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'H NMR of compound 11in CDCl5

srk-tsl-1n-1h
Current Data Parameters
NAME  srk-tsl-1n-1h
EXPNO 1
PROCNO 1
- F2 - Acquisition Parameters
Date_ 20171121
Time 6.36
H INSTRUM spect
H PROBHD 5 mm PABBO BB-
PULPROG 2930
el 54274
SOLVENT CDCI3
NS 16
D! 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG
bw 60.800 usec
DE 6.50 usec
TE 296.5 K
D1 1.00000000 sec
TDO 1
= CHANNEL f1 =
NUC1 1H
P1 14.75 usec
PL1 -1.00 dB
PLIW 10.56200695 W
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
/ / SF 400.1300158 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 0 ppm
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13 :
C NMR of compound11in CDCl3
S BIBIRIEC Howm PRSI —
X I omacna ~N© IR FRocno 1
A AR ~~r~ o << F2 - Acquisition Parameters
Date_ 20171121
| NN \/ VAR T

PROBHD 5 mm PABBO BB-
PULPROG __ 2gpg30
.

SOLVENT cociz
NS 2075

srk-tsl-1n-13c St 2eoaiess e

FIDRES 0397364 Hz
1

DE 6.50 usec
TE 2975K
D1 1.00000000 sec
DIl 003000000 sec

H D0 1
H 13C

P1
PLL 2.00dB

(0) O Seot

5653121948 W
SFOL  100.6238364 MHz

= CHANNEL f2 =
2 waltzi6

80.00 usec
PL2 -1.00 dB
PL12 13,69 dB
14,50 dB
PL2W 1056200695 W
PL12W 035871249 W
020767781 W
SFO2  400.1316005 MHz
F2- Processing parameters
s 32768
SF_ 1006127533 MHz
wow EM
SSB

0
B 1.00 Hz
GB

O PC 0 1.40

T 1 T 1 T 1 T 1 1 T 1 T T 1 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 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




'H NMR of compound 19 in CDCl;

SRK-TSL-549-1H
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 2930
D 65536
SOLVENT CDCI3
NS 16
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.54
bw 50.000 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
TDO 1
= CHANNEL f1 =:
S 500.1330885 MHz
NUC1 1H
P1 13.35 usec
o PLW1 16.00000000 W
H F2 - Processing parameters
Sl 65536
SF 500.1300163 MHz
WDW EM
SSB 0
O LB 0.30 Hz
H GB 0
PC 1.00
’ /
I
10 5 4 3 2 1 0 ppm
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C NMR of compound19in CDCl3
< OSSO0 MN~-L O
o™ [PRSNORS R NeNoNoRTe] R 8 . Data P
5 . ¢ urrent Data Parameters
g ;‘ :r' % g R '(:l Rl (LQ § ~ © NAME  SRK-TSL-549-13C
EXPNO 2
— Ao A A < < EREo i
‘ \ ’ \\V// \ / F2 - Acquisition Parameters
Date_ 20180123
ime 9.27
INSTRUM t
SRK-TSL-549-13C PROBHD. 5 mm PABBO B8/
PULPROG 2gpg30
) 65536
SOLVENT coci3
NS 492
DS 0
SWH 29761.904 Hz
FIDRES 0454131 Hz
AQ 1.1010048 sec
RG 197.27
bW 16.800 usec
DE 6.50 usec
TE 296.3 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
== CHANNEL f1 ===
1257703637 MHz
8.90 usec
PLW1  103.00000000 W
= CHANNEL f2 ===:
S| 500.1320005 MHz
NUC2 1
CPDPRG[2  waltz16
PCPD; 80.00 usec
PLW2  16.00000000 W
PLWI2  0.44556001 W
PLWI3  0.22411001 W
E\Z - Processing parameters
SF 125.7577696 MHz
wow EM
SsB
LB 1.00 Hz
GB 0
PC 1.40
P N " . P —
u y Y " Vo " -y
e T R i L L m s L L L A M
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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




'H NMR of compound 20in 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 2930
TD 54274

e e SOLVENT CDCI3
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
Al 3.2998593 sec
R 114
DwW 60.800 usec
DE 6.50 usec
TE .
D1 1.00000000 sec
TDO 1

CHANNEL f1

NUC1 1H
P1 14.75 usec
PL1 -1.00 dB

PL1W 10.56200695 W
SFO1 400.1324710 MHz

F2 - Processing parameters
Sl 32768

SF 400.1300099 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
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3C NMR of compound20in CDC

< CORHONNNNOHINOD
wn MO OOONHNNWOMS N O © o ©
@ GHP IO HGBN N GGG T LN®© ~oe « Current Data Parameters
~ TINOOONNNNNNN NN w oo ~ NAME ~SRK-TSL-582-13C
= R RURERKRURLRERLRLRERE RN B NN © b ) EXPNO 2
| AN\ \% T
F2 - Acquisition Parameters
Date_ 20180226
Time 13.45
INSTRUM spect
SRK-TSL-582-13C PROBHD_ 5 mm PABBO BB-
PULPROG 2gpg30
b}
SOLVENT coci3
NS 318
DS [
SWH 26041.666 Hz
FIDRES ~ 0.397364 Hz
AQ 1.2582912 sec
RG 912
bW 19,200 usec
DE 6.50 usec
TE
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
== CHANNEL f1 ==
NUCL 13C
PL 8.50 usec
PL1 -2.00 dB
PLIW 5653121948 W
SFO1 1006238364 MHz
== CHANNEL f2 ==
CPDPRG[2  waltz16
NUC2
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 1450 dB
PL2W  10.56200695 W
PLI2W  0.35871249 W
PLI3W  0.29767781 W
FO2  400.1316005 MHz
F2 - Processing parameters
si 32768
SE  100.6127532 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB
PC 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 20 80 70 60 50 40 30 20 10 h) 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




'H NMR of compound 13 in CDCl5

SRK-TSL-542-1H

Current Data Parameters
NAME  SRK-TSL-542-1H

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20180111

Time 3.49

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 54274
SOLVENT CDCI3
NS 14

DS 0
SWH 8223.685 Hz
— ~ - v e R FIDRES  0.151522 Hz
AQ 3.2998593 sec
RG 181
bw 60.800 usec
DE 6.50 usec
TE 96.7 K
D1 1.00000000 sec
TDO 1
CHANNEL f1 =:
1H
O P1 14.75 usec
PL1 -1.00 dB
PLIW 10.56200695 W
SFO1 400.1324710 MHz
F2 - Processing parameters
S| 32768
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I I I I I I I I I 1
10 9 8 6 5 4 3 2 1 0 ppm
| | | ]
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C NMR of compound13in CDCl3
S E 0593 8 . -
N 10 SESRG © RN P S -
[<2] N~ MMM ANN — N~~~ o O Lo} © Time_ 54
- — IR R R ] -l N~~~ < < o™ N INSTRUI spect
PROBHD 5 mm PABBO BE-
| | N N N N S
536
SOLVENT elalel)
Ds 00
SWH 26041.666 Hz
FIDRES 0397364 Hz
AQ 12563412 sec
SRK-TSL-ROM-13C RG 1620
bw 19.200 usec
DI 100000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f:
13C
P1 8.50 usec
PL1
PLIW 5653121048 W
SFOL 1006238364 MHz
== = CHANNEL 2 =
CPDPRG2 waltz16
NUC2 H
PCPD2 80.00 usec
PL2 -1.00 dB
O PL12 13.69 dB
PL13 1450 dB
PLOW 1056200695 W
PLI2W 035871249 W
PLISW 029767781 W
SFOZ  400.1316005 MHz
st 68
SF 1006127530 MHz
wo EM
SSB
e 1,00 Hz
ce 0
PC 1.40
T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 20 0 ppm




HRMS of Compound 13

T OF CHEMISTRY, LL.T.(B)

332.1254

1 C19H19NNaO3

332.1257

-0.8 20.8

1

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
225 250 275 300 325 350 375 400 425 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e~ Conf N-Rule

100.00 10.5 even ok




'H NMR of compound 12in CDCl;

SRK'TS L'584'T-1H Current Data Parameters
NAME  SRK-TSL-584-T-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180310
\ / Time 6.51
\ INSTRUM spect
" w PROBHD 5 mm PABBO BB-
PULPROG 2930
™ 54274
H H SOLVENT cDCi3
NS 14
DS 0
O N o SWH 8223685 Hz
FIDRES  0.151522 Hz
AQ 3.2998593 sec
RG 32
bW 60.800 usec
DE 6.50 usec
TE 296.4 K
D1 1.00000000 sec
DO 1
CHANNEL f1
1H
14.75 usec
-1.00 dB
10.56200695 W
o o SFOL  400.1324710 MHz
H H -
%ll,‘ N N .\\\§ F|2 - PI’OCESSII’2|g7 parameters
SF 400.1300100 MHz
wDw EM
SSB
7 H o o H LB 0.30 Hz
B N GB 0
//‘ ‘\\ PC 1.00
4 ’ - 7/ s — - —
10 9 8 7 6 5 4 3 2 1 0 ppm
K
w0 o Yo ~ (2] [oe] ()]
G S [ S| |™ =1 <
©|m||o © o ©| |© ] ™
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13 :
C NMR of compound12in CDCl3
[Te] —d000ONL) ™
N NAS<SOoo0© N O — [N
o ddodoow © NN =M 0
~ STMOONNN ~N~© o © 0
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SRK'TSL'584'T'13C N Wi NAME  SRK-TSL-584-T-13C
‘ ' EXPNO 2
PROCNO 1
H H F2 - Acquisition Parameters
Date_ 20180310
5
0= =0

M spect
PROBHD 5 mm PABBO BB-
z

PULPROG pg30
™ 65536
SOLVENT coci3
NS 81
DS 0
SWH 26041666 Hz
FIDRES * 0.397364 Hz
aQ 1.2582912 sec
RG 25.4
ow 19.200 usec
DE 6.50 usec
TE 297.1 K
D1 1.00000000 sec
D1 0.03000000 sec
O O TDO 1
HANNEL .
H H 13C
8,50 usec
=, N N RS P 00 dB

5653121948 W
100.6238364 MHz

e} O CHANNEL f2
© H H : c 2 waltz1e
2 R 80.00 usec
// \\ L2 -1.00 dB

PLI2 13,69 dB
PLI3 :
PL2W 1056200695 W
PLI2ZW 035871249 W
PLISW 029767781 W
SFO2 4001316005 MHz
£2 - Processing parameters
si 32768
SF 100.6127615 MHz
wp EM
sSB
8 1,00 Hz
s 0
B 1.40

- " . " Lk "

¥ y v p " " v »

200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 ppm
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HRMS of Compound 12
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