553‘0582583,0893 555‘0999;
II|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIIIIIIIIIIIIIlIIII|IIII|IIII|IIIIIIIII|IIII|IIIIIIIIIIIIIIlIIIIIII
470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640 650 G660
Minimuam: -1.5
Maxiruam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FEM DBE 1-FIT Formula
525.0610 525.0611 -0.1 -0.2 14.5 349 .2 C22z H17 N4 04 F3 35 Cl1

HRMS of Compound-1t
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GVB-SAO03

51161120300

Reference Code:

Solvent

dmso

BI6°E
EB6°E

GEE" ¥
ESE’F

SIT
921"
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z0z”
EZT”
vz
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S6Z°
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154 0
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140
£S5k
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S69°
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Soe”
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E6T"
S6Z°
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SE6”
6F6
Fo6°
921"
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FST"
LST”

b
~

[hcme[g‘vkbic/dat;/}ﬂl&/Nov

Archive directorgy

)

Agilent 400-MRDD2
Data collected on

b

w
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=
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T 60
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GVB-SA03
Reference Code: 511611A0300
Solvent: dmso

i i oo W O M N Mo ® NN WMoY & WA MmoNon o9 o mlo v 4w
Archive ifpa¥ofys o S S S I N BF Y53 YL DI2SN DN resanaszas
/h []{bﬂ@c?zglﬁjrwwwumumqumur—mwrr—mr- o wn - & o oo @
ome/gv "f ata Y i s Mmoo docc o aaoe e~ o0 R R FEEE]
. T MM MMM MMM oMM N NN NN NN NN N
Agilent f00%MRDA2S " A A D AN oSO DO INSINANANNSN

Data collected. c
Experiment: CARBOH
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
143 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-20 H:0-18 N:04 Q0Q:0-4 S:0-2 CI0-1
GVB-SA03
511611B4317 25 (0.362) AM (Top,4, Ar,5000.0,195.15,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
100 0 477.0441 1.29e3
| q
i N “N =
] H/\n/ /n
i 8] S
| HN:@ 479.0207
1 Cl 79.1582
1351.0823 364.0349 4931695 4767379 | 481.1180 498.9683 54,9621
N L) A mA i L ) L) L K Ry LS L m A L L LA L LSS LS LA LA ALY LA Ly auhnd R LA AR AL A A R LA Al L 5
360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530
Minimuam: -1.5
Maximuam: 5.0 10000.0 50.0
Mass Calc. Mass mDa EPM DEE i-FIT Formula
477.0441  477.0458 -1.7 -3.6 13.5 78957.8 C20 H1B N4 04 82 Cl

HRMS of Compound-1u
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Time

INSTRUM
PROBHD 5 mm
PULPROG

20161201

3,01
spect
BO BB/
zgpg 30
55536

24038.461
0.366798
1.3631488

195,20

20.800

6.50

208.8 K
3.00000000 sec
03000000 sec

1
CHANNEL f1
SFO] 100. 62282093
NUOC1 13cC
Pl 10.00
PLW1 T8.00000000
CHANNEL £2
sFo2 400.1316005
NUCZ 1H
CPDPRGE[Z waltzlg
PCED2 40.00
PLWZ 16.00000000
PLW1Z2 0.187779439
PLW13 0.15210000

Processing

100

Hz
Hz

sec

usec

W

MHzZ

usec

7
W

J

parameters

32768
L6lz28192
EM

MHzZ

ANL-MCL5-NMR-001




Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

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

C:0-20 H:0-23 N:06 0:0-4 S:0-1 Cl0-1

GVB-SA10
511611B8154 12 (0.143) AM (Top.4, Ar,5000.0,195.17,1.00,LS 10); Sm (Mn, 23{1 00); Sh (1,40.00) 1: TOF MS ES+
478.1184 4.03e3
100
] H/\I'r N
7 ‘S 0
OA’_
1 480.1182 D
1 Cl
481.1356
o 3920518 423.1102 477.8858 ; 522‘]351 535.2571 5?8 1479800 1482 613.3420 636.1666 5?1‘25?0 59?124%{?2
LRI RN B B L o o S o o e e A e s e e e e Aampasan ey T
380 400 420 440 460 480 500 520 540 SBD 580 BDD 620 540 BBD 680
Minirmarm: -1.5
Maximuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FEM DEE i-FIT Formula
478.1184 478.1150 -0.6 -1.3 12.0 181.7 CZ20 HZ3 Ne 04 S5 C1

HRMS of Compound-1v
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GVE-5A14
Reference Code: 511611B2466

Solvent: dmso

Archive directory:
/home/gvkbio/data/2016/Nov
Agilent 400-MRDD2

Data collected on: Nov 18 2016
Experiment: PROTON

_
o B _Jl\_JjL - A [ Y N _/\_ o 1
T T T T | T T T T ‘ T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T ‘ T T T T ‘ T T T T | T T
13 12 11 10 9 8 7 6 5 4 3 2 1 PPmM
o ¥ P W Sy PO
- - - O wy — L4 - [} wy bl
(=] [-.) m v o o o ™o ™ -~ [} o~ ™M
a c 6o o R e @

'H NMR of Compound-1w in DMSO-ds
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GVB-SAl4

Reference Code: 511611B2466

Solvent: dmso

Archive directoryy 70 o =
/home,’g‘vkbio/dataZZ@lE Eo
Agilent 400-MRDD29 = = m
Data collected on: 1a

Experiment: CARBON

HNOV

284
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134 691
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129.276
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127

/ro—151%
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S
o

.830

127.782
127.680

@ o N om oo o w e w0 AN BN
@ o LRI R -
~ o~ @~ dof-n oo @wn e o
W n PEE-ES EEEEEENE
w T 2 s om m oMM Mmoo
- o

O
l N H\N/
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O:§:O
HN

Cl
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Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

Page 1

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

Elements Used:

C:0-22 H:0-26 N:04 0O:0-4 S:0-1 Cl:0-1
GVB-SA14
511611B8161 15 (0.228) AM (Top.4, Ar,5000.0,195.18,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
100 477.1374 6.14e3
H H
4 N, =
| Y0
| (@]
o — O=$=O
- 479.1670 HN;©
i I
:383 1593 476.6834]/|4802259 4992040  ©
- 423.0788 453.1582 *'° ‘ 5352062 555.3224 603.1576
D |||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| IIIIIIIII|||||||||||III||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||IIIIIIIII m."lz

390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 610

Mindiruarm: -1.5

Maximuam: 5.0 1000.0 50.0

Mass Calc. Mass mba FEM DEE i-FIT

477 .1374 477.1363 1.1 2.3 11.5 132.3 cz22

HRMS of Compound-1w
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GVB-SK—-31

O uy ]
WO - w0 WO oOr-mMmoegOr- o WO Auw 5 07000 0N W st Oy A0 W)U WD 00 W0 0o WO [e]
WA Nk W A0 9OU 00060 O Moo O oo Oy o= o0 Ww o [a]

L e A A B A B A B B I B e o S o Bl RN = S L U e 0 B o0 B 6.0 TR ot Lot B B BT o BEE o Ot B A A B B0 BN E I E o I oo I e R N | *
O O O . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . [an]
[ B B B e R e e s e o it oo B e s I pa i S i Sl S A S e S S e T e S S e s A = A~ L 0 B B B IR N R |

N T /) Gupzen pata Pazancrers

EXFNO 1
PROCNC 1
FZ - Acguisition Parameters
Date_ 20170103
Time 20.54 h
INSTRUM spect
PROBHD 72119470_0231
PULFRCG zg30
TD 65536
SOLVENT DMSO
N5 a8
O DS 0
| H SWH 10000.000 Hz
N\ - FIDRES 0.305176 Hz
N/\n/ N 20 3.2767999 sec
H RG 89.27
@] DW 50.000 usec
F DE 6.50 usec
TE 298.1 K
O=sS=0 D1 1.00000000 sec
| TDO 1
HN SFO1 500.1320885 MH=z
NUC1 1H
Pl 8.75 usec
ELW1 22.00000000 W
CI F2 - Processing parameters
SI 65536
SF S500.1300011 MH=z
WDW EM
SS5B
LB 0.30 Hz
EB
r PC 1.00
) ] . |
| i WA AV || | A
U U B / I‘L.A.JL‘__JI'M, L NS A,
13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
— rv—w =] (e[| =~ [Te] — | 0o
Qe Q e == Q M~ mnx
| | - N =] (3] (=] ™|cd

'H NMR of Compound-2a in DMSO-ds
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GVB—-SK-31

OOV~ MO~ OO WL OO W N S ™~ W
N MOUOTTOO AN TN OWVOWMWWANLT ONM~ = e AAR S I R« a I o To B v B L
M- OWEWOoOWOOEWNOOO T NS NI M NN MW oMWW
L T S S S T R S B S VN O WS ) O D)
oWV A0~ OSSN0 0O uuwWw L L R T R S T T
W WOWWOWWW SO NI NN AR AR A A AR A T e B aa ]
e e M e M B B e I B B e I I B B B T e B B B B e B | e e B e e e o e O T 0 B o B o B B
N\&,«W% \W‘ \/ Current Data Parameters
NAME 511612B0598
EXPNC 2
PROCNOC 1
F2 - Acquisition Parameters
Date_ 20170104
Time 1.16 h
INSTRUM spect
PROBHD 2119%470_0231 ¢
FULFPROG zgpg30
TD 65536
SOLVENT DMSO
NS 1024
| H DS 4
N., = SWH 29761.904 Hz
N/\n/ N FIDRES 0.908261 Hz
H 0 1.1010048 sec
O RG 197.72
F oW 16.800 usec
DE 6.50 usec
O=S=0 TE 298.5 K
| D1 3.00000000 sec
HN D11 0.03000000 sec
TDO 1
SFOl 125.7703643 MHz
NUCL1 13C
Cl Pl 9.50 usec
PLW1 88.00000000 W
SF02 500.1320005 MHz
Nuc2 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLWZ 23.00000000 W
PLW1Z 0.27515000 W
PLW13 0.13840000 W
F2 - Processing parameters
SI 32768
‘ JL ‘ l Jb SF 125.7578505 MHz
1, e l L ‘ l J Atk DT EM
55B 0
LB 2.00 Hz
| | T | | | | | | | T GB 0 ‘0
200 180 160 140 120 100 80 60 40 20 ppm © L

¥CNMR of Compound-2a in DMSO-ds
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Elemental Composition Report

Single Mass Analysis

Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0

Selected filters: None

Monoisotopic Mass, Even Electron lons

Page 1

190 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)

Elements Used:
C:0-23 H:0-21
SAMPLE CODE:COMPOUND-31

N:04 O:0-4 F:0-1

S:0-1 CIl: 01

511701A5143 61 (0.882) AM (Cen,4, 80.00, Ar,5000.0,195.13,1.00,LS 5); Sm (SG, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
503.0921 Q4.7
100+ 0
] I H 502.9795
i H o
0 505.0073
b F
Yo -
0=5=0
4 | 502.9014
HN
1 D 505.1381
1423.0958 Cl 502.2600 || P05-2458 524.9290 561.0435
-
DIlllllllIIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|4IIIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|+III mJIIZ
430 440 450 460 470 480 490 500 510 520 530 540 550 560
Miniroam: -1.5
Maximam: 5.0 1000.0 50.0
Mass Calc. Mass mba FPM DEE 1-FIT Formula
503.0921 503.0856 -3.5 -7.0 14.5 7.9 C23 HZ1 N4 04 F 5 C1

HRMS of Compound-2a
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10.673
10.445
10.162
098
8.823

+

LN L

8.154
7.861

O=§=O
HN

Cl

I

AU U

il

oA

7.397
7.378
7.358
7.341
7.314
7.311
7.293
7.276
7.273
7.242
T.237

f=
D OWOdM MW@ U O ADe L Moo =1
HOoOO QWA= T o N M o o =1
ol H oo O e O ™ [ .
e e . e e e . . o
=D = =p =P =) o1 [ I ) |

ameters

612B0508

1

1

zg30
65536

DMED

16

2
8012.820 Hz
0.122266 Hz
el 4.0894465 sec

N.

N
H

c) RG 86.08
oW 62.400
DE 6.50
TE 298.1
ol 1.00000000
TOO 1

CHANNEL f1
SFC] 400,1324710 MHz
NUC1 H
Fl 9.
FLH1 16.00000000 W

Processing pa

1536

400.1300015 MH=z
EM
Q
0.30 Hz
4]
1.00
-
' |
| il T{ Il. | 1
MY ALV A W o e - I

11 10

O|r=|lr=
=)<
[=2{=0Ik

9

[=2=]

oo

™| || |||
qqqqr'-_&!v—?
||| |N|M|r~|r Ol

5 4 3 2 1 0 ppm

ANL-MCL5-NMR-001

3.06
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e e R R R e e e R e e e R R e R e e R R e R ] e B B I S W B —

meters
511612B0599

—— 55.509
41.868

—— 18.007

NS /

4
24038.461 Hz
0.36
1.3631488 sec
195.29
20.800
£.50
0O=5=0 299.2
- D1 3.00000000
30000

D11 )0
HN o0 1

CHANMNEL f1
100.6228

93 MHz

[

Cl

CHANNEL f2
400.1316005 MHz
1H
CEDPREG[2 waltzlg

PCPDZ 90.00 usec
FLWZ 16.00000000 W
PLW1Z 0.187 999 W

PLW13 0.15210000 W

uuu..J 1

| | \ | | |
200 180 160 140 120 100 80 60 40 20

ANL-MCL5-NMR-001

¥CNMR of Compound-2b in DMSO-ds
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Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

199 formula(e) evaluated with 69 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-29 H:0-25 N:04 O:0-5 F:0-1
SAMPLE CODE:COMPOUND-32

S:0-1 CI:0-1

Page 1

511701A5129 36 (0.533) AM (Top.4, Ar,5000.0,195.18,1.00,LS 5); Sm (Mn, 1x1.00); Sb (1,40.00* P 1: TOF MS ES+
515.1155 0 0 1.34e3
100+ | H
| N
- Y
| 0
E 517.1475
0=5=0
%o |
i HND
b 517.2794 Cl
E 514.8741
o 4611320 4812165 ||, 519.2715  537.0869 544 14535511328 5731631 594.9528
R B B i e A R R e e B ES B i s LA S e e S e d
470 480 490 500 510 520 530 540 550 560 570 580 590
Minimum: -1.5
Maximuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FEM CEE 1-FIT Formula
515.1155 515.1156 -0.1 -0.2 14.5 69.2 cz4 Hz24 N4 05 5 C1

HRMS of Compound-2b
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10.778
10.164
8.310
7.854
7.852
7.851
7.715
-7.699

7.324
7.297
7.294

\ fmm D

7.283
7.280
7.251
7.248
7.238
7.235
7.232
7.222
7.220
4.476
4.464
3.799
3.788
3.331
2.511
2.507
2.504
2.500
2.496
2.285
2.260
-0.000

Current Data Parameters

/

NAME 511612B0600
EXPNOC 4
I H PROCHNO 1
N-.. o~ F2Z - Acguisition Parameters
N”ﬁx]ff N Date_ 20170104
H Time 2.14 h
O O/ INSTRUM spect
PROBHD £21159470_0231 ¢
— PULPROG zg30
O—Ei"=o D 65536
SOLVENT DMSO
HN NS 2
DS o]
SWH 10000.000 Hz
Cl FIDRES 0.305176 Hz
AQ 3.2767999 sec
RG 97.81
DwW 50.000 usec
DE 6.50 usec
TE 298.9 K
D1 1.00000000 sec
TDO 1
S5F01 500.1330885 MHz
NUC1 1H
Fl 2.75 usec
PLW1 23.00000000 W
F2 - Processing parameters
S5I 65536
SF 500.1300024 MHz
[ ( WDW EM
55B 0
LE 0.30 Hz
H GEB o
i a 1} PC 1.00
____,'L__,'H_._,'k_______,u.'.,_____;L,.g_,_:IlJlu_J JL_,_,L__________________—,\_:JIL‘__.'\.,J.__H.J‘_,_L '-,,;Jl‘._n | i B
13 12 11 10 9 8 7 6 5 2 3 2 1 ppm
ol [o (=] (=103 [=1E=3 (=] [=2] ™ o 2] ™
Q| |= ot B e et Bt B el B Ql =2 R Q
™ ™ ™ ||| |O|O o) o™ o

'H NMR of Compound-2c in DMSO-dg
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GVB—-SK—-33

170.817
165.700
165.135
165.028
159.246
151.662
147.757
140.872
139.618
139.495
134.918
134.733
133.270
131.287
129.957
129.448
129.331
129.238
127.860
127.794
127.715
125.766
118.813
118.514
114.782
114.551
111.669
111.507
55.087
41.929
41.284
39.996
39.919
39.829
39.752
39.662
39.495
39.329
39.162
38.995
14.284
13.607
0.068

TS ===SNeEmmm—m T TSN

' N.
seam

Ck=§=i)
HN

Cl

N .\T‘U_‘,l_ H e

Current Data Parameters

NAME
EXPNO
FROCHNOC

F2
Date_
Time
INSTRUM
FROBHD
FULFROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

D11

TDO
SFOl1
NUC1

Pl

PLW1
ST02
NucCz2
CPDPRG[2
PCPD2
ELW2
FLW1Z
PLW13

F2
ST
SF

a1 DWW

ma b Pty a

S5B
LB

T T T T T
180 160 140 120 100 80

3CNMR of Compound-2¢ in DMSO-ds
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T
PP

n?c

511612EB0&00
3
1

~ Acquisition Parameters

20170104

8.00 h

spect
2115470_0231 (
zgpg30

65536

DMSC

1024

4

29761.904
0D.908261
1.1010048 sec
197.72

16.800 u

6.50 u

299.4 K
3.00000000 s
0.032000000 s

1
7703643
13C
5.50
B8. 00000000
500.1320005
1H

waltelg
80.00
23.00000000
0.27515000
0.13840000

125.

~ Processing parameters

32768
125.7578522 MHz
EM
o]
2.00 Hz
o]
1.40




Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-24 H:0-24 N:04 0O:05 S:0-1 Cl0-1

SAMPLE CODE:COMPOUND-33
511701A5142 37 (0.544) AM (Top,4, Ar,5000.0,195.18,1.00.LS 5); Sm (Mn, 1x1.00); Sb (1.40.00) 1: TOF MS ES+
0
100— 5151144 | H P 992
_ H/\rr \.N
| 0
- O/
o ] D=S'=D
° ] HN
| 515.2792 :O
4 _517.1685 Cl
o] 514.9390) | l (181035 527.2000 529,1666537.2045539.1112 556.1241 °09.2122  573.2681575.0637 585.2065
| T T T T I T T T T | T T T T I T T T T I T T T T | T T T T I T T T T | T T T T I T T T T | T T T T I T T T T I T T T T | T T T T I T T T T | T T T T I
510.0 520.0 530.0 540.0 550.0 560.0 570.0 580.0
Minimuam: -1.5
Maximam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FEM DEE i-FIT Formula
515.1144 515.115¢6 -1.2 -2.3 14.5 92.6 Ccz4 Hz4 N4 05 5 Cl

HRMS of Compound-2c
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n o - MAMOODOINOEOO T TS O NNO O o I E=R=Nt — T3l e} o
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[ = =1 - . =1
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ameters

61ZBR0603

1

1

P H iEL?RC--.
Ny, = OH NT

4.0894465 sec

86.08
O=§=O 62.400
6.50

HN 235 .2

1.00000000
1

CHANNEL f1
400.1324710 MHz
1H

9.75
16.00000000

Processing p eters
65536
400.1300008 MHz
EM
0
0.30 Hz
a
1.00

; |
JI\__JIL__)’ N A S LV S A VAN AV A W A \\—»JI\__ FANRL _JI. S I}

- M’H(*’ 11 i

12 11 10 9

7 6 5 4 3 2 1 0 ppm

[=)

ANL-MCL5-NMR-001

(=150 1= oy o | |0~ S| ¢~ N[O (=
M= 2l =2 Qe|ceeefe b <
o ™ - - ||| O]~ -|Oo
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Fl
PLW1

SFO2
NUCZ
CPDPRG([2
PCPD2
PLWZ
PLW12
PLW13

Froc

uisition P

C

eters
511612B0603
2

1

24038 .461 Hz
0.3667598 Hz
1.3631488 sec
195,29
20.800
6.50 u
300.2 K
3.00000000 s
0.03000000 se
1
ANNEL f1
100. 6228293 MHz
13c
10.00 usec
TE.00000000 W
HANNEL f2
400.1316005 MH=z
1H
waltzle
90.00 usec
0000 W
999 W
0.15210000 W
ss5ing parameters
32768
100. 6128192 MH=z
2.00 Hz
1.40

ANL-MCL5-NMR-001




Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-23 H:0-22 N:04 0O:0-5 F:0-1 S:0-1 Cl:0-1

SAMPLE CODE:COMPQOUND-36

511701A5132 18 (0.259) AM (Top.4, Ar,5000.0,195.16,1.00,LS 5); Sm (Mn, 1x1.00); Sb (1,40.00) 1: TOF MS ES+
100+ ID H 501.1035 6.42e3
i N., OH
] H/\r N
| 0
| 0=5=0
0;6_ '
. HND 503.1077
b Cl
504.1275
E 500.8979
294.0009 350.9822 423.1324 4471730 | 523.0488 559.1100 819,1{:;_9%
O T T T T T T T T T R T T T T R e T T T
300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 &600
Minimuam: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa FPM DEE 1-FIT Formula
501.1035 501.0959 3.6 7.2 14.5 91.8 C23 HzZZ N4 05 5 (1

HRMS of Compound-2d
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
113 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-23 H:0-22 N:0-4 0:0-5 S:0-1 Cl:0-1
GVB-SK44-01
511702A3696 11 (0.157) AM (Top,4, Ar,5000.0,195.49,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
100~ 501.0988 528
o H
8 |
N.
1 OH
1 O:?:O
% HN 501.1961
“ c|:3 523.0656
| 523.1539 ~ 063:9905
0 70189 455074 4691941 jL [P251044 BOA0823 ) o 702.6512  738.3994  772.000
H‘\Ill\l\‘\\\\llll\‘\\\llll\‘H\\Il\ll\\\l\ll\l\‘\ \l I\‘\\llll\‘l\\l\lllll\\\Illl\\Hl\ll\l\‘\\IIII‘\\|I\II‘IH\HIIlIH\‘HI\lI\I‘\I\lll‘\\I\II‘I\\‘HII'IH‘HII'I
380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760
Minimum: -1.5
Maximum: 5.0 1000.0  50.0
Mass Calc. Mass mDa PPM DBE 1i-FIT Formula
501.0988  501.0999 -1.1 -2.2 14.5 50.9 C23 H22 N4 05 s cCl

HRMS of Compound-2e
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O=S|=O
HN

Cl

J | _l |
| !
) UL MU

11

U

OCF

=N

NAME
EXPNC
PROCNC

F2
Date
Time
INSTRUM
FROBHD
PULFROG
TD
SOLVENT
NS

D=s

SWH
FIDRES
RQ

RG

DwW

DE

TE

o1l

TDO
SFO1
NUC1

Fl

PLW1

F2 -
ST
SF
WDW
S55B
LE
GEB
FC

[o o

T
12 9

0.99
0.98
1.00
2.98

~J -

'H NMR of Compound-2f in DMSO-dg
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0.21

pPpm

Proc

Current Data Parameters

511612B061l2
1
1

= Acquisition FParameters

20170105
20.51 h
spect
2115%470_0231 (
z2g30
65536
DMSO
g
o]
io000.000
0.205176
3.2767999
111.07
50.000 u
6.50 u
298.1 K
1.00000000 s
1
500.1330885
1H
8.75 use

232.,00000000 W

essing parameters

65536
S00.1300014 MHz
EM
0
0.320 He
0
1.00

00




GVB-3SK-45

170.896
165.826
165.037
148.753
146.602
140.880
137.270
134.894
133.273
131.284
129.952
129.455
129.326
129.247
128.240
128.017

TeSSSee—Sae—

0 H
I N N
Ha’“\zgf

O=§=()
HN

Cl

127.852
127.787

127.714
125.758
121.032
120.808
118.994
116.954

OCF

41.908
41.321
39.997
39.830
39.752
39.663
39.496
39.329
39.162
38.995
14.104
13.474

=\

/

Current Data Parameters

NAME
EXPNOC
PROCNO

FZ2
Date_
Time
INSTRUM
PROBHD
PULFROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

TDO
SFO1
NUC1
Fl
PLW1
SFO2
NUC2
CFDPRG[Z
PCPDZ
PLW2
PLW12Z2
PLW13

F2
51
SF
JTDW

"SSB
LE

T
120

T
100

80 60

BBCNMR of Compound-2f in DMSO-ds

99

T ) =]
ppm

- FProc

511612B0612
2
1

— Acquisition Parameters

20170106
1.36 h

spect
7119%470_0231 ¢
zgpg30
65536

DMSC

1024

4
29761.904
0.908261
1.1010048 sec
197.72
16.800
6.50

299.9
3.00000000
0.03000000

1
125.7703643
13C

9.50
88.00000000
500.13220005
1H

waltz1le
80.00
23.00000000
0.27515000
0.13840000

essing parameters
32768
125.7578523 MHz
EM
2.00 Hz

1.40




Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max =50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
469 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-24 H:0-30 N:04 0:05 S:0-1 Cl0-1 F:0-3
SAMPLE CODE:COMPOUND-45
511701A5130 56 (0.797) AM (Top,4, Ar,5000.0,195.15,1.00,LS 5); Sm (Mn, 1x1.00); Sb (1,40.00 ) 1: TOF MS ES+
100 569.0854 893
_ o )
1 |
j N,
- Y
. OCF,
Yo 0=s.=0
: HN:O 571.0362
| Cl 571.2557
) 353.1430 3920139 503.13g7 5150394 568.6010 5 ;91,0215 627.0258
SEli[J l SEll[l l 4[|l[1 ! 42|[l l 4£|ID l 4bl[l l 4E|!D l 5[|JD ! 5£|’[J l 5!|ID l 5E|i[l ! Sé[l l Ei[llﬂ l BEID l
Mindirmuam: -1.5
Maximuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa FPM DEE 1-FIT Formula
569.0854 569.0873 -1.9 -3.3 14.5 18.7 C24 H21 N4 05 § Cl1 F3
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GVB-SK37-01

fes] =
zzco[\ O AW U)W O WO OO0 W00 WOU 000 WO s WO S WO WO
WA N O A~ N0 MM OoOOun OO M A0S~ OO0 OO
eI NaaadamneE S egenaaauuuannaat s
— Y 0000 O WA S S S S 00 0 O] O] OO |
— \%—/,}//’//‘/ Current Data Parameters
NAME 511701C3022
EXPNC 1
PROCHNC 1
F2 - Acquisition Parameters
Date_ 20170126
Time 22.459 h
O INSTRUM spect
| H PROBHD 2119470_0231
N P PULFPRCG 2g30
N/\n/ “N TD 65536
H SCOLVENT DMSC
NS 8
O N/ DS 0
I SWH 10000.000 Hz
O=s=0 FIDRES 0.305176 Hz
] nQ 3.2767993% sec
HN RG 157.05
DWW 50.000 use
DE 6.50 use
TE 298.1 K
Cl D1 1.00000000 sec
TDO 1
SFO1 500.1330885 MH=z
NUC1 1H
P1 8.75 use
PLW1 232.00000000 W
F2 — Processing parameters
5T 65536
SF S500.1300004 MHz
WDW EM
SSB 0
LB 0.320 Hez
GB 0
‘ BC 1.00
- * 1 | { l I ‘ { .
Jl .IruL Ul\_._zU'-Jlu ‘\. t ) \ l I'I'\.....l _.J1M' "J-*I\_..\_,_.JIM._J—_.J.__.___
I I I T T I I I I I I I I
12 11 10 9 8 7 6 5 4 3 2 1 ppm
=) — r—[fgﬁirgftn r—EET:1¢~ ooy o ué[i}rr o[
o |~ - NEIEIEI G EIE L oo ™~ = || r~||=
olo = =11 e E B I B B Y ~lo o =1 1] =1i=]

'H NMR of Compound-2g in DMSO-ds
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GVB-SK37-01

170.335

129.904
129.334
127.698
127.502
127.135
125.797

%

NAME
EXFNC
PROCHNO

—111.142
—47.208
—41.280

T—38.999
—24.929
—13.116

Fz2

Date_

Time

INSTRUM

FROBHD

FULPROG

TD

SOLVENT

H NS

DS

SWH

FIDRES

AQ

I RG
DwW

DE

TE

D1

D11

TDO

S5FO1

NuCcl

Pl

PLW1

SFO2

Nuc2

CFDPRG[2

PCFDZ2

FLWZ2

PLW1Z2

PLW13

Fz -
ST
SF
DwW
S5B
LE

JMWW

T T
200 180

T
160

T
140

oB
PC

ppm

I |
120 100 80 60 40 20

BCNMR of Compound-2g in DMSO-ds
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Current Data FParameters

511701C3022
2
1

201701279
0.02
spect

2119470_0231 (

zgpg30
65536

DMSO

1024
4

29761.504
0.%08261
1.1010048
197.72
16.800
&.50

298.1
2.00000000
0.03000000

1
125.7703643
13C

9.50
88.00000000
500.1320005
1H

waltzlé
20.00
23.00000000
0.27515000
0.13840000

32768
125.7578501

EM

1.40

- Acquisition Parameters

h

Processing parameters

MHz

0o

0
No filename .specified
0




Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

Page 1

113 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)

Elements Used:
C:0-25 H:0-27 N:0-5 0:0-4 S:0-1
GVB-SK37

Cl: 0-1

511702A2311 12 (0.165) AM (Top,4, Ar,5000.0,195.50,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00 ) 1: TOF MS ES+
528.1440 3.42¢3
100-
o:§
%o— HN
| D 530.1541
cl ’
1955202 531.1215
o OUU0 | 265289 poanpp7  osigeos  ateser7  SETSSSITITUSESIIG o 712gap6
150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700
Minimum: -1.5
Maximum: 5.0 1000.0  50.0
Mass Calc. Mass mDa PPM DBE 1i-FIT Formula
528.1440 528.1472 -3.2 6.1 14.5 196.0 C25 H27 N5 04 S Cl

HRMS of Compound-2g
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GVB-SK39-01

10.985
10.732
10.174
9.148
9.010
8.308

8.188
8.175

o

WTON-WN A AT NNYON SO AWM OOO AN OO

VWS- NEONONNOOCONTNONFOTOTOWOWNWONNDNM OO

COOC O WOEEWFTNANNNNWD AFFONNADNDTONNANO -

W s s s e s a s s w s a w a a s s w e s e a s a s e aae e

VOO S TOMOMOM NN NN N A A
\&\\ﬁ V \ \W%//J/ Current Data Parameters
NAME 511701C3029

EXFNO 1
PROCHND 1
F2 - Acguisition Parameters
Date_ 20170127
Time 1.21 h
INSTRUM spect
PROBHD 7119470_0231 {
PULPROG zg30
) H D 65536
I N P SOLVENT DMSC
N/ﬁ,r “N NS 8
DS 0
H (@) (|-':|)/ SWH 10000.000 Hz
ﬁ FIDRES 0.3205176 Hz
A0 3.2767999 sec
0=S=0 (@] RG 89.27
[ oW 50.000 usec
HN DE 6.50 usec
TE 258.1 K
D1 1.00000000 sec
Cl TDO 1
SFO1 500.1230885 MH=z
NUC1 1H
Fl 8.75 usec
PLW1 23.00000000 W
F2 - Processing parameters
51 65536
SF 500.1200016 MHz
WDW EM
| | B o
| LB 0.320 Hz
GB 0
[ ‘ EC 1.00
I il /| |
; o
1l J,|' | 'ﬂ{' i '.&I LR N il 1 1 l\ i’ l
(N A S A EANPA SN LSNP DY S N LV SO O NN A
I I I I T I T I I I I I I I
13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
~wnl (o mmwmmwlﬁﬁﬁ - [=] 1=} =1 R [=2) =)
N <2 N~ QNN=IeQ | et S |N==2 N
oo - oIo(=|r=||r=|r=[=|M o - (=28 o o] o

'H NMR of Compound-2h in DMSO-dg
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GVB-SK39-01

M= O O N0 MO N O W
O W WO A~ >0 WS O~ N A OMW OO WSS
COMMOEOMNMA N O 0O o W= MWA NN
WA OWST M AR LD
AW NOOT M AN~~~ O
[anBANeRRS IS URESIIES U oo B s B e B o B o B oM RN o N o RN QN I o NI o RN o N I o I o [Se i e B I I o) W ex W e )Wl e ) Mo 3o ) Mo e B B Ul o 0|
P M M M e B B I B B B B B B B B B e B h TS A U B e I e a B e o o I 60 B e o B oV IS U]
Current Data Parameters
NAME 511701C3025
EXPNC 2
PROCNO 1
F2 - RAcguisition Parameters
Date 20170127
Time 2.33 h
INSTRUM spect
FPROBHD 7119470_0231 (
PULFROG zgpg30
TD 65536
SOLVENT DMS0O
NS 1024
DS 4
SWH 29761.904 Hz
O FIDRES 0.908261 He
H AQ 1.1010048 sec
I N. .= RG 197 .72
N "‘N DW 16.800 usec
H DE £.50 usec
(@) (R/ TE 298.1 K
ﬁ D1l 3.00000000 sec
D11 0.032000000 sec
0=8=0 0] TDO 1
[ srol1 125.7703643 MHz
HN NUC1 13C
Pl 9.50 usec
PLW1 88.00000000 W
cl SFO2 500.1320005 MHz
NuUC2 1H
CPDPRG [2 waltzlé
ECPD2 20.00 usec
PLW2 23.00000000 W
PLW12 0.27515000 W
PLW13 0.13840000 W
F2 - Processing parameters
5I 32768
l u J SF 125.7578503 MHz
| N LL_ . I WDW EM
SSB 0. L
1B No filename.specified
I ' I ' | ' | ' | ' | ' | ' | ' | ' | ' gg 0 1 a0
200 180 160 140 120 100 80 60 40 20 ppm

3CNMR of Compound-2h in DMSO-dg
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-24 H:0-24 N:04 0:06 S:0-2 Cl:0-1

GVB-SK39-01
511702A2304 9 (0.137) AM (Top,4, Ar,5000.0,195.52,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
563.0827 315
100
] o ‘
] @A/ﬁf e
ockeo i 563.1514
%] HN
] D 563.2201
] cl 565.1122
] 565.3533
392.2685  4an 5ok 528.2061  562.7390 587 0115 750,061
Oifl'fl"H'}\'\l}fl\l‘llfl‘I\fl}fl\l‘l'\lIIII‘IHW‘IWII‘IIWII'\['\'1"'\"[1][‘]!]\[I‘ P'T‘l\l"l"i‘!'l!l![l\\\‘l\ll‘l!l!'l'\'1\'1‘1III\I!IWII\'HI\‘I\IIII!IIIWI[WH\ll\l!l!'l!'\"[ mZ

400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740

Minimum: -1.5

Maximum: 5.0 1000.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

563.0827 563.0826 0.1 0.2 14.5 26.5 Cc24 H24 N4 06 S2 C1l

HRMS of Compound-2h
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HN

Cl

e
i

.

TT . ‘T .JL__LJL/JL_.__ L.j'u_

BT N W N

12 11 10 9 8

7 6 5 4 3 2 1 0 ppm
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[
il
2

F2 Acquisition Pa

Date_
Time
INs

RUM

Proc

ameters
511612B0OG10
1
1

20170105
6.29
spect
PAEED BR/
zg30

65536

DMSD

16

2

2012.820
0.122266
4.0894465
86,08
62.400
6.50

2098 .8
1.00000000
1

ANNEL f1

400.1324710
1
2. o)
16.00000000

ing

65536
400.1300021
EM

0,30

1.00

rameters

meters

MHz

ANL-MCL5-NMR-001




SRR =Ry} CTAA@A DN 0T O
o o (e T R I = T O o e el
[ = TO A @ AD MM ND
[= T T [ BT R e I I (O I e e e e V)
[t =] N R N N RS NS N N e NS
| R R R R e R R R R e R ]

125.734
41.301
40.124
39.916
39.707
39.499
39.290
39.081
38.873
33.155

——23.683

——13.475

<

meters
51161280610
2
1

20170105

zgpgaﬂ
65536
DM50
1024

4

b

(3=§=O

‘o

24038,

461
0z

meters

20

7. 28
L2800
3

50

HN

Cl

R o A

SFD2
NUCZ
CPDPRG[2
PCPD2
PLWZ
PLW12
PLW13

|
ﬂmmwmmwmmwwwM' Yot

200 180 160 140

100 80 60 40

|
120

Processing pa

300.0

3.00000000 s
0.03000000

1

CHANNEL f1
100.6228293
13c
10.00
T&.00000000

CHANNEL f2

400.1316005
1H

waltzle
50.00
16.00000000

0.128 99
0.15210000

100.612

8199
Q

2.00
0

1.40

MHz

ANL-MCL5-NMR-001
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GVB-SK40-01

™ o
NN P o AN O0OWOWTNONDONOONOWOITOMOMECONOOENNWNM SO LW M~ < oo
NN A0OWNEWOOUNOLOWUONMEWWISIAEONMANITO AUNMONCO T I A0 OO0 — OO
FPOVM M A 0O OOOOOEOWYWWWOWOWOUMNMANNNNCAEESTTOO0O00WWWwwWww =T o s
f= T T T T T T
— 0 O~~~ [~ [~~~ [~~~ [~~~ [~ [~~~ W=t sp )] oo ool oo e
= M%’/‘w‘/ Current Data Parameters
- NAME 511701C3030
EXPNO 1
PROCNOC 1
F2 - A-:quisition Parameters
Date__ 20170126
Time 21.34 h
INSTRUM spect
PROBHD £119470_0231 (
PULFPROG zg30
QO D 65536
| H SOLVENT DMSO
P NS B8
Y
N/\Ir N DS 0
H SWH 10000.000 Hz
O FIDRES 0.305176 Hz
NO 50 3.2767999 sec
_S_ RG 69.27
o |_O oW 50.000 usec
DE 6.50 usec
HN TE 298.1 K
Dl 1.00000000 sec
TDO 1
Cl SFO1 500.1330885 MHz
NuC1 1H
Pl 8.75 usec
PLW1 23.00000000 W
F2Z - Processing parameters
ST 65536
sSF 500.1300014 MH=z
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
P ‘ f | [ { | . .
L ,Jl._a; ...J;JMW.HJL___A_,__ — S L S | " _.}\~_ \ LLlalu._u.____/[LL_k. J
I I I I I I I I I I I T I
12 11 10 9 8 7 6 5 4 3 2 ppm
[=)[:e) mWFOv—'ﬁﬁﬁ o|(w cwﬁaﬁ‘-mv—owm
M~ ] ot et et B B e e e B (2 N 2=iee(eNTITIS
Slo ololrr-Irlml~lail~|oi ~lle ol lv|sinlolololclaloe
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GVB-SK40-01

- N~ O WO NN U 00— O
L MO N OSSO0 O AW WO [N s B T e Ul o o B o B U B o A N o B T IR IR Ce B
WWWM=T OO =MW S 0w O [« ol sa e s W s s B I T B v s B T o B v o B U e
L T Y s It el e o B~ B e I I o )W s JEUe I (R Co B o I Ve
OO A A ONOWE A OGO W o or e e e e e e e e e e e s
W WO WWw = =000 o od o od o od ool o o ool WO OO0 G = m
A o o o A o A A o A Lol TS TS = =t L A B s B o s B g B I
Current Data Parameters
NAME 511701C3030
EXFPNO 2
PROCHNO 1
F2 - Acguisition Parameters
Date_ 20170126
Time 22.46 h
INSTRUM spect
PROBHD £119%470_0231 ¢
H PULPROG zgpg20
N., = ™ 65536
N N SOLVENT DMSO
H o NS 1024
N D= 4
SWH 29761.904 H=z
— FIDRES 0.908261 Hz
0=5=0 2Q 1.1010048 sec
[
RG 187.72
HN DW 16.800 usec
DE 6.50 usec
TE 298.2 K
Cl D1 3.00000000 sec
D11 0.03000000 sec
TDO 1
SFOL 125.7702642 MHz
NUC1 13C
Pl 9.50 usec
PLW1 28.00000000 W
SFO2 500.1320005 MHz
NuC2 1H
CPDEERG[2 waltzlé
PCPD2 80.00 usec
PLW2 23.,00000000 W
PLW1Z2 0.27515000 W
PLW13 0.13840000 W
FZ - Processing parameters
5I 32768
l J L | d SF 125.7577885 MHz
i I ) e | WDW EM
55B 0, L
18 No filename.specified
I j I j I j T j I j I j I j I j I j I j I ‘52 0 1.40
200 180 160 140 120 100 80 60 40 20 ppm

BBCNMR of Compound-2j in DMSO-ds
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Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

Page 1

113 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)

Elements Used:
C:0-27 H:0-29 N:0-5 0:0-4 S:0-1
GVB-SK40

Cl: 0-1

511702A2314 9 (0.136) AM (Top,4, Ar,5000.0,195.51,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
554.1626 641
100+
] QA\N/\( *@
o] 195.5052 0=3=0
Yo HN
] D 556.1532
1 Cl
1 236.4819 576.1970
Oﬁ 187.4494 | 269. 3469286 2991 376.8961 407.8443 457.0253 553.0948 ! 579_01§4 633.8550 778.2321 i
B B L L B o B e T B T B e A R
150 200 250 300 350 400 450 500 550 600 650 700 750
Minimum: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM DBE 1-FIT Formula
554.1626 554.1629 -0.3 -0.5 15.5 31.4 C27 H29 N5 04 S C1

HRMS of Compound-2J
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=}
MANTNO A OO NN OOFONO FOWOOTWANADOMANOOWWMNOWWMO WO O
W< A OO OO FNO-NNONO- O NMANOE 1O N0 OO0WNAN OO
WWNONWWOWOOMWUWANNCHAOSDONOAI- = OOWMANNOWW s st O] O s
T
(s eI oI s e o B o e e e O B Sl el i el el e el e Co o R Us U I Vo B Vo B VIS B S (B e s e o B o B o i 0 B aN B QN QN BN N B o N I QN I o N I R
;%NW% \w \\.V/ﬂ%r//;/’)/ Current Data Parameters
NAME 511612EB0608
EXPNOC 1
PROCHNO 1
F2 - Rcquisition Parameters
Date_ 20170103
Time 20.57 h
O INSTRUM spect
| H PROBHD 7119470_0231 ¢
N. = PULPROG z2g30
N N ™D 65536
H SCLVENT DMSC
NS 8
N/\ DS 0
i SWH 10000.000 Hz
0=8=0 L_NH 2090:0%0 2
EQ 3.2767999 sec
HN RG 69,27
DW 50.000 usec
DE 6.50 usec
C| TE 298.2 K
D1 1.00000000 sec
TDO 1
SFO1 500.1330885 MHz
NUC1 1H
Pl 2.75 usec
FLW1 23.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300027 MHz
r WoW EM
SSB o]
[ LB 0.30 Hz
GB 0
EC 1.00
flr 1 | I\ H 1
B i UM UL o WANL _,l'wﬂ,”u ) i
13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
< wmrwhlé‘rﬁﬁm o O~ ﬁ\(v—k(o
a ol s Al bl el b bl e a Q=2 (2=
o =[N [ - oj=r|=r [==Jl o] [ap]

'H NMR of Compound-2k in DMSO-dg
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GVB—-S5SK-41
W oM AW Wwe N WO O W
=N OO R DN A A OO NGO WO 0O O A0 O] W0 s G WD
— WO~ OoOoOOMEO N A MO WO TN nO 00O UM MU oo W oo~ OV 0
e s s s s s s s s a e s e s s s s aaa a a MMOMCOCO O WS O
[aN I INTe BT BN IR nati s il e BRES A o A s o o B e e B I = L o B L e e e
MWW TN ANNNNNNNNNNAH A A DOOMNMAN Ao VOO Oy O W — M
L M B B B I B B e B e I B B I I I B e B I B e B R A A A L A AR e p e o B e a I o B an BN e 0 I .0 a0 TN .0 B o I oot INE S |
N‘\\'&NW IW/X/ Current Data Parameters
NAME 511612B0&08
EXPNC 2
PROCHNC 1
F2 - Acquisition Parameters
Date_ 20170104
Time 2.30 h
INSTRUM spect
PROEHD 2115470_0221 |
FULFROG zgpgi0
TD 65536
SOLVENT DMSO
NS 1024
DS 4
SWH 29761.504 Hz
H FIDRES 0.908261 Hz
AQ 1.1010048 sec
N“'N/ RG 197.72
oW 16. 800 use
DE 6.50 use
N/\l TE 298.4 K
D1 2.00000000 sec
K/NH D11 0.03000000 sec
TDO 1
5F01 125.7703643 MH=z
NUC1 13C
=1 9.50 use
Cl ELW1 28.00000000 W
SFO2 500.1220005 MHz
NUC2 1H
CPDERG [ 2 waltzlé
ECED2 80.00 use
PLWZ2 23.00000000 W
PLW1Z2 0.27515000 W
EFLW13 0.12840000 W
F2 - Processing parameters
sSI 32768
l H } SF 125.7578501 MHz
) I Al L I e ] WDW EM
S5B o]
LE 2.00 Hz
| | | | | | | | \ | | GB 0 0
200 180 160 140 120 100 80 60 40 20 ppm © t

3CNMR of Compound-2k in DMSO-dg
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

133 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)

Elements Used:

C:0-27 H:0-30 N:0-6 0O:04 S:0-1 Cl0-1

SAMPLE CODE:COMPOUND-41

511701A5134 32 (0.462) AM (Top,4, Ar,5000.0,195.17,1.00,LS 5); Sm (Mn, 2x1.00); Sh (1,40.00 ) 1: TOF MS ES+

100 569.1760 4.19e3

OJ{)_

571.1616
| 572.2020
o 4872667 515.2338 539.1884 568.8530} | ° 591.2084 609.0690 639.1664
III|IIIIIIIIIIIIII|IIIIIIIIIIIIII|IIIIIIIIIIIIII|IIIIIIIII|IIII|IIII|IIII|IIII|III|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIIIIIIIIIIIII|IIII|IIII|IIII|I
490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640
Minirmuam: -1.5
Maximuam: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM DRE i-FIT Formula
569.1760 569.1738 2.2 3.9 15.5 30.6 C27 H30 Ne 04 5 (C1

HRMS of Compound-2K
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Current Dat
HNAME
EXEND 1
PROCHD 1

F2 Acgulsition P
Date_

Time

INSTRUM

1D 5 mm PABRD BR/
PULFROG

8012.820 Hz
0.122266 Hz

AQ 4.0894465 sec
RG 46.08
[aly 62.400
DE 6.50
TE 208.2
ol 1.00000000
panly] 1

CHANNEL f1
400,1324710 MHz
1

9
16.00000000 W

Processing parameters

65536
400.1300008 MHz

ANL-MCL5-NMR-001
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e B T B B B B B B I o IO B o I B B B B B B B B B B B e B | oMM nm

TT—13.426

_——14.068

AN

Date_
Time
INSTRUM
FPROBHD

FULPROG

PCPD2
PLWZ

PLW1Z
PLW13

bk bl b, ke s
¥ T

::‘Jiuwmhmmwwmwmﬂ

200

' \ ' | ' | ' | ' | ' | ' \ | ' | ' |
180 160 140 120 100 80 60 40

Current Data P

rZ Acquisition P

5 mm
zgpgaO
65536

DME0

0z4

4

24033 461
0.3667088
3631488
195,289
20.800
6.580
300.1
3.00000000
03000000

1

CHANNEL f1
100. 62282093
13cC
10.00
T&.00000000

CHANNEL £2
400.1316005
1H
waltzl6
90.00
16.00000000
i 99
0.15210000

sec

W

MHz

ANL-MCL5-NMR-001
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Elemental Composition Report

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =
Selected filters: None

-1.5, max = 50.0

Monoisotopic Mass, Even Electron lons

226 formula(e) evaluated with 1 results within limits (up to 1 closest results for each mass)

Elements Used:
C:0-29 H:0-25 N:04 0O:0-5 F:0-1
SAMPLE CODE:COMPOUND-38

S:0-1 Cl:0-1

Page 1

511701A5149 28 (0.392) AM (Top,4, Ar,5000.0,195.13,1.00,LS 5); Sm (Mn, 1x1.00); Sb (1,40.00 ) 1: TOF MS ES+
595.1225 1.39e3
100
- /IN J'
OJG_
1 597.0584
1 97.2001
0'501‘1285 627.0728 541.2516 569.0087 594‘81BQL---593-193U 618.2709 6531298
SESMESSESSINNENNIS S s S SR i SIS A S SRS SRS} S AN A b S D N i
510 520 530 540 550 560 570 580 590 600 610 620 630 640 650 660
Minimuam: -1.5
Maximuam: 5.0 1000.0 50.0
Mass Calc. Mass mba PEM DEE i-FIT Formula
595.1225  595.1218 0.7 1.2 18.5 78.0 C29 H25 N4 05 F S Cl

HRMS of Compound-2m
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B Rl I e e e e e e el i e s Ll el e 1
ameters
12B0602
1
1
—_ F F 0.122266 Hz
- =o AQ 4.0894465 sec
RG 86.08
HN oW £2.400 usec
DE 6.50 usec
TE 288.2 K
01 1.00000000 sec
Cl DO 1
CHANNEL f1
400,1324710 MHz
Froc
I
I
/{ ) i B | /]
il 1 I, .l ||| AW | \l | ,.‘\
Y LU | S & U 1 O N L L WL VAN N A A Awd e

12 1 10 9 8 7 6 5 4 3 2 1 0 ppm
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39.081
3g.872
—— 16.488

NN S N

zgpgaO
65536

| 4]
oy

0=$=0 F
HN

I:,["

6.50
300.1
3.00000000
Dll 0.03000000
C“ DO 1
CHANNEL f1
100,62282093 MHz
13C
10.00

T&.00000000
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3CNMR of Compound-2n in DMSO-ds
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
337 formula(e) evaluated with 3 results within limits (up to 1 closest results for each mass)
Elements Used:
C:0-23 H:0-20 N:04 0O:05 S:0-1 CL0O-1 F:0-2
SAMPLE CODE:COMPOUND-35
511701A5137 15 (0.229) AM (Top,4, Ar,5000.0,195.16,1.00,LS 5); Sm (Mn, 1x1.00); Sb (1,40.00) 1: TOF MS ES+
521.0829 6.02e3

100 I

QJ:D_

] c:| 523.1265
] 523.2260
. 3232168 551 0003 3961026 495 0851 4641818 503.1191 520.6967 || 543.1298 579 1435
LR B B B O B L I L I L DL L L B L I R B I I UL R R B I
340 360 380 400 420 440 460 480 500 520 540 560 580

Minimuam: -1.5
Maximuam: 5.0 1000.0 S0.0
Mass Calc. Mass mDa PEM CBE i1-FIT Formula
521.0829 521.0862 -3.3 6.3 14.5 579.7 C23 H20 N4 04 S Cl F2

HRMS of Compound-2n

120




GVB-SK34-01
Reference Code: 511702B6519
Solvent: dmso

Archive directory:
/home/gvkbio/data/2017/Feb
Agilent 400-MRDD2

Data collected on: Feb 17 2017
Experiment: PROTON

13 12 11 10
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) |
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'H NMR of Compound-20 in DMSO-dg
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GVB-SK34-01
Reference Code: 511702B6519
Solvent: dmso

431c2612004

Anchive doectory: 23 3°RE28 8585238538338 22 & SRR EEE FEE R 38 g
/home/gvkbio/data/2@fyFeb: 3 2 S S T XN 2 G 2 R E T LT W @ Wb Hdo e odlaoaa s © s
Agilent 400-MRDD2 ~ S S 9992932722398 39999949 gs = BRIFIRARTAR 25
Data collected on: Elab 117 20{7 ‘ “ | || ‘ ‘ - - o .
Experiment: CARBON
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Plotname: 511702B6519 CARBON 01.REC plot0l

BCNMR of Compound-20 in DMSO-ds
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

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

C:0-25 H:0-26 N:0-4 0O:0-6 S:0-1 Cl:0-1

GVB-SK34-01
511702A3706 13 (0.175) AM (Top,4, Ar,5000.0,195.54,1.00,LS 10); Sm (Mn, 2x1.00); Sb (1,40.00) 1: TOF MS ES+
545.1288 4.52e3
100 -
O @]
4 | H
‘ N °N
| Y
4 O/
Yo o:sl;:o
i HN
1 547.1372
1 195.5315 cl ‘
J 548.1766
178.5473[ 236.5278 491.3702 544205% 603.0640
O‘rlHlrp'rv]rnr'lru[rn}!r1'\nrl'rn[u'!'n"w'n\Iu|‘||'Iuw'vvwvw}rvu‘urw RN LR LR RN RN R RN RN LR RN R LR LR AR RN AR AR RNRARR Y LR ARR N RARRR LA AR RN RN LARR R m/z
140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600
Minimum: -1.5
Maximum: 5.0 1000.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
545.1288 545.1262 2.6 4.8 14.5 427.1 c25 H26 N4 06 S C1

HRMS of Compound-20
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