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'H NMR of compound 10 in CDCl;

SRK-TSL-447-1H

Current Data Parameters

NAME SRK-TSL-447-1H
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Dat 20161227

Time 3.33
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930

TD 54274
SOLVENT cpe13

NS 16

DS 0

SWH 8223.685 Hz
FIDRES 151522 Hz
AQ 998593 sec
RG 32

DW 60.800

DE 6.50

TE 296.6 K
D1 1.00000000 sec
TDO 1

CHANNEL f1

.00 dB
10.56200695 W
400.1324710 MHz

essing parameters
2768

400.1299985 MHz

EM
0
0.30 Hz
0
1.00

T
10 9 8 7

w -

6 5 ppm
|
SENE 5[5 © = ©
ool |© ] ™ o © ;j
13 -
C NMR of compound 10 in CDCl3
SRK-TSL-447-13C = S 503323 - ~ o =~ o
N 8 Aogon < ° we o ™
~ [Te] TN OO NNN o < N [e0) [ee]
— — R B B B B B | (e} mn ™ o~
8
-2.00 dB
56.53121948 W
100.6242389
- ’
T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm|

S2




HRMS of Compound 10

Analysis info
Analysis Name

D:\Data\JAN-17\SRK-TSL-447.d

DEPARTMENT OF CHEMISTRY, 1.I.T.(B)

Acquisition Date  1/2/2017 8:33:56 PM

Method Tune_pos_NAICSI-1000A.m Operator cprout
Sample Name SRK-TSL-447 Instrument maXis impact 282001.00081
Comment C51HB3N3012
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 1000 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Source
lnijﬂosé 932:4302 ® +MS, 0.3min #18, 100%=168317)
% 948.4017 8 C51H63N3Na012, 932.4304
1.51
9334327
9494050
1.04
0.5
876.3718 892.3509 972.3676
916.3141 1 |
0.0 [\ l\ulu TrwT— ITe | " ) ; A IR ; :
880 900 920 940 960 980 1000 m/z
Meas. m/z # lon Formula miz err[ppm] mSigma #Sigma Score rdo e Conf N-Rule
9324302 1 C51HE3N3NaO12 9324304 -0.3 6.8 1 100.00 215 even ok
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'H NMR of compound 11 in CDCl;

SRK-TSL-464-1H

Current Data
ME
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F2 - Acquisition Parameters
e 20170304
11.42

=== CHANNEL f1
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- Processing parameters
65536
500.1300
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HRMS of Compound 11

Analysis Info
Analysis Name
Method
Sample Name
Comment

Source Type

Acquisﬁi;n Parameter

- DEPARTMENT OF CHEMISTRY, LLT.(B)

D:\Data\MAR-2017\SRK-TSL-464.d
Tune_pos_NAICSI-1500.m

SRK-TSL-464
C51H45N309S3

ESI

lon Polarity

Acquisition Date

Operator
Instrument

SSKOUT
maXis impact 282001.00081

3/20/2017 12:29:39 PM

Meas. m/z # lon Formula
940.2392 1

C51H46N309S3  940.2391

Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 1800.0 Vpp Set Divert Valve Source
|“tj“034 940,2392 +MS, 0.1-0.1min #5-6, 100%=82206|
X o
6-
94(1.2419
962.2177
44
4b 2404 96pB.2206
2] 96.2188
66.2195
2413 ; 979.1902
978.1890
926.2249 948.2039 | l {
- | S 4 A bl b Illlnu m l sy L dadeprsh A'l‘ ol
920 930 940 950 960 970 980 m/z

m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
-0.1 40.7 1 100.00 30.5 even ok
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'H NMR of compound 13 in CDCl;

SRK-TSL-479-1H

Current Data Parameter:
NAME SRK-TSL-47
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F2 - Acquisition
201

ime
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Current Data Parameters

NAME SRK-TSL-479-13C

EXPNO 7

PROCNO 1

F2 - Acquisition Paramet o

Date_ 20170605

ime 9.57 _O

INSTRUM spect

PROBHD mm PABBO BB-

PULPROG zgpg30

TD 65536

SOLVENT cpcl13

NS 2360

DS 0

SWH 26041.666

FIDRES 0.397364

AQ 1.2582912

RG 1030

DW 19.200

DE 6.50

TE 299.7

Dl 1.00000000

D11 0.03000000

TDO 1

= CHANNEL f1
-2.0
56.53121948
100.6242389
CHANNEL f2
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HRMS of Compound 13

Method

Comment

Analysis Info

Sample Name

Acquisition Parameter

DEPARTMENT OF CHEMISTRY, L.I.T.(B)

Acquisition Date  5/2/2017 6:14:47 PM
Analysis Name  D:\Data\MAY-2017\SRK-TSL-479.d
Tune_pos_NAICSI-1500.m Operator SRK-IN
SRK-TSL-479 Instrument maXis impact 282001.00081
C78HI0N60O15

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF 1800.0 Vpp Set Divert Valve Source
Intens. | 133363580 +MS, 0.1-0.1min #4-5, 100%=84603
x10 ) :
8
64
1375.6416
44
N 1316.6456 1390.6021
13880408318
0 i . ' Y “lhui .hl i ll . .
1320 1340 1360 1380 1400 1420 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
1373.6359 1 C78HO9ONBNaO15 1373.6356 0.2 20.2 1 100.00 36.5 even ok
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'H NMR of compound 12 in CDCl;

SRK-TSL-468-B-1H

Current Data Parameters

NAME SRK-TSL-468-B-1H
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date 20170323
Time 13.28
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
54274
SOLVENT CDC13
NS 12
DS 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 32
DW 60.800 usec|
DE 6.50 usec]
TE 297.3 K
D1 1.00000000 sec
TDO 1
== CHANNEL f1
NUC1 1H
Pl 14.75 usec|
PL1 -1.00 dB
PL1W 10.56200695 W
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300105 MHz
WDW EM
o . B ) o
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T 1
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HRMS of Compound 12

DEPAR ' OF CHEMISTRY, LLT.(B)

Analysis Info
Analysis Name  D:\Data\MAR-201 b
Method Tune_pos_NAICSI-150!
Sample Name  SRK-TSL-468

Comment C66HI0N6O15

Acquisition Date  3/23/2017 9:01:06 AM

Operator srk-in
Instrument maXis impact 282001.00081

Acquisition Parameter

Source Type ESI fon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 lfmin
Scan End 1500 m/z Set Collision Cell RF  1800.0 Vpp Set Divert Valve Source
Intens. 1229.6359 +MS, 0.4-0.5min #23-24, 100%=674]
600+
1230.6416
400+
1245.5939
1331.6377
200
1224.6883
1208.6679
1213.4199 1254.8709 1262.6159
0.
1190 1200 1210 1220 1230 1240 1250 1260 1270 m/z
Meas. m/z # lon Formula miz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
12296359 1 C66HI90N6NaO15 1229.6356 -0.3 28.2 1 100.00 245 even ok
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'H NMR of compound 14 in MeOD

SRK-TSL-470-1H

F2 - Acqu
Date_
INSTRUM
PROBHD
PULPROG

isition Parameters
2

017032

spect
5 mm PABBO BB
2930

298.3 K
1.00000000 sec

CHANNEL f1
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nuc1 H
31 13,00 usec
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F2 - Processing parameters
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HRMS of Compound 14

Analysis Info

Method
Sample Name
Comment

Analysis Name

DEPARTMENT OF CHEMISTRY, LI.T.(B)

Acquisition Date  4/3/2017 4:02:48 PM

D:\Data\MAR-2017\SRK-TSL-470 AMINE.d

Tune_pos_NAICSI-1500A.m

SRK-TSL-470 AMINE

C51HB6N6O9

Acquisition Parameter

Operator hbs as in
Instrument maXis impact 282001.00081

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700 vV Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF . 1800.0 Vpp Set Divert Valve Source
Inlensé 907.4963 +MS, 0.0-0.3min #2-16, 100%=936232]
x10
8..
61
875.4731
4-
929.4749
2..
897.4522 .
0 3 L A l l l' It : l i 5 5
860 880 900 920 940 960 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
907.4963 1 C51H67NEO9 907.4964 0.1 26.4 1 100.00 21.5 even ok
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