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'H NMR of compound 11 in CDCl;

srk-tsl-1n-1h

Current Data Parameters
NAME sr 1-1n-1h
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date 20171121

Time

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

D 54274
SOLVENT cpcl3

NS 16

DS

SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 128

bW 60.800 usec
DE 6.50 usec
TE 6.5 K
D1 1.00000000 sec
TDO 1

= CHANNEL f1

14 usec

-1.00 dB
10.56200695 W
400.1324710 MHz

ocessing parameters
8

ST 3276
r] / / SE 400.1300158 MHz
536 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T
10 9 8 7 6 5 4 2 1 0 ppm
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— e oo~ L = v F2 - Acquisition Parameters
| NN N |V
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0= 0
O 29767761
4001316005 Miz
sing paaneters
O 100.6139935 e
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HRMS of Compound 11

OF CHEMISTRY, L..T.(B)
Analysis Info Acquisition Date  11/28/2017 10:01:40 PM
Analysis Name  D:\Data\NOV 201 K
Method Tune_pos_NAICSI-1500A.m Operator MR OUT
Sample Name SRKTSL-NN 2 Instrument maXis impact 282001.00081
Comment C51H39N306
Aauisﬂi;n Parameter e we = i T
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 v Set Dry Gas 4.0 lI/min
Scan End 1500 m/z Set Collision Cell RF  1800.0 Vpp Set Divert Valve Source
Intens. 790.2918 +MS, 0.1min #6, 100%=6098!
x104 812.2734
51
n
828.2474
3
2] 836.3303
11
806.3221
TSN, | (W TV || e TR 11 I TRY YA T
770 780 790 800 810 820 830 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma # Sigma Score rdb e Conf N-Rule
790.2918 1 C51H40N306  790.2912 -0.8 9.7 1 10000 335 even ok
H H
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'H NMR of compound 19 in CDCl;

SRK-TSL-549-1H

il s

Current Data Parameters

NAME SRK-TSL-549-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20180123
Time 9.14
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG

TD

SOLVENT

NS

DS

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.54

DW 50.000 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
TDO 1
———————— CHANNEL f1l ====
SFO1 500.1330885
NUCL 1H

Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536

SF 500.1300163 MHz
WDW EM

SsB 0

LB 0.30 Hz
GB 0

PC 1.00
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e} 0o~~~ n s .. rent Data Param
~ T OO ANNNNANAN ~ O ME SRK-TSL-549-13C
— A — < < H
| NN \/
20180123
SRK-TSL-549-13C 5 nm PABEO BB/
29pa30
Coeis
492
29"61“J
0.45 1
1.1010048
197.27
16.800 usec
P1 8.9 sec
PLW1 103.00000000 W
== CHANNEL f2
0.4455600: :
0.22411001 W
T2 - Erocassing pazanat
0
0
1.40
iy y v . Y r soh s
200 190 180 170 160 150 140 130 120 110 100 70 50 30 20 10  ppm
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HRMS of Compound 19

~ DEPARTMENT OF CHEMISTRY, nTe

Analysis Info
Analysis Name D:\Data\FEB-2018\srk-!

Acquisition Date 2/22/2018 2:09:50 PM

Method Tune, _pos_NAICSI-1500A. : Operator rafout
Sample Name srk-tsl-549A - Instrument maXis impact 282001.00081
Comment C78H51N306 -
Acquisition Parameter ’
Source Type ESI Ion Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1600 m/z Set Collision Cell RF 1800.0 Vpp Set Divert Valve Source
ln‘glrg- +M3,16233in #11-15, 100%=94373
X

15 11483672

1075.7145

1.0

05 1190.3942

1126.3852
1055.7434 1067.6050 11118053 h 1178.3572
0.0 Lowanadls ud 1aaashidas FOTNTIN TV TV Adasay N TH ypachiah
1060 1080 1100 1120 1140 1160 1180 miz

Meas.m/z # lonFormula m/z err[ppm] mSigma #Sigma  Score rdb e Conf N-Rule
11483672 1 C78HS5IN3NaO6 1148.3670 02 136 1 100.00 545 even ok
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'H NMR of compound 20 in CDCl;

Current Data Parameters

NAME SRK-TSL-582-1H

EXPNO 1
SRK-TSL-582-1H PROCNO 1

F2 - Acquisition Parameters

Date 20180226

Time 13.42

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 54274

- - SOLVENT CDC13

NS 16

DS 0

SWH 8223.685 Hz

FIDRES 0.151522 Hz

AQ 3.2998593 sec

RG 114

bW 60.800 usec

DE 6.50 usec

TE 296.6 K

D1 1.00000000 sec

TDO 1

CHANNEL f1

14.75 usec

-1.00 dB
10.56200695 W
400.1324710 MHz

F2 - Processing parameters
27

SF 400.1300099 MHz
EM

LB 0.30 Hz

PC 1.00

. L NN

10 9 8 7 6 5 4 3 2 1 0 ppm
O] | [N [{e]fos] © < | [©
(“J@LDLDQ | |© (e} [{o] © | |©

B TO O IO NE MO TD OO
) FIOTYooNHEDOMmS o ® © o ©
f ST . Pl 0N = © ©
© HH OO M L O~ 00000 - . Current Data Parameters
~ SEMOONNNNN NN N A = 0o o~ NAME SRK-TSL-582-13C
— RIS RIS T P Pl A P ==~ 0w o © BENO B
| NN \% [ | :
F2 - Acquisition Parameters
2 6
SRK-TSL-582-13C
0
Hz
sec
usec
usec
97.1 K
1.00000000 sec
0.03000000 sec
0.29767781 W
SFO2 400.1316005 MHz
F2 - Processing paramet
1 32768
100.6127532 M
EM
0
1.00 Hz
0
1.40
T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm|




HRMS of compound 20

DEPARTMENT OF CHEMISTRY, LL.T.B)

Meas. m/z # lonFormula

Analysis Info Fasiaas Acquisition Date  2/22/2018 3:20:23 PM
Analysis Name  D:\Data\FEB-2018\SRK- .d
Method Tune_pos_NAICSI-2500.m rafout
Sample Name  SRK-TSL-570A Instrument maXis impact 282001.00081
Comment C96H75N306
Acquisition Paﬁeter :
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active . Set Capillary 3700 V Set Dry Heater 180 °C
Scan Begin 50 m/iz Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End : 2500 m/z Set Collision Cell RF  2100.0 Vpp Set Divert Valve Source
|“te1‘655~ 1389.5585 +MS, 0.2-0.3min #10-15, 100%=159360|
X
1.504
1.254
1.00
0.751
0.50+
2080.8126
0.25
1146.4644
0.00 T T v —
250 500 750 1000 1250 1500 1750 2000 2250 m/z

m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
1389.5585 1 C96H75N3NaO6 1388.5548 0.3 59.1 1 100.00 60.5 even ok
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'H NMR of compound 13 in CDCl;

Current Data Parameters
NAME SRK-TSL-542-1H
EXPNO 1
PROCNO 1
P, ters
SRK-TSL-542-1H 20180011
spect
5 mm PABBO BB-
PULPROG zg30
TD 54274
SOLVENT CDC13
14
0
8223.685 Hz
e Vs _ e o R
3.2998593 sec
181
60.800 usec
6.50 usec
N E 296.7 K
X D1 1.00000000 sec
- H O TDO 1
, = = CHANNEL f1 =
NUC1
Pl 14.75 usec
N PL1 Z1.00 dB
PLIW 10.56200695 W
:‘ SFO1 400.1324710 MHz
N
= H o) F2 - Processing parameters
SI 32768
SF 400.1300100 MHz
WDW EM
SSB
8 0.30 Hz
GB 0
pC 1.00
T T T T T T T T T T ]
10 9 8 7 6 5 3 2 1 0 ppm
| ] | | ] | ]
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HRMS of Compound 13

T OF CHEMISTRY, LL.T.(B)

Analysis Info Acquisition Date ~ 2/6/2018 9:40:42 PM
Analysis Name
Method Tune_pos_NAICS! Operator ssk out
Sample Name  SRK-TSL-562 Instrument maXis impact 282001.00081
Comment C19H19NO3
I{;uisition Parameter
Source Type ESI Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3700 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1000 m/z _Sd Collision Cell RF  950.0 Vpp Set Divert Valve Source
'“;91"054- 332.1254 +MS, 0.2-0.3min #10-17, 100%=34712
3.
24
@)
14 365.1066
381.0806 408.1590
350.1384 424.1348
ol— ; : Ml ihcssptloi by U [N
225 250 300 325 350 375 400 425 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e~ Conf N-Rule
3321254 1 C19H19NNaO3 -0.8 20.8 1 10000 105 even ok
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'H NMR of compound 12 in CDCl;

SRK-TSL-584-T-1H Current Data Parameters
NAME SRK-TSL-584-T-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180310
\ / Time 6.51
\ N: C spect
1y, o 5 mm PABBO BB-
2930
54274
H H cpel3
14
(0] o :
N 8223.685 Hz

0.151522 Hz
3.2998593 sec

60.800 usec
6 usec
29 K

1.00000000 sec
1

NUC1
Pl 14.75 usec
L1 ~1.00 dB
PL1W 10.56200695 W
O O SFO1 400.1324710 MHz
. H N N H N~ F2 - Processing parameters
=", RS ST 32768
SF 400.1300100 MHz
WDW EM
SSB 0
7 H o o H =~ LB 0.30 Hz
- < GB 0
//‘ ‘\\ PC 1.00
4 ’ - 7/ s — - —
10 9 8 7 6 5 4 3 2 1 0 ppm
| o) (w0 o te) ™~ o © o
&S 3 & S| & ||
S|m||o © o © ™ ™
-
3C NMR of compound 12 in CDCl;
n — O O 0w WA N ™
~ A O OO — N O © — QO N
. Lo 0N ® — o
n —~ — O — 00 O \\e) . . . . . .
-~ TN NN — ~ -~ o [e)RiNe) n
— L B B B B B | — ~ - T ™
SRK-TSL-584-T-13C 1, o Sz SR -
BROCNO 1
te_ 20180310
6.54
(@) (0] apt
N - i
zgpg30
5336
CDC13
81
0

25.4
19.200 usec
6.

CHANNEL

1w
316005 MHz
F2 - Processing parameters
sI 2768
SE 100.6127615 MHz
Dw EM
558 0
LB 1.00 Bz
B 0
ec 1.40
o " . " Lok "
Y " u f u y v »

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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HRMS of Compound 12

— _OF CHEMISTRY, LLT.(B)
Analysis Info - Acquisition Date  3/13/2018 10:04:02 PM
Analysis Name  D:\Data\MAR-2018
Method Tune_pos_NAICSI-15¢ Operator INN OUT
Sample Name  SRK-TSL-584 G Instrument maXis impact 282001.00081
Comment C57H51N306
Acqui;ition Parameter ; o ' k
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 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
Imirz)ss 874.3947 +MS, 0.2-0.2min #11-12, 100%=270849|
X

2.5

2.0

1.5

896.3678
1.01
951 888.4039
854.3782 912.339%
868.3529
0.0-bbyickiludaia L P RPN lh'uu | il T wlad 'ln | " 926'?35(?.
) 850 860 870 880 890 900 910 920 930 miz
Meas.m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
896.3678 1 C57H51N3Na0O6 896.3670 0.9 42,0 1 100.00 335 even ok
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'H NMR of compound 14 in CDCl;

Current Data Parameters

SRK-TSL-588-1H NAME SRK-TSL-588-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20180311
Time 8.21
INSTRUM spect
PROBED 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT cpe13
NS 16
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 80.35
DW 50.000 usec
DE 6.50 usec
TE 296.3 K
D1 1.00000000 sec
DO 1
HANNEL f1
SFO1 500.1330885 MHz
NUCL
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300136 MHz
WOW EM
SsB 0
LB 0.30 Hz
GB 0
PC 1.00
A LN B B LA B o e B Lo e R
10 9 8 7 6 5 4 3 2 1 0 ppm
=] &:l < < ™ o ~| (o
ST rﬁ — = S| &
S|m| |© N < @ o |m
| I -
C NMR of d 14 in CDCI
of compoun n 3
= T~ O N MM O ooy
o~ NN OO~ N O n o N o) — o
. Coe e e e e e e e < N O S} ~ O current Data Parameter:
c = O N DO~ ERRE . . (R SRR-TOL-588-1
~ SO MONN NN A ~~ o o — © 0 3
— R e ~ -~ ) 0 N ™ 7
| NN N2 R A A A
20180
8.23
INSTRUM spect
SRK-TSL-588-13C PROBED 5 mm PAERO 5B/
PULPROG zgpg30
6553

0203000000
1

= CHANN|
12

8.90 u
03.00000000 W

]
5]

CHANNEL f2
500.13200

__ waltzl6

" 80.00
16.00000000
0.44556001 W
0.22411001 W

F2 - Processing parameters

1 32768

125.7577688 MHz
EM

1.00 Hz

1.40

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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HRMS of Compound 14

) OF CHEMISTRY, LI.T.(B)
Analysis Info Acquisition Date  5/17/2018 6:33:34 PM
Analysis Name  D:\Data\MAY-2018
Method Tune_pos_NAICSI-1 Operator SJGIN
Sample Name  srk-tsl-588 Instrument maXis impact 282001.00081
Comment C75H75N306
Acquisition l;;ameter— o - -
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 m/z Set End Plate Offset  -500 v Set Dry Gas 4.0 i/min
Scan End 1500 m/z Set Collision Cell RF 1800.0 Vpp Set Divert Valve Source
Intens. +MS, 0.1min #3, 100%=171898/]
x105
1503 1168.5571
1.264
1.007 11525769
0.75
11145717
0.50
1136,5544
0.25+
1085.7591 1103.7434 ‘
0.001 'hnl.l..l LAAA)
’ 1090 1100 1110 1120 1130 1140 1150 11'60 1170 m/z
Meas.m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e~ Conf N-Rule
1136.5544 1 C75H75N3Na0O6 1 136.5548 04 75.9 1 100.00 395 even ok
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3C NMR of compound 15 in CDCl;

SRK-TSL-590-1H

Nl

(@) N o

Current Data Parameters

NAME SRK-TSL-590-1H
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180313
Time 5.28
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 80.6
DW 60.800 usec
DE 6.50 usec
TE 296.2 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
ST 32768
SF 400.1300101 MHz
WDW EM

L. L _ssB 0
LB 0.30 Hz
GB 0
PC 1.00

10

©
~
o
o1

[=INI o =
S|||m =1 s]
©om||©o N ~N

- -

3 2 1 0 ppm
(o [l —
M| M| <~
©o|© ©o||m ™

CDCI

SRK-TSL-590-13C

3C NMR of compound 15 in

—178.2
141.87
141.21
136.18
126.99
125.74
116.44

N O O [QVINe] o
n N © -~ ™M ~ o
o~~~ o @ ™M n o
O~~~ n o ™M

yd
N

rent Data Parameters
SRK-TSL-590-13C
1

cNO 1

F2 - Acquisition Paramete
Date, 20180313

O N 0
O (0]
o] Coopears S 1
N NS : 5000 usec
— N \ S0 a8
/
(@) )
AV :
- J F2 - Processing parameters
- AN S
Vi : '
N 1.00 Hz
! 1.40
T T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 0 ppm
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HRMS of Compound 15

Analysis Info

e *_DEmTTD?fQTiEMSTRYfITl-_T;KIB,)_ e

y Acquisition Date  3/1 3/2018 10:23:07 PM
Analysis Name D:\Data\MAR-ZOﬂ'ﬂK-TSL-SQO.d
Method Tune_pos_NAICSI-2500.m Operator INN OUT
Sample Name SRK-TSL-590 Instrument maXis impact 282001.00081
Comment CB9HB3N306
Acquisition Parameter A i o
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700 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 2500 m/z Set Collision Cell RF 2100.0 Vpp Set Divert Valve Source

Intens.
x104

46.2min # %=80410
52. 7 1068M346.2min 13, 100%=8041
1.2

' 1084.4356
1.0

0.8

0.6

0.4

02 1041.8661
1005.843$013.8472

0.0

980 1000 1020

Meas. m/z # lon Formula Mz err [ppm) mSigma  # Sigma Score rdb e~ Conf N-Rule
10524617 1 C69HB3N3NaOs 1052.4609 08 101.2 1 100.00 395 even ok

S15



3C NMR of compound 21 in CDCl;

Current Data Parameters
NAME SRK-TSL-583-A-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
SRK-TSL-583-A-1H Date_ 20180303
Time 4.39
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 54274
SOLVENT cDCc13
NS
O N (o) DS 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 90.5
DwW 60.800 usec
DE 6.50 usec
TE 297.9 K
Dl 1.00000000 sec
TDO 1
CHANNEL f1 = =
NUC1 1H
Pl 14.75 usec
PL1 -1.00 dB
O O PL1W 10.56200695 W
SFO1 400.1324710 MHz
///// /N S IN e e F2 - Processing parameters
SI 32768
SF 400.1300095 MHz
WDW EM
o o SSB 0
LB 0.30 Hz
GB 0
PC 1.00
e o e B B e B
10 9 8 7 6 5 4 3 2 1 0 ppm
o[l ~ © [Te} [oo) <
SlH|=|qN| |o S o @ N
m|©o|o|© ﬁ © © © © ©
[=) VOIS NI MNIFTO MO M
o OCITITANNOONNO O WOAN SRK-TSL-583-A-13C [ o
. C e e e e e e e e e e T} —
o HH OO H WM~ OW0W0n . . .
© T ONNNNNNNN ~ o
— A A A A A A A A A A A n 0 ™
o
" L ) L " Ly
T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

S16




HRMS of Compound 21

Analysis Info

Sample Name Srk-tsl-583

Analysis Name ~ D:\Data\MAY-2018
Method Tune_pos_NAICSI-25

F CHEMISTRY, LLT.(B)

Acquisition Date  5/17/2018 5:45:07 PM

Operator SJGIN
Instrument maXis impact 282001,00081

Meas. m/z # lon Formula

m/iz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule

Comment C90HE3N306
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 l/min
Scan End 2500 m/z Set Collision Cell RF  2100.0 Vpp Set Divert Valve Source
Intens. Srk-tsl- . N 7 = )
i 685.4521 Srk-tsl-583.d: +MS, 0.0-0.2min #2-9, 100%=795702)
6..
4 963.5861
1347.8777
2.
0 . : b NIV W ey ; . s
250 500 750 1000 1250 1500 1750 2000 2250 miz
'"liﬂos‘i 13204394 +MS, 0.0-0.2min #2-9, 100%=795707|
X
‘ |
] 1322.4425
3 l
o 1323.9767
1313 940314 9422 1325.8998 ‘
1 1319.4647 | M
AV, \ i
04— . el T T : ' Bt
1312 1314 1316 1318 1320 1322 1324 1326 miz

13204344 1 C90HB3KN306 1320.4348 0.3 156.2 1 100.00 605 even ok
0= S0
0 ‘
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