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'H NMR (500 MHz, CDCIs) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 2a
RAF-PK-851-F1-1H AONLTONMD INEYE )

Current Data Parameters
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NAME RAF-PK-851-F1-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210417
Time 13.40
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec ()
RG 15.73
DW 50.000 usec
DE 6.50 usec
TE 293.8 K (o)
Dl 1.00000000 sec
TDO 1
CHANNEL f1 ==
500.1330885 MHz
1H
13.35 usec
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F2 - Processing parameters
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SF 500.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BC 1.00 K
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Current Data Parameters
NAME RAF-PK
EXPNO
PROCNO
F2 - Acquisition Parameters
Date 2021 7
Time
INSTRUM
PROBHD 5 mm PABBO BB
PULPROG 2gpg30
5536
3
17
0
29761.904 Hz
41
0.03000000 O
1
CHANNEL f1 =
125.7703637 MHz
13C
.90 usec
103.00000000 W
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500.1320005 MHz
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125,75’8619 MHz
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RAF-SSY-STY-4-ME-1H
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Current Data Parameters

NAME RAF-SSY-STY-4-ME-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20210707

Time 21.50
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 10

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72

DW 50.000 usec
DE 6.50 usec o
TE 296.9 K

D1 1.00000000 sec
TDO 1

CHANNEL f1l ==
500.1330885 MHz
1H
13.35 usec
16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300142 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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Current Data Parameters
RAF-SSY-STY-4-ME-13C

PULPROG zgpg30
™D 65536
SOLVENT
NS

o)

LB 1.00 Hz
GB 0
PC 1.40
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'H NMR (400 MHz, CDCIls) and *3C{*H} NMR (100 MHz, CDCIz) of Compound 2c

RAF-SSY-351-4-BU-1H
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Current Data Parameters

NAME RAF-SSY-351-4-BU-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210714
Time 1.04 h
INSTRUM Avance
PROBHD 2163739 0237 (
PULPROG ~ zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 49.5238
DW 58.000 usec
DE 13.14 usec
TE 297.6 K ()
D1 1.00000000 sec
TDO 1 O
SFO1 400.3024719 MHz
NUC1 H t-Bu
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
ST 6553
SF 400.3000092 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
u _— !
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Current Data Parameters
NAME RAF-SSY-351-4-BU-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20210714
Time 1.05 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG 2gpg30
65536
SOLVENT CDC13
NS 37
DS 0 ()
SWH 27777.777 Hz
FIDRES 0.847710 Hz
RO 1.1796480 sec
RG E3 ()
DW -
o t-Bu
TE
D1 .
D11 0.03000000 sec
TDO 1
SFO1 100.6669898 MHz
NUC1 3c
PO .67 usec
Pl 8.00 usec
PLW1 98.44999695 W
SFO2 400.3016012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555204 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40 ‘
' n | | )
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1H NMR (400 M
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RAF-PK-SSY-930- 4PH- JM/W/ \

, CDCI3) of Compound 2d
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Current Data Parameters
NAME RAF-PK-SSY-930-4PH-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210702
Time 20.05 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 67.0968
DW 58.000 usec
DE 13.14 usec
TE 297.6 K
Dl 1.00000000 sec
TDO 1 ()
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec ()
Pl 8.00 usec
PLW1 21.61000061 W Ph
F2 - Processing parameters
SI 65536
SF 400.3000093 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
| I d
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
NN [=) ~ ol
< || m| ] o ~|m
ol =il od i o 15| ©
N MO <~ <)
— M~ NWOo o o —H O ™ ~ — I~
e e e e . o Mmoo o~ — O
— oY) O 0~ — o e e .
LN MMNN o A~ O [N < N
o — @ ™~~~ < NN
CAF-PK-SSY-930-4PH-1H NIV | \\/ Ny
Current Data Parameters
NAME RAF-PK-SSY-930-4PH-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
20210702
20.08 h
Avance
2163739_0237 (
2gpg30
65536
cpe13
80
0
27777.777 Hz
0.847710 Hz
sec
sec ()
sec
1
100.6669898 MHz
13C ()
2.67 usec Ph
8.00 usec
98.44999695 W
400.3016012 MHz
1H
waltz65
90.00 usec
21 61000061 W
5001 W
0 08588400 W
ng parameters
32768
SF 100.6555202 MHz
WDW EM
SsB 0
LB 1.00 Hz
GB 0
PC 1.40
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'H NMR (400 MHz, CDCIs) and 3*C{*H} NMR (100 MHz, CDCIz) of Compound 2e

RAF-PK-SSY-920-4-F-1H

Current Data Parameters
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NAME RAF-PK-SSY-920-4-F-1H
EXPNO 1
PROCNO 1
F2 - Rcquisition Parameters
Date 20210625
Time 20.48 h
INSTRUM Avance
PROBHD 7163739_0237 (
PULPROG ~ zg30
TD 51724
SOLVENT CcDCl13
NS 10
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz O
RQ 2.9999919 sec
RG 50.7317
DW 58.000 usec
DE 13.14 usec O
TE 299.2 K F
D1 1.00000000 sec
TDO
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
ST 65536
SF 400.3000094 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
|, S
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Current Data Parameters
NAME RAF-PK-SSY-920-4-F-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210625
Time 20.50 h
INSTRUM Avance
PROBHD  2163739_0237 O
PULPROG
TD
SOLVENT
NS
DS 0 (:)
SWH 27777.777 Hz F
FIDRES 0.847710 Hz
AQ 1.1796480 sec
RG 101
DW 18.000 usec
DE 6.50 usec
TE 299.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6669898 MHz
NUC1 13C
PO 2.67
Pl 8.00 us
PLW1 98.44999695
SFO2 400.3016012
NUC2 1H
CPDPRG [2 waltz65
PCPD2 90. sec
PLW2 21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
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19F NMR (376 MHz, CDCIz) of Compound 2e

RAF-PK-SSY-920-4-F-19F @
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Current Data Parameters !

NAME RAF-PK-SSY-920-4-F-19F

EXPNO 5

PROCNO 1

F2 - Acquisition Parameters

Date 20210625

Time 20.53 h

INSTRUM Avance

PROBHD 72163739 0237 (

PULPROG N zg

TD 131072

SOLVENT CDC13

NS 12

DS 2

SWH 166666.672 Hz

FIDRES 2.543132 Hz

AQ 0.3932160 sec

RG 101

DW 3.000 usec

DE 6.50 usec O

TE 299.4 K

D1 1.00000000 sec

TDO 1 O

SFO1 376.6394931 MHz F

NUC1 19F

Pl 12.00 usec

PLW1 33.72299957 W

F2 - Processing parameters

SI 65536

SF 376.6583260 MHz

WDW EM

SSB 0

1B 1.00 Hz

GB 0

PC 1.00
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'H NMR (400 MHz, CDCIs) and *3C{*H} NMR (100 MHz, CDClIz) of Compound 2f

RAF-PK-SSY-921-4-CL-1H

Current Data Parameters
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NAME RAF-PK-55Y-921-4-CL-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210625
Time 20.57 h
INSTRUM Avance
PROBHD 72163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 13
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 91.9728 (@)
DW 58.000 usec
DE 13.14 usec
TE 299.2 K O
D1 1.00000000 sec
D0 1 Cl
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 l A_LU
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Current Data Parameters
NAME RAF-PK-SSY-921-4-CL-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210625
Time 21.01 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG 29pg30
TD 65536
SOLVENT O
S
0
27777.777 Hz
0.847710 Hz O
1.1796480 sec Cl
101
18.000 usec
6.50 usec
299.2 K
1.00000000 sec
0.03000000 sec
1
100.6669898 MHz
13C
2.67 usec
.00 usec
98.44999695 W
400.3016012 MHz
waltz65
90.00 usec
21.61000061 W
0.17075001 W
0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555179 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40 |‘
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1 13¢/s1
H NMR (400 MHz, CDCls) and **C{*H} NMR (100 MHz, CDClIz) of Compound 2g
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Current Data Parameters
NAME RAF-PK-SSY-927-4-BR-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210702
Time 19.45 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 12
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec ()
RG 45.2174
DW 58.000 usec
DE 13.14 usec
TE 297.8 K ()
D1 1.00000000 sec Br
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000093 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 ‘
n A
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Current Data Parameters
NAME RAF-PK-SSY-927-4-BR-13C
EXPNO 3
PROCNO
F2 - Acquisition Parameters
Date 20210702
ime” 19.48 h
INSTRUM Avance
PROBHD  27163739_0237 (
PULPROG 0
SOLVENT
NS
DS (:)
SWH
FIDRES
Br
100.6669898 Mz
13¢
2.67 usec
8.00 usec
98.44999695 W
400.3016012 MHz
1H
waltz65
90.00 u.
21.6
0.17075
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
SF 100.6555151 MHz
WoW
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
‘ i j
T T T T T T T T T T T T T
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1H NMR (500 MHz, CDCls) and 3C{*

RAF-PK-SSY-922-4-OME-1H

Current Data Parameters

H} NMR (125 MHz, CDCI3) of Compound 2h
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NAME RAF-PK-SSY-922-4-OME-1H
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210627
Time 8.19
INSTRUM spect
PROBHD 5 mm PABBO BB/ O
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16 (@)
Ds 0
SWH 10000.000 Hz Meo
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72
DW 50.000 usec
DE 6.50 usec
TE 296.7 K
D1 1.00000000 sec
TDO 1
= CHANNEL f1 =
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300132 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 J
It 1 L L.
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Current Data Parameters
NAME RAF-PK-55Y-922-4-OME-13C
EXENO 3
PROCNO 1
F2 - Acquisition Parameters
20210627
8.
. spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
™D 65536
MeO
NUC1 1
Pl 8.90 usec
PLW1 103.00000000 W
waltz16
80.00 usec
16.00000000 W
PLW12 44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
SF 125. 64 MHz
WDW EM
558
LB 1.00 Hz
GB
PC 1.40
" | N
T T T T T T T T T T
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RAF-PK-SSY-923-0AC-1H

Current Data Parameters

NAME RAF-PK-SSY-923-0AC-1H
EXPNO 5
PROCNO 1

F2 - Acquisition Parameters
2
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H NMR (500 MHz, CDCIls) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 2i

Date_ 0210627
Time 8.25
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
™ 65536
SOLVENT CDC13
NS 16
Ds 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 157.24
DW 50.000 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
250 : 0
CHANNEL f1
SFO1 500.1330885 MHz O
NUC1 1H
P1 13.35 usec AcO
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300000 MHz
WDW EM
SSB 0
1B 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NAME RAF-PK-SSY-923-0AC-1
6
1
F2 - Acquisition P
Date_ 20210627
8.30
spect
5 mm PABBO BB/
TD
SOLVENT
NS
DS
SWH 4
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27 O
DW 16.800 usec
DE 6.50 usec
TE 297.0
D1 1.00000000 sec O
D11 0.03000000 sec
: AcO
CHANNEL f1
125.7703637
8. usec
103.00000000 W
CHANNEL £2
500.1320005 MH
1H
waltzl6é
80.00 usec
16.000 v
0. 56001 W
0.22411001 W
Processing parameters
32768
125.7577926 MHz
0
1.00 Hz
0
1.40
I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 ppm
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H} NMR (100 MHz, CDCls

N

1H NMR (400 MHz, CDCls) and 3C{*

of Compound 2j
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NAME RAF-SSY-STY-CF3-PRO-1H
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211002
Time 14.27 h
INSTRUM Avance Neo 400
PROBHD 2163739_0226 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 101
DW 58.000 usec
DE 13.14 usec
TE 298.8 K ()
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H O
PO 2.67 usec F C
Pl 8.00 usec 3
PLW1 25.07999992 W
F2 - Processing parameters
SI 65536
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
uU Mw&#_
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NAME
EXPNO
PROCNO
F2 - Acquisition Parameters
Date_ 20211002
Tim 14.34 h
INSTRUM Avance Neo 400
PROBHD  2163739_0226
PULPROG
TD ()
SOLVENT
NS
DS
77 Hz
] 0]
FsC
usec
usec
K
sec
sec
MHz
Mz
90.00 usec
PLW2 25.07999992 w
PLW12 0.19815999 W
PLW13 0.09967500 W
F2 - Processing parameters
32768
100.6127707 MHz
EM
0
1.00 Hz
0
1.40
" " “ " " | " J " "
T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm|
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19F NMR (376 MHz, CDCIlz) of Compound 2j

RAF-SSY-STY-CF3-PRO-19F
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Current Data Parameters o

NAME RAF-SSY-STY-CF3-PRO-19F !

EXPNO 14

PROCNO 1

F2 - Acquisition Parameters

Date 20211002

Time 14.36 h

INSTRUM Avance Neo 400

PROBHD 7Z163739_0226 (

PULPROG zg

TD 131072

SOLVENT CDC13

NS 20

DS 4

SWH 166666.672 Hz

FIDRES 2.543132 Hz O

AQ 0.3932160 sec F-.C

RG 101 3

DW 3.000 usec

DE 6.50 usec

TE 299.1 K

D1 1.00000000 sec

TDO 1

SFO1 376.4795413 MHz

NUC1 19F

Pl 12.00 usec

PLW1 31.08799934 W

F2 - Processing parameters

ST 65536

SF 376.4983662 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

I I I I I I I I I I I I
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppm|
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 2k

RAF-SSY-CN-D20-1H
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Current Data Parameters \\x \/?// \\L/) \/ ‘ \/
NAME RAF-SSY-CN-D20-1H
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211005
Time 22.35 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG 2g30
TD 54274
SOLVENT CDC13
NS 6
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec ()
RG 287
DW 60.800 usec
DE 6.50 usec
TE -81.0 K NC O
D1 1.00000000 sec
TDO 1
SFOL1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300100 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 T
12 11 10 9 8 7 6 5 4 3 1 0 ppm
| o < AN~
o|w S @ o|®
|~ — — 0|0
™ o fee] [sal O
RAF-SSY-CN-F-13C —~ oo ISTEN ] o < Oy @ o <« <
. .. . . . N ™Mo O [ oo
~ — o o o o .. . .
< 0 ™M — — o N~ O O N < N
Current Data Parameter — — — — — 0~~~ < RN
NAME RAF-SSY-CN-
N NN | \
PROCNO
F2 - Acquisition Parameters
Date_ 20211005
Time 21.31 h
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
Hz
Hz
sec
O
0 usec
- 0 K
1.00000000 sec
0.03000000 sec O
1
100.6238364 MHz NC
13c
0.2694400
PLW13 0.13552999 W
F2 - Processing parameters
sI 3276
SF 100.6127717 MHz
WDW
SSB 0
LB 1.00 Hz
GB 0
BC 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 ppny|
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1 1341
H NMR (400 MHz, CDCls) and **C{*H} NMR (100 MHz, CDClIs) of Compound 2|
RAF-SSY-NO2-F-PRO-1H ~ 10 womo ~© < < ™ ~ o
mn ™ N O © S ON o D ~ o
4 NN NN Qo 4
0 © NN 00w PR ]
Current Data Parameters \/ \/ / \‘/ \/ \/
NAME RAF-SSY-NO2-F-PRO-1H
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211007
Time 21.04 h
INSTRUM Avance Neo 400
PROBHD  2163739_0226 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 7
Ds 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 101
DW 58.000 usec
DE 13.14 usec O
TE 297.5 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz O
NUCL 1H 02N
PO 2.67 usec
Pl 8.00 usec
PLW1 25.07999992 W
F2 - Processing parameters
SI 65536
SF 400.1300099 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 T
12 11 10 9 8 6 5 4 3 2 1 0 ppm
by @ o ~ |
N N S N a2
N N — N 0| O
o~ [=) [&)
-~ N @ N O @ — O) o L M
RAF-SSY-NO2-F-PRO-13C © <« o o N N ™Mo © ee
< < ™ N [N AN~ 00 o~ < N
— — — [e)) @~~~ < N N
F2 - Acquisition Parameters
Date 20211007
=" 21.08 h
INSTRUM Avance Neo 400
PROBHD 2163739_0226 (
PULPROG 2gpg30
TD 6 O
SOLVENT
. o)
10 Hz
80 sec 02N
101
1
100.6242384 MHz
13c
2.67
8.00
99.33999634 W
400.1316005 M
1H
waltz65
PCPD2 90.00 usec
2 5.07999992 W
19815999 W
0.09967500 W
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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IH NMR (500 MHz, CDCls) and 3C{*H} NMR (125 MHz, CDCls) of Compound 2m
RAF-SSY-295-1H NLTNONRWRNDRA QDD 0 NI ow
ONOOUTNNDLITNON O A < oo ~ N
NNANANNNNG O ®E 00 @ o N
Current Data Parameters
NAME RAF-SSY-295-1H
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210503
Time 17.38
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 9
Ds 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72
DW 50.000 usec (@)
DE 6.50 usec
TE 296.0 K
D1 1.00000000 sec
TDO 1 O
CHANNEL f1 OMe
500.1330885 MHz
1H
13.35 usec
16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
M A L W
T T T T T T T T T T
12 11 10 9 8 7 6 5 3 1 ppm
o[o|o < o ~ o
e < N Q ISR
—|oldlo — ] o ©|0
RAF-SSY-295-13C - © TN O o ~
N <O A ™M — o o0 o o 0] 0 -
. e e . . O NO -~ [\ < o o
~ —H~n o o o [N . . ..
Current Data Parameters v M N NN — o -~ L ~ N
NAME RAF-SSY-295-13C — A — — @ ™~~~ [Te) ™ NN
EXPNO 9
A VI ' | Y
F2 - Acquisition Parameters
Date_ 20210503
Time 17.41
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 65536
SOLVENT cpcl3
NS 93
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
bW 16.800 usec
DE 6.50 usec
TE 296.7 K
Dl 1.00000000 sec o
D11 0.03000000 sec
TDO 1
HANNEL f1
125.7703637 MHz O
13C OMe
8.90 usec
103.00000000 W
ANNEL £2 = =
500.1320005 MHz
1H
waltzl6
80.00 usec
16.00000000 W
0.44556001 W
0.22411001 W
F2 - Processing parameters
s1 32768
SF 125.7578041 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
"
) T ) T ) T ) T ) T ) T ) T T ) T T
200 180 160 140 120 100 80 60 40 20 ppn|
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 2n

RAF-PK-SSY-928-2CL-1H

MOETQNOANTD OO O~ NO ~ @ ™ 0
DMITNNNAOATDDIONRRKOLOMNMMN O D ® © <
MOOOOOONNNAdTdAdAd AT 00N Qe N
B BNy ¥ ¥
Current Data Parameters
NAME RAF-PK-S5Y-928-2CL-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210702
Time 19.58 h
INSTRUM Avance
PROBHD  2163739_0237 (
PULPROG ~ zg30
TD 51724
SOLVENT cDCl3
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
RQ 2.9999919 sec O
RG 90.8602
bW 58.000 usec
DE 13.14 usec
TE 297.7 K (@)
D1 1.00000000 sec
00 1 Cl
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67
Pl 8.00
PLW1 21.61000061
F2 - Processing parameters
ST 65536
SF 400.3000093 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 T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
SINANA o ™ o|m
o~ < — |
(NE=1E] i oi o
3 O O W ©
< H M 00 < M — O ® 0 — <
e e e ~ o mo v < oo
< N O~ © . SR . . .
M MmN NN o N~ o o < N
— o o © ™~~~ < NN
RAF-PK-SSY-928-2CL-13C \\ \// ‘ \ \// ‘ \ /
Current Data rameters
NAME RAF-PK-SSY-928-2CL-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210702
Time 20.01 h
INSTRUM Avance
PROBHD  2163739_0237 (
PULPROG 2gpg30
D 65536
SOLVENT cpel3
NS 80 O
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec
RG 101
ot 8.000 usec Cl
DE 6.50 usec
TE 298.5 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFOL 100.6669898 MHz
NUCL 13c
PO 2.67 usec
Pl 8.00 usec
PLW1 98.44999695 W
SFO2 400.3016012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555151 MHz
woW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40 | ‘
v 4 y
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppn|
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDCIz) of Compound 20
ONMN~NMN~NOMO T 0D N O~ ] s} [=3]
OOOOOMNMNOOL M < M ~ © [+ o O
NN—"d—A—d—d—+00O0O N N N 0 ™ —
NENNNNNNNNNN 0w W o ol « -
RAF-PK-SSY-929-3ME-1H =" N/ Vo %
Current Data Parameters
NAME RAF-PK-SSY-929-3ME-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210702
Time 20.21 h
INSTRUM Avance
PROBHD 2163739 0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec ()
RG 67.0968
DW 58.000 usec
DE 13.14 usec
TE 297.6 K O
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000093 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
12 11 10 8 7 5 4 3 2 1 ppm
~[W0 o ©o < [Foling
(=K% o o o —| O
Slai — oi %) (1)
—nH O Mo O [T3)
~ 0O~ o IS <0 M N < Mo
Coe e e e . Mo — — o«
~ VWO W™~ W — PR . . e
MMM ANNN o — ~ O o < N
R B B B B B | — @~~~ < N NN
A PK-55Y-929- 351 3¢ NP \\ | NV
Current Data Parameters
NAME RAF-PK-S5Y-929-3ME-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
20210702
20.24 h
Avance
PROBHD ~ 2163739_0237 (
PULPROG 2gpg30
TD 65536
SOLVENT cpel3
NS 80
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz O
AQ 1.1796480 sec
RG 101
DW
DE ()
TE
D1 .
D11 0.03000000 sec
TDO
SFO1
NUCL
PO
Pl 3
PLW1
SFO2 400.3016012 MHz
NUC2 1H
CPDPRG (2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
100.6555151 MHz
WDW EM
5SB 0
LB 1.00 Hz
GB 0 l |
BC 1.40
” | |
T T T T T T T T T
200 180 140 120 100 80 60 40 20 ppm|
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'H NMR (400 MHz, CDCI3) and ?

NMR (100 MHz, CDCls) of Compound 2p

RAF-PK-55Y-924-2,4-ME-1H

Current Data Parameters

NAME RAF-PK-55Y-924-2,4-ME-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210625
Time 20.43 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG T zg30

TD 51724
SOLVENT CDC13

NS 18

DS 0

SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 32

bW 58.000 usec
DE 13.14 usec
TE 299.2 K

D1 1.00000000 sec
TDO 1

SFO1 400.3024719 MHz
NUCL 1H

PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W

F2 - Processing parameters
ST 65536

SF 400.3000093 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

~ O O [ )

IS
[RECEN NO T O INE=)
N NN Q0 0N N~
[T lToNTe) A Ao -

0

~ 4

[}
5

N
w
N
[
(=}

12 11 10 9 8 ppm
AN o [Tel HY\—! ~(©
Sl S ol e =
— N — N ™M |
n O NM —~
O oo & o <IN O O o™ <O N
e e e e e . W M O W ~ O O O
OnHO oW — .
MmoMmmon o« o — >~~~ 0 o < N O O
L B B B B B | — @ [~~~ o N NN
RAF-PK-SSY-924-2, 4-ME-13C N\ | \\/ N\
Current Data Parameters
NAME RAF-PK-S5SY-924-2,4-ME-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20210625
Time 2 h
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec
101 ()
299.2 K
1.00000000 sec
0.03000000 sec
: o
100.6669898 MHz
3C
2.67 usec
8.00 usec
98.449996
400.30160
waltz65
90.00 usec
21.61000061 W
0.17075001 W
0.08588400 W
F2 - Processing parameters
ST 32768
100.6555221 MHz
EM
0
1.00 Hz
0
1.40
u J L ‘
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (400 MHz, CDCls

RAF-PK-SSY-926-NEPH-1H OCANNOORDQWONMAHAONNMQL MO @~ ©
TAONR AN AR OODITONAAO S O © ™~ [}
WONNNOOOSIINEITITILITITITIND MM S o —
NNNNNNNNNNNNNNNNNND GG o o i

Current Data Parameters

NAME RAF-PK-SSY-926-NEPH-1H

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20210702

Time 19.52 h

INSTRUM Avance

PROBHD 2163739_0237 (

PULPROG zg30

TD 51724

SOLVENT cpcl3

NS 18

DS 0

SWH 8620.689 Hz

FIDRES 0.333334 Hz

AQ 2.9999919 sec

G 73.1602

DW 58.000 usec

DE 13.14 usec O

TE 297.7 K

D1 1.00000000 sec

TDO 1

SFO1 400.3024719 MHz O

NUC1 1H

PO 2.67 usec

Pl 8.00 usec

PLWL 21.61000061 W

F2 - Processing parameters

65536
400.3000094 MHz
EM
0
0.30 Hz
0
1.00
L L ‘ l A‘JLL _
T T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
(o[ o =} ™
M|N|m s} =} «
|| - o o
—
SO N MO N oM O S
NS NO0 W0 SN — o H O © o N o
. MmO W0 N - o
< O NS0 W0 — . ..
MMM NNNNNNN o — 0 ™0 NE
o A A A — © ™~~~ < NN
RAF-PK-SSY-926-NEPH-1H —\\= | N\ \/
Current Data Parameters
NAME RAF-PK-SSY-926-NEPH-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20210702
-~ 19.53 h
Avance
2163739_0237 (
PULPROG T2zgpg30
TD 65536
SOLVENT cpcl3
NS 37
DS 0
SWH 27777.777 Hz
FIDR 0.847710 Hz O
AQ 1.1796480 sec
RG 101
DW 18.000 usec
DE 6.50 usec O
TE 297.8 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFOL 100.6669898 MHz
NUCL 13c
PO 2.67 usec
Pl 8.00 usec
PLW1 44999695 W
SFO2 016012 MHz
NUC2 1
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 61000061 W
PLW12 17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555204 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40 ’
IH \ \N\ | n
T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppn|
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H NMR (400 MHz, CDCIs3) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 2r'/2r
(1.2:1) mixture

RAF-PK-SSY-1065-1H

NOSINNONNODOAONNDNITOULANNTOD O MO0 DLW 0o ™0 WwwW
OFIORNRNAO0ODORONANTOONDVROOITOTO®H O o © <4 <o
MOSITLTOANANNNNNNNNAATAAAAAAO DO I < T (=R} [ R RNVESY
NNNNNNNNNNNNNNNNNNNNNNNNNGOG O LNLWLW ™0 -

Current Data Parameters
NAME RAF-PK-5S5Y-1065-1H
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211012
Time 15.08 h
INSTRUM Avance Neo 400
PROBHD 72163739_0226 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SwH 8620.689 Hz (0]
FIDRES 0.333334 Hz \ —~
20 2.9999919 sec o +
RG 101 (@] ()
bW 58.000 usec O
DE 13.14 usec
TE 296.9 K (0]
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H . . P
20 .69 usec 2r':2r (1.2:1 mixture)
Pl 8.00 usec
PLW1 25.07999992 W
F2 - Processing parameters
SI
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 JLJ
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
FIEIERERE (=) o =} oo|o|w
O NN N O N < ) NI R
||| |o — — i ©lo|oln
OO OO0 HOWO M A MO I~
NO~-—HWOMEMMNFOOINNODAN O ® © OO
RAF-PK-SSY-1065-13C D N S I R RS R ) - OowWoo
OO LTNONNAO HAO L + v o 0+ o e ce e e
DOOLOLNNNNNNNNAAOO O MN ™~ © TN A
A A O) O) 0 O~~~ M NNNN

N TS\ N N

NAME RAF-PK-SSY-1065-13C

EXPNO 12

PROCNO 1

F2 - Acquisition Parameters

Date_ 20211012

Time 15.17 h

INSTRUM Avance Neo 400

PROBHD  2163739_0226 (

PULPROG zgpg30

D 65536

SOLVENT cDCl3

220

DS 2

SWH 27777.777 Hz

FIDRES 0.847710 Hz

AQ 1.1796480 sec

RG 101

DW 18.000 usec

DE 6.50 usec (@]

TE 297.0 K \ —~

D1 1.00000000 sec

D11 0.03000000 sec (@) +

TDO 1 O o

SFO1 100.6242384 MHz O

NUC1 13 0

PO usec

Pl usec

PLH1 99.33999634 W

SFO2 400.1316005 MHz

NUC2 1H

CPDPRG[2 waltz65 ' ) .

PeeDs 0.00 usec 2r':2r (1.2:1 mixture)

PLW2 25.07999992 W

PLW12 0.19815999 W

PLW13 0.09967500 W

F2 - Processing parameters

ST 32768

SF 100.6127722 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

pC 1.40

I I I I I I I I I I I I
220 200 180 160 140 120 100 80 60 40 20 0 ppmn|
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'H NMR (500 MHz, CDCIs) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 5a
RAF-SSY-288-1H NHAWONNONOODNOISETMOTMOQ
OO NOTNAADONOWT W ddDOM
NMOANNDOIDNOAAO0000Q0OEYMAWWO
NNNNG G (© G (© G (© 66 G 660w LwS
Current Data Parameters
NAME RAF-SSY-288-1H
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210420
Time 17.58
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 7
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72
DW 50.000 usec
DE 6.50 usec
TE 294.9 K
D1 1.00000000 sec
DO 1 O\/\
CHANNEL f1
500.1330885 MHz
1H
13.35 usec
16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300145 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A ]
T T T T T T T T T T T T T
12 11 10 9 8 6 5 4 3 2 1 0 ppm
<) (@ [=} (M o
| & S o|o =}
| |0 — | o
RAF-SSY-288-13C ~ oo oo~
n SIS ST ] n o0
. . . « e e N O~ ©
© no o« e e
Current Data Parameters wn MOAN N ~ -0 ©
NAME RAF-SS5Y-288-13C N e S~
EXPNO 7
l A N
F2 - Acquisition Parameters
Date_ 20210420
Time 17.59
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 65536
SOLVENT cpcl3
NS 40
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
DW 16.800 usec
DE 6.50 usec
TE 295.2 K
D1 1.00000000 sec (0]
D1l 0.03000000 sec \/\
TDO 1
CHANNEL f1
SFO 125.7703637 MHz
NUC1 13C
Pl 8.90 usec
PLW1 103.00000000 W
HANNEL f2
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
ST 32768
SF 125.7577982 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
" " " n " " N N \ i
W o o ’ o i i i W, M
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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H
I

RAF-SSY313-52-OH-4-PH-PH-1H

Current Data Parameters

NAME RAF-SSY313-S2-OH-4-PH-PH-1H
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210520
Time 14.55 h
INSTRUM Avance
PROBED  2163739_0237 (
PULPROG 2930
TD 51724
SOLVENT cDC13
NS 10
DS 0 O
SWH 8620.689 Hz \/\
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 101
DW 58.000 usec
DE 13.14 usec Ph
TE 299.0 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
P1 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
ST 65536
SF 400.3000094 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 T T
12 11 10 9 8 7 5 4 3 2 1 0 ppm
<[] ©foy o ©fr~ )
NE=Its! S Slo —
<t N[N — = N
< EERREEEEES
— O NWO A>T~ O — O 0 r~
. J e " S © ®
© O MM w00 e e
0 OO NNN A A ~~ 0 ©
— e e e R I B R ~~ 0
RAF—SSY313—SZ—OH—4—PH—PH—13J \ \A \4;/ \ / \4// ‘
Current Data Parameters
NAM] RAF-SSY313-32-0H-4-PH-PH-13C
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date 20210520
Time 14.57 h
INSTRUM Avance
PROBHD 2163739 0237 (
PULPROG “zgpg30
TD 65536
SOLVENT CDC13
NS 40
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz @)
A0 1.1796480 sec \/\
RG 101
DW 18.000 usec
DE 6.50 usec
TE 299.2 K
D1 1.00000000 sec Ph
D11 0.03000000 sec
TDO 1
SFO1 100.6669898 MHz
NUC1 13C
PO 2.67 usec
P1 8.00 usec
PLWL 98.44999695 W
SFO2 400.3016012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555204 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40 J J
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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1H NMR (500 MHz, CDCls) and 3C{*

RAF-SSY-302-F-1H

Current Data Parameters

NAME RAF-SSY-302-F-1H
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date 20210509
Time™ 21.57
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 13

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 15.73

DW 50.000 usec
DE 6.50 usec
TE 298.9 K MeO
D1 1.00000000 sec
TDO 1

= = CHANNEL f1 =

CDCls) of Compound 5c¢
a

O\/\

SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300137 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
12 11 10 9 8 7 6 5 4 3 2 1 ppm
™ o o|oy @ I
« < o — “
< — Sl oi ™
RAF-SSY-302-F-13C " = © -
© © 0 ™M 00N N O = © [To)
. . E NO =™ [Te)
[SaleN ™ ~ 0 e e e .
Current Data Parameters w0 ™ o ~-ooa wn
NAME RAF-SSY-302-F-13C o N Annin -~~~ L
EXPNO 14
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210509
Time 21.58
INSTRUM spec
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
D 65536
SOLVENT CDC13
NS 49
Ds 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
oW 16.800
DE 6.50
TE 299.4 K
D1 1.00000000 o
D11 003000000 \/\
TDO 1
CHANNEL f1
125.7703637 MH
13C
8.90 usec MeO
103.00000000 W
======== CHANNEL f2 =
SFO2 500.1320005 MH
NUC 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
sI 32768
SF 125.7578060 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 ppm
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RAF-SSY-301-OMe-1H

Current Data Parameters

NAME RAF-SSY-301-OMe-1H
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date 20210509
Time 21.50
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 12

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 10.65

DW 50.000 usec
DE 6.50 usec
TE 298.9 K
D1 1.00000000 sec
TDO 1

CHANNEL f1

SFO1 500.1330885 MHz
NUC1 1H

Pl 13.35 usec
PLW1 16.00000000 W

F2 - Processing parameters
ST

1H NMR (500 MHz, CDCls) and 3C{*H}

omwoo
© H o~
NQo oo
NNG©O©

S VS

SF 500.1300130 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T
12 11 10 9 8 6 5 4 3 ppm
|~ (=) < | (=)
cle < cle
il — | o
© O 0 < o~ <>~ OLWw
— o — < ™~ 000 [Io =Y Te)
e . e e e N O~
® O ™ [ ToNToNToRTe] o
N w0 ™ — ~~ 0o
— — o o~~~ o
RAF-SSY-301-OMe-13C \ ‘ / ‘ \\&/ \‘/ '
Current Data Param 3
NAME RAF-SSY-. Jbl’\)[’?’ 3c
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210509
Time 21.51
INSTRUM spect
PROBHD 5 mm PABBO BB,
PULPROG
TD
SOLVENT
0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
aQ 1.1010048 sec
RG 197.27
DW 16.800 usec O\/\
DE 6.50 usec \
TE 2
D1 1.00000000
D11 0.03000000 s
TDO 1 F
CHANNEL f1
125.77036
13cC
8.90 usec
103.00000000 W
CHANNEL f£2
500.1320005 M
1H
waltzl6
. 1w
PLW13 0. 224110'71 W
F2 - Processing ameters
sI 32768
SF 7578064 Miz
v
0
1.00 Hz
0
1.40
T T T T T T T T T T 1
200 180 160 140 120 100 80 60 40 20 Ppm
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19F NMR (470 MHz, CDCIz) of Compound 5d

RAF-SSY-302-19F gz
™0
o~
—

Current Data Parameters !

NAME RAF-SSY-302-19F

EXPNO 16

PROCNO 1

F2 - Acquisition Parameters

Date 20210601

Time 22.41

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgflgn

TD 131072

SOLVENT CDC13

NS 9

DS 0

SWH 113636.367 Hz

FIDRES 0.866977 Hz

AQ 0.5767168 sec

RG 85.91

DW 4.400 usec

DE 6.50 usec

TE 297.5 K

D1 1.00000000 sec

TDO 1 O\/\

======== CHANNEL fl ========

SFO1 470.5453180 MHz E

NUC1 19F

Pl 19.75 usec

PLW1 55.00000000 W

F2 - Processing parameters

ST 65536

SF 470.5923770 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

r

I I I I I I I I I I I I
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppm|
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RAF-SSY-2, 5-ME-ALLYL-1H

IH NMR (500 MHz, CDCls) and 3C{*H} NMR (1

7.259
7.035
7.020
6 648
6 114
5. 425

Current Data Parameters

NAME RAF-SSY-2,5-ME-ALLYL-1H
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date 20210608
Time 16.26
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 12

DS 0 O\/\
SWH 10000.000 Hz X

FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 85.91

DW 50.000 usec
DE 6.50 usec
TE 297.1 K

D1 1.00000000 sec
TDO 1

== CHANNEL fl == =
SFO1 500.1330885 MHz
NUC1 1H
P1 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300136 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 MVM
u
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
|[®|o o <@ ™~ (NI
cfele S cle N <
=il — | o [elkse)
RAF-SSY-309-R-13C - N1 DN - G
[T} MmoOm Voo N O W o N ©
. N N O~ N~
© wWMmo Mmoo N . R ..
Current Data Parameters v MmO NN - -0 © oo
NAME RAF-SSY-309-R-13C inl Ann e~~~ N
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210512
Time 21.33
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 65536
SOLVENT cDC13
NS 30
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
2Q 1.1010048 sec
RG 197.27
DW 16.800 usec O\/\
DE 6.50 usec X
TE 296.3 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
= CHANNEL f1 ==
125.7703637 MHz
13C
.90 usec
103.00000000 W
CHANNEL f£2 =
FO2 500.132000
NUC2 1H
CPDPRG[2 waltz1l6
PCPD2 80.00 use
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
ST 32768
SF 125.7578167 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 ppmn|
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RAF-SSY-313-S1-OH-4-PH-PH-1H

rent Data Parameters

NAME RAF-SSY 51-OH-4-PH-PH-1H
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210520
Time

INSTRUM

h

OBHD
PULPROG
TD

333
2.9999919 sec

298.9
1.00000000

400.3024719 MHz
1H |

2.67 usec
8.00 usec
21.61000061 W

IH NMR (400 MHz, CDCls) and 3C{*H} N

0 <@ )
ONNO® 10
NN Y ©
WWwWw S < o

CDCls) of Compound 5f

F2 - Processing parameters
65536
400.3000093 MHz
EM
0
0.30 Hz
0
1.00
| JJL P
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
™~ 1) ofm N )
s 8 |88 S a
N — | N o
5] NGRS
ol o ™ D~ — O ® 0 —
. A . [ RSRGIES o
© ~m o o~ N .
0 MmN ~ ™~ © o o
— I I S~~~ © N
RAF—SSY—313—Sl—OH—4—PH—PH—1LC
Current Data Parameters
NAME RAF-5SY-313-51-OH-4-PH-PH-13C
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
20210520
15.13 h
Avance
2163739_0237 (
Hz
Hz
sec
18.000 usec Cl
6.50 usec
299.0 K
1.00000000 sec
0.03000000 sec
1
sF01 100.6669898 Mz
NUC1 13C
0 2.67 usec
p1 8.00 use
PLW1 98.44999695 W
5702 400.3016012 MHz
Nuc2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 w
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
SF 100.6555209 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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(&
<
I

z, CDCI3) of Compound 5g

RAF-SSY-311-2,4, 6-ME-PH-1H

Current Data Parameters

NAME RAF-SSY-311-2,4, 6-ME-PH-1H
EXPNO 5
PROCNO 1

F2 - Acquisition Parameters
Date_ 0210519

Time 21.30
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 11

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 13.43

DW 50.000 usec
DE 6.50 usec
TE 296.7 K

D1 1.00000000 sec
TDO 1

== CHANNEL f1l ==

2.326)
2.319|

ad

SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300138 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 %
T T T T T
12 11 7 6 5 4 ppm
o O~ 2] [ee]
1 S ol — bl
— | o o
o — 0 — © o
o N OO N [e)) n O I O w O
. e e . . N o~ o n
™ TN OO w0 e e . [N
Ia} Mmoo AN — o~~~ wom o ©
— — — o~~~ N
RAF-SSY-311-2,4, 6-ME-PH-13C ‘ \/// ‘ \§/t/ ‘ ‘
Current Data Parameters
NAME RAF-S5Y-311-2, 4, 6-ME-PH-13C
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date 20210519
ime 21.31
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30 O
™D 65536 \/\
SOLVENT cpell \\\\\
NS 33
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
DW 16.800 usec
DE 6.50 usec
TE 296.9 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f£1
125.7703637
13c
8.90 usec
103.00000000 W
CHANNEL £2
500.1320005 MHz
1H
waltz16
80.00 usec
16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
SF 125.7578075 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
A
T T T T T T
200 180 100 80 60 40 Ppm
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'H NMR (500 MHz, CDCIs) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 5h
RAFZSSY=344-2mNOz-0n-1H SBYBRg 82N ETNT025 8298 LRSS
N IRl i I e g g s

Current Data Parameters

NAME
EXPNO
PROCNO

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

RAF-SS5Y-344-2-NO2-OH-1H
4

1

F2 - Acquisition Parameters

20210605
13.35
spect

5 mm PABBO BB/

zg30

65536

CDC13

7

0
10000.000 Hz
0.152588 Hz
3.2767999
30.72
50.000 usec
6.50 usec

297.0 K

1.00000000 sec
1

CHANNEL f1 =
500.1330885 MHz
1H
13.35 usec

16.00000000 W

F2 - Processing parameters

oL

SI
SF 500.1300134 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
o] (0] [d|o o ~
IR < e o
ol O — | O — |~ N
RAF-SSY-344-2-N0O2-OH-13C ~ M ~o N~ <
~ W AN I MO~ n o <~
. e e e e e e N O~ ~
— S M+ 1O o e e e
Current Parameters n M MOM NN A A o~~~ 0o
NAMI F-SSY-344-2 — L e B B B B B | o~~~ 0
EXPNO
~ TR N
Parameters
10605
13.36
spect
PABBO BB/
29pg30
SOLVENT o
NS
DS
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 0048 s
RG
bW
DE
TE
D1
D1
TDO
SFO1
nuCl
P 8.90 usec
PLW1 103.00000000 W
CHANNEL 2 ========
"500.1320005 MAz O
waltzl \/\
80.00 usec
0000000 W
001 W
0.22411001 W
ssing parameters
ina paraneter NO,
125.7578084 MHz
EM
0
1.00 Hz
0
1.40
T T T T T T T T T T T 1
200 180 160 140 120 100 80 60 40 20 0 ppn|
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RAF-SSY-308-R-1H

Current Data Parameters

NAME RAF-SSY-308-R-1H
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210512
Time 21.27
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 9
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 10.65
DW 50.000 usec
DE 6.50 usec
TE 296.3 K
D1 1.00000000 sec
TDO 1

= CHANNEL f1l = =
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W

F2 - Processing parameters
SI 65536

SF 500.1300138 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

IH NMR (500 MHz, CDCls) and 3C{*H} NMR (125 MH

12 11 10 9 8 ppm
) o ~|o ~
*1 < ol N
< oi il <
RAF-SSY-308-R-13C " o © ©
~ < SIS N O <N
. . .o NO ™~
[ ™ ~ 0 . .
Current Data Parameters n @ — - ~~-oo
NAME RAF-SSY-308-R-13C — — — -~~~ o
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20210512
Time 21.28
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
™ 65536
SOLVENT cDCl3
NS 18
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
2Q 1.1010048 sec
RG 197.27
oW 16.800 usec
DE 6.50 usec
TE 296.4 K
D1 1.00000000 sec
D1l 0.03000000 sec ////”\\\\//,(J
TDO 1 /
HANNEL f1
SFO1 125.7703637 MHz
NUC1 13C /v/
P1 8.90 usec ()
PLW1 103.00000000 W
== CHANNEL f2 = =
SFO 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
sI 32768
SF 125.7578130 MHz
WDW EM
sSB 0
LB 1.00 Hz
GB 0
PC 1.40
I I I I I I I I
200 180 120 100 80 60 40 20 ppm|
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RAF-SSY-DEAD-1H

=
I
Z
Z
P
=
o
o
<
I
N
@)
)
Q
ol
Q
>
o
&
Q)
——
=
T
—
Z
<
)
=
o
o
<
I
N
5174 O
v
Q
N
o
—
Q)
o
3
o
@)
c
>
o
]

Current Data Parameters

NAME RAF-SSY-DEAD-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211106
Time 16.49
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 10
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz \
20 3.2767999 sec X
RG 61.42 O
DW 50.000 usec
DE 6.50 usec
TE 295.7 K
D1 1.00000000 sec
TDO 1
= CHANNEL f1 =
500.1330885 MHz
1H
13.35 usec
16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300138 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 T T
12 11 10 9 8 6 5 4 3 2 1 0 ppm
3] ~ o N N o
<l o =1 =]t=] ~ =1
ol o — il [ o
- - - < O o < W0 N
RAF-SSY-DEAD-13C o o ™ O o 10 now 10 ™
. .. .o NOo™~ O o
Current Data P. eter ® > Qe N S
Current Paraneters [Te) M N N ~r~ 0~ ™
R ThETssY-pERD-13C — — = A ~~~ 0 ™
: IRy N
F2 - Acquisition Parameters
Date 20211106
Time 5
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 0
SOLVENT
29761.904 Hz
0.454131 Hz
1.1010048 sec
197.27
16.800
6.
296.2
D1 1.00000000
D11 0.03000000
D0 1
ffffffff CHANNEL f1 ======== /\/\
SFO1 125.7703637 MHz
NUCL 13C O \
Pl 8.90 usec
PLW1 103.00000000 W
CHANNEL £2 =
500.1320005 MHz
waltzle
80.00 usec
16.00000000 W
L2 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
sI 32768
s 125.7577975 MHz
woW EM
S5B 0
1B 1.00 Hz
GB 0
BC 1.40
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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IH NMR (500 MHz, CDCls) and 3C{*H} NMR (125 MHz, CDCls) of

ompound 6a

= CHANNEL f1 =

RAF-SSY-209-MS-1H

Current Data Parameters

NAME RAF-SSY-209-MS-1H
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210424
Time 18.04
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 11

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72

DW 50.000 usec
DE 6.50 usec
TE 296.4 K
D1 1.00000000 sec
TDO 1

O O©WWNMON ©O © O I~ <
SO OMN~NOLW MmN o O <~ N
RRRREEEE BN S
MNMN~MNMNDMNO O oo [TeluTolTe} < T <

2118 | O

2.142
2.129
2.105

SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 w
F2 - Processing parameters
SI 65536
SF 500.1300000 MHz
WDW EM
SSB
LB 0.30 Hz
GB
PC 1.00
I hn
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 2 1 0 ppm
] (© < © (=) |y
0| < c” N e
ol e i i o oo
RAF-SSY-209-MS-13C < <« o o~
o) ™0 n o o N0 O N <) ~ o™
. . . . — o N O™~ ~ [N — o
© o o . .« o . . . . .
Current Data Parameters 0 N N © - -0 o © N
NAME RAF-SSY-209-MS-13C i i o o @~~~ 9 it NN
EXPNO 4
PROCNO 1
F2 - Acquisit Parameters
Date_ 20210424
Time 18.05
INSTRUM spect
PROBHD mm PABBO BB/
PULPROG 2gpg30
TD 65536
SOLVENT €DC13
NS 39
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
A0 1.1010048 sec
RG 197.27
DW 16.800 usec
DE 6.50 usec O O
TE 296.4 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1 c)
CHANNEL f1 == =
125.7703637 MHz
13C
.90 usec
103.00000000 W
CHANNEL f£2 =
FO2 500.132000
NUC2 1H
CPDPRG[2 waltz1l6
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
ST 32768
SF 125.7577939 MHz
WDW EM
SSB
LB 1.00 Hz
1.40
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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'H NMR (400 MHz,

RAF-SSY-4-PH-O-ALLYL-P-S1-1H

Current Data Parameters

NAME RAF-SSY-4-PH-O-ALLYL-P-S1-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210728
Time 23.38 h
INSTRUM Avance
PROBHD 72163739_0237 ( o O
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 9 (]
bs 0 Ph
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
G 101
DW 58.000 usec
DE 13.14 usec
TE 296.5 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
ST 65536
SF 400.3000092 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
C 1.00 Jh‘A<¥N¥—JU
1 (.
T T T T T T T T T T T
12 11 9 7 6 5 4 3 2 1 ppm
ér@ o [Te) D (a3
M=o S o o Q™
< NN — N N LD |©
< T TN OO
< W W W oWV ~ O +HOw o~ — O N
. Coe e e e e o aOMmow o N N O
© O ™M 0 OO < . e e e . . .« . e
19 OO NNNN A [ee] — >~ 0 M O < < N
— B B B B B B (o)) O~~~ o o AN NN
RAF-SSY-4-PH-O-ALLYL-P-S1-R13C ‘ \ \\\A/¢/ ’ ‘ \0\#/ ‘ ‘ \J(/
Current Data Parameters
NAME RAF-SSY-4-PH-0-ALLYL-P-S1-R13C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210728
3 23.47 h
INSTRUM Avance
PROBHD  7163739_0237 (
PULPROG zgpg30
65536
SOLVENT cpcl3
NS 93
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec
RG 101 (@) o)
DW 18.000 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
D11 0.03000000 sec O
TDO 1
SFO1
NUC1
PO
Pl
PLW1
SFO2
NUC2
CPDPRG[2
PCPD2
PLW2
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
100.6555190 MHz
EM
0
1.00 Hz
0
1.40
T T T T T T T T T T
240 220 200 140 120 100 80 60 40 20 ppm
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1H NMR (500 MHz, CDCls) and 3C{*H}

RAF-SSY-304-OMe-I-SPOT-1H

260

Q
0
@
©

Current Data Paramet

NAME
EXPNO

RAF-S5Y-304-0Me-I-SPOT-1H
4

1

F2 - Acquisition Parameters
Date_

20210516

19.51
spect
BB/
2930
65536
cpcl3
16

5 mm PABB

0
10000.000
0.152588
3.2767999

299.1
1.00000000
1

16.00000000
Processing par

SF 500. l&&)

W

CHANNEL f =
500.1330885 MHz

1 MeO
13.35 usec

NMR (125 MHz, CDCls) of Compound 6¢

6.832

<

o)

1B 0 0.30 Hz
GB 0
BC 1.00
i L l
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
< (=) |~ T} o
N s} |- o -
<~ - | - o
—
RAF-SSY-304-OMe-I-SPOT-13C < © .
~ o <0 © —Hn o N o~ © © <
. e . . — aNoOo~ 0 ~ ™ — o
N o™ 0 . [T . . . . e
Current Data Parameters TS - = © i ~~w© o © [N
RAF-58Y-304 — — o 0 ™~ ™~ ™~ el [Te) ™ N N
1
% Vool NN Y
o O
O
MeO
.44556001 W
PLW13 .22411001 W
F2 - Processing parameters
0
1.00 Hz
GB 0
BC 1.40
" T " T T " T " T " T " T " T " T " T " T
200 180 160 140 120 100 80 60 40 20 0 ppny|
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1H NMR (500 MHz, CDCls) and 3C{*H}

DCl3) of Compound 6d

RAF-SSY-305-F-I-SPOT-1H

Current Data Parameters

F2 - Processing parameters
sI 65536

SF 500.1300137 MHz
WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

NAME RAF-SSY-305-F-I-SPOT-1H

EXPNO 6

PROCNO 1

F2 - Acquisition Parameters

Date 20210516

Time 20.01

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG 2930

™ 65536

SOLVENT cpcl3

NS 16

DS 0

SWH 10000.000 Hz

FIDRES 0.152588 Hz

aQ 3.2767999 sec

RG 119.07

DW 50,000 usec

DE 6.50 usec

TE 299.1 K

D1 1.00000000 sec

DO 1
CHANNEL f1

SFO1 500.1330885 MHz

NuUC1 1H

Pl 13.35 usec F

PLW1 16.00000000 W

4.068 | N
4.055

<
~N

40482 [

—1.212

12 11 10 9 8 6 5 4 3 2 1 0 ppm
INIE) (=) © 52} ©
NI S < < N
NN - i o o
—
N < © 0 O N
— N O ~ 0SS 0 ~nmos ™ © w <
oo eoe e e o oaNO~ 0 ~ — O
© © O o NI To N Ts) . e e e . . . e
IoNToNTe} — [ee) — o~~~ o S © < o
— — o o~~~ 0 ™ NN
RAF—SSY—305—F—I—SPOT—13C\\/ W ‘ \\// ‘ ‘ \ /
Current Da meters
NAME RAF-SSY-305-F-I-SPOT-13C
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date 20210516
Time ™ 20.03
INSTRUM
PROBHD 5 mm
PULPROG
TD
SOLVENT
NS
DS
SWH 29761
FIDRES 0.454131
AQ 1.1010048
RG 197.27 O O
DW 16.800 usec
DE 6.50 usec
TE 299.4 K
D1 2.00000000 sec O
D11 0.03000000 sec F
TDO 1
= CHANNEL fl =
125.770363
13c
8.90 usec
103.00000000 W
”””” CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG [2 waltz16
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
SF 125.7577915 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 pen|
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19F NMR (470 MHz, CDCIz) of Compound 6d

RAF-SSY-305-19F g
<
o~
—

Current Data Parameters !

NAME RAF-SSY-305-19F

EXPNO 13

PROCNO 1

F2 - Acquisition Parameters

Date_ 20210601

Time 22.26

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgflgn

TD 131072

SOLVENT CDC13

NS 16

DS 0

SWH 113636.367 Hz

FIDRES 0.866977 Hz

AQ 0.5767168 sec

RG 119.07

DW 4.400 usec

DE 6.50 usec O O

TE 297.4 K \/\(

D1 1.00000000 sec O

TDO 1

F

======== CHANNEL fl ========

SFO1 470.5453180 MHz

NUC1 19F

Pl 19.75 usec

PLW1 55.00000000 W

F2 - Processing parameters

ST 65536

SF 470.5923770 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

N\ M
T i T i T i T i T i T i T i T i T T T T
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppm|
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1H NMR (400 MHz, CDCls) and 3C{*H

RAF-SSY-358-2,5-ME-S1-1H

——
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ommm ©mo o % WMOOOVO M
© O ®© L SO ® ISER] SONAO® N o
NESREK:] MmN 4980 N E=RERERCRCERNRN
Current Data Parameters
NAME RAF- Y-358-2,5-ME-S1-1H
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 0702
Time 20.11 h
INSTRUM spect
PROBHD ~ 2104450_0346 (
PULPROG zg30
D 54274
SOLVENT CcDC13
NS 11
DS 0
SHH 8223.685 Hz
FIDRES 0.303043 Hz
a0 3.2998593 sec
RG
DW 60.800 usec
DE 6.50 usec
TE 296.6
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz (0] (@)
NUC1l 1H
PO 4.92 usec
p1 14.75 usec
PLNL 10.56200981 W e}
F2 - Processing parameters
s1 32768
SF 400.1300101 MHz
WDW EM
ssB 0
LB 0.30 Hz
GB 0
BC 1.00
T T T T T T T T T T T
12 11 10 9 8 7 6 5 3 2 1 0 ppm
o) [~ o 1e) (o) ©
ol |o IS} o |[R| o >
- oN — - (N~ —
-
5] o o ©wo ©
@ ¢ N OO o © o —o® o © ® o~ O
. R . ~ oMo w ® 0 — oM~
© © o mo o . AR . . L
0 IS0 BT BN R N ® A~ 0 ™ © < N0
— [ R i B ) o~~~ 0 ™ NN N
RAF-SSY-358-2, 5-ME-S1-13C IR | W NV
Current Data Parameters
NAME RAF-SSY-358-2,5 S1-13C
EXPNO 6
PROCNO 1
uisition Parameters
20210702
20.15 h
STRUM spec
PROBHD 2104450_0346 (
PULPROG “zgpg30
T 65536
SOLVENT CDC13
NS 111
DS 0
SWH 26041 666 Hz
FIDRES
1' 0o o)
1.00000000 sec
0.03000000 sec
0 (0]
100.62 ’,83()4 MHz
K
5
56.53121948
400. 131600 Mz
walcoi
80.00 usec
10.56200981 W
0.35871249 W
PLW13 029767779 W
F2 - Processing parameters
SI 32
SF 100. 6'\)”7'\9 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
: 1.40
I I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 0 ppm|
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, CDCI3) of Compound 6f

——7.261
—6.64
4.042] N

RAF-SSY-363-4CL-3, 5-ME-1H

Current Data Parameters

NAME RAF-SSY-363-4CL-3, 5-ME-1H
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date 20210714
Time 21.45
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 0
SwH 10000.000 Hz (0] O
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 69.35
DW 50.000 usec O
DE 6.50 usec CI
TE 297.3 K
D1 1.00000000 sec
TDO 1
= CHANNEL fl = =
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300136 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 T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
foel o n N[ <
o S oS S|S SlH
— — N Ol ©O|©
O ) @ o
o (o)) o E9] n nmno < o [e)) o Mo
. . . . o o N O~ o N — O O
© © © < . e e . . PN
LN [se] ~N — @ — D~~~ o < 0 < AN O
— — — — [e)] @ [~ [~ [~ o ™ AN NN
PS5V 363-4C1-3, 5-E-13C T O\ RNV,
-3,5-ME-13C
5
1
F2 - Acquisition Parameters
Date 20210714
Time 21.48
INSTRUM spect
PROBHD 5 mm PABEO BB/
PULPROG 2gpg30
TD 65536
SOLVENT
EETT I \/Y
003000000 sec
1
CHANNEL f1 ==
125.770363
N 13
Pl 8.90
PLW1 103.00000000
=== CHANNEL f2 ==
500.132000
ot 1H
CPDERG[2 waltz16
PCPD2 80.00
PLW2 16.00000000 ¥
PLW12 0.44556001 ¥
PLW13 0.22411001
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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H

(10

0 MHz, CDCls

IH NMR (400 MHz, CDCls) and 3C{*H} NMR

©
N
~

—6.80

RAF-SSY-2,4, 6-0-ALLYL-P-1H

Current Data Parameters

NAME RAF-SSY-2,4, 6-0-ALLYL-P-1H
EXPNO 5

PROCNO 1

F2 - Acquisition Parameters

Date 20210805

Time 21.01 h

INSTRUM spect

PROBHD 2104450 0346 (

PULPROG ~ zg30

TD 54274

SOLVENT CDC13

NS 5

DS 0

SWH 8223.685 Hz O
FIDRES 0.303043 Hz

RQ 3.2998593 sec

RG 287

DW 60.800 usec

DE 6.50 usec

5.343]
5.330)
5.317]

3.890
3.873
3.857]

#//k
~
e
ﬂ\\g

RAF-SSY-2,4, 6-0-ALLYL-P-13C

Current Data Paramete
RAF-

rs
NAME -2,4,6-0-ALLYL-P-13C
EXPNO 6
PROCNO 1

F2 - Acquisi
Date_
Time

rameters

h

7

STRUM spect
PROBHD ~ 2104450_0346 (
ULPROG -

PULPROG 290930
™ 5536 (:)

SOLVENT

00000000 w
1316005 MHz
1H

waltzl6
90.00 usec
.69999981 W
6944000 W
3552999 W

9

ng parameters
32768

0.6127713 MHz
EM

.00 Hz

.40

TE 296.5 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300095 MHz
WDW
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I f JN .
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
< @ ™ oo é7 o
- < - ~eN N
[ — o || o
—
™~ W © ©
™~ [SSRTONGN © N~ O 0 L0 © © O
. R — 0 Mmoo 0N — N O VN
™ N O O . Y . e e
0 MmN © — ™~ 0O 0 © ~ < N OO
— — o © I~~~ 0 ™ NN AN

220 200 180 160 140 120

100

80 60

40 20 0 ppm
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'H NMR (500 MHz, CDCIs) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 6h

—1.205]

ﬁ
%
<

RAF-SSY-2-NO2-0O-ALLYL-P-1H

Current Data Parameters

NAME RAF-SSY-2-NO2-O-ALLYL-P-1H
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210721
Time 21.16
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 10
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
20 3.2767999 sec (0] (o)
RG 85.91
DW 50.000 usec
DE 6.50 usec
TE 296.1 K NO O
D1 1.00000000 sec
TDO 1 2
CHANNEL f1 =
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300141 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 L
T T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
AN| [©] [ (=] ©o < [Te]
ol o] |o|e S =] - o
IR i 3] Y —
i
o N N O
~N [ e n o~ j=} M w0 o o n )
. . . . . . o~ O N O~ o [ee] — O
o~ o ™ n o . e e . . ..
n ™ ™M N N ~ AN~ O O n wn < N
— — — - (9} o ~ -~ el ™ NN
RAF-SSY-2-NO2-O-ALLYL-P-13C ‘ ‘ ‘ ‘ ‘ ‘ ‘ \ \// ‘ ‘ \ /
Current Data Parameters
NAME RAF-5SY-2-NO2-0-ALLYL-P-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
20210721
21.18
spect
PROBHD 5 mm PABEO BB/
PULPROG 2gpg30
€5536
cpcl3
181
29761.90
0.454131 Hz
1.1010048 sec
197.27
16.800 usec
6.50 usec O O
296.8 K
1.00000000 sec
0.03000000 sec
1 @)
CHANNEL £1 = N02
SFOL 125.7703637 MHz
NUC1 13c
P1 8.90 usec
PLW1 103.00000000 W
CHANNEL £2 = =
500.1320005 MHz
1H
waltzl6
.00 usec
6 00 W
0.44556001 W
0.22411001 W
essing parameters
32768
125.7577942 MHz
EM
1.00 Hz
1.40
—— " " i L P L " L o . "
A P i 4 ™ " e i " y
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDCIz) of Compound 6i

~ 00 © [ENE=] n o ©
oTm 0w oMo ® ©
SN So9g S o
0 ww < < < NN

RAF-SSY-4-OH-PRO-S1-F-1H

—7.26

—6.81.
2.054]
2.039

—1.20

N

4

&
<
£
X

Current Data Parameters

NAME RAF-SSY-4-OH-PRO-S1-F-1H
EXPNO 12
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210716
Time 23.22 h
INSTRUM spect
PROBHD 72104450_0346 (
PULPROG zg30

TD 54274
SOLVENT CDC13

NS 7

DS 0

SWH 8223.685 Hz

FIDRES 0.303043 Hz

a0 3.2998593 sec 0 O\/\/o
RG 161

DW 60.800 usec

DE 6.50 usec ()

TE 153.7 K O (@)

D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300103 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 T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
) [te} < o o)
3% 3% ~ ] ©
<~ « (3] <~ ]
N
o O
o ™ ~ oo O © w
. . — Mmoo ™0 — o
™ n . . e . . . e
0 — <) —~ 0o« © < N
— — o © ™~~~ © ™ NN
RAF-SSY-4-OH-PRO-S1-F-13C \ \ NN\ Y
Current Data Parameters
NAME RAF-5SY-4-OH-PR 1-F-13C
EXPNO 13
PROCNO 1
F2 - Acquisition Parameters
Date 20210716
Time 23.26 h O O
INSTRUM spect O
PROBHD 2104450 0346 (
PULPROG 2gpg30
™ 65536 (0]
SOLVENT cpcl3 O O
) 100
0
26041.666 Hz
0.794729 Hz
1.2582912 sec
1030
19.200 usec
6.50 usec
154.3 K
1.00000000 sec
0.03000000 sec
1
100.6238364 MHz
13c
3.33 usec
10.00 usec
47.00000000 W
400.1316005 MHz
1H
waltz16
90.00 usec
9.69999981 W
6944000 W
W
F2 - Processing parameters
sI 32768
SF 100.6127712 MHz
WDW EM
sSB 0
LB 1.00 Hz
.40
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

S42



RAF-SSY-DEAD-OALLYL-S1-1H

1.792
1.788
1.775
1.232

Current Data Parameters

<
=3
~
NAME RAF-SSY-DEAD-OALLYL-S1-1H N&%% \/ M{M/
EXPNO 6

PROCNO 1
F2 - Acquisition Parameters
Date_ 20211109
Time 22.33 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG 2g30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 61.1765
bW 58.000 usec
DE 13.14 usec
TE 298.8 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec (@)
Pl 8.00 usec O
PLW1 21.61000061 W
F2 - Processing parameters 0]
SI 65536
SF 400.3000000 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 T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
©of |o o~ N
NS S = Slo |o
N o™ — N NN —
i
RAF-SSY-DEAD-OALLYL-S1-13CN < 0N ™~
o [%2) <0 < < < O o o W
. . . . . ~Mmo o ~ NO
o o o <« o e e e . ..
wn N N o — O~ N < N
Current Data Parameters — — — o — O~~~ O M NN
NAME RAF-S5Y-DEAD-OALLYL-S1-13C
EXPNO 5
: . W Y
F2 - Acquisition Parameters
Date, 20211109
Time 22.36 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG Tzgpg30
TD 6
SOLVENT
NS
DS
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec
RG 1
D
DE O O
TE
D1 1.00000C sec
D11 0.03000000 sec
TDO 1 O
SFO1 100.6669898 MHz
NUC1 o
PO 2.67 usec
Pl .00 usec
PLW1 98.44999695 W
SFO2 400.3016012 MHz
NUC2
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 w
PLW13 0.08588400 W
F2 - Processing parameters
SI 3276
SF 100.6555188 MHz
WDW
SSB 0
LB 1.00 Hz
GB 0
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 T
200 180 160 140 120 100 80 60 40 20 0 ppm
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H NMR (400 MHz, CDCI3) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 3a
RAF-SSY-DEAD-OALLYL-S2-1H © 0O DO N~ in ™ pan 0gs

Current Data Parameters

NAME RAF-SSY-DEAD-OALLYL-S2-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20211109

Time 22.13 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG zg30

TD 51724
SOLVENT CDC13

NS 18

DS 0

SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 101

DW 58.000 usec
DE 13.14 usec
TE 299.2 K

D1 1.00000000 sec
TDO 1

SFO1 400.3024719 MHz
NUC1 1H

PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W

F2 - Processing parameters
SI 65536

SF 400.3000000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

\

N

12 11 10 9 8 6 5 4 3 2 1 0 ppm
[oo] ~ o D [oo]
ol < @ @
[N oi —i oi
o O — o~
© < < [ — O © T} w0 o
. . . PR ™ o © ~ o <
© © o o e . . .
o n N N — ~ O o N N o
N — — — — o~ o < o™
SSY-DEAD-OALLYL-S2-13C
ameters
Y-DEAD-OALLYL-52-13C
3
1
F2 - Acquisition Parameters
Date_ 20211109
Time 22.14 h
STRUM Avance O
PROBHD 2163739_0237 (
PULPROG “2gpg30
65536
CDC13
33 (@)
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec
RG 101
D 18.
DE
TE 299.3 K
D1 1.00000000 sec
D11 0.03000000 sec
DO 1
SFOL 100.6669898 MHz
NUC 13c
PO 2.67 usec
Pl 8.00 usec
PLW1 4999695 W
SFO2 3016012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
ng parameters
32768
SF 100.6555232 MHz
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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0.30 Hz

1.00

'H NMR (400 MHz, CDCls) and *C{*H} NMR (100 MHz, CDCls) of Compound 7a
CTCORNROMDTNOOMN~ON O
MADVOITN~NUOUNOOWT MO
RAF-SSY-PH-ACY-P-1H SYONNNAAOQOMMOHOMOQ

NNNNNNNNGOO O OO OO

Current Data Parameters

NAME RAF-SSY-PH-ACY-P-1H

EXPNO 10

PROCNO 1

F2 - Acquisition Parameters

Date 20210729

Time 23.56 h

INSTRUM spect

PROBHD 2104450_0346 (

PULPROG zg30

TD 54274

SOLVENT CDC13

NS 8

b 0 O

SWH 8223.685 Hz X

FIDRES 0.303043 Hz

AQ 3.2998593 sec

RG 50.8 O

DW 60.800 usec

DE 6.50 usec

TE 296.2 K

D1 1.00000000 sec

TDO 1

SFO1 400.1324710 MHz

NUC1 1H

PO 5.00 usec

Pl 15.00 usec

PLW1 9.69999981 W

F2 - Processing parameters

ST 32768

SF 400.1300095 MHz

WDW EM

SSB 0

LB

GB 0

PC

~
a
IS
w
N
P
o

12 11 10 9 8 ppm
(o)) (o)fv] (@
383 (8|3 |8
O] O -
™ CS) SRSk
< < < Moo~ N o ®
. L . NS0
< o N O~ Ce.
© 0 M NN NN ~~ 0
— — o ~ >~
RAF-SSY-PH-ACY-P-13C ‘ ‘ \\ / / / \‘/
urrent Data Parameters
NAME RAF-SSY-PH-ACY-P-13C
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date 20210729
Time~ 23.57 h
INSTRUM spect
PROBHD ~ 7104450_0346 (
PULPROG 2gpg30
o 65536
SOLVENT CDC13
NS 14
DS 0
suH 26041.666 Hz
FIDRES 0.794729 Hz O
a0 1.2582912 sec
RG 1030 \
DW .20 -
1.00000000 sec O
0.03000000 sec
1
100.6238364 Miz
13c
3.33
10.00
47.00000000
400.1316005
1H
waltzl6
90.00
9.69999981
0.26944000
PLW13 0.13552999 W
F2 - Processing parameters
SI 327
SF 100.6127842 MHz
WDW
SSB 0
1B 1.00 Hz
GB 0
PC 1.40
I I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 0 ppm
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RAF-SSY-370-4-PH-1H

Current Data Parameters

NAME RAF-SSY-370-4-PH-1H
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20210710

Time 22.58 h
INSTRUM spect
PROBHD 2104450 0346 (
PULPROG zg30

TD 54274
SOLVENT CDC13

NS 9

DS 0

SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 32

DW 60.800 usec
DE 6.50 usec
TE 21205.2 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324710 MHz
NUC1 1H

PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W

F2 - Processing parameters
SI 32768

0 MHz, CDCls) of Compound 7b

Ph

SF 400.1300095 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 T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
(10| o|(v (o
Si=1t1=) S|lo| S
mNO|N | |O —
['5) M — 00 M O W o
o O A>T OO0 OO — O ©
. ™M O O
< OV O N I~~~ O
© T OMONNNN NN ~~ 0
— i B M B I B R B A ~ o~
RAF-SSY-370-4-PH-13C
Current Data Parameters
NAME RAF-88Y-370-4-PH-13C
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date 20210710
Time 22.59 h
INSTRUM spect
PROBHD  2104450_0346 (
PULPROG 2g9pg30
™D 65536
SOLVENT CDC13
NS 28
DS 0
SWH 26041.666 Hz O
FIDRES 0.794729 Hz \
AQ 1.2582912 sec
RG 1030
DW
o2 O
TE
ot : Ph
D11 0.03000000
TDO 1
SFO1 100.6238364 MHz
NUCL 13C
PO 3.33 usec
Pl 10.00 usec
PLWL 47.00000000 W
SFO2 400.1316005 MHz
1H
waltz1l6
90.00 usec
9.69999981 W
0.26944000 W
0.13552999 W
F2 - Processing parameters
ST 327
SF 100.6128006 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40 \ ‘ |H
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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1 13¢/s1
H NMR (400 MHz, CDCls) and **C{*H} NMR (100 MHz, CDClI3) of Compound 7c
RAF-SSY-F-ACRYLATE-1H NOOANWOINWL NN O~ o ® 0
NS IO ©OY dON~®0®O©LWM ~
QOO MMMNNG GRS ™~
NN (O © © ©©©®©© OO LIHLWLWLW ]
Current Data Parameters
NAME RAF-SSY-F-ACRYLATE-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210530
Time 8.17 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 11
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 101
DW 58.000 usec
DE 13.14 usec
TE 298.6 K
D1 1.00000000 sec
250 : MeO
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
ST 65536
SF 400.3000088 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I
T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 ppm
o|m] (o) (o] (v (=)
el el e <
il [l -] - ]
O ®© 1) omn O
v o o =~ O — O © ™~
. . . . e . Mmoo w0 o~
< ™ N>~ N . . .
o N < MmN N A o~ o~ o N
— — — o~~~ n
RAF-SSY-F-ACRYLATE-13C ‘ ‘ ‘ . ’ ‘ ‘ \‘/ ‘
Current Da a Parameters
NAME F-SSY-F-ACRYLATE-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date, 20210530
Time 8.19 h
INSTRUM Avance
PROBHD ~ 2163739_0237 (
PULPROG “zgpg30
™D 65536
SOLVENT cpel3
NS 11
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz O
RO 1.1796480 sec
79.0971
18.000 usec
6.50 usec
5 o
00000000 sec
OKUuJOLO sec Meo
1
100.6669898 MHz
13C
2.67
0
98.44999695 W
400.3016012 MHz
1H
waltz65
90.00
21.61000061
0.17075001 W
0.08588400 W
F2 - Processing parametorr
sI
SF 100.6555404 Mtz
WDW EM
ssB 0
LB 1.00 Hz
GB 0
BC 1.40
T T T T T T T T T T T T T
240 220 200 180 160 140 120 100 80 60 40 20 ppm
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RAF-SSY-OME-ACRYLATE-1H

Current Data Parameters

NAME RAF-SSY-OME-ACRYLATE-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210530
Time 8.24 h
INSTRUM Avance
PROBHD 72163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 12
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 47.2727 (@)
DW 58.000 usec X
DE 13.14 usec
TE 298.5 K
D1 1.00000000 sec (@]
TDO 1 F:
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 6553
SF 400.3000092 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
o~ A0
T T T T T T T T T T T T T
12 11 10 9 8 7 5 4 3 2 1 0 ppm
[} ol [¢](e
o S| |o]|S
] EIR=11C]
O o~ <N ™M — O N — 0O
MO MM ~ © O W — ® — O ©
e [ e e e e e m o w0
< 0 0 N>~ NN ©Wn . .
wwon TS M N NN A o~~~ o
— o — o~~~
RAF-SSY-OME-ACRYLATE-13C \ \/ \/ \ \ \/ L/ \4//
Current Data Parameters
AME RAF-SSY-OME-ACRYLATE-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210530
Time 8.25 h
INSTRUM Avance
PROBHD  7163739_0237 (
PULPROG 2gpg30
36
SOLVENT €DC13
NS 22
5 @)
27777.777 Hz \\\\\
0.847710 Hz
1.1796480 sec
101
18.000 usec O
6.50 usec
7 K F
sec
sec
MHz
usec
.00 usec
98.44999695 W
400.3016012 MHz
1H
waltz65
usec
W
W
W
F2 - Processing parameters
SI 32768
SF 100.6555238 MHz
EM
0
1.00 Hz
0
1.40
i T i T i T i T i T i T i T i T i T i T i T i T i T i T
240 220 200 180 160 140 120 100 80 60 40 20 0 ppm
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19F NMR (470 MHz, CDCIz) of Compound 7d

RAF-SSY-F-Acrylate-19F
<
SN
©
Current Data Parameters !
NAME RAF-SSY-F-Acrylate-19F
EXPNO 21
PROCNO 1
F2 - Acquisition Parameters
Date 20210601
Time 10.17
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgflgn
TD 131072
SOLVENT CDC13
NS 50
DS 0
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767168 sec
RG 85.91
DW 4.400 usec
DE 6.50 usec
TE 298.1 K O
D1 1.00000000 sec \{(\
TDO 1
======== CHANNEL fl ======== O
sFo1 470.5453180 MHz F
NUCL 19F
Pl 19.75 usec
PLW1 55.00000000 W
F2 - Processing parameters
ST 65536
SF 470.5923770 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
e
) I ) I ) I ) I ) I ) I ) I ) I ) I ) I ) I ) I
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 =200 ppm
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S

NMR (100 MHz, CDCls) of Compound 7e

—2.29
—2.13

RAF-SSY-373-2,4,6-ME-ACY-1H

Current Data Parameters

NAME RAF-SSY-373-2,4, 6-ME-ACY-1H
EXPNO 17
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210713
Time 16.19 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 6
DS 0
SWH 8223.685 Hz O
FIDRES 0.303043 Hz AN
AQ 3.2998593 sec
RG 64
DW 60.800 usec
DE 6.50 usec O
TE 24185.2 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLWL 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
s 3y
T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 ppm
[sodi"edif =] < ~lo
olal|lc o | N
il =l - olo
— [T9) O N WO OO
o o M MO AL N O N ™M
. . e e e M O © ~
< n n AN OO~ L . .
O < MmO ANNN o~~~ O o
— — o o~~~ N
RAF-SSY-373-2,4, 6-ME-ACY-13C
Current Data Parameters
NAME RAF-S5Y-373-2,4, 6-ME-ACY-13C
EXPNO 18
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210713
Time 16.20 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG z2gpg30
65536
CcDC13
38
0
26041.666 Hz
0.794729 Hz
1.2582912 sec o
1030 \
19.200 usec
6.50 usec
24303.2 K
1.00000000 sec
0.03000000 sec O
1
100.6238364 MHz
47.00000000 W
400.1316005 MHz
1H
waltz1l6
90.00 usec
9.69999981 W
0.26944000 W
0.13552999 W
F2 - Processing parameters
SI 32768
SF 100.6127776 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40 } ‘
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 7f
RAF-SSY-371-3,5-ME-1H \\\\\ \//// ‘

Current Data Parameters

NAME RAF-SSY-371-3,5-ME-1H
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210710
Time 22.53 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 8
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 45.2
DW 60.800 usec O
DE 6.50 usec
TE 21128.2 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
ST 32768
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BC 1.00 ]
T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 0 ppm
<o|wlo] (% Q
||| [ ©
O N © O ®©m O
© ™ — NO . O — O © o~
. [N . Mo w0 —
< o O NS~ O ce .
o 0 M NN ~~ o —
— — — o o~~~ ~
RAF-SSY-371-3,5-ME-13C
Current Data Parameters
NAME RAF-SSY-371-3, 5-ME-13C
EXPNO 9
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210710
Time 22.54 h
INSTRUM spect
2104450_0346 (
zgp9’7
iucxs
DS 0
SWH 26041.666 1
FIDRES 0.794729
AQ 1.2582912
RG 1030
DW 19.200 usec
DE 6.50 usec
TE 20905.2 K
Dl 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238364 MHz
13c
3.33 usec
B 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
waltzl6
90.00
69999981
v 0 26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
SI 32768
100.6127822 MHz
EM
0
1.00 Hz
0
1.40 ’ ‘
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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00 MHz, CDCls) of Compound 7g

1H NMR (400 MHz, CDCls) and 3C{*H
RAF-SSY-372-4-CL-3,5-ME-1H ‘

Current Data Parameters

NAME RAF-SSY-372-4-CL-3, 5-ME-1H
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210710
Time 22.38 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
™D 54274 O
SOLVENT CDC13 \
NS 5
DS 0
SWH 8223.685 Hz O
FIDRES 0.303043 Hz
20 3.2998593 sec CI
RG 101
bW 60.800 usec
DE 6.50 usec
TE 20042.2 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
: N VT
T T T T T T T T T T T T T
12 11 10 9 8 7 5 4 3 2 1 0
=== —
o||S||lo||S —
Sl =11] ©
['s) o O 0N ™M O
wn — <o~~~ N — O © o
. . e e e ™M O © ~
< @ o~ N s L .
el < MmO OMON N o~ -0 o
— — o o~~~ ~N

RAF-SSY-372-4-CL-3,5-ME-13C

Current Data Parameters

NAME RAF-SSY-372-4-CL-3, 5-ME-13C
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210710
22.40 h

INSTRUM spect
PROBHD  2104450_0346 (
PULPROG Tzgpg30
™D 65536
SOLVENT cDCl3

31

: o)
DS 0
SWH 26041.666 Hz \

FIDRES 0.794729 Hz
2Q 1.2582912 sec
RG 1030
DW 19.200 usec O
DE 6.50 usec CI
TE 20349.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238364 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
H
waltzl6
90.00 usec
9.69999981 W
0.26944000 W
0.13552999 W
F2 - Processing parameters
ST 6
SF 100.6127744 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
N " v WAy " »
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20
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'H NMR (400 MHz, CDCI3) and ?

RAF-SSY-365-BEN-OH-1H

00 MHz, CDCls) of Compound 8a

Current Data Parameters

NAME RAF-SSY-365-BEN-OH-1H
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210709
Time 0.19 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG = zg30
TD 54274
SOLVENT CDC13
NS 9
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec O
RG 45.2
DW 60.800 usec X
DE 6.50 usec
TE -2847.7 K
D1 1.00000000 sec O
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 4.92 usec
P1 14.75 usec
PLW1 10.56200981 W
F2 - Processing parameters
ST 32768
SF 400.1300097 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 T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
™ o= [ <
~ Sllo| |o S
< O] |+ o
[&) oOMmoor-r~-owm o
@ OO NNAAO — O —
. Mmow
n N N O O O O W 00 O LI .
o MM MONNNNNNN o~~~ O e}
— e R B R M Mo A e i ~oc~~ o
RAF-SSY-365-BEN-OH-13C
Current Data Parameters
NAME RAF-SSY-365-BEN-OH-13C
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date 20210709
ime 0.21 h
INSTRUM spect
PROBHD 2104450 0346 (
2gpg30
65536
cpcl13
37 ()
0 \
26041.666 Hz
0.794729 Hz
1.2582912 sec
1030 O
19.200 usec
50 usec
-2738.9 K
1.00000000 sec
0.03000000 sec
1
100.6238364 MHz
13C
2.83 usec
.50 usec
56.53121948 W
400.1316005 MHz
1H
waltzl6
80.00 usec
10.56200981 W
1 0.35871249 W
PLW13 0.29767779 W
F2 - Processing parameters
ST 32768
SF 100.6127840 MHz
WDW
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
N L " L " " " [y " ke " il
T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (500 MHz, CDCIs) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 8b

RAF-SSY-385-T-BU-ACY-SM-1H

NAADONONTANTOOTONOWMNOND O LD
NAWNOONITATOODOVONKNRKIOIO®M®M D
SYTOONTTIYITINNNA A A o000 00
NSNS O © GO ©©O©© G © G E© GG 0LI0LHNI0LWLI0

—1.342

s e—Ne——

Current Data Parameters

NAME RAF-55Y-385-T-BU-ACY-SM-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210804

Time 8.36
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 12

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72

DW 50.000 usec
DE 6.50 usec
TE 297.4 K
D1 1.00000000 sec
TDO 1

CHANNEL f1
500.1330885 MHz

1H
13.35 usec
16.00000000 W

F2 - Processing parameters

X

t-Bu

SI 65536
SF 500.1300129 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 T
12 11 10 9 8 7 6 5 4 2 1 0 ppm
| ol (©] (o ™~ o
IS 3|9 S S =]
ol —llol |4 o o
< =) ENILES
S} o~ SOy nmos © 0 ©
. . Ce e NO~ o 0~
© — N O © © 1 e . ..
© 0 RCRSESEN] ~~© © <
— — — ~~~ © k)
RAF-SSY-385-T-BU-ACY-SM-13C
Current Dat.
NAME RAF-. -BU-ACY-SM-13C
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210804 O
Time 8.38 \
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 29pg30
TD 6553 O
S 0
s 29761.904 Hz
FIDRES 0.454131 Hz
20 1.1010048 sec
RG
DW
DE .
E 297.8 K
b1 1.00000000 sec
p11 0.03000000 sec
DO 1 t_Bu
CHANNEL f1
125.77036
13c
.90 us
103.00000000 W
CHANNEL £2 -
500.1320005 MHz
1
ST
SF 125.7577991 Mz
WDW
SSB 0
LB 1.00 Hz
GB 0
rC 1.40 }
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppmn|
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RAF-PK-SSY-969-4PN-1H

Current Data Parameters
NAME  RAF-PK-SSY-969-4PN-1H

EXPNO 5
PROCNO 2

F2 - Acquisition Parameters
Date_ 21072!
Time 19.49
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 5536
SOLVENT CDCI3
NS 16

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72

DW 50.000 usec
DE 6.50 usec
TE 296.1 K

D1 1.00000000 sec
TDO 1

CHANNEL f1 =
SFO1 500.1330885 MHz
1H

P1 13.35 usec
PLW1 16.00000000 W

Ph

S| 36
SF 500.1300133 MHz
WDW E
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 L
L
T T T T T T T T T T
12 11 10 9 8 7 6 4 3 2 ppm
N~ ol [ <
Qee Q|| |2 Q
SIS ol o N
N O ONNO LW
=] - ! - - N~ MW — MO - 0 LW o O M ~
RAF-PK-SSY-969-4PN-13C 5 SRRIRIRZY 889 &
n O < 00 00N~ N~ - 4
Current Data Parameters
NAME RAF-PK-SSY-069-4PN-13C 9 I3 NNA ~ege 8
EXPNO 6
PROCNO 2 \\ \\w // \‘ / ‘
F2 - Acquisition Parameters
Date_ 20210725
Time 19.50
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 15
DS 4
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec O
RG
DW 16.800 usec
DE 6.50 usec
TE 296.2 K
D1 2.00000000 sec O
D11 0.03000000 sec
TDO 1
= CHANNEL f1 ==
SFO1 125.7703637 MHz
NUC1 C
Pl 8.90 usec
PLW1 103.00000000 W
SFO2  500.1320005 MHz P h
NUC2 1H
CPDPRG[2  waltz16
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
SF 125.7578063 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB
PC 1.40
" " " " L L N
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  ppm
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1 1341
H NMR (400 MHz, CDCls) and **C{*H} NMR (100 MHz, CDClIs) of Compound 8d
RAF-SSY-381-4-OME-SM-1H WTDONDD OO T OO DN ®D @
MNMAOOWMIT OOV MATMAAM o
MO OL LYY 0000 @ @
N~ O OO OWOEOOOOOoLWLLWLWLWLWn 3]
Current Data Parameters
NAME RAF-SSY-381-4-OME-SM-1H
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date 20210804
Time 13.53 h O
INSTRUM spect \
PROBHD 7104450_0346 (
PULPROG zg30
TD 54274 O
SOLVENT CDC13
NS 8
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 80.6
DW 60.800 usec
DE 6.50 usec
e 2564 X OMe
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
ST 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
Lo l
T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 ppm
< ~ o~ @ @ <
= |4 |S||=o| |S o (]
N N | O] |~ — (2]
O - ~ o~ [&)
o W W O M O [ee] — O o N
. . SN . NoOW o ~
o o O O o~ ™ DR . .
O N ™M oM NN — ~ S0 O n
— — — ~~~ 0 [Te)
kar-ssy-301-4-oME-sw-13c | | N2 N2
Current Data Parameters
NAME RAF-SSY-381-4-OME-SM-13C
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date 20210804
Time 13.55 h
INSTRUM O
PROBHD \
; O
26041.666 Hz
0.794729 Hz
AQ 1.2582912 s
RG 10
DW 19.200
DE 6.50
TE 296.5
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238364 MHz OMe
NUC1 1
PO .33
Pl 10.00 u
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 H
CPDPRG[2 waltz16
PCPD2 90.00
PLW2 9.69999981 W
PLW12 0.26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
32768
100.6127764 MHz
M
0
1.00 Hz
0
1.40
) T ) T ) T ) T ) T ) T ) T ) T ) T T T
220 200 180 160 140 120 100 80 60 40 20 ppm
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'H NMR (500 MHz, CDCIs3) and 3*C{*H} NMR (125 MHz, CDCIz) of Compound 8e
RAF-SSY-3,4-OME-1H HTOONN—HONODOINLNITITNO @ I~

Current Data Parameters

NAME RAF-SSY-3,4-0ME-1H
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210807
Time 14.52 O
INSTRUM spect
PROBHD 5 mm PABBO BB/ \
PULPROG zg30
TD 65536
SOLVENT CDC13
: o
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 80.35
DW 50.000 usec OMe
DE 6.50 usec
TE 297.4 K
D1l 1.00000000 sec
o 0 OMe
= CHANNEL f1 = =
500.1330885 MHz
1H
13.35 usec
16.00000000 w
F2 - Processing parameters
SI 65536
SF 500.1300135 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
pC 1.00 Jw
1 A o
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
N(w|N(2][©| (< < ~(o
ool o | =) L=}
—loldlidllol 4 o [N
O o @ ™M ©O ™~ O O
(=) [@Ne)) oM NN ~ o n o — o~ <
. . . R . . NO I~ < ® @
o o) O 0 o — O . . .
© < ONNN A ~~0 w0 ToNTel
— — — — o~ o wn
rar-ssy-3,4-ome-1sc [N NV LY/ NV
Current Data Paramete
NAME RAF-SSY-3, 4-0V
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210807 O
Time 14.54
INSTRUM spect \
PROBHD 5 mm PABBO BB/
PULPROG
™
SOLVENT
O
2578 | OMe
1.00000000
0.03000000
1
OMe
£1
7703637
13C
8.90 usec
103.00000000 W
CHANNEL f2 =
500.13200
NUC2
CPDPRG[2
2
16.000000
0.44556001 W
0.22411001 W
F2 - Processing parameters
ST 32768
125.7577963 MHz
M
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
| m
Vi . iy : oy . e
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppn|
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'H NMR (500 MHz, CDCIls) and *3C{*H} NMR (125 MHz, CDCIz) of Compound 8f
RAF-PK-SSY-967-3XOME-1H BRBadNBRIIBNS 23
NSt AAdAdddH0x0A o ©
~NOOOOOOOOOoLWwWnLWw M m
Current Data Parameters
NAME  RAF-PK-SSY-967-3XOME-1H \H\\’\\%/ \/
EXPNO 13
PROCNO 2
F2 - Acquisition Parameters
Date_ 20210725 O
Time 20.11 X
INSTRUM spect
PROBHD 5 mm PABBO BB/ O
PULPROG 2930
TD 65536
SOLVENT CDCI3
NS 8
DS 0
SWH 10000.000 Hz MeO OMe
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72 OMe
DW 50.000 usec
DE 6.50 usec
TE 296.2 K
D1 1.00000000 sec
[ TDO 1
======== CHANNEL f1 ========
SFO1 500.1330885 MHz
NUC1 1H
P1 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
S| 65536
SF 500.1300135 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 T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
Q|| o < o
AN | N ©m
N o N O 1 ™M o
(o)} ~N O N — o n o < D —H O
. e e . NO>~ ¥ ™~ O
) o ~ — — o [Te) . . .
O n oM oM NN o [l Ne) O o VW
— — o — [ Sl Sl el O n
RAF-PK-SSY-967-3XOME-13C
Current Data Parameters
NAME RAF-PK-SS5Y-967-3XOME-13C
EXPNO 14
PROCNO 2
F‘:t;iAch\s't\o;\g?drag:tm’s O\H/\
1 - ct
PROB 5 mm PABBO BB/
;;}ij\UG qu? O
SOLVENT
NS
DS
SWH
FIDRES
AQ
Be MeO OMe
DE
5 OMe
D11
TDO
CHANNEL f1
125.7703637 MHz
l;if‘
103.00000 UUU ;}SSC
6.@000@005
0.44556001 W
0.22411001 W
5 "578’]?(‘ MHz
0
1.00 Hz
0
1.40
!
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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'H NMR (400 MHz, CDCI

RAF-SSY-383-2-C1-SM-1H

3) and **C{*H} NMR (100 MHz, CDCIs) of Compound 8g
NMTOOONNNMNMITIULOAANONL O LW

N

Current Data Parameters
NAME RAF-5SY-383-2-C1-SM-1H
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210804
Time 14.09 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
TD 54274 O
SOLVENT CDC13 \
NS 12
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz CI O
AQ 3.2998593 sec
RG 80.6
DW 60.800 usec
DE 6.50 usec
TE 296.5 K
D1 1. OOOOOOOO sec
TDO
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300095 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
lj ke h ~ A
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
o o) (wv) (o ©
N ol e o
ol =10 L] i
') N O TN>NM
~ OO MO © — O o
. C e e e e e e M o w0 ITS)
[0} ™M ™M — O OO O .« e . .
© MO OMNNNNN ~ 0 ™
— o A A ~ o~ o~ 0
RAF-SSY-383-2-C1-SM-13C —~\F N
Current Data Parameters
NAME RAF-SSY-383-2-C1-SM-13C
EXPNO 9
PROCNO 1
F2 - Acquisition Parameters
20210804
14.10 h
spect
PROBHD  2104450_0346 (
PULPROG 2gpg30
TD 65536
SOLVENT €DC13
~ 2 @)
0 \
26041.666 Hz
0.794729 Hz
1.2582912 sec
1030 Cl @)
296.5
1.00000000
0.03000000
1
100.6238364 MHz
13C
PLW2 9.69999981 W
PLW12 0.26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
sI
SF 100.6127759 MHz
WDW E
ssB 0
LB 1.00 Hz
GB 0
PC 1.40
" ey e L L Lk
T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm
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Cl3) of Compound 8h

1H NMR (500 MHz, CDCls) an

RAF-PK-SSY-970-2F-1H

[Current Data Parameters
NAME ~ RAF-PK-: SSY 970-2F-1H

EXPNO

[PROCNO 2

F2 - Acqulsmon Parameters
Date_ 10725

Time ™ 19 57
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930

[TD 65536
[SOLVENT CDCI3 F
NS 6

DS

[SWH 10000.000 Hz
FIDRES 0.152588 Hz
IAQ 3.2767999 sec

RG .

DW 50.000 usec

DE 6.50 usec

[TE

D1 1.00000000 sec
DO 1

== CHANNEL f1 =
SFO1 500.1330885 MHz
INUC1

P1 13.35 usec
PLW1 16.00000000 W

F2 - Processing parameters
ISI 65536

ISF 500.1300133 MHz
wW EM

5267 O

D
SsB 0
LB 0.30 Hz
cB 0
=9 1.00
T T T T T T T T T T
12 11 10 9 8 7 6 4 1 ppm
(o |O|0 o~ [ o
oo |S|e (|S||o o =]
ololdlal Idlloll— o
VT © TRMHO OO Td0 NI TS
@©Q o 0 N ANTdOdooONn M Lo x o w
0o dO0o0OocOoWY T MALWLW N o~ i
© ©m OOOOONNNNN A NN O o)
— L I B I B B B B I I | [l o ©
RAF-PK-SSY-970-2F-13C
Current Data Parameters
NAME RAF-PK-SSY- 0-2F-13C
EXPNO 8
PROCNO 2
F2 - Acquisition Parameters
Date 20210725
Time 57
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 30
SOLVENT
NS
DS
SWH
FIDRES F
AQ
RG
bW
DE
TE
D1
D11
TDO
= CHANNEL f1
125.7703637 V¥
13c
8
103.000
= CHANNEL f2
500.1320 UJ
walrzlr’)
U 44556001 W
PLW13 0.22411001 W
F2 - Processing pa: eters
s
SF 125. 73;7991 MHz
WDW
SSB
LB L.OU Hz
GB 0
PC 1.40
— " . . n " N . "
o e v .
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
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19F NMR (470 MHz, CDCIz) of Compound 8h

)
RAF-PK-SSY-970-2F-19F [

~
—
—
|

Current Data Parameters

NAME RAF-PK-SSY-970-2F-19F

EXPNO 9

PROCNO 2

F2 - Acquisition Parameters

Date 20210725

Time 20.01

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgflgn

TD 131072

SOLVENT CDC13 O

NS 11

DS 0 X

SWH 113636.367 Hz

FIDRES 0.866977 Hz O

AQ 0.5767168 sec

RG 80.35

DW 4.400 usec

DE 6.50 usec

TE 296.2 K

D1 1.00000000 sec

TDO 1

======== CHANNEL fl ========

SFO1 470.5453180 MHz

NUC1 19F

Pl 19.75 usec

PLW1 55.00000000 W

F2 - Processing parameters

SI 65536

SF 470.5923770 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
r

I I I I I I I I I I
0 -20 -40 -100 -120 -140 -160 -180 -200 ppm|
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OCNTMOOMDODIT ITHODITD O M D ©
ONOUWONOSTOTAIONT OFN N~
NNANNNAAAT T N A Q@D «
NNNNNNNNOGGOOOOLW0WLW N
RAF-SSY-382-3-ME-SM-1H ¢\ = |
Current Data Parameters
NAME RAF-SSY-382-3-ME-SM-1H
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210804
Time 9.59 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13 O
NS 7 \
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz O
AQ 3.2998593 sec
RG 90.5
DW 60.800 usec
DE 6.50 usec
TE 296.5 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300095 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
M« || l
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
|~ o) (| (= () ~
™| o|lof |o ] o
il I=10E] o ]
[N O NO O O
o N~OOO MmN — O o~
. e e e e e e Mmoo w ™ I5e)
NeJ O LN — 0O 0 0 W O N .
e MMM ANNNNN ~~ o 0 —
— i i e B e B B | ~ S~ O ~
RAF-SSY-382-3-ME-SM-13C SN\ £~ N
Current Data Parameters
NAME RAF-SSY-382-3-ME-SM-13C
EXPNO 13
PROCNO 1
F2 - Acquisition Parameters (:)
Date_ 20210804
Time 10.01 h \\\\\
INSTRUM spect
B 2104450_0346 (
0
26041.666 Hz
0.794729 Hz
1.2582912 sec
1030
19.200
6.50
296.5
1.00000000
0.03000000
1
100.6238364 MHz
13C
3.33
10.00 u
47.00000000
400.1316005
1H
waltz1l6
90.00 usec
F2 - Processing parameters
ST 32768
SF 100.6127752 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 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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RAF-PK-SSY-971-3BR-1H

'H NMR (500 MHz, CDCls

(Current Data Parameters k\\ﬁﬂ*\/
NAME ~ RAF-PK-SSY-971-3BR-1H
11

EXPNO

PROCNO 2

F2 - Acquisition Parameters

Date 21072

Time 20.05

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zg30

[TD 65536

[SOLVENT CDCI3

NS 7

DS

SWH 10000.000 Hz

FIDRES 0.152588 Hz O

IAQ 3.2767999 sec

RG 30.72 jw/\
DW 50.000 usec

DE 6.50 usec O
[TE 296.1 K

D1 1.00000000 sec

[TDO 1

SFO1 500.1330885 MHz B r
NUC1 1H

P1 13.35 usec

PLW1 16.00000000 W
F2 - Processing parameters
S| 65536

SF 500.1300000 MHz
WDW EM

SSB 0
LB 0.30 Hz
0

PC 1.00

~ -
o -
3]
~
w
I
-
o

12 11 10 9 ppm

98
00
1.04
0.98
0
9
1.01
o]

165.65]
138.01
131.39
131.20]
130.94
130.02]
127.90
126.53
122.47|
—65.17

RAF-PK-SSY-971-3BR-13C

Current Data Parameters

NAME RA SSY-971-3BR-13C
EXPNO 12
PROCNO 2
F2 - Acquisition Parameters
Date 20210725
Time 20.07
spect
5 mm PABBO BB/
zgpg30

8.90 us
103.00000000 W

= CHANNEL £2 ==
500.1320005

0.4455600
0.2241100

125.7578067 MHz
EM

1.0

ing parameters
768

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0  ppm
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RAF-PK-SSY-968-3CN-1H

F2 - Processing parameters
2768

Current Data Parameters

NAME RAF-PK-5SY-968-3CN-1H

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date 20210725

Time 0.07 h

INSTRUM spect

PROBHD 7104450 0346 (

PULPROG T zg30

TD 54274 O
SOLVENT CDC13 \
NS 9

DS 0

SWH 8223.685 Hz ()
FIDRES 0.303043 Hz

AQ 3.2998593 sec

RG 71.8

DW 60.800 usec

DE 6.50 usec

TE 296.9 K CN
Dl 1.00000000 sec

TDO 1

SFO1 400.1324710 MHz

NUC1 1H

PO 5.00 usec

Pl 15.00 usec

PLW1 9.69999981 W

SI
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
, J
T T T T T T T T T
12 11 10 9 8 7 6 5 4 ppm
ofr~]d o) (ev) (o0 <
e cllelle <
| | ][ N
O O O~ O 0~ D
0 O A~ MMOm©o —H o W0
. P M noO o~
0 SN O~ 0N . .
© MOOOMM®ONN A A ~ 0o
— R e B s B B B B B | ~ -~ el
RAF-PK-SSY-968-3CN-13C S\ N
Current Data Parameter
NAME RAF-PK-SSY-968-
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
20210725
0.08 h
spect
2104450_0346 ( O
zgpg30
65536 \
CDC13
30
: o}
26041.666 Hz
0.794729 Hz
1.2582912 sec
1030
9.200
2 CN
1.00000000 se
0.03000000 sec
1
100.6238364 MHz
13c
3.33
10.00
47.00000000
400.1316005 MHz
1H
waltzl6é
90.00 usec
9.69999981 W
0.26944000 W
0.13552999 W
F2 - Processing parameters
SI 276
SF 100.6127814 Mz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
" " " " " it
I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 ppm|
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Current Data Parameters

RAF-SSY-PH-ACY-P-1H

V

MHz, CDCIs) of Compound 9a

N

vV

NAME RAF-SSY-PH-ACY-P-1H
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210801
Time 11.24 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 5
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 161
DW 60.800 usec
DE 6.50 usec O O
TE 295.5 K
Dl 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz () ()
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
ST 32768
SF 400.1300101 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
12 11 10 9 8 7 6 5 4 3 1 0 ppm
=== o < 21N
ole|e < < o
= — N ©|©o
<)) N O O ©
[QV Io) ™M @ N [To) — — O [Te) o O
. . ™ n Mo o~ o o
(e} o o O . e e . .
) T) NN ~ N~ O [\ o0~
— — — o [~ 0~ ~ < (SN
RAF-S5Y-PH-ACY-P-13C L W O\ Y
“urrent Data Parameters
NAME RAF-SSY-PH-ACY-P-13C
EXPNO 4
PROCNO 1
F2 - Acquisition Paramete
Date 20210801
Time 11.28 h
INSTRUM spect
PROBHD ~ 7104450_0346 (
PULPROG " 2gpg30
65536 O O
cDCl3
102
0
26041.666 Hz
S038sEs i o O
1.2582912 sec
1030
19.200 usec
6.50 usec
296.0 K
1.00000000 sec
0.03000000 sec
1
100.6238364 MHz
13C
3.33
10.00
47.00000000
400.1316005
1H
waltz16
90.00 usec
9.69999981 W
0.26944000 W
PLW13 0.13552999 W
F2 - Processing parame
32
100.6127736 MHz
EM
0
1.00 Hz
0
1.40
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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25 MHz, CDCIs) of Compound 9b

[
I
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Py,

>
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9 — © O W O © O W ®© [=E=3] ~ © 2]
QN Ww oM © < © O D 0 © oM ©o <
HDNNIIINOANS WY & @ NN
NNNNN NNNNN [T NTe) o —
RAF-SSY-4-Ph-O-ALLYL-P-1H
Current Data Parameters
INAME RAF-SS5Y-4-Ph-O-ALLYL-P-1H
[EXPNO 4
[PROCNO 1
[F2 - Acquisition Parameters
Date 20210721
Time 21.27
INSTRUM spect
PROBHD 5 mm PABBO BB/
[PULPROG 2930
TD 65536
[SOLVENT CDC13
NS 5
DS 0
SWH 10000.000 Hz
[FIDRES 0.152588 Hz
12e] 3.2767999 sec
[RG 106.54 O O
DW 50.000 usec
DE 6.50 usec
TE 296.3 K
D1 1.00000000 sec O O
700 1 Ph
CHANNEL f1
500.1330885 MHz
1H
13.35 usec
16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300134 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 T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
o< |;m o o ~is
o|=|S|o IS S S1=
M| N |- — N 0| ©
n n On OWWOWouwm
™ [e)] Mo ™~ O O O n o o —
. . P e e . ™ n N O~ N o o
[ee] o) O 00 0 0~ . e e . . o .
o < <N NN NN o~ N~~~ O N < N
— — R B B B B M| oy e [~ [~ ™~ < N N
RAF-SSY-4-Ph-O-ALLYL-P-13C
Current Data Parameters
NAME RAF-S5Y-4-Ph-0-ALLYL-P-13C
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 2021
INSTRUM
PROBHD 5
PULPROG
D
SOLVENT
0
29761.904 Hz
DRES 0.454131 Hz O O
1.1010048 sec
G 97.27
use
I O O
Pl 8.90 usec
PLW1 103.00000000 W
CHANNEL £2
500.132000
wa
80.00 usec
16.00000000 W
0.44556001 W
0.22411001 W
F2 - Processing parameters
3276
125.7577939 MHz
EM
0
1.00 Hz
0
1.40
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (500 MHz, CDClI3) and *C

1

~—

Current Data Parameters

RAF-SSY-356-4-OME-ACY-P-1H

0 <
n <
0 10
0w

%

7.020] T

6.880|~~

NMR (125 MHz,

7.260)
7.038]

s
L
X

CDCls) of Compound 9c

N
< N

vV

<
> ©
o

—3.79
2.85

<

NAME RAF-SSY-356-4-OME-ACY-P-1H
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210706
Time 17.41
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 7
DS 0 o) o
SWH 10000.000 Hz
FIDRES 0.152588 Hz
20 3.2767999 sec 0] (0]
RG 106.54 MeO
DW 50.000 usec
DE 6.50 usec
TE 296.7 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300145 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 T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
NN < b N N
[N — [v) oi <lw
O — < S
© ™~ o [S2 <o) © omno 0 o)} o o
. . . . . ™ N N O~ [T} — o o
© ~ < ~ < . [ . . ..
© 0 < IS\ — ~ N [To) o~ <
— — — — — o © M~~~ [Tl < (NN
RAF-SSY-356-4-OME-ACY-P-13C
Current Data Param
NAME
EXPNO
PROCNO 1
ZE MeO
1.00DE60O
0.03000000
1
=== CHANNEL fl ========
125.7703637
13C
8.90 usec
PLW1 103.00000000 W
= CHANNEL f2 ==
500.1320005
1H
F2 - Processing parameters
sI 32768
125.7577934 MHz
EM
1.00 Hz
.40
I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 ppm
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(D

5

NMR (100 MHz, CDCIs) of Compound 9d

q > ) @ 0 N N
INEN — -
RAF-SSY-357-4-F-ACY-1H l\‘W w/ \/ \/

Current Data Parameters

NAME RAF-SSY-357-4-F-ACY-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20210703
Time 17.01 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30

TD 54274
SOLVENT CDC13

NS 10

DS 0

SWH 8223.685 Hz

FIDRES 0.303043 Hz

AQ 3.2998593 sec O O
RG 161
DW 60.800 usec

DE 6.50 usec O O

TE 296.6 K F
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 4.92 usec
Pl 14.75 usec
PLW1 10.56200981 W
F2 - Processing parameters
SI 32768
SF 400.1300103 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0 X
PC 1.00
| U O
T T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
o roj rooj |0
< < o 3~
< — i O
N N O [ N oM
SO e ™ oo o e} O H O © © o @
. .. . N o~ n ™M o O — o o)
© — © \e) M N O N . . . .
© Vo < NN A ~ N~ 0o ~N ™0
— = — — o ™~~~ < [N
RAF-SSY-357-4-F-ACY-13C
Cur ent Data Parameters
E RAF-SS5Y-357-4-F-ACY-13C
EX[\!O 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210703
Time 17.06 h
INSTRUM spect
PROBHD  2104450_0346 (
PULPROG “zgpg30
TD 65536
SOLVENT cDpe13
NS 133
DS 0
SWH 26041.666 Hz
FIDRES 9
AQ 1. sec
RG
DW 19. s O O
DE 6.50
TE 96.6
D1 1.00000000 sec
D11 0. UWUUOUU sec
o @) O
SFO1 100. czzaim MHz F
NUC1
P0 2. 8’
Pl 8.50
PLWL 56.53121948 U
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 10.56200981 W
PLW12 0.35871249 W
PLW13 0.29767779 W
F2 - Processing parameters
sI 32768
SF 100.6127723 MHz
WDW EM
5sB 0
LB 1.00 Hz
GB 0
1.40
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 Ppm
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19F NMR (376 MHz, CDCIz) of Compound 9d

RAF-SSY-357-4-F-ACY-S3-19F g
~
—
—
Current Data Parameters !
NAME RAF-SSY-357-4-F-ACY-S3-19F
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210703
Time 17.20 h
INSTRUM Avance
PROBHD 7163739 0237 (
PULPROG - zg
TD 131072
SOLVENT CcDC13 O e)
NS 14
SWH 166666.672 Hz
FIDRES 2.543132 Hz F o 0
AQ 0.3932160 sec
RG 101
DW 3.000 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
SFO1 376.6394931 MHz
NUC1 19F
Pl 12.00 usec
PLW1 33.72299957 W
F2 - Processing parameters
SI 65536
SF 376.6583260 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00
i T i T i T i T i T i T i T i T i T i T i T i T
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 pprm|
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MR (100 MHz, CD

[Current Dat:

IH NMR (400 MHz, CDCls) and 3C{*H} N

RAF-SSY-2,4,6-ACY-P1H

a Parameters

NAME ~ RAF-SSY-2,4,6-ACY-P1H

re}
N
~

© INE=EC
@ © ©
© 1516 16

<
©o <

v

EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210729
Time 23.50 h
INSTRUM spect
PROBHD Z104450_0346 (
PULPROG zg30
[TD 54274
[SOLVENT CDCI3
NS 10
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
IAQ 3.2998593 sec
RG 36
DW 60.800 usec
DE 6.50 usec
TE 296.4 K
D1 1.00000000 sec 0] (@)
[TDO
SFO1 400.1324710 MHz
NUC1
PO 5.00 usec O O
P1 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
S| 32768
[SF 400.1300098 MHz
DW EM
ISSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T T
12 11 10 8 7 6 5 4 3 2 1 ppm
< o [} m(w© o
o =} =} o ™
3V — o ™0 o
—
— [2] O N N~
© © — N~ O © N O o ™~ 0 00 M~
~ 0 [Tyl < Mmoo N 0 ©
© < ™ NN N~ AN~ N~ O N ™M -0 O
— — — [«2) QO N~~~ < N NN -
RAF-SSY-2,4,6-ACY-P-13C
Current Data Parameters
NAME RAF-SSY-2,4,6-ACY-P-13C
EXPNO 9
PROCNO 1
F2 - Acquisition Parameters
Date 20210729
T 23.51 h
spect
PROBHD  2104450_0346 (
PULPROG 2gpg30
T 65536
SOLVENT cpCl3
NS 26
DS 0
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 1030
DW 19.200 usec
DE 6.50 usec OWO
TE 296.6 K
D1 1.00000000 sec
D11 0.03000000 sec
00 1 (0] (@]
SFOL1 100.6238364 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 9.69999981 W
PLW12 0.26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
ST 32768
SF 100.6127796 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
. - \ R T " L . —
) i L y ey " u ) ) iy y .
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
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1 1341
H NMR (500 MHz, CDCls) and **C{*H} NMR (125 MHz, CDCls) of Compound 9f
o o~ @~ O =) N O N
© 0 N 0 <M wn < o [
N @~ 0 m 10 D © RN
N ©o© [To TNl (SR o —
RAF-SSY-3, 5-ME-ACY-P-1H ‘ \ / \‘/ \/ ‘ \/
Current Data Parameters
NAME RAF-SSY-3, 5-ME-ACY-P-1H
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date 20210721
Time 21.37
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 12
Ds 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 119.07
pW 50.000 usec O ()
DE 6.50 usec
TE 296.1 K
Dl 1.00000000 sec
: O O
== CHANNEL f1 =
500.1330885 MHz
1H
13.35 usec
16.00000000 w
F2 - Processing parameters
SI 65536
SF 500.1300133 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 A
L L L
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
[=31"e) o ©0 (2] N
Slo S S| |2 1|
|- - o O ©
o o [T9) [Ts) [f9)
n < — n — N o n o @ [eNeNe)
. . . . . < N N O™~ o~ oo
© o o ~ o . ce e . [N
o n ™0 o~ — r~ N~ O N < N
— — — — — [e)) Q@ [~ [~ [~ < N N N
RAF-SSY-3, 5-ME-ACY-P-13C
Current Dat: ameters
NA RAF-SSY-3, 5-ME-ACY-P-13C
EXPNO 9
PROCNO 1
ition Paramete
2
== CHANNEL f1
E 125.7703
A 1
38 8.90 usec
PLW1 103.00000000 W
CHANNEL £2
500.1320005 M
1H
waltz16
80.00 usec
16.00000000 W
0.44556001 W
0.22411001 W
F2 - Processing parameters
sI 32768
5 125.75
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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'H NMR (400 MHz, CDCls) and *C{*H} NMR (100 MHz, CDCls) of Compound 9g
o < QO < o~ ~ RN
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N @ 0w © @ M N
~ © [Telntote} NN N o
RAF-SSY-378-C-4CL-3,5-ME-1H
Current Data Parameters
NAME RAF-SSY-378-C-4CL-3, 5-ME-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210720
Time 2.49 h
INSTRUM Avance
PROBHD Z163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13 O O
NS 10
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz O O
20 2.9999919 sec Cl
RG 101
DW 58.000 usec
DE 13.14 usec
TE 297.4 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
ST 5536
SF 400.3000094 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 L
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
N o (2] o ol
o o o < |
o — ] © =11t
o e} O e}
(a2 o o O ™ — ) — Oy © o @ O O
. . . . . o™ n ™M o WO N o O ™~
@ © ~ - — . e e . P
e} Al oM ™M N o~ N~ O O N M — O
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RAF-SSY-378-C-4CL-3,5-ME-13C
Current Data Parameters
NAME F 8-C-4CL-3, 5-ME-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210720
Time 2.53 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG zgpg30
TD 65536
SOLVENT cpcl3
NS 91
DS 0 O O
SWH 27777.777 Hz
FIDRES 0.847710 Hz
1.1796480 sec
76.6253 O O
18.000 usec Cl
6.50 usec
298.0 K
1.00000000 sec
0.03000000 sec
1
100.6669898 MHz
13c
2.67
.00
98.44999695
400.3016012
1H
waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
N12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
SI 32768
SF 00.6555185 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
" N " o L "
sy A ,"ﬂﬁJW‘ oo i Ly N "
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 10a
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RAF-SSY-374-BEN-OH-P-1H
Current Data Parameters
NAME RAF-SSY-374-BEN-OH-P-1H
EXPNO 16
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210713
Time 16.14 h
INSTRUM spect
PROBHD 72104450_0346 (
PULPROG T 2930 O O
TD 54274
SOLVENT CDC13
NS 10
DS 0 () O
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 57
DW 60.800 usec
DE 6.50 usec
TE 25998.2 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
C 1.00
. L
T T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
wn 7o) © o
o S| o S =]
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RAF-SSY-374-BEN-OH-P-13C
Current Data Parameters
NAME RAF-SSY-374-BEN-OH-P-13C
EXPNO 17
PROCNO 1
F2 - Acquisition Parameters
- 20210713
Time 16.16 h
INSTRUM spect
PROBHD  2104450_0346 (
PULPROG zgpg30
™ 25936 O O
SOLVENT cpcl3
NS 25
DS 0
SWH 26041.666 Hz
FIDRES 0.794729 Hz o O
AQ 1.2582912 sec
RG 1030
DW 19.200 u
DE 6.50 u
TE 23968.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238364 MHz
NUC1 13c
PO 33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 9.69999981 W
PLW12 0.26944000 W
PLW13 0.13552999 W
ssing parameters
2768
100.6127776 MHz
EM
1.00 Hz
1.40
i g '
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 10b

RAF-SSY-387-T-BU-1H

ONDAIONAO O < o © @ < @ N~
OO WO NO O Q 0 wom D 0 AN
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L e e nLwwLw NN o~
Current Data Parameters
NAME RAF-SSY-387-T-BU-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210815
Time 21.41 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG T zg30 O O
TD 54274
SOLVENT CDC13
NS 9
DS 0 0] (@)
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 36
DW 60.800 usec
DE 6.50 usec
TE 295.8 K
Dl 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz t Bu
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 2768
SF 400.1300100 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 T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
im|m o [s2] 2] ™|~
Ol -~ ~N N o ﬁ
< O oy O ™~
o~ — o om o o+ O 0 ™~ @ oM O
. . e < NN O W [e)] NN OO
(<)) — N © 1) . e e e . o . P
o n ™M NN r~ N>~ ©O 0 — < - N
— — o [e)) o~~~ O < Mo NN
messessrrmoise | | |0 RNV RYRY
Current Data Parameters
NAME RAF-SSY-387-T-BU-13C
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters O O
Date 20210815
21.43 h
spect
2104450_0346 (
zgpg30 O O
65536
cpel3
50
0
26041.666 Hz
0.794729 Hz
1.2582912 sec
1030
19.200 usec
6.50 usec
296.1 K t—Bu
1.00000000 sec
0.03000000 sec
1
100.6238364 MHz
13c
3.33 usec
10.00 usec
47.00000000 W
400.1316005 MHz
0.13552999 w
F2 - Processing parameters
ST 32768
SF 100.6127800 MHz
WDW
5SB 0
LB 1.00 Hz
GB 0
PC 1.40
" . " iodraadiei " J "
y oy y ' W ¥ " y
T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm
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[EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210729

Time 13.42h
INSTRUM spect
PROBHD Z7104450_0346 (
PULPROG 2930

TD 54274
SOLVENT CDCI3
NS

DS 0

SWH 8223.685 Hz
FIDRES 0.303043 Hz
IAQ 3.2998593 sec
RG 45.2

DW 60.800 usec
DE 6.50 usec
[TE 295.6 K

D1 1.00000000 sec
[TDO 1

SFO1 400.1324710 MHz
INUC1 1H

PO 5.00 usec

P1 15.00 usec

PLW1 9.69999981 W

F2 - Processing parameters
S| 32768

T ITOMOOITM®D O SO N O
RAF-PK-SSY-977-4PH-1H TOOWITMDOT O NN Ao < ]
OUNNYYMNM®NA o0 N ~oS N
NNNNNNNNNN 10 10 16 10 SNEN —
Current Data Parameters \N/%/ \\ / / \ / ‘
NAME ~ RAF-PK-SSY-977-4PH-1H

SF 400.1300099 MHz
wDw EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
1 L
T T T T T T T T T T T T
12 11 10 8 7 6 5 4 3 1 0 ppm
o]V ol (o © ©
NS Sll= o <
|| || N o
—
— OO TNOMO I
~ ANDNNOMAO © T 400 < o~ o o
o R R ANENEN 0 Mmoo o < o
© ST ONNNNN ~ ANN© < IN o -
— Ll B B I B I I | o OMN~NMNMNMN O < N N
RAF-PK-SSY-977-4PH-13C
Current Data Parameters
NAME RAF-PK-8SY-977-4PH-13C
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20210729
Time 13.43 h
INSTRUM SE
PROBHD 2104450_03
PULPROG
TD
SOLVENT
NS
DS
SWH 26041.666 H: O O
FIDRES 0.794729
AQ 1.2582912 s
RG 1030
DW 19.200
o 2% (0] 0]
TE 295.7
D1 1.00000000 se
D11 0.03000000
TDO 1
SFO1 100.6238364 MHz
NUC1 13C
PO 3.33
Pl 10.00
PLW1 47.00000000
SFO2 400.1316005 M Ph
Nuc2 H
CPDPRG[2 waltzlé
PCPD2 90.00
PLW2 9.69999981
PLW12 0.26944000
PLW13 0.13552999 W
F2 - Processing parameters
ST 32768
SF 100.6127811 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I I I I I I I I I I I I I I I I I I I I
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm
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d 10d

RAF-SSY-4-OME-CH2-P-1H

Current Data Parameters

o

'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDCIz) of Compou

et
™

v

—

1.20

<

1.194

NAME RAF-SSY-4-OME-CH2-P-1H
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20210819 ) (0]
Time 12.34 h
INSTRUM Avance Neo 400
PROBHD 7163739_0226 ( O
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 11
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
20 2.9999919 sec OMe
RG 63.0303
DW 58.000 usec
DE 13.14 usec
TE 297.2 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 25.07999992 W
F2 - Processing parameters
SI 65536
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
pC 1.00 u J‘ J
L L .
T T T T T T T T T T
12 11 10 8 7 5 4 3 1 0 ppm
o] (o o| (™ © o NS
o |N S| |+ 3] — ~|o
[N | o ™ o wlo
N 0 ™M O ™~
© [Te} oo e} S N — O © 0 ') < 0
. . .. . < Mmoo ~N o o o
o o o~ IS} . e e e e . .
© [Te} ™M N — ~ N>~ 0 o o~ 0
— — — — o W~~~ 0 0 S [N
car-ssy-a-ovp-caz-p-13c | | N NN R Y
Current Data Parameters
NAME RAF-SSY-4-OME-CH2-P-13C
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
e 0210819
12.36 h
INSTRUM Avance Neo 400
PROBHD  2163739_0226 (
PULPROG 2gpg30
TD 65536
SOLVENT cpCcl3
5o b OWO
DS 2
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec O O
RG 101
DW 18.000 usec
DE 6.50 usec
TE 297.9 K
Dl 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6242384 MHz
NUC1 13C OMe
PO 2.67 usec
Pl 8.00 usec
PLW1 99.33999634 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 £265
PCPD2 0.00 usec
PLW2 25.07999992 W
PLW12 0.19815999 W
PLW13 0.09967500 W
F2 - Processing parameters
ST 32768
SF 100.612
WDW
sSB 0
LB
GB 0
PC 1.40
I A ‘ ‘ /
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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1 13¢/s1
H NMR (400 MHz, CDCls) and **C{*H} NMR (100 MHz, CDCIs) of Compound 10e
RAF-SSY-3,4-OME-CH2-P-1H COAOAO0 OO~ MO O©® < W0 © M ~
OCNMMNMIddOOIN ©OKLWD © N~ N~ © )
N O ®O®O®R IO @ @ © o —
(G (©©6©O©G©GEOGO6 IO o o [NEN —
Current Data Parameters
NAME RAF-SSY-3, 4-OME-CH2-P-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210819
Time 19.30 h O O
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG zg30
D 51724 O (@)
SOLVENT cDC13
NS 9
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec OMe
RG 101
DW 58.000 usec
DE 13.14 usec OMe
TE 300.8 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000094 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
| M R L JJL
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
oo o] (@ I\ =) T}
ol el @ QN N o
NI | | oo N —
—
=) ~ N = O
~ o o (o2 IR oo ~ ~HOW N O — 0 O
N B N : .. < MmMMmo W = O — (SR
(o)) o) 00 [e0) — — O . . . . . . . . . . .
) < < NN ~ S N N -TN« B To R To) o~ 0
— — — = o [ e e T S To T < NN
kAF-55Y-3, d-oMB-CH2-P-13C | \/ Y NV R VAR R Y
Current Data Parameters
NAME RAF-SSY-3, 4-
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210819
Time 19.35 h
INSTRUM Avan
PROBHD 2163739 0237 ( O @)
PULPROG zgpg30
65536
cpel3
81
0
27777.777 Hz O O
0.847710 Hz
1.1796480 sec
101
18.000 usec
6.50 usec
301.2 K OMe
1.00000000 sec
0.03000000 sec
100.6669898 Mz OMe
13C
2.67 usec
8.00 usec
98.44999695 W
400.3016012 MHz
1H
waltz65
90.00 usec
21.61000061 W
0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
£ 327
SF 100.6555179 MHz
WDW EM
SSB 0
) Hz
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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NMR

(1

MHz, CDCls)

1H NMR (400 MHz, CDCls) and 3C{*H}

458 O

of Compound 10f
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RAF-PK-SSY-980-3XOME-1H ‘ ‘ \I/ / \/ \/ ‘
Current Data Parameters
NAME RAF-PK-SSY-980-3XOME-1H
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210729
Time 13.55 h
INSTRUM spect
PROBHD 2104450 _0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13 O O
NS 11
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz O O
AQ 3.2998593 sec
RG 57
DW 60.800 usec
DE 6.50 usec
TE 295.7 K
D1 1.00000000 sec Meo OMe
TDO 1
SFOL 400.1324710 MHz OMe
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
ST
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A J L
T T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
< o| (o o|0 ~ ~
S S| |o o S 0
o | | | M 3 o
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— - — - — ()] OMN~MNMNDN © O W < N N
RAF-PK-SSY-980-3XOME-13C
Current Data Parameters
NAME RAF-PK-SSY-980-3XOME-13C
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date 20210729
Time 13.57 h
INSTRUM spect
PROBHD  2104450_0346 (
PULPROG zgpg30
D 65536 O O
SOLVENT CDC13
NS 51
0
26041.666 Hz
0.79i755 1z @) @)
912 sec
1030
19.200 usec
6.50 usec
a3Sso 2 MeO OM
1.00000000 sec
0.03000000 sec e e
1
100.6238364 MHz
OMe
3.33 usec
10.00 usec
47.00000000 W
400.1316005 MHz
1H
waltzl6é
90.00 usec
9.69999981 W
0.26944000 W
0.13552999 W
F2 - Processing parameters
ST 32768
SF 100.6127770 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC .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
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H NMR (400 MHz, CDCls C{*H} NMR (100 MHz, CDClIs) of Compound 10g
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RAF-SSY-2CL-393-ACY-CH2-P-1H
Current Data Parameters
NAME RAF-SSY-2CL-393-ACY-CH2-P-1H
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210816
Time 15.15 h
INSTRUM Avance Neo 400 O O
PROBHD 7163739_0226 (
PULPROG zg30
TD 51724
SOLVENT cDCl3 Cl O o
NS 10
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 32
DW 58.000 usec
DE 13.14 usec
TE 296.8 K
Dl 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 25.07999992 W
F2 - Processing parameters
SI 6553
SF 400.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T
12 11 10 9 7 6 5 4 ppm
Pl g ol ~ ©
o|o|o S|lo o )
o o o i
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RAF-SSY-2CL-393-ACY-CH2-P-13C
Current Data Parameters
NAME RAF-SSY-2CL-393-ACY-CH2-P-13C
EXPNO 13
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210816
Time 15.16 h
INSTRUM Avance Neo 400
PROBHD 2163739_0226 (
PULPROG 2gpg30
TD 65536
SOLVENT cDpC13
NS 32
: O @)
27777.777 Hz
0.847710 Hz
1.1796480 sec
101
Cl O 0]
6.50 usec
297.2 K
1.00000000 sec
0.03000000 sec
1
100.6242384 MHz
13c
2.67 usec
.00 usec
99.33999634 W
400.1316005 MHz
1H
0.09967500 W
cessing parameters
32768
100.6127755 MHz
EM
1.00 Hz
1.40
T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm
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H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 10h

RAF-PK-SSY-979-2F-1H DATNNDIWWONIL OOV N®MNO ©®© — © ~
TODONANADON~NTNONIMON LW o~ [}
<ITNMOOMANNAAAO0O0 O N © © —
NNNNNNNNNNNNNNNNIDLWGWW® [NEN —

Current Data Parameters
NAME RAF-PK-SSY-979-2F-1H
EXPNO 9
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210729
Time 14.09 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
D 54274 O (@)
SOLVENT CDC13
NS 10
DS 0
SWH 8223.685 Hz F O O
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 64
DW 60.800 usec
DE 6.50 usec
TE 295.7 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
ST
SF 400.1300095 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 M‘M
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
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o oo cogdoYYmawny O MmomQ N o o9
© [{oyTe] MO MOMANNNN - N~ AN~ I~ © [oNe] - o
— — - A A A A A A A A A [=)] O M~~~ © © < NN
RAF-PK-SSY-979-2F-13C
Current Data Parameters
NAME RAF-PK-SSY-979-2F-13C
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210729
Time 14.12 h
spect
2104450_0346 (
zgpg30
65536
cDpCl3
70
0
26041.666 Hz 0] (@)
0.794729 Hz
1.2582912 sec
1.00000000 sec
0.03000000 sec
1
100.6238364 MHz
13C
3.33
10.00
47.00000000
400.1316005 MHz
1H
PLW2
LW12
PLW13 0.13552999 W
F2 - Processing parameters
ST 32768
SF 100.6127757 MHz
WDW EM
SSB 0
1B 1.00 Hz
GB 0
PC 1.40
A AN A bl e oA Wi Ao
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
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19F NMR (376 MHz, CDCI3z) of Compound 10h

RAF-PK-SSY-979-2F-19F A

~
—
5

Current Data Parameters

NAME RAF-PK-SSY-979-2F-19F

EXPNO 10

PROCNO 1

F2 - Acquisition Parameters

Date_ 20210730

Time 0.23 h

INSTRUM Avance Neo 400

PROBHD 72163739 0226 (

PULPROG zg

TD 131072

SOLVENT CDC13 ()

NS 14

DS 4 WO

SWH 166666.672 Hz

FIDRES 2.543132 Hz O O

AQ 0.3932160 sec

RG 101

DW 3.000 usec

DE 6.50 usec

TE 300.5 K

D1 1.00000000 sec

TDO 1

SFO1 376.4795413 MHz

NUCL1 19F

Pl 12.00 usec

PLW1 31.08799934 W

F2 - Processing parameters

SI 65536

SF 376.4983662 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

I I I I I I I I I
0 -20 -40 -100 -120 -140 -160 -180 -200 ppm
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1H NMR (400 MHz, CDCls) and 3C{*H

NMR (100 MHz, CDCls) of Compound 10i

RAF-SSY-3ME-391-ACY-CH2-P-1H

7.294
7.285
7.275
7.256
7.202

Current Data Parameters

NAME RAF-SSY-3ME-391-ACY-CH2-P-1H
EXPNO 10

PROCNO 1

F2 - Acquisition Parameters

Date 20210816

Time 15.20 h

INSTRUM Avance Neo 400

/
Y

< o
o ©
-
~ N

7.149
5.529
5.515
5.502
——5.151
1.238
1.234

©O N
N~
~ o~
NN

—2.384

<

PROBHD  2163739_0226 (
PULPROG zg30
™ 51724
SOLVENT CDC13 O O
NS
DS 0
SwH 8620.689 Hz
FIDRES 0.333334 Hz (@) (@)
20 2.9999919 sec
RG 32
oW 58.000 usec
DE 13.14 usec
E 296.9
b1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
LA 25.07999392 W
F2 - Processing parameters
65536
400.1300000 MHz
EM
0
0.30 Hz
0
1.00
\ \ \ \ \ \ \ \ \ \ \ \
12 11 10 9 8 7 6 5 3 2 1 ppm
(=21 o fo2} | (e ~
| S| | =18l=) =Y
— [N — — N o —
i
N <0~ OWn
~ — © oM N ™M OwWw ™M o N M O
. e e e e e < MnmMnow m o o O ™M
o © 10 D D 0 1 . .
o MO ANNNN -~ N~T~ 0 O N o) o~
— R i B B B B | oY Qor~r~-rr~- O < N N N
RAF-SSY-3ME-391-ACY-CH2-P-13¢ \\ N\~ \ N\ \ NI/
Current Data Parameters
NAME RAF-SSY-3ME-391-ACY-CH2-P-13C
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210816
Time 15.22 h
INSTRUM Avance Neo 400
PROBHD 2163739 0226 (
PULPROG 2gpg30
65536 O O
SOLVENT CDC13
NS 42
DS 2
SWH 27777.777 Hz
FIDRES 0.847710 Hz o O
AQ 1.1796480 sec
RG 101
DW 18.000 usec
DE 6.50 usec
TE 297.3 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6242384 MHz
NUC1 13C
PO 2.67 usec
Pl 8.00 usec
PLW1 99.33999634 W
SFO02 400.1316005 MHz
NUC2 1H
CPDPRG([2 waltz65
PCPD2 90.00 usec
PLW2 25.07999992 W
PLW12 0.19815999 W
PLW13 0.09967500 W
F2 - Processing parameters
SI 32768
SF 100.6127764 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I I I I I I I I I I I
220 200 180 160 140 120 100 80 60 40 20 ppm|
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H NMR (400 MHz, CDCls) and **C{*H} NMR (100 MHz, CDClIs) of Compound 10j
OO~ dNM 1 — 00 O [s2l=] [}
RAF-PK-SSY-981-3BR-1H AFSAND O AR O~ o © o
DT INNNN A NS ~© N
NSNS~ NSNS [ToTeRToNTe] NN B
Current Data Parameters \‘\ /% \\/ / \/ ‘
NAME ~ RAF-PK-SSY-981-3BR-1H
[EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 021072
Time 13.49h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
[TD 54274
[SOLVENT CDCI3
NS
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
IAQ 3.2998593 sec
RG 64 O o)
DW 60.800 usec
DE 6.50 usec
TE 295.7 K
D1 1.00000000 sec
[TDO 1 O O
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
P1 15.00 usec
PLW1 9.69999981 W B r
F2 - Processing parameters
S| 32768
SF 400.1300095 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
12 11 10 9 8 7 6 5 4 1 0
™~[co|o ol (~ ™~ o
S el e o ©
ool | |~ 3V [N
—
[=2) ~NMOoO oSN
< oOdNO ML — NHdoO® O = M oM
o ¥ O « N < o O
© MMM ANNN N~ AN~ IN~© 1o} N o™
— A A o WM~~~ © < N N
RAF-PK-SSY-981-3BR-13C
Current Data Parameters
NAME RAF-PK-SSY-981-3BR-13C
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210729
Time 13.51 h
INSTRUM spect
PROBHD  2104450_0346 (
PULPROG 2gpg30
6
SOLVENT
NS
DS 0
SWH 26041.666 Hz
FIDRES 0.794729 Hz O\[(\(O
nQ 2582912 sec
RG 1030
DW 19.200 usec
DE 6.50 usec O O
TE 295.7 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238364 MHz
NUC1 13C
PO 3.33 usec Br
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00
PLW2 9.69999981
PLW12 0.26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
SI 32768
SF 100.6127760 MHz
WDW EM
SSB 0
1B 1.00 Hz
GB 0
PC 1.40
I I I I I I I I I I I I I I I I I I I I I
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0  ppm)
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RAF-PK-SSY-978-3CN-1H OE L OONN~O 0o~ o o o ~
MO OWN~LWMO ~ oS~ o o
oY YA SN A ~ © D
NNNNNNNN O W W W SV —
Current Data Parameters
NAME RAF-PK-SSY-978-3CN-1H
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210729
Time 14.01 h
INSTRUM spect
PROBHD 2104450 0346 ( @) (@)
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 1 @) 0]
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 80.6 CN
DW 60.800 usec
DE 6.50 usec
TE 295.7 K
Dl 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 2768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L /L__JLA
T T T T T T T T T
11 10 9 8 7 6 5 4 3 0 ppm
edingfsel ol [ @ D
@@ <lle N N
O | || N N
i
[<) OO NOLL O O
o) Nodddo o o N nwmnoo N o oo
© MO MMN « N~ AN~ © < N o™
— AAAAA A - o © N~ N~ © < NN
RAF-PK-SSY-978-3CN-13C
Current Data Parameters
NAME RAF-PK-S5Y-978-3CN-13C
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210729
Time 14.05 h
ect
‘ O
zgpg30
65536 O
CcDCl13
90
26041. 066 Hz O O
0.794729 Hz
82912 sec
103(
19.200
6.50
TE 295.8 CN
D1 1.00000000
D11 0.03000000
TDO 1
SFO1 100.6238364
NUC1 13C
PO 3.33
P 10.00 5
PLW1 47.00000000 W
SFO2 400.1316005
18
waltzl6
90.00 usec
9.69999981 W
0.26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
SI 8
SF 100.6127757 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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
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'H NMR (500 MHz, CDC

3) of Compound 1l1a

RAF-SSY-292-A-1H

Current Data Parameters

NAME RAF-5SY-292-A-1H

EXPNO 4

PROCNO 1

F2 - Acquisition Parameters

Date 20210427

Time 14.45

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zg30

TD 65536

SOLVENT CDC13

NS 10

Ds 2

SWH 10000.000 Hz

FIDRES 0.152588 Hz

AQ 3.2767999 sec

RG 30.72

DW 50.000 usec

DE 6.50 usec

TE 296.7 K

D1 1.00000000 sec

TDO 1

CHANNEL f1 =
500.1330885 MHz
1H

13.35 usec

16.00000000 W

F2 - Processing parameters

B3C{*H R (125 MHz, CDC
I3) and **C{*H} NMR (125 MHz, CD
OV NOWOOWOMOOWOOWOWONONWOOONOWDLM—O N ON
ONULTANAOO0ODDDOUHMMANAODOOONNNTMAN O
NONNOONANNNDDOOEONNNN AN
L i e S i i A el o o Tl To I To R T Vo I To R ol Vo To l To RN Vol To T RN ToJ To J S o

OH

O
©o
<
N

SI 65536
SF 500.1300131 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 T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
- o wn b o —
— (=) ~ o — I
[to) — — — — Q
[l N — MO O
~ M = N> n O < o 0]
RAF-SSY-292-A-13C : MR Nor A <
0] s T I e e e .
Current Data Parameters = nmANNAN A I @
NAME RAF-S5Y-292-A-13C oottt N 5
4 N %
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210427
Time 14.46
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 65536
SOLVENT CDC13
NS 22
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
oW 16.800 usec
DE 6.50 usec OH
TE 296.9 K
D1 1.00000000 sec \
D11 0.03000000 sec
TDO 1
CHANNEL £1
SFO1 125.7703637 MHz
NUC1 13c
Pl 8.90 usec
PLW1 103.00000000 w
CHANNEL £2
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
SF 125.7578284 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40 w
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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IH NMR (500 MHz, CDCls) and 3C{*H} NMR (125 MH

CHANNEL f1 =

RAF-PK-SSY-884-1H

Current Data Parameters

NAME RAF-PK-SSY-884-1H
EXPNO 15
PROCNO 1

F2 - Acquisition Parameters
Date 20210519
Time 22.09
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930

TD 65536
SOLVENT CDC13

NS 12

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72

DW 50.000 usec
DE 6.50 usec
TE 296.5 K
D1 1.00000000 sec
TDO 1

OH

t-Bu

NAME

= CHANNEL f1
25.770

CHANNEL f2 ==

RAF-PK-SSY-884-13C

Current Data Parameters
RAF-PK-SSY-884-13C
16

EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20210519
Time 22.10
INSTRUM spect
PROBHD

PULPROG

Hz
1 Hz
48 sec

) usec
) usec
sec
0.03000000 sec

13C
8.90 usec
103.00000000 W

500.132000

8
125.7577967 MHz
EM

1.00 Hz

1.40

SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300136 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
o \
T T T T T
12 11 10 6 5 4 1
wr~ o [eo
< S S| |9
AN i N —
e n o N O I~
< @ o~ NN n o o
. . . e e NO ™~
o o < wnwn e e
wn T M NN ~c~Swom
— — — — [

OH

t-Bu

T
100 80 60

S86
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'H NMR (500 MHz, CDCls) and 3*C{*H} NMR (125 MHz, CDCls) of Compound 11c

FELBEO-0R0ER39000 88 ¢

RAF-SSY-F-319-1H R R R RN g3 R
MEMNNMNBDWWG WG Wwwww < o ool o -

Current Data Parameters “/ V W \V % W ‘

NAME  RAF-SSY-F-319-1H

EXPNO

PROCNO 1

F2 - Acquisition Parameters

Date_ 20210614

Time 1818

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zg30

TD 65536

SOLVENT CDClIz

NS 9

DS 0

SWH 10000.000 Hz

FIDRES 0.152588 Hz

AQ 3.2767999 sec

RG 157.24 OH

DwW 50.000 usec

DE 6.50 usec

TE 2969 K

D4 1.00000000 sec X

TDO 1

SFO1 500.1330885 MHz F

NUC1 1H

P1 13.35 usec

PLW1 16.00000000 W

F2 - Processing parameters

sl B655:

SF 500.1300130 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB a

PC 1.00

L
T T T T T T T T T T T T
11 10 9 8 7 6 5 4 3 2 1 0

ail |~ - ol s o -
RAF-SSY-319-4-F-PH-13C o ~ - o ®mN~ @~
oo n -0 g0 wowTo ~
o= g gy 98w No N e ~
Current Data Parameters Lo e auN - Ekeg 2
NAME RAF-S8Y-318-4-F-PH-13C
BP0 2 \/ TV AV N/
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210521
Time 7.49
INSTRUM spect
PROBHD 5 mm PABEO BB/
PULPROG 2gpg30
D 65536
SOLVENT CDCI3
NS
Ds o
SWH 29761.904 Hz
FIDRES 0.454131 Hz OH
AQ 1.1010048 sec
RG 197.27
Dw 16.800 usec
CE 6.50 usec \
TE 296.7 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1 F
== CHANNEL f1 ==
125.7703637 MHz
13C
8.90 usec

PLW1 103.00000000 W

SFO2

500.1320005 MHz

NUCz

1H

T

T T T

T

T

T
210 200 190 180 170 160 150 140 130 120 110 100 90

T
80

ppm
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139F NMR (470 MHz, CDCIz) of Compound 11c

RAF-SSY-4-F-OH-ALLYL-19F g;
™
o~
—

Current Data Parameters !
NAME RAF-SSY-4-F-OH-ALLYL-19F ‘
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210608 OH
Time 16.35
INSTRUM spect
PROBHD 5 mm PABBO BB/ \
PULPROG zgflgn
TD 131072
SOLVENT CDC13
NS 16 F
DS 0
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767168 sec
RG 119.07
DW 4.400 usec
DE 6.50 usec
TE 297.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 470.5453180 MHz
NUC1 19F
Pl 19.75 usec
PLW1 55.00000000 W
F2 - Processing parameters
SI 65536
SF 470.5923770 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
f
i T i T T i T i T i T i T T i T i T T
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppm
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'H NMR (500 MHz,

RAF-PK-SSY-883-1H

Current Data Parameters

NAME RAF-PK-SSY-8831H
EXPNO 15
PROCNO 1
F2 - Acquisition Parameters
Date 20210519
Time 21.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 10
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72
DW 50.000 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
TDO 1
CHANNEL f1
500.1330885 MHz
1H
13.35 usec

16.00000000 W

@
~
®
~

CDCIlz) and 3C{*H} NMR (125 MHz, CDCIs) of Co
LWANONYTADLTDONTOLTOOOONONOMONIDONNDD®ROM®
DODORNOCOOIRNRIONTODAINROONTOOINNODDON S MM
ANNANNNANNONDNNRNANNRONROXAAAAATODND D0 © QOO
NNNNNNNNOCOOOUBLLLULOULOLOLOLLLOLBLLWLOLSSSOANNNN

OH

OMe

F2 - Processing parameters
SI 65536
SF 500.1300000 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 T
12 11 10 9 8 7 6 4 3 1 0 ppm
o cﬁ/o N o © 10 ofo)
Isit=lt=lt=) S S|lo - S||a@
Al | - AN~ o || O
RAF-PK-SSY-883-13C = ~oTTaN ©
™ AN N~OL ™M n oo o o
. e e e e N O~ © ~ ~
© nDHOOOor~ o Ce e . .
Current Data Parameters n MM N NN A — [ A L i
NAME RAF-PK-SSY-883-13C N i A A -0 Ly -
EXPNO 16
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210519
Time 21.54
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 65536 OH
SOLVENT CDC13
NS 28
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
a0 1.1010048 sec \
G 197.27
D 16.800 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec OMe
D11 0.03000000 sec
TDO 1
"HANNE. f1
SFO1 125.7703637 MHz
NUCL c
Pl 8.90 usec
PLW1 103.00000000 W
CHANNEL f2
SFO2 500.1320005 MHz
NUC2
CPDPRG[2
PCPD2 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
sI 32768
SF 125.7577993 MHz
WDW EM
SSB 0
LB 1.00 Hz
cB 0
PC 1.40
) I ) I ) I ) I ) I ) I ) I ) I ) I I ) I )
200 180 160 140 120 100 80 60 40 20 0 ppm
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1H NMR (400 MHz, CDCl3) and 3C{*H}
R EE RN EEEEE]
FYERJRAELIRETEES Y
HNHMHHNHSHSNK’SH"S

RAF-PK-SY-892-2F-1H

Current Data Parameters

NAME RAF-PK-SY-882-2F-1H
EXPNOC 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210524

Time 20.40 h
INSTRUM Avance
PROBHD Z163739_0237 (
PULPROG Zg30

D 51724
SOLVENT CDCI3
NS

Ds 0

SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 29999919 sec
RG 32

DwW 58.000 usec
DE 13.14 usec
TE 298.8 K

D1 1.00000000 sec
TGO 1

SFO1 400.3024719 MHz
NUC1 1H

PO 267 usec

P1 8.00 usec
PLW1 21.61000061 W

F2 - Processing parameters

OH

S| 65536

SF 400.3000000 MHz

WDwW EM

SSB V]

LB 0.30 Hz

GB

PC 1.00 ) i
T T T T T T T T T T T T T T

11 10 9 8 7 6 5 4 3 2 1 0 ppm
=l - oif - ol
RAF-PK-SY-892-2F-1H N OYr~OoWT RN
@w M CAOMNMONFEFFST-TNO NS O @0
OW TOOWWININTWWW - <
Current Data Parameters PF PREFSETEEREEEFE EREEE g
NAME RAF-PK-SY-892-2F-13C
ExNo s N NV
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210524
Time 2043 h
INSTRUM Avance
PROBHD Z163739_0237 (
PULPROG Zgpg3o
TD 65536
SOLVENT CDCI3 OH
NS
Ds 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz \
AQ 11796480 sec
RG 101
DwW 18.000 usec
DE 6.50 Usec F
TE 2995 K
[o]] 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 1006669898 MHz
NUC1 13C
PO 267 usec
P1 8.00 usec
PLW1 96.44999695 W
SFO2 400.3016012 MHz
NUC2 1H
CPDPRG[2 waltzés
PCPD2 90.00 usec
PLW2 21.61000061 W
' y " y
T T T T T T T T T T T T T
240 220 200 180 160 140 120 100 80 60 40 20 0 ppm
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19F NMR (470 MHz, CDCIz) of Compound 11e

RAF-SSY-PK-2-F-19F S

o
—
—

Current Data Parameters !

NAME RAF-SSY-PK-2-F-19F

EXPNO 4

PROCNO 1

F2 - Acquisition Parameters

Date_ 20210608

Time 16.31

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgflgn

TD 131072

SOLVENT CDC13

NS 16

DS 0

SWH 113636.367 Hz

FIDRES 0.866977 Hz

AQ 0.5767168 sec OH

RG 119.07

DW 4.400 usec

DE 6.50 usec

TE 297.0 K \

D1 1.00000000 sec

TDO 1 F

======== CHANNEL f1l ========

SFO1 470.5453180 MHz

NUC1 19F

Pl 19.75 usec

PLW1 55.00000000 W

F2 - Processing parameters

SI 65536

SF 470.5923770 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 " T
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppn|
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1H NMR (400 MHz, CDCls) and 3C{*H} NMR (100 MHz, CDCls) of Compound 11f

RAF-PK-SY-891-2CL-1H

Current Data Parameters

o o © W0 MO O
Moo N DT NO®XQ
@ N OIS ITH®
1010 10 6 (NN NN

|
z
§

NAME RAF-PK-SY-891-2CL-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210524
Time 20.24 h
INSTRUM Avance
PROBHD 72163739_0237 (
PULPROG 2g30
TD 51724
SOLVENT CDC13
NS 18
Ds 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
0 2.9999919 sec OH
RG 101
DW 58.000 usec
DE 13.14 usec
TE 298.8 K
D1 1.00000000 sec \
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec Cl
P1 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
ke
T T T T T T T T T T
12 11 10 8 7 6 5 4 3 2 ppm
NN o DN
clle < N~
| | i 1]
-0~ H MO
—HH O NMO O N — O 0 M o
L oM O WO I (&)
— < — O O~ WO © e e .
TN NNNN A -~ oo —
o o~~~ o <
kAP PR-SY-891-20T-13C V2, N
Current Data Parameters
NAM RAF-PK-SY-891-2CL-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210524
Time 20.27 h
INSTRUM Avance
PROBHD 2163739_0237
PULPROG -
2777
0.847
1.1796 \
1&)0000066
0.03000000 CI
1
100.66698
1
8.00 usec
98.44999695 W
400.3016012 MHz
H
waltz65
90.00 usec
21.61000061 W
0.17075001 W
0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555248 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
pPC 1.40
| | h
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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RAF-SSY-2-BR-PH-320-1H

Current Data Parameters
NAME RAF-SSY-2-BR-PH-320-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210522
Time 23.05 h
INSTRUM Avance
PROBHD 2163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 16
DS 0
SWH 8620.689 Hz OH
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 32
DW 58.000 usec \
DE 13.14 usec
TE 299.1 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUCL 1H
) 2.67 usec Br
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000000 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 T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
Pl gl 2] o (=2} b ©
c|o|e < < < -
— Ol — N — N
o o) < O ) [~ <~
— [~ < WoMm <~ — O O " wn
. e e e e e M O O < ©
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A A A A e <
RAF-SSY-2-BR-PH-320-13C ‘ \\\/ /// \\//
Current Data Parameters
NAME RAF-SSY-2-BR-PH-320-13C
EXPNO 3
PROCNO
F2 - Acquisition Parameters
Date_ 20210522
Time 23.06 h
INSTRUM Avance
PROBHD Z163739_0237 (
PULPROG 0
TD 6
SOLVENT 13
2 : OH
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec
RG 101 \
DW 18.000 usec
DE 6.50 usec
TE 299.2 K
D1 1.00000000 s
D11 0.03000000
TDO 1
SFO1 100.6669898 MHz
NUC1 13 Br
PO 2.67 usec
Pl 8.00 usec
PLW. 98.44999695 W
SFO2 400.3016012 MHz
NUC2 H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
SF 100.6555268 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
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 T
200 180 160 140 120 100 80 60 40 20 0 ppm|
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1H NMR (500 MHz, CDCls) and 3C{*H} NMR (125 MHz, CDCls) of Compound 11h
RAF-SSY-318-3-ME-PH-1H NANNONONNOAN MM MS WO N 0 0m

Current Data Parameters

NAME RAF-5SSY-318-3-ME-PH-1H
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210521
Time 7.58
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536 OH
SOLVENT CDC13
NS 7
DS 0
SWH 10000.000 Hz X
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 9.88
bW 50.000 usec
DE 6.50 usec
TE 296.3 K
D1 1.00000000 sec Me
TDO 1
CHANNEL f1
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 ppm
N(O)]d o o) o N[N
Nlo|o|o S S| |© SIS
|0 — N — oO/N|M
O <O 0MOTr~ O
Do OoO M n o " N — @
P N O~ N 0 N
oM~ <0 WO N~ e e e . .
<TTOONNNN A ~c~wom ™ —
e R R s B R [ < ~N
RAF-SSY-318-3-ME-PH-13C ‘ \ \ \I // / \\//
Current Data Parameters
NAME RAF-SSY-318-3-ME-PH-13C
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date 20210521
Time 7.59
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
wo 65536 OH
SOLVENT cpel3
NS 9
0 \
29761.904 Hz
FIDRES 454131 Hz
1.1010048 sec
197.27
u
u
296.4 K
1.00000000 s
0.03000000 s
0 i Me
= CHANNEL f1
125.7703
13
8.90
103.00000000
77777777 CHANNEL £2
SFO2 500.1320005 MHz
125.7578215 Mz
EM
0
1B 1.00 Hz
GB 0
BC 1.40
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm
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RAF-SSY-3, 5-CL-PH-315-1H

Current Data Parameters

NAME RAF-SSY-3, 5-CL-PH-315-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210522
Time 23.00 h
INSTRUM Avance
PROBHD 7163739_0237 (
PULPROG zg30
™D 51724 OH
SOLVENT cDC13
NS 7
DS 0 Cl
SWH 8620.689 Hz
FIDRES 0.333334 Hz \\\\
AQ 2.9999919 sec
RG 86.445
DW 58.000 usec
DE 13.14 usec
TE 299.1 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz Cl
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000000 MHz
WoW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 1 ppm
(=) ™ N [t} ol |©
S “ N — <) ™
) i i i aif |
S O 00> SO
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RAF-SSY-2-BR-PH-320-13C ‘ \<>§/ ///// \A/)/
Current Data Parameters
NAME RAF-SSY-2-BR-PH
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210522
Time 23.06 h
INSTRUM Avance
PROBHD  2Z163739_0237 ( OH
PULPROG c
TD
SOLVENT CI
NS
DS 0 ‘\\\\\
SWH 27777.777 Hz
FIDRES 0.847710 Hz
i) 1.1796480 sec
RG 101
18.000
6.50
299.2
1.00000000 sec
0.03000000 sec
; Cl
100.6669898 MHz
13C
2.67 >
.00 usec
98.44999695 W
400.3016012 MHz
H
waltz65
90.00 usec
21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
SF 100.6555268 MHz
WDW EM
ssB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm|
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'H NMR (500 MHz, CDCIs) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 12a
RARTSSYT293-ATIH LR88-g29eaNs 0QRRSY 22033IILLLINBCLAALLING
RRRERRRRERRE SOORNRKGE WOOVRBRNNNNNNEREOOOOCOONH

Current Data Parameters

NAME RAF-SSY-293-A-1H
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date 20210503
Time 0.03
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 7
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz OH
AQ 3.2767999 sec
RG 30.72
DW 50.000 usec O
DE 6.50 usec
TE 295.4 K
D1 1.00000000 sec O
TDO 1
= CHANNEL f1l == o
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300130 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
12 11 10 9 8 7 6 5 4 2 1 0 ppm
| o| [~ ~|o| (o~
@ <l |2 XD (NN
<l -l o <l [mlo
RAF-SSY-293-A-13C
© ™M o @ [To}
n N © WMo TN ~ O < O
. I . oo O~ O SO~ Ao
X ) < © ~ o . o e .. . e .
g;ége"t D;;;_;g§fg:§f;fl3h < N NN o — o~ O O NS S S
EXPNO * SeTRL — — — W ™~ ™~~~ MO N NN N
1 N/ NN NN
F2 - Acquisition Parameters
Date_ 20210503
Time 0.04
INSTRUM spec
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 65536
SOLVENT cpcl13
NS 11
DS 0
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
DW 16.800 usec OH
DE 6.50 usec
TE 295.5 K
Dl 1.00000000 sec O
D11 0.03000000 sec
TDO 1
CHANNEL f1 = ()
125.7703637 MHz
13C
8.90 usec
103.00000000 w
CHANNEL f2 ==
500.1320005 MHz
18
waltz16
80.00 usec
16.00000000 W
0.44556001 W
0.22411001 W
F2 - Processing parameters
ST 32768
SF 125.7578007 MHz
WDW EM
SSB 0
LB 1.00 Hz
1.40
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (500 MHz, CDCIs) and 3C{*H} NMR (125 MHz, CDClIz) of Compound 12
T2 E 358 ONSSCESR0%5S%J3E80S
RAF-PK-SSY-984-T-BU-1H (R res R R N G A S R ]

P
N

Current Data Parameters
NAME  RAF-PK-SSY-984-T-BU-1H

5.087
é5.077
5.067|

EXPNO 5
PROCNOC 1
F2 - Acquisition Parameters
Date_ 20210801
Time 14.36
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDClI3
NS 12
Ds o
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 10.65
Dw 50.000 usec OH
DE 6.50 usec
TE 296.0 K O
D1 1.00000000 sec
TDO 1
=====c== CHANNEL 11 === (@]
SFO1  500.1330885 MHz t-Bu
NUC1 1H
P1 13.35 usec
PLW1 16.00000000 W
F2 - Processing parameters
5] 65536
SF 500.1300000 MHz
WDW EM
SSB
LB 0.30 Hz
GB 0
PC 1.00 L‘
U MA\ I. 1
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
|t 9| (&= [+] ol (e|e
] bt 2f |2 ] S22
oo | = =) ol|oN| o e
-
RAF-PK-SSY-984-T-BU-13C 8 8 93 2 cngTe cazarras
=] - W =] [NSE M~ R Rl
Current Data Parameters Lol o NN e b kkeg IRUIIRE
NAME  RAF-PK-SSY-284-T-BU-13C
BoNo ¢ I Y | A4 ~NN Ve
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210801
Time 1437
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG Zgpg30
TD 65536 OH
SOLVENT cDCl3
NS
DS o (@)
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec O
RG 197.27 t-Bu
DW 16.800 usec
DE 6.50 usec
TE 2962 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
== CHANNEL {1 ========
SFO1 125.7703637 MHz
NUC1 13C
P1 8.90 usec
PLW1 103.00000000 W
=== CHANNEL 12 ========
SFO2 500.1320005 MHz
NUC2 1H
o 4 L ol
T T T T T T T T T T T T T T T T T T T T T
210 200 1%0 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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RAF-PK-SSY-982-4F-1H

Current Data Parameters

NAME RAF-PK-SSY-982-4F-1H
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210801
Time 14.42
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz OH
AQ 3.2767999 sec
RG 106.54
DW 50.000 usec
DE 6.50 usec O
TE 296.0 K
D1 1.00000000 sec
TDO 1 O
== CHANNEL f1l = F
500.1330885 MHz
1H
13.35 usec
16.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300132 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 T
12 11 10 9 8 7 5 4 3 2 1 0 ppm
ol (@ — N ~ < |0 o
NN Q| |e @ N N
N (N - - o NN N
—
o o — -~ o @0 N o~
o o < A — O el @ N 19} ™M~ O O O~
. . . . .. . — 0 oCwVWAN—HHO
™ o o ~~ [ToNTe) o .. . [
NelNe] < NN — o N N o AN S NN
— — — — — 0 oo o~ MmN N NNN
kar-pK-ssY-982-4F-13¢ | | VY] Vo NRPZ
Current Data Parameters
NAME RAF-PK- 982-4F-13C
PN 7
F2 - Acquisition Parame
Date 20210801
Time 14.43
INSTRUM spec
5 mm PABBO BB/ OH
29761.904 Hz O
0.454131 Hz
1.1010048 sec
197.27
usec
usec F
= CHANNEL f1
125.7703¢
8.9
103.00000000
= CHANNEL f2
500.1320
CPDPRG[2 waltzl
80
2 16.00000
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
SI 32768
125.7577890 MHz
EM
1.00 Hz
.40
T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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19F NMR (470 MHz, CDCIz) of Compound 12c

RAF-PK-SSY-982-4F-19F @
L0
—
—
Current Data Parameters
NAME RAF-PK-SSY-982-4F-19F
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210801
Time 14.52
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgflgn
TD 131072
SOLVENT CDC13
NS 16
DS 0
SWH 113636.367 Hz
FIDRES 0.866977 Hz
20 0.5767168 sec OH
RG 119.07
DW 4.400 usec
DE 6.50 usec C)
TE 296.5 K
D1 1.00000000 sec
TDO 1 E O
======== CHANNEL fl ========
SFO1 470.5453180 MHz
NUC1 19F
Pl 19.75 usec
PLW1 55.00000000 w
F2 - Processing parameters
SI 65536
SF 470.5923770 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
W
T T T T T T T T T T T T
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppm
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'H NMR (400 MH
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RAF-SSY-2-OME-HOMO-1H

Current Data Parameters

NAME RAF-SSY-2-OME-HOMO-1H
EXPNO 13
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210807
Time 17.19 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13 OH
NS 25
DS 0
SWH 8223.685 Hz ()
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 16l
DW 60.800 usec ()
DE 6.50 usec
i 2564 K OMe
Dl 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
ST 32768
SF 400.1300100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
l_A S ¢ . k«»,,
T T T T T T T T T T T
12 11 10 8 7 6 5 4 2 1 0 -1 ppm
[l [=1{=11] oo (2] < (—H|O [
O=[—|™ [=]t=] ] =] Q| |™
O] | (] o ||
™~ N o N ™M [r9) <))
™ M o o ™ [ee] — O~ ~ [l N
. . .. . . Moo N W o NN O
© N 0o o o e e e e . “ e e e
o M N NN — o — >~ 0 W o 9} N SN
— — — — 0 [~ [~~~ N MM NNN
A P-55Y-2-OME-HOMO-130 VTTT O\ NRV
Current Data Parameters
NAME RAF -2-OME-HOMO-13C
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210807
Time 17.33 h
INSTRUM spect
PROBHD  7104450_0346 (
PULPROG “zgpg30
OH
SOLVENT
NS
O
9 Hz
sec
usec (:)
usec
1.00000000 OMe
0.03000000
1
100.6238364 MHz
13c
3.33 usec
10.00 usec
47.00000000 W
400.1316005 MHz
waltzl6
90.00 usec
9.69999981 W
26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
sI 32768
SF 100.6127720 MHz
WDW EM
5sB 0
LB 1.00 Hz
GB 0
PC .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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H NMR (500 MHz, CDClI3) and **C{*H} NMR (125 MHz, CDClIs) of Compound 12e
HTOFAONMAdONOWAddY dd AN~ M0OMm OISO AN NOMNMLO MO 4 ANN®X WO O
SE58NHR28558520885388 S0 QE6 8300 EERRNREEY
NNNNNNNNNNNNGG 60001010 Heddddddddddddddddddd

RAF-PK-SSY-987-2F-1H

Current Data Parameters

NAME RAF-PK-SSY-987-2F-1H
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210801

Time 15.01
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 13

DS 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72

DW 50.000 usec
DE 6.50 usec
TE 296.0 K

D1 1.00000000 sec
TDO 1

|

CHANNEL f1
500.1330885 MHz
1H
13.35 usec
16.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300135 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
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
wis|o|m Ol [52] <N D
o|s|al+ 3|la =] A =1
||| | o NN o
n O —HO MWW W W
n O OO TANNOO AN el — O 1 O < O O A NMN
[ [ . —H O N O~ O O TN HO O
[@ee] — = 00 0 [~ < W< o L P
© 0 OO ANNNNNN—A A O NS ERRCRCE AN TS NN
— A A A A A A A A W~~~ 0 MM N NNN
RAF-PK-SSY-987-2F-13C \ / \\V// ‘ \ \V / \j \j V
Current Data Pa
NAME RAF-PK
EXPNO
PROCNO
F2 - Acquisition Parameters
Date_ 20210801
Time 15.01
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
D 65536
SOLVENT €pC13
NS 36
0 OH
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27 o
DW 16.800 usec
DE 6.50 usec
TE 296.0
Dl 1.00000000 =
D11 0.03000000 F O
TDO 1
CHANNEL f1
125.7703637
8.90 usec
103.00000000 W
CHANNEL £2
SFO2 500.1320005 MHz
NUC2 E
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
ST 32768
7577967 MHz
EM
0
1.00 Hz
0
1.40
" T ‘ "
s g Y v b "
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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19F NMR (470 MHz, CDCIz) of Compound 12e

RAF-PK-SSY-987-2F-19F ul\v

o
—
—

Current Data Parameters !

NAME RAF-PK-SSY-987-2F-19F

EXPNO 13

PROCNO 1

F2 - Acquisition Parameters

Date_ 20210801

Time 15.03

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgflgn

TD 131072

SOLVENT CDC13

NS 16

DS 0

SWH 113636.367 Hz

FIDRES 0.866977 Hz OH

AQ 0.5767168 sec

RG 119.07 O

DW 4.400 usec

DE 6.50 usec

TE 296.5 K

D1 1.00000000 sec O

TDO 1 F

======== CHANNEL f1l ========

SFO1 470.5453180 MHz

NUC1 19F

Pl 19.75 usec

PLW1 55.00000000 W

F2 - Processing parameters

SI 65536

SF 470.5923770 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
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppn|

S102



1H NMR (400 MHz, CDCls) and 3C{*

RAF-PK-SSY-990-2CL-1H

Current Data Parameters

NAME

RAF-PK-SSY-990-2CL-1H
1

EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date 20210801

Time 11.09 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30

TD 54274
SOLVENT CDC13

NS 19

DS 0

SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 50.8

DW 60.800 usec
DE 6.50 usec
TE 295.4 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324710 MHz
NUC1 1H

PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W

SI

F2 - Processing parameters
32768

MHz, CDClIs) of Compound 12f
O o © DN ONNMNMNOONONMNNONMINS
N O © I~ NNOTONTOOODODON~NM—A-AO®
40O OO OMNMNNNMNNNNA

NTTTES\——

OH

Cl

SF 400.1300095 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T
11 10 5 4 3 2 1 0 ppm
< | @ < o INIA
=S 2 o ST !
|| N i o | LN |©
O O O — [~ o))
O W0~ o T AN O © O S~ NN O
L . — MO W N~ N—HOO
N — O 00 ™~ WO () . . . . . . . . . . .
TN N NN KN (e} NI~r~ 0o NN S NN
e B B B B B | — @~~~ M oMOANNNN
RAF-PK-SSY-990-2CL-13C ‘ \\\/ ‘ \\// / \\ \I /
Current Data Paramet.
NAME RAF-PK-SSY- 990 2CL-13C
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210801
Time .10 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG “2gpg30
E OH
SOLVENT CDCl"
32
DS 0 ()
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 1030
o O
. Cl
TE 95.5
D1 1.00000000
D11 0.03000000 s
TDO 1
SFO1 100.6238364 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLWL 47.00000000 W
SFO2 4C0.1316005 MHz
NUC2
CPDPRG[2 w1l Zl@
PCPD2 00 usec
PLW2 9. 699“9381 w
PLW12 0.26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
ST 32768
SF 100.6127761 MHz
WDW
SSB
LB 1.00 Hz
GB
PC 1.40
y L m 4 e ™ el L
T T T T T T T T T
220 200 180 120 80 60 40 20 0 ppm|
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RAF-PK-SSY-985-3BR-1H

Current Data Parameters

NAME RAF-PK-SSY-985-3BR-1H

EXPNO 3

PROCNO 1

F2 - Acquisition Parameters

Date_ 20210801

Time 14.30

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zg30

TD 65536

SOLVENT CDC13

NS 9

DS 0

SWH 10000.000 Hz

FIDRES 0.152588 Hz

AQ 3.2767999 sec

RG 30.72

DW 50.000 usec

DE 6.50 usec

TE 295.9 K

D1 1.00000000 sec

TDO 1

CHANNEL f1 =
500.1330885 MHz
1H

13.35 usec
16.00000000 W

F2 - Processing parameters

Br

ST 65536
SF 500.1300131 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
pC 1.00 JUU
. L
T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
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RAF-PK-SSY-985-3BR-13C ‘ N/ ‘ N\ NI N
Current Data Parameters
NAM] RA!
e
D1 1.00000000 sec
D11 0.03000000 sec O
TDO 1
CHAN
! Br
3 8.90 usec
3 .00000000 W
L £2 -
500.1320005 MHz
1H
waltzlé
00 usec
16.0000 0w
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
32768
125.7577993 MHz
EM
0
1.00 Hz
0
1.40
J
I I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 0 ppm
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1H NMR (400 MHz, CDCls) and 3C{*H} NMR (100 MHz, CDCls) of Compound 12h
RAF-SSY-3-ME-HOMO-1H OdNMNITIWOND o o< OO NLOMOWLNN

Current Data Parameters

/
\

NAME RAF-SSY-3-ME-HOMO-1H
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210821
Time 14.37 h
INSTRUM spect
PROBHD 7104450_0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 6
DS 0
SWH 8223.685 Hz OH
FIDRES 0.303043 Hz
AQ 3.2998593 sec ()
RG 161
DW 60.800 usec
DE 6.50 usec
TE 295.9 K (@)
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300102 MHz
WDwW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 AAJMU
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
ofm o] (o — | o
Fﬂ < <l @ b o m
o|o -| |o ™ oo —
—
M O OO O~ 3]
H o O ~ < O O LU0 OO N
. e e e . oMo W0 WON—HAOO
< M~ O~ ON o . . . [
M NN NN o NSO NN NN A
o o — ™~~~ ™~ MO NNNNN
RAF-SSY-3-ME-HOMO-13C ‘ ‘ w// ‘ \\\// \\ \ V/
Current Data Parameters
NAME RAF-SSY-3-ME-HOMO-13C
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210821
Time 14.42 h
INSTRUM spect
PROBHD 2104450 0346 (
PULPROG 2gpg30
™ 65536 OH
SOLVENT cDpCl3
NS 121
DS 0
SWH 26041.666 Hz O
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG
DW ()
DE
TE
o0
TDO 1
SFO1 100.6238364 MHz
NUC1 13C
PO 3
P1 10.00
PLW1 47.00000000
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 9.69999981 W
PLW12 0.26944000 W
PLW13 0.13552999 W
F2 - Processing parameters
SI 32768
100.6127734 MHz
EM
0
1.00 Hz
.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

S105



IH NMR (400 MHz, CDCls) and 3C{*H} NMR (100 MHz, CDCls) of

RAF-PK-SSY-988-3,5-CL-1H

n OASIHMWOLNOMLU DLW 00
[Tel ONULNONAOONNTNOONO
S BWORBDRBRENNENN OO
[Te} TATA A A A A AAAAAAA A

—7.225
5.067
4.669
4.653

—3.575

Current Data Parameters
NAME RAF-PK-55Y-988-3, 5-CL-1H
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210801
Time 15.23 h
INSTRUM spect OH
PROBHD 72104450_0346 ( CI
PULPROG 2930 (@)
TD 54274
SOLVENT CDC13
NS 25
Ds 0 O
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec Cl
RG 50.8
DW 60.800 usec
DE 6.50 usec
TE 295.7 K
Dl 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
ST 32768
SF 400.1300102 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 T
12 11 10 8 7 6 5 4 3 2 1 0 ppm
[s2] o [ee] N Yo}
o) 3| |© o | o)
N — — o NN :
N N ™ O )
N - — o < n — O O MO O N O
N . .. . N ™M O © S ANNAHO O
© < o~ <t o . . e s . . e e e
< ™ AN N o N~ O ON M N NN
— — — — QO r~r- -~ MM ANNNN
kar-pr-ssv-o8s-3,5-cL-13c | | || RN NRPZ
Current Data Parameters
NAME RAF-PK-S5Y-988-3, 5-CL-13C
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210801
i 15.25 h
INSTRUM spect
PROBHD ~ 2104450_0346 (
PULPROG OH
SOLVENT
NS CI
e 0
Hz
sec
usec 0o
usec
K
1.00000000 sec
0.03000000 sec Cl
1
100.6238364 MHz
13c
3.33 usec
10.00 usec
47.00000000 W
400.1316005 MHz
1H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLW2 9.69999981 W
PLW12 0 944000 W
PLW13 0.13552999 W
F2 - Processing parameters
32768
100.6127752 MHz
EM
0
1.00 Hz
0
1.40
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppn|
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RAF-SSY-345-1,2-DOIL-ME-1H

Current Data Parameters

NAME RAF-SSY-345-1,2-DOIL-ME-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210707
Time 21.04
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 25
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 197.27
DW 50.000 usec
DE 6.50 usec
TE 297.1 K
D1 1.00000000 sec
TDO 1
CHANNEL f1
500.1330885 MHz
1H
13.35 usec

16.00000000 W

F2 - Processing parameters

SI 6553

SF 500.1300000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

)

dr=1:1.2

~
o

o1 4
~
w
N
[
o

12 11 10 9 8 ppm
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=gt 25 Y
OO OO0 00 WO WW M L ) . . . .
MO MHOANNNANNNNNNOO O NNHO — 0
R B A e B e B O O O O e B e B | e e e S < —
RAF-SSY-345-1, 2-DOIL-ME-13C \x\\%/ // \\ \%/ \/ \/
Current Data Parameters
NAME RAF-S -345-1,2-DOIL-ME-13C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210707
1.28
ect
5 mm PABBO BB/
g
: (@)
29761.904 Hz
0.454131 Hz
1.1010048 sec
197.27 O
16 0
.50 u.
297.8 K
1.00000000 sec
0.03000000 sec = -
° dr=1:1.2
8.90 usec
103.00000000 W
CHANNEL f2 =
500.1320005 MHz
1H
waltzlé
80.00 usec
6.00000000 W
0.44556001 W
0.22411001 W
F2 - Processing parameters
SI 32768
SF 125.7577921 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (400 MHz,

[EN
o

<

Q
&

3
i)
o}
c

N
QD
(e

s P

RAF-SSY-345-1,2-DIOL-HEX-1H

3508 &S
3.491

3.452| T
3.433 N
3.030]™

3.019 ()
3.008) O

3.472]
3.001]

%
|

2.993]
2.971]

2.965 O
2.959| =h
1.448
1.430 Q
1.415
1.400
1.383
1.366

1.3500

13320 ©.
1.322]
1.307|
0.966

Current Data Parameters
NAME RAF-SSY-345-1,2-DIOL-HEX-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20210611
Time 20.51 h
INSTRUM Avance
PROBHD 2163739 0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
A0 2.9999919 sec (@)
RG 32
DW 58.000 usec
DE 13.14 usec
TE 297.8 K O
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H dr=1:14
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
J\JJ L
T T T T T T T T T T T T T
11 10 9 8 7 6 5 4 3 2 1 0 -1 ppm
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Current Data Parameters
NAME RAF-SSY-345-1, 2-DIOL-HEX-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210611
Time 20.53 h
INSTRUM Avance
PROBHD 2163739 0237 (
PULPROG 2gpg30
D 65536
SOLVENT cDpCl3
NS 50 O
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec O
RG 79.0971
DW 18.000 usec
DE 6.50 usec
TE 298.4 K
D1 1.00000000 sec dr=114
D11 0.03000000 sec
TDO 1
SFO1 100.6669898 MHz
NUC1 13C
PO 2.67
Pl .
PLW1 98.44999695
SFO2 400.3016012
NUC2 10
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 ¥
PLW13 0.08588400 W
F2 - Processing parameters
ST 32768
SF 100.6555235 MHz
WDW EM
SsB 0
LB 1.00 Hz
GB 0
PC 1.40
N . N N f W_—
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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7.362]

RAF-SSY-349-STY-1H

Current Data Parameters

NAME RAF-S55Y-349-STY-1H
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date 20210619
Time 8.52
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 6
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 30.72
DW 50.000 usec
DE 6.50 usec
TE 297.0 K
D1 1.00000000 sec
TDO 1
CHANNEL f1
500.1330885 MHz
1H
13.35 usec

F2 - Processing parameters

dr=1:1.5

SI 65536
SF 500.1300131 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 T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
© O] [ [e]]ce] i
~ ©|S| |~ ®|S ~ ©
(=)} O | O - o™
—
LAOLIOATANT OO NONOLDO
MDAV~ ONITNONNOINOMOAOHWOWMm OO T M o
NORRTEN TSN NYN 9gnaTIR T
A OYLOH O OYO) O W OWOWOWTIM™WWWLWLWLW D Y ..
MMM ANNNNNNNNNNNNOO O~ W0WON A — O
A A A A A A A A A A A A A A A A A | e e e L = <
RAF-SSY-349-STY-13C EESS V  N Y%
Current Data P
NAME RAF
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210619
Time 8.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30 O
TD 6
SOLVENT
i Ph
Ds
SWH O
FIDRES
AQ
RG
oW
o dr=1:1.5
Dl
D11
TDO
= CHANNEL f1l
125.7703637 MHz
103.00000
=== CHANNEL f2
500.132000
e i ' y
—
200 180 160 140 120 100 80 60 40 20 0 ppm
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDClIz) of Compound 2ad
O NOOT A M RIS o0 O M~ oM © © [ E=] [
STANNHAHO O 0 0 < M AN W0 o N — OO © I <t M ~
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RAF-SSY-345-1, 3-DIOL-1H

Current Data Parameters
NAME RAF-SSY-345-1, 3-DIOL-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210611
Time 19.41 h
INSTRUM Avance
PROBHD 72163739 0237 (

PULPROG zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz O
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 101
DW 58.000 usec O
DE 13.14 usec
TE 297.6 K
D1 1.00000000 sec
TDO 1
SFO1 400.3024719 MHz
NUC1 1H
PO 2.67 usec
Pl 8.00 usec
PLW1 21.61000061 W
F2 - Processing parameters
SI 65536
SF 400.3000000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00 1

T T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 0 ppm
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RAF-SSY-345-1,3-DIOL-13C ‘ \'/ \‘/ ‘ ‘ ‘
Current Data Parameters
NAME RAF-SSY-345-1,3-DIOL-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20210611
Time 19.43 h
INSTRUM Avance
PROBHD  z163739_0237 (
PULPROG 2gpg30
TD 65536
SOLVENT cDCl3
NS 50
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz
AQ 1.1796480 sec O
RG 76.6253
DwW 18.000 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec O
D11 0.03000000 sec
TDO 1
SFO1 100.6669898 MHz
NUC1 13C
PO 2.67 usec
Pl 8.00 usec
PLW1 98.44999695 W
SFO2 400.3016012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555199 MHz
WDW EM
SsB 0
LB 1.00 Hz
GB 0
PC 1.40
| J "
T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm|
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H NMR (500 MHz, CDCls) and **C{*H} NMR (125 MHz, CDCIs) of Compound 2ae
RAF-SSY-345-1, 3-DIOL-2ME-1H NN~ O NS N~ NOONM® © ~
TNAOD XN © O 0t M WO N D ™ o
MOMOONNNNN oo CoOSS o N ~
NNNNNNNNNS <+ << R R R NN - <]
Current Data Parameters
NAME RAF-5SY-345-1, 3-DIOL-2M]
EXPNO 4
PROCNO 1
- Acquisition Parameters
Date 20210706
17.34
k) t
5 mm PABBO BB/
PULPROG zg30
65536
SOLVENT CcDC13
N 16
10000.000
s 0.152588
3.2767999
48.36
0.000 u:
E 6.50 u:
TE 296.8 K
D1 1.00000000
TDO 1
CHANNEL f1 O
500.13
P1 13.35 usec
PLW1 16.00000000 W O
F2 - Processing parameters
SI 65536
SF 500.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A ] 1 .
T T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 ppm
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= < ol |2 |
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RAF-SSY-345-1,3-DIOL-2ME-13C ‘ \'/ \‘/ ‘ ‘ \/
Current Data Parameters
NAME RAF-SSY-345- 3-DIOL-2ME
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date, 20210706
- 7.35
INSTRUM spect
PROBHD 5 mm PABBO BB/
0.454131 Hz
1.1010048 sec
1 ]
16.800
§% O
296.8
1.00000000
0.03000000
CHANNEL f1
125.7703637 MHz
13C
8.90 usec
103.00000000 W
CHANNEL f2 =
500.1320005
C2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001
F2 - Processing param
s1 32768
SF 125.7577965 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
[ L
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm|
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RAF-SSY-345-1, 3-DIOL-ET-1H

Current Data

NAME
EXPNO
PROCNO

F2 - Acquisition Parameters

Date_

Time
INSTRUM

Parameters
RAF-SSY-345-1, 3-DIOL-ET-1H
1

1

20210611
19.47 h
Avance

7.306
7.290
7.283
7.276
7.271
7.254
4.664
4.651
4.638

PROBHD 2163739_0237 (
PULPROG zg30
TD 51724
SOLVENT CDC13
NS 18
DS 0
SWH 8620.689 Hz
FIDRES 0.333334 Hz
AQ 2.9999919 sec
RG 46.2222
oW 58.000 usec
DE 13.14 usec
TE 297.6 K
D1 1.00000000 sec
TDO
SFO1 400.3024719 MHz O
NUCL
PO 2.67 usec
Pl 8.00 usec Et
PLW1 21.61000061 W O
F2 - Processing parameters
SI 6553 Et
SF 400.3000000 MHz
WDW EM
SSB
LB 0.30 Hz
GB
PC 1.00
A
T T T T T T T
12 11 8 7 6 5 4 ppm
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RAF-S5Y-345-1, 3-DIOL-ET-13C BNV | NV RERYERY
Current Data Parameters
NAME RAF-55Y-345-1,3-DIOL-ET-13C
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210611
Time 19.50 h
INSTRUM Avance
PROBHD 2163739 0237 (
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 50
DS 0
SWH 27777.777 Hz
FIDRES 0.847710 Hz O
AQ 1.1796480 sec
RG 79.0971
DW 18.000 usec
DE 6.50 usec Et
TE 298.1 O
D1 1.00000000 sec
D11 0.03000000 sec Et
TDO 1
SFO1 100.6669898 MHz
NUC1 13C
PO 2.67 usec
Pl 8.00 usec
PLW1 98.44999695 W
SFO2 400.3016012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 21.61000061 W
PLW12 0.17075001 W
PLW13 0.08588400 W
F2 - Processing parameters
SI 32768
SF 100.6555236 MHz
WDW EM
SSB
LB 1.00 Hz
GB
PC 1.40
.
I I I I I I I
240 220 200 160 140 120 100 80 ppm|
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'H NMR (400 MHz, CDCIs) and 3C{*H} NMR (100 MHz, CDCIz) of Compound 13

RAF-SSY-STY-ONE-POT-1H

9.761
9.755
9.749

<

Current Data Parameters

3.699
3.694

-

NAME RAF-SSY-STY-ONE-POT-1H
EXPNO 9
PROCNO 1
F2 - Acquisition Parameters
Date 20210720
Time 20.06 h
INSTRUM spect
PROBHD 2104450_0346 (
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 7
DS 0
SWH 8223.685 Hz
FIDRES 0.303043 Hz
AQ 3.2998593 sec
RG 64 //()
DW 60.800 usec
DE 6.50 usec
TE -1423.5 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324710 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 9.69999981 W
F2 - Processing parameters
SI 32768
SF 400.1300095 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T
12 11 10 9 8 7 5 4 ppm
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Current Data Parameters
NAME RAF-SSY-STY-ONE-POT-13C
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210720
Time 20.07 h
INSTRUM spect
PROBHD  2104450_0346 (
PULPROG “zgpg30
TD 65536
SOLVENT cpcl3
20
0
26041.666
0.794729
1.2582912 sec
1030
19.200 /O
6.50
-1417.0 X
1.00000000
0.03000000
100.6238364 M
13C
3.33
10.00
47.00000000 W
400.1316005
1H
waltzl6
90.00 usec
9.69999981 W
0.26944000 W
0.13552999 W
F2 - Processing parameters
SI 32768
100.6127804 MHz
EM
0
1.00 Hz
0
1.40
T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppn|
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