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S-01. *H NMR Spectrum of Compound 8
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F2 - Processing parameters

ST 32768

SF 125.7577674 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

Mm WA o VAo mﬂmw e e ]

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm



— o~ ©
Current Data Parameters ~ om ~
NAME INN-SOHAN-II-337-RR-DEPT 135 . R .
EXPNO 33 T o =
PROCNO 1 RN N
F2 - Acquisition Parameters

Date_ 20190911

Time 13.46

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG deptspl35 I

TD 65536

SOLVENT CDC13

NS 256

DS 0

SWH 33333.332 Hz

FIDRES 0.508626 Hz

AQ 0.9830400 sec

RG 197.27 Br

DW 15.000 usec

DE 6.50 usec

TE 297.9 K

CNST2 145.0000000

D1 1.00000000 sec 11

D2 0.00344828 sec

D12 0.00002000 sec

TDO 1

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

SFO1 125.7716224 MHz

NUCL 13C

Pl 8.90 usec

P13 2000.00 usec

PLWO ow

PLWL 103.00000000 w

SPNAM[5] Crp60comp.4

SPOALS 0.500

SPOFFS5 0 Hz

a0l i

======== CHANNEL f£2 ========

SFO2 500.1315995 MHz

NUC2 1H

CPDPRG(2 waltzl6

P3 13.35 usec

P4 26.70 usec

PCPD2 80.00 usec

PLW2 16.00000000 W

PLW12 0.44556001 W

F2 - Processing parameters

ST 32768

SF 125.7577681 MHz

WDW EM ©
SSB 0

LB 1.00 Hz F.
GB 0 o
PC 1.40 <

54.71
—49.00
—48.37

58 57 56 55 54 53 52 51 50 49 48 47 46 45 44 43 42 41 40 39 ppm

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S-15. 1*C-DEPT-135 NMR Spectrum of Compound 11

20



Current Data Parameters
NAME INN-SOHAN-II-453-1H
EXPNO 55
PROCNO 1

F2 - Acquisition Parameters

Date 20190105

Time 21.13

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG 2930

TD 65536

SOLVENT CDC13

NS 22

DS 0

swH 10000.000 Hz Br

FIDRES 0.152588 Hz

a0 3.2767999 sec HO

RG 98.91

oW 50.000 usec 12

DE 6.50 usec

TE 294.8 K

D1 1.00000000 sec

TDO 1

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

SFO1 500.1330885 MHz

NUC1 1H

Pl 13.35 usec

PLW1 16.00000000 W

I

F2 - Processing parameters

SI 65536

SF 500.1300133 MHz ——

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

L B B L B B B L L L S L S S

11 10 9 8 7 6 5 4 3 2

F! EARIEANIE N
o ||| O|N | i

S-16. *H NMR Spectrum of Compound 12
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— Lo
Current Data Parameters ﬁ' ﬁ'
NAME INN-SOHAN-II-453-13C Q I~
EXPNO 56 o ™~
PROCNO 1 ‘
F2 - Acquisition Parameters
Date 20190105
Time 21.16
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 127
DS 0
SWH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 197.27
DW 15.000 usec
DE 6.50 usec
TE 295.3 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7716224 MHz
NUC1 13C
Pl 8.90 usec
PLW1 103.00000000 W
======== CHANNEL 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
SI 32768
SFE 125.7577704 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

iAo P oA O At A A S P

Br

HO
12

210 200 190 180 170 160 150 140 130 120 110 100 90 80

S-18. *C NMR Spectrum of Compound 12
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Current Data Parameters

NAME INN-SOHAN-II-453-APT
EXPNO 57
PROCNO 1
F2 - Acquisition Parameters
Date 20190105
Time 21.20
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG Jjmod
TD 65536
SOLVENT CDC13
NS 130
DS 0
SWH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 197.27
DW 15.000 usec
DE 6.50 usec
TE 295.5 K
CNST2 145.0000000
CNST11 1.0000000
D1 1.00000000 sec
D20 0.00689655 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7716224 MHz
NUC1 13C
Pl 8.90 usec
P2 17.80 usec
PLW1 103.00000000 W
CHANNEL f2 ===
500.1320005
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 w
PLW12 0.44556001 W

F2 - Processing parameters
o i

i, il L A

WDW EM
SSB 0

LB 1.00 Hz
GB 0

pC 1.40

——88.42
77.45
77.20
76.94

——67.45
52.02
51.69
51.37
50.59

—44.90

—29.84

Br

HO
12

210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 ppm

S-19. *C-APT NMR Spectrum of Compound 12
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Current Data Parameters

NAME INN-SOHAN-32A-1H
EXPNO 6
PROCNO 1
F2 - Acquisition Parameters
Date 20140616
Time 21.00
INSTRUM spect
PROBHD 5 mm SEI 1H/D-
PULPROG z2g30
TD 65536
SOLVENT CDC13
o e CH,OH
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 32 Br
DW 60.800 usec O
DE 6.50 usec O
TE 295.8 K \\/
D1 1.00000000 sec
TDO 1 13
======== CHANNEL fl ========
NUC1 1H
Pl 6.75 usec
PL1 -3.00 dB
PL1W 16.73965454 W
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300104 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

_ I ~ _

| |
I | ‘
|
[
([
S
L B L B L L ) AL S S B S SLELS B S L L |
11 10 9 8 7 6 5 4 3 2 1 ppm

™ 0| [O] [~ N o

‘—! @~ ~|wie @ Q

o N[N NN < — —

S$-20. *H NMR Spectrum of Compound 13
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Current Data Parameters
MNAME

EXPNO 42
FROCMNO 1

F2 - Acquisition Parameters
Date 20200206

Time 21.18
INSTRUM spect
FROBHD 5 mm PABBO BB/
FPULPROG 2gpg 30

TD E65536
SOLYENT cDCI3

NS 182

DS 0

S5WH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 197.27

DwW 15.000 usac
DE 6.50 usec

TE 2966 K

D1 1.00000000 &ec
D11 003000000 sec
TDO 1

======== CHANNEL T
SFO1 125. 7716224 MHz
NUCH 13C

P1 8.90 usec
PLW1 10300000000 W
======== CHANMEL 12 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80,00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 022411001 W

F2 - Processing parameters
=1 32768
SF 125. 7577733 MHz

wow EmM
S5B 0O

LB 1.00 Hz
GE 0

PC 1.40

INN-S0OHAN-32-R1-13C

—66.14

—66.04

—124.70

—42.27
—42.05

.

—41.59

425

42.0

T

ppm

O s WA
TN AON NONOW
00O NN A
0~ W Wwiwuw =P

CH,OH

WAM

220 210 200 190 180 170 160 150 140 130

120 110 100 90

80

70 60 50 40 30 20 10 ppm

S-22. 1*C NMR Spectrum of Compound 13

27



Current Data Parameters

MAME INN-S0OHAN-32-R1-DEPT-138
EXPNO 44

PROCHNO 1

F2 - Acquisition Parameters
Date_ 20200206

Timwe 21.23

INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG  depisplas

D 65536

o =r = D =r o0
™ L=R B =1
0o Ll S
0 w0 = = = =f

SOLVENT  CDCI3 CH,OH
58
oS 0
SWH 33333332 Hz
FIDRES  0.508826 Hz
AQ 0.9830400 sec Br
Rt 197.27
ow 15,000 usec
DE §.50 usec \\/
TE 2053 K
CHNST2  145.0000000 13
o1 1.00000000 oo
o2 0,00344828 sec
D12 000002000 sBC
TOO 1
======== CHANMNEL 1 ========
SFO1 1257716224 MHz
- ey . — " iy i u

P1 £2.90 usec
P13 200000 uses
PLWE oW
;hm - ]1 m&?unnm w

5 s0comp.4
SPOALS 0500
SPOFFSS 0 Hz
SPWS 1246500015 W
s======== CHANMNEL 12 s=======
SFO2 500.1315995 MHz
MUG2 1H
CPOPRG[2  walizig
F3 13.35 usec
P4 26.70 usec
PCPD2 20.00 uses
PLWZ 1600000000 W
PLWI1Z 044586001 W
F2 - Processing parameters
5| 23768
SF 1257577741 MHz
WOW EM
SSB 0
LE 1.00 Hz
GE 0
PG 1.40

| T | N | | I | | T N | I |

220 200 180 160 140 120 100 80 60 40 ppm

S-23. 1*C-DEPT-135 NMR Spectrum of Compound 13
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Current Data Parameters

NAME INN-SOHAN-126-1H
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141003
Time 21.30
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 21
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 80.35
DW 50.000 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1 (:Pd
== CHANNEL f1l = =
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.00 usec
PLW1 13.00000000 W Br
F2 - Processing parameters
ST 65536 o (@)
SF 500.1300126 MHz \\/
WDW EM
SSB 0
LB 0.30 Hz 14
GB 0
PC 1.00
I
I
(.
I
I
A I\
L L B B B L B DL L L ) L L L S L N B
11 10 9 8 7 6 5 4 3 2 1 ppm
o —f<(o &“ﬂ o
b RN Q
o N[N AN —

S-24. *H NMR Spectrum of Compound 14
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4.3 4.2 4.1 4.0 3.9 3.8
TE TRCO® O w e
[9\] N N — N —

S-25. *H NMR Spectrum (Expansion) of Compound 14

30



— O

Current Data Parameters ~ Lo od SI~NNMO
NAME INN-SOHAN-126-R-13C o oo N NO MmO QN O
EXPNO 2 N NN~ O OMm O AN I
PROCNO 1 — [ e (o) I ITTOM
F2 - Acquisition Parameters ‘ ‘ \‘/ \ / \\// ’
Date 20190910
Time 18.11
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 108
DS 0 < ~ N [92]
SWH 33333.332 Hz 92] N © (@]
FIDRES 0.508626 Hz (o] n <t N CN
AQ 0.9830400 sec < < < <
RG 197.27
DW 15.000 usec
DE 6.50 usec
TE 298.0 K Br
D1 1.00000000 sec
D11 0.03000000 sec (0] o
TDO 1 \\/
======== CHANNEL fl ========
SFO1 125.7716224 MHz 14
NUC1 13C
Pl 8.90 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
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
SE 125.7577713 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

50 49 48 47 46 45 44 43 ppm
PR iy e ‘#-‘ '[ N PRy ‘ﬂv l\J WL' J Yot ,Ww‘tﬂw‘ﬂ.ﬂl““‘_,‘“.

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm
S-26. *C NMR Spectrum of Compound 14
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(1:] — n o o 0 m s o
Current Data Parameters m o < (\\ o\ m m m (\1 oo m H
NAME INN-SOHAN-126-R-APT ~ - ~ =~ © © o 0w N <
EXPNO 2 — — ~ o~ © © - S S S )
PROCNO 1
F2 - Acquisition Parameters ‘ ‘ \‘/ . ‘ \ \// ‘
Date_ 20190910
Time 18.16
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG jmod
TD 65536
SOLVENT CDC13
NS 242 CN
DS 0
SWH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 197.27
DW 15.000 usec
DE 6.50 usec Br
TE 298.5 K (@)
CNST2 145.0000000
CNST11 1.0000000 \\/
D1 1.00000000 sec
D20 0.00689655 sec
DO 1 14
======== CHANNEL fl ========
SFO1 125.7716224 MHz
NUC1 13C
Pl 8.90 usec
P2 17.80 usec
PLW1 103.00000000 W
Hb o B A i Ay W ,,L”, W A A it " i it o ot v el o

SFO2 500.1320005 MHz
NUC2 1H
CPDPRG [2 waltzl6
PCPD2 80.00 usec o) w® ™ <
PLW2 16.00000000 W ™ N © )
PLW12 0.44556001 W © [P ~

< < < <
F2 - Processing parameters
ST 32768 ‘ ‘ ‘
SF 125.7577708 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

53 52 51 50 49 48 47 46 45 44 43 42 41 ppm

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70
S-27. C-APT NMR Spectrum of Compound 14
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Current Data Parameters

NAME INN-SOHAN-133-1H
EXPNO 16
PROCNO 1
F2 - Acquisition Parameters
Date 20141010
Time 14.09
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 54274
SOLVENT MeOD
NS 6
DS 0
SWH 8223.685 Hz H
FIDRES 0.151522 Hz N
AQ 3.2998593 sec N/ N
RG 80.6 N
DW 60.800 usec \ ‘
DE 6.50 usec
TE 297.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H Br
P1 14.75 usec O
PL1 -1.00 dB O
PL1W 10.56200695 W \\/
SFO1 400.1324710 MHz 15
F2 - Processing parameters
ST 32768
SF 400.1300077 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
.
L B e I L B B L L L L L L B L L S L B IS R L
11 10 9 8 7 6 5 4 3 2 1 ppm
L M~O|Mm Mo
< NN[N[H| [HS
78 NN (N |
1

S-28. *H NMR Spectrum of Co

3

pound 15
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Current Data Parameters

156.80

125.50
67.34
66.09

OO ULISNASTOI
NAME INN-SOHAN-133-1-13C NOONASONNDAMOY
EXPNO 19 OO OO WNOMM
PROCNO 1 T AITTTTTTTITTT
F2 - Acquisition Parameters \\Wﬂ//l/l
Date 20141011
Time 18.09
INSTRUM spect
PROBHD 5 mm PABBO BB-—
PULPROG zgpg30
TD 65536
SOLVENT MeOD
NS 2912
DS 4
SWH 26041.666 Hz
FIDRES 0.397364 Hz
AQ 1.2582912 sec H
RG 2050 _N
D 19.200 usec OO S NA LD < o< N~
b 550 usec LON—TGOND = o © < | N
D1 1.00000000 sec
D11 0.03000000 sec NN N N AN
| NN T \
======== CHANNEL f1l ========
NUC1 13C
Pl 8.50 usec Br
PL1 -2.00 dB
PL1W 56.53121948 W C) ()
SFO1 100.6238364 MHz \\/
======== CHANNEL f2 ========
CPDPRG[2 waltzl6 15
NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 14.50 dB
PL2W 10.56200695 W
PL12W 0.35871249 W
PL13W 0.29767781 W
SFO02 400.1316005 MHz
F2 - Processing parameters kj
SI 32768
SF 100.6126165 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0 50 49 48 47 46 45 44 ppm
PC 1.40
210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 ppm

S$-30. **C NMR Spectrum of Compound 15
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Current Data Parameters
MAME INN-SOHAN-133-APT

49.80
49.59%
49.37
49.26
49.16
48.95
48.73
48.52
47.16
46.35
43.61
43.45

156.80
125.51
67.35
66.09

EXPNO 1
PROCHO 1
F2 - Acquisition Paramelers
Date_ 20141012 W
Time 3.2
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod
TD k]
SOLVENT MeOD
NS 3000
DS 4
SWH 24038, 481 Hz
FIDRES 0366798 Hz
A 1.3631488 sec
RG 2080
oW 20,800 usea
DE 6.50 usea
TE 2975 K
CHNST2 14580000000
CHNST1H 10000000
1] 1.00000000 sea
D20 0.ODEBEEESS se
ENREREREE CHA"NEL T'I EEEERERE
NUC1 13C G WY oW M ™
P1 8.80 usec N N B~ 0
P2 17.00 usec - oo . . H
PL1 =200 d8 @ O Oh O 00 O Q0 N
PL1W 5653121948 W = = = = =F N~
SFO1T  100.6226296 MHz | \ | x | | | 0 0 - i . N
?F'?P=H=GT GHAHN?LTE ] '-! m u:: q
2 waltz1é
NUG2 H f; 3 ﬂ g
PCPD2 80.00 usec
PLZ -1.00 B | | \ X Br
PL1Z2 13,69 dB o
PL2W 10.56200895 W O
PL1ZW 038871249 W \\/
SFO2 4001316008 MHz 15
F2 - Processing parameters
51 3276E
SF 1006126187 MHz
wow EM
S8B 0
LE '|.ﬂ|:| Hz . . 1 . I . . . . I . . i . I . i i . I FTFF!T'mTFI‘m‘H‘"TFH‘"“‘HTmT‘TmPTTm
GB o
RC 140 500 495  49.0 485 ppm 37 46 45 44 ppm

220 210 200 190 180 170

160 150 140 130 120 110 100 90 80 VO 60 50 40 30 20
S-31. ®*C-APT NMR Spectrum of Compound 15

10 ppm
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Current Data Parameters COoOWLWOL LT TN HMOANNNOOOODOOO ™ o
NAME INN-SOHAN-134-1H e e e e e e e e [ T T T T
EXPNO 1 0 0O ™~ [~~~ [~~~ LT OOON O™
PROCNO 1
F2 - Acquisition Parameters \\W l\N%//K/
Date 20160819
Time 19.12
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 32
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.54
DW 50.000 usec
DE 6.50 usec
TE 297.4 K
D1 1.00000000 sec
TDO 1 O \N
— /
======== CHANNEL fl ======== N
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.00 usec
PLW1 13.00000000 W
F2 - Processing parameters Br
ST 65536 (@)
SF 500.1300142 MHz o
WDW EM \\/
SSB 0
LB 0.30 Hz 16
GB 0
PC 1.00
/ I
! I
I
|
i
A
11 10 9 8 7 6 5 4 3 2 1 ppm
o | [ —A[©(w|o o
SH Qfl© cleo|o Q
— mllo N[ -

S-32. *H NMR Spectrum of Compound 16
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Current Data Parameters

NAME INN-SOHAN-134-13C
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20160821
Time 16.43
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 2920

DS 0
SWH 32894.738
FIDRES 0.501934

AQ 0.9961472

RG 197.27

DW 15.200

DE 6.50

TE 300.7

D1 1.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ========
SFO1 125.7703637
NUC1 13C

P1 8.90
PLW1 103.00000000
======== CHANNEL f2 ========
SFO2 500.1320005
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00
PLW2 13.00000000
PLW12 0.34327999
PLW13 0.17267001 W
F2 - Processing parameters
SI 32768

SF 125.7577675 MHz
WDW EM
SSB

LB 1.00 Hz
GB

PC 1.40

129.22
—127.09
124.30
124.02

N

131.90
77.45
77.20
76.94

~_-165.23
-164.97
__-66.39
~~64.81

e
-

—165.23
——164.97

210 200 190 180 170 160 150 140 130 120 110 100
S$-33. 1*C NMR Spectrum of Compound 16

ppm
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Current Data Parameters . cn [\ @ - <r N 0\ < oo o © .—< Sl m

NAME INN-SOHAN-134-APT 23 o8NS S < <« oo o

EXPNO 4 — o o~~~ 0 © USRS

PROCNO 1

F2 - Acquisition Parameters \/ \ \ \ \// \\M/ \ / \\\\’ z//

Date_ 20160821

Time 13.32

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG jmod

TD 65536

SOLVENT CDC13

NS 899

DS 0

SWH 32894.738 Hz

FIDRES 0.501934 EHz 0] \N

AQ 0.9961472 sec

RG 197.27 N

DW 15.200 usec PJ

DE 6.50 usec

TE 300.1 K

CNST2 145.0000000

CNST11 1.0000000

D1 1.00000000 sec

D20 0.00689655 sec Br

TDO 1

======== CHANNEL fl ======== \\\\J/
SFO1 125.7703643 MHz

NUC1 13C

Pl 8.90 usec

P2 17.80 usec 16
PLW1 103.00000000 w

======== CHANNEL f2 ========

SFO2 500.1320005 MHz | M‘L

NUC2 1H

PN A " "y , e ‘“‘ ‘H' y ™ . " i n 'JWWWW o .“M“ L " " " "
PCPD2 80.00 usec

PLW2 13.00000000 w

PLW12 0.34327999 W

F2 - Processing parameters

SI 32768

SF 125.7577666 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

pC 1.40

I I I A A AR DR
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S-34. *C-APT NMR Spectrum of Compound 16
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Current Data Parameters NANANNNNNNODNADNAADNNWOWMWOWOWOWLOWLOLWIOO O G OO 0 ®
NAME INN-SOHAN-98-1H e o 6 s & & & 6 & e & & 6 6 e & & 6 6 s e & e 6 s e e & 6 s e e e e e
g;gggo f DL OONONONNONNONOMNOMNOMNOMNOONNNNNNNN
F2 - Acquisition Parameters \\AW(%
Date 20140904
Time 23.53
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
D 54274
SOLVENT cpcl3
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG Ta1 CHQOMS
DW 60.800 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
TDO 1 Br
======== CHANNEL fl ======== O O
NUC1 1H \\/
Pl 14.75 usec
PL1 -1.00 dB
PL1W 10.56200695 W 17
SFOl 400.1324710 MHz
F2 - Processing parameters
ST 32768
SF 400.1300099 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
oA .
o e e o e o e L L e o L e A B
11 10 9 8 7 6 5 4 3 2 1 ppm
o N~INTaN) [H©) [~ oo}
Q S(nnl I~ (NN N
i —ldld] lalol oo ™

S-35. *H NMR Spectrum of Compound 17
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Current Data Parameters

NAME inn-sohan-98-13C
EXPNO 2
PROCNO 2

F2 - Acquisition Parameters
Date 20140904

Time 18.11
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 1024

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27

DW 16.800 usec
DE 6.50 usec
TE 296.8 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7703637 MHz
NUC1 13C

Pl 8.90 usec
PLW1 103.00000000 w
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 13.00000000 W
PLW12 0.34327999 W
PLW13 0.21969999 W

F2 - Processing parameters
SI 32768

SF 125.7577670 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

124.47
77.45
77.20

\-76.94

4

_—68.85

66.26
65.42

49.02
47.13

/

~42.65

41.66

42.36
37.73

X

(:f12C)“AS

210 200 190 180 170 160 150 140 130 120 110 100 90 80

S-37. *C NMR Spectrum of Compound 17
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Current Data Parameters ~N DO NMNNMNM A AN OO O OO O W ©
NAME INN-SOHAN-105-1H . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . .
gégggo i ~ NMHOMOMMOMNMOMNMNMOMOMMONNNNNNNNNNNNNNNNAN
F2 - Acquisition Parameters
Date_ 20140912
Time 19.07
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 65536
SOLVENT cDCl3
NS 16
DS 2
SWH 10000.000 Hz (:}13
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 80.35
DW 50.000 usec
DE 6.50 usec
TE 297.3 K
D1 1.00000000 sec
TDO 1 (@) o
== CHANNEL £l === \\\\_/
500.1330885
1H
13.00 usec 18
13.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300123 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
|
i
A .
B e T e L T e L B e |
11 10 9 8 7 6 5 4 3 2 1 ppm
© o)} o(o(o]|r~ - o
= «Q QQ|2| 0 ™~ <
o ™ —ldl-lo o ™

S-38. *H NMR Spectrum of Compound 18
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Current Data Parameters

NAME INN-SOHAN-105-13C
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date 20140912

Time 19.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 122

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27

DW 16.800 usec
DE 6.50 usec
TE 297.9 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7703637 MHz
NUC1 13C

Pl 8.90 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 13.00000000 W
PLW12 0.34327999 W
PLW13 0.21969999 W

F2 - Processing parameters
ST 32768

SF 125.7577674 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

128.86

CHj;

L

77.45
77.20
76.95

—65.15

50.03
45.67

z
\

44.97
44.44
43.51

38.80

—18.41

210 200 190 180 170 160 150 140 130 120 110 100 90
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S-40. **C NMR Spectrum of Compound 18
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Current Data Parameters

NAME INN-SOHAN-112-1H
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date 20140926
Time 1.04
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 54274
SOLVENT CDC13
NS 16
DS 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 32
DW 60.800 usec
DE 6.50 usec
TE 297.4 K
D1 1.00000000 sec
TDO 1 CO,Me
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PL1 -1.00 dB
PLIW 10.56200695 W Br
SFO1 400.1324710 MHz C) C)
F2 - Processing parameters \\\\/
ST 32768
SF 400.1300099 MHz 19
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I
|
L L
e B L I B B L B S L B L B
11 10 3 2 1 ppm
(o] [(e}
2| R <
— o

S-41. *H NMR Spectrum of Compound 19
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Current Data Parameters ) C") S 8 % g g 8 8 g g 8 8
NAME INN-SOHAN-112-13C i < - . . .
EXPNO 6 N~ N N0 O dJd0o0NNS I AN
PROCNO 1 — — NN OO D I I <
F2 - Acquisition Parameters \‘/ \/ \\\ ///
Date_ 20140926
Time 1.29
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 667
DS 4
SWH 26041.666 Hz
FIDRES 0.397364 Hz
AQ 1.2582912 sec
RG 2050
DW 19.200 usec
DE 6.50 usec
TE 298.4 K
D1 1.00000000 sec C02|\/|e
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -2.00 dB Br
PL1W 56.53121948 W C) ()
SFO1 100.6238364 MHz \\/
======== CHANNEL f2 ========
CPDPRG[2 waltzl6 19
NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 14.50 dB
PL2W 10.56200695 W

PL12W 0.35871249 W
PL13W 0.29767781 W
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768

SF 100.6127530 MHz
WDW EM
SSB 0

LB 1.00 Hz
GB 0

PC 1.40

B I I R AR RN RN
210 200 190 180 170 160 150 140 130 120 110 100 90
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Current Data Parameters

NAME
EXPNO
PROCNO

INN-SOHAN-112-APT
6

1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

DS

20140926

spect

5 mm PABBO BB-
Jjmod

65536

CDC13

759

4
24038.461 Hz
0.366798 Hz
1.3631488 sec
2050
20.800 usec
6.50 usec
298.4 K
145.0000000
1.0000000
1.00000000 sec
0.00689655 sec
1

CHANNEL fl ========

8.50 usec

17.00 usec

-2.00 dB
56.53121948 W
100.6228298 MHz

CHANNEL f2 ========
waltzl6
1H
80.00 usec
-1.00 dB
13.69 dB
10.56200695 W
0.35871249 W
400.1316005 MHz

171.87

124.35

COzMe

_—66.26
™ 64.99

F2 - Processing parameters

ST
SF
WDW
SSB
LB
GB
PC

32768
100.6127527 MHz
EM
1.00 Hz

1.40

I I I I I N N R B AR
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70

S-44. *C-APT NMR Spectrum of Compound 19
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Current Data Parameters oY NN NANNNNOOOOONDNODSSII~ N M
NAME INN-SOHAN-II-201-A-1H
EXPNO 31 ~c~ D~ LIS OONONOONONOMOMNONON
PROCNO 1
F2 - Acquisition Parameters \/ \MN%%’//
Date 20190428
Time 0.18
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT cDC13 CHj;
NS 21
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 298.3 K N7\
D1 1.00000000 sec \ /N
TDO 1
O

======== CHANNEL fl ========
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 W Br
F2 - Processing parameters O O
ST 65536 \\/
SF 500.1300134 MHz
WDW EM
SSB 0 21a
LB 0.30 Hz
GB 0
pC 1.00

, -

|

11 10 9 8 2 1 ppm

o ~

< Q

3N ™

-45. *H NMR Spectrum of Compound 21a
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Current Data Parameters

NAME INN-SOHAN-II-201-A-13C

EXPNO 32

PROCNO 1

F2 - Acquisition Parameters

Date 20190428

Time 0.20

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgpg30

TD 65536

SOLVENT CDC13

NS 145

DS 1

SWH 33333.332 Hz

FIDRES 0.508626 Hz CHs

AQ 0.9830400 sec

RG 197.27

DW 15.000 usec

DE 6.50 usec

TE 298.6 K

D1 1.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL fl ======== N\ \N

SFO1 125.7716224 MHz /

NUC1 13C O

Pl 8.90 usec

PLW1 103.00000000 W

======== CHANNEL f2 ========

SFO2 500.1320005 MHz

NUC2 1H Br

CPDPRG[2 waltzlé

PCPD2 80.00 usec o @]

PLW2 16.00000000 W \\/

PLW12 0.44556001 W

PLW13 0.22411001 W 21a

F2 - Processing parameters

ST 32768

SF 125.7577759 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S-47. *C NMR Spectrum of Compound 21a
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Current Data Parameters . R . Lo T N O ™ 0 o © < 0
NAME INN-SOHAN-II-201-A-APT = 2 o PRI S el < < = N 4
EXPNO 33 — — — A ~ o~ o~ © © < < < o~
PROCNO 1
F2 - Acquisition Parameters ‘ ‘ ‘ \ . \/ \\M/ \ / \\\\’ //
Date_ 20190428
Time 0.26
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG jmod
TD 65536
SOLVENT CDC13
NS 288
DS 0
SWH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 197.27
DW 15.000 usec
DE 6.50 usec
TE 299.4 K
CNST2 145.0000000
CNST11 1.0000000
D1 1.00000000 sec
D20 0.00689655 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7716224 MHz
NUC1 13C
Pl 8.90 usec
P2 17.80 usec m
PTWT TUSVUUUUUUUT™W Y
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6 (:F13
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W

F2 - Processing parameters
SI 32768

SF 125.7577753 MHz
WDW EM
SSB 0

LB 1.00 Hz
GB 0

PC 1.40

Br

21a

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70
S-48. *C-APT NMR Spectrum of Compound 21a
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Current Data Parameters
NAME INN-SOHAN-11-2
EXPNO 34
BROCNO 1

F2 - Acquisition Parameters

Date 20190

Time 0.39

INSTRUM spect

ROBHD 5 mm PASBO BB/

LPROG  hsqcedetgpsisp:
10

SOLVENT

N

DS

SWH 403 3 Hz

FIDRES 3.937752 Hz

aQ 0.1269760 sec
197.27

CHANNEL £1
0

16.0000

CHANNEL £
1

103.00000000 W
1.66499996 W

W

usec
0 usec

F1 - Acquisition parameters
139

sFOL 125.7706 MHz

FIDRES 345.877136 Hz
s 191.129 ppm
FnMODE Echo-Antiecho
F2 - Processing parameters
s 1024
500.1300134 MHz
ps

0 Hz
0

1.40

F1 - Processing parameters
1024

MC2 echo-antiecho
125.757

wDW QSINE

5B

1B 0 Hz

cB 0

<> ==

CHj,

85 80 75 70 65 60 55 50 45 40

S-49. 'H- C HSQC NMR Spectrum of Compound 21a

54

ppm

20

40

60

80

100

120

140

160

180

ppm



OO AT OVAO AT N HOCTOLNOLDDOL AN I NO-TOM>T A HOO ™ OO LW
AN AN A AN OO~V MHONOANONOIHITIHNDOMH~ELOVOOILLIITANNA OO M N LW
DA A ANV OOWOWOWOWOOOLANNMMOANNANNODOOOODOOOOWOI~NNN W
oo T IO A

Current Data Parameters

NAME INN-SOHAN-II-255-D-1H
EXPNO 25
PROCNO 1
F2 - Acquisition Parameters
Date 20170611
Time 0.06
INSTRUM spect
PROBHD 5 mm PADUL 13C
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 31
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz N~ N\
a0 3.2767999 sec | N
RG 157.24 /
DW 50.000 usec ()
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
TDO 1
Br
======== CHANNEL fl ======== o
SFO1 500.1330885 MHz (@)
NUC1 1H \\\\/
Pl 14.25 usec
PLW1 15.00000000 w 21b
F2 - Processing parameters
SI 65536
SF 500.1300175 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0 J S // / - S J
PC 1.00
I I
Pl “‘
lh I
I B B L B L ) N L S S S L L I A B |
11 10 9 8 7 6 5 4 3 2 1 ppm

o PN~[(OO| ||| [P~ <O [© ™ <

< Q|| | NINIR Q <

— —A|N[H||N] [O N[ W0O] [N — —

S-50. *H NMR Spectrum of Compound 21b
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S-51. *H NMR Spectrum (Expansion) of Compound 21b
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Current Data Parameters

NAME INN-SOHAN-II-2
EXPNO 26
PROCNO 1
F2 - Acquisition Parame
Date_ 20170611
Time 0.09
INSTRUM spect
PROBHD 5 mm PADUL 13C
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 367
DS 0
SWH 33333.332
FIDRES 0.508626
AQ 0.9830400
RG 197.27
DW 15.000
DE 6.50
TE 296.7
D1 1.00000000
D11 0.03000000
TDO 1

== CHANNEL fl ==
SFO1 125.7716219
NUC1 13C
Pl 8.00
PLW1 60.00000000
======== CHANNEL f2 ===
SFO2 500.1320005
NUC2 1H
CPDPRG[2 waltzl6é
PCPD2 80.00
PLW2 15.00000000
PLW12 0.47593001
PLW13 0.23939000

F2 - Processing paramet
SI 32768

SF 125.7577720
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40

55-D-13C

ters

o™
©
N~
N~
-

Hz
Hz
sec

usec
usec
K
sec
sec

usec

w

w

w
ers

MHz

Hz

N
@
o0
©
—

134.80

133.18
128.99
128.91
128.11
128.03
127.67
126.90
124.26
124.20

123.99

T\l

" ¥ i Wi

an

77.45
77.19

76.94

_—66.38
T—64.68

A A

NN
0]
Br
TP
21b
e JL;AAA' " " - A kv b A o ]
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S-52. C NMR Spectrum of Compound 21b
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Current Data Parameters . o o < (ﬂ q‘ <r <r (\l @ m LO
NAME INN-SOHAN-II-255-D-APT = VBN NP el < <
EXPNO 27 — — o ~ o~ o~ 0
PROCNO 1
F2 - Acquisition Parameters ‘ \\\ // ‘/ \ /
Date_ 20170611
Time 14.43
INSTRUM spect
PROBHD 5 mm PADUL 13C
PULPROG jmod
TD 65536
SOLVENT CDC13
NS 675
DS 0
SWH 33333.332 Hz
FIDRES 0.508626 Hz N7N
AQ 0.9830400 sec \ PJ
RG 197.27 /
DW 15.000 usec ()
DE 6.50 usec
TE 295.8 K
CNST2 145.0000000
CNST11 1.0000000
D1 1.00000000 sec
D20 0.00689655 sec Br
TDO 1 ()
======== CHANNEL fl ======== CD
SFO1 125.7716224 MHz \\/
NUC1 13C
Pl 8.00 usec
P2 16.00 usec 21b
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H

y At Y
PCPD2 80.00 usec
PLW2 15.00000000 W
PLW12 0.47593001 w

SI
SF
WDwW
SSB
LB
GB
PC

F2 - Processing parameters
2768

125.7577715 MHz

EM
0
1.00 Hz
0
1.40

210 200 190 180 170 160 150 140 130 120 110 100
S-53. *C-APT NMR Spectrum of Compound 21b
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Current Data Parameters —H OO MO OO~ WVOITMNAODL IO WL O~ O —
giggo INN-SOHAN-II‘%23‘R‘1H oY 0 O O N NANOOOOONNO O™~ e}
PROCNO 1 ~o~ o~~~ LT ONONNOMOMN MMM —
F2 - Acquisition Parameters \/ \/ ‘ \N%/K/ ‘
Date_ 20191011
Time 16.31
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 20 Br
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 296.8 K
D1 1.00000000 sec
TDO 1 O”N N
- 7

======== CHANNEL fl ======== N
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.35 usec
PLW1 16.00000000 w
F2 - Processing parameters Br
ST 65536 O o)
SF 500.1300138 MHz \\\\/
WDW EM
SSB 0
LB 0.30 Hz 24
GB 0
PC 1.00

IR

[ |

-
T B e e e B B B B e
11 10 9 8 7 6 5 4 3 2 1 ppm

fﬂ o ™M~ N [©)]

Qe e hrbelbe A 0

[SIRISY (SRS HESTESY — ™

N~
S-54. *H NMR Spectrum of Compound 24
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Current Data Parameters — 0 N oNO® nNnogvgogs O LW <
NAME INN-SOHAN-II-123R-13C o< N OO F N < NO SN O © - mLw t‘
EXPNO 9 © © M AN NN N M~NIN~ OO S LWL MmN 5
PROCNO 1 — - e e B B [ D S (o (o] I o
F2 - Acquisition Parameters \/ \\ \ // \V \ / \\’ //
Date 20191011
Time 18.28
INSTRUM spect
PROBHD 5 mm PABBO BB/ Br
PULPROG zgpg30
TD 65536
SOLVENT CcDC13
NS 1205
DS 0 [eolNqp]
SWH 33333.332 Hz — L0
FIDRES 0.508626 Hz "

N <
AQ 0.9830400 sec © © o - o 0 <
RG 197.27 —
DW 15.000 usec O \N g (L.g S 2 2
DE 6.50 usec /
TE 299.0 K \ / =N < DS RSN
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7716224 MHz Br
NUC1 13C o)
Pl 8.90 usec O
PLW1 103.00000000 W \\/
======== CHANNEL f2 ========
SFO2 500.1320005 MHz 24
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W )
PLW13 0.22411001 W Mabdiaig
F2 - Processing parameters { { { { { I T I T I T I " I " I " I
ST 32768
o 170 165 160 ppm 54 52 50 48 46 44 42
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

R " AT— il e ) | J

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O
S-56. 1*C NMR Spectrum of Compound 24
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a6 h I3 0o« o« o w0
Current Data Parameters N e e e e < O <~ oW HMWO
NAME INN-SOHAN-II-123R-APT 23 FagI9 e < < o e
EXPNO 10 — o ~ o~ © © R
PROCNO 1
F2 - Acquisition Parameters \/ ‘ \ \ ‘ / \‘/ \ / \\’ //
Date_ 20191011
Time 21.46 © ™
INSTRUM spect — 0
PROBHD 5 mm PABBO BB/ o< Br
PULPROG jmod =
™ 65536 09 1) <«
SOLVENT cDC13 = =
NS 1295 © <
DS 0 0 ©
SWH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec
RG 197.27
DW 15.000 usec
DE 6.50 usec O N N
TE 299.2 K ,
CNST2 145.0000000 \N
CNST11 1.0000000
D1 1.00000000 sec
D20 0.00689655 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7716224 MHz Br
NUC1 13C O
Pl 8.90 usec O
P2 17.80 usec T \\/
PLW1 103.00000000 W
—== CHANNEL £2 === ppm 24 68 67 66 ppm
SFO2 500.1320005
Nyc2 i 4L J \‘ A Aaieirotinle . " "
ik i sinis i ' " J v Y
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
F2 - Processing parameters =4 = v Lo =
sT 32768 < “ R
SF 125.7577665 MHz e 1n @ N
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

49 48 47 46 45 44 43 42

ppm

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70

S-57. °C-APT NMR Spectrum of Compound 24
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N N> <O T OWMOO OO I WL O LN LW
Nej HOHO>-WOMNMANOOWTMHN WL LW I ™M
Current Data Parameters o O OO OO WOWWWS << OO O
NAME INN-SOHAN-II-286-A-1H . . . .« . . P . PO . . . . . . . .
EXPNO 14 o TN OO NMN MO MMNNNN
PROCNO 1
F2 - Acquisition Parameters l\!\m\ \W/K/
Date 20170726
Time 14.14
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 100
DS 0
SWH 10000.000 Hz
FIDRES 0.152588 Hz (:()PJP+PJF*2
AQ 3.2767999 sec
RG 24.72
DW 50.000 usec
DE 6.50 usec
TE 297.9 K
D1 1.00000000 sec Br
TDO 1 (0] o
======== CHANNEL fl ======== \\/
SFO1 500.1330885 MHz
NUC1 1H 25
Pl 13.50 usec
PLW1 13.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300006 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
- y | s
B I B I B ) L L L B L L LS S S L H S S|
11 10 9 8 7 6 5 4 3 2 1 ppm
< ||| S| [R][D ©
@« NN R b
o NN <IN [Off o

S-58. *H NMR Spectrum of compound 25
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< -
Current Data Parameters (92] N~ O A MTOOOM AN ASSNA
NAME INN-SOHAN-II-286-N-13C o)) ™ OO M~NOYY MOWMOn MO
EXPNO 2 © N DO OMM—AOOOOO OO O CONHNH
PROCNO 1 - — O ITITTTTOOOMOOMOMM 2
F2 - Acquisition Parameters \k\\l\\w\\/%
Date 20191008
Time 1.22
INSTRUM spect
PROBHD 5 mm PABBO BB/ Br
PULPROG zgpg30 O
TD 65536
SOLVENT DMSO \\/O
NS 621
DS 0
SWH 33333.332 Hz 25
FIDRES 0.508626 Hz
AQ 0.9830400 sec ™ < DO M NdS N~
5 T e < ~ Y M5 R©eh® 9 it oo
DE 6.50 usec ()] (o] MM 10000000 OO
s 2099 & < < S IS FTOOOOO® Q QWMo
D1 1.00000000 sec g % % % % % %
D11 0.03000000 sec
1 NN NV
======== CHANNEL fl ========
SFO1 125.7716224 MHz
NUC1 13C
Pl 8.90 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 W T : T : T : T : T : T : T : T
PLW12 0.44556001 W
P13 022412001 w 50 48 46 44 42 40 38 ppm
F2 - Processing parameters
SI 32768
SF 125.7578292 MHz
WDW EM
SSB 0
LB 1.00 Hz I I
GB 0
5 1.40 40 39 ppm
" J vbub ™
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 =20 10 0 ppm

$-59. 1*C NMR Spectrum of Compound 25
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& = nomm s MOOI N0 SO
Current Data Parameters R . o O <~ 0o WO MMN O
NAME INN-SOHAN-II-286-N-APT 2 3 [PAPAO L L
EXPNO 4 — — 0o LLOOOONNNNNONOMN
PROCNO 1
F2 - Acquisition Parameters \/ \\\\‘\\NM
Date_ 20191008
Time 1.44
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG Smod CONHNH2
TD 65536
SOLVENT DMSO
NS 1024
DS 0
SWH 33333.332 Hz
FIDRES 0.508626 Hz
RO 0.9830400 sec Br
RG 197.27 ()
DW 15.000 usec ()
DE 6.50 usec \-\~/
TE 298.1 K
CNST2 145.0000000
CNST11 1.0000000 25
D1 1.00000000 sec
D20 0.00689655 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7716224 MHz
NUC1 13C ) |
b s
P2 17.80 usec
PLW1 103.00000000 W
™ o~ o © M OO NMSLIO® T M~
=== CHANNEL f2 === < ~ o~ o« M OWOMSWOVWOO®M®OAN A
SEO2 500.1320005 o © 9 0n o O] R Oy R Oy O
NUC2 1H < < s < < T LOONOONOMONO™M
CPDPRG [2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W

F2 - Processing parameters

ST
SF
WDW
SSB
LB
GB
PC

32768

125.7578307 MHz

EM

1.00 Hz

1.40

51

50

49

48

a7

46

45

44

43 42 41 40

ppm

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70
S-60. *C-APT NMR Spectrum of Compound 25
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Current Data Parameters
» NN

RE
EXPNO
BROCNO

HAN-11-286-N-HSOC

1

F2 - Acquisition Parameters

0191008

t
5 mm PABBO BB/
hsqeedetgps.

1

ppm

145.0000000
0.5000000
0.00000300 sec
1100000000 se.
00172414_seg
0103000000 5EC—

0100020000 sec

00360000 se
0100083000 sec
0100002320 sec

—

— . Br
£ o
i O
13.35 usec O

26.70 usec
0

2000.00 usec
16.00000000 W

CHANNEL £2

125.7709875 Mz 25
3c

13¢
bi_pSmdsp_dsp.2
8.90 usec

500.00 usec

2000.00 usec
1500.00 usec

ow

103.00000000 W

1.66499996 W
€rp60,0.5,20.1

CONHNH,

0.500
0 B
12.46500015 W
Crp6camp. 4
0.500
5z ppm
12.46500015 W
Crp32,1.5,20.2
0.500
08z
5.31860018 W 30
Crp32,1.5,20.2
0.500
0 8z
1.32969999 W
GRADIENT CHANNEL —— — 40
GENAM[1] M5010.100
Gena[2] B I
GENAM[3] P
Genm[4] — _
Gpa1 —
Gorz FS0
Gpz3
e
r16
P15
F1 - Requisition parameters 60
™ 35
sFo1 125,771 iz
FIDRES 122152980 k2 E— —_— S
sw 171.357 ppn
FIMODE  Echo-Antiecho E70
F2 - Processing parameters
s1
sF 500.1300132 MHz
oW QSTNE
ssB 2 £
Iy 0 nz 80
=) 0
BC 1.40 T T T T T T T T T T T
F1 - Processing parameters 4.6 4.4 4.2 4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 ppm
s1 1024
e echo-antiecho =
SF 125.7578292 Miiz
D s
ssB
B 0 Bz
= 0

—100

—120

—140

—160

S-61. 'H- C HSQC NMR Spectrum of Compound 25
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Current Data Parameters
NAME INN-SOHAN-II-472PP-1H

10.420
6.000

EXPNO 4 IO ONONOONMON
PROCNO 1
F2 - Acquisition Parameters \N //// /
Date 20190714
Time 0.50
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT DMSO H2N N
NS 100 R
DS 0 O
SWH 12500.000 Hz \N
FIDRES 0.190735 Hz HN
AQ 2.6214399 sec
RG 30.72
DW 40.000 usec O
DE 6.50 usec
TE 296.9 K
D1 1.00000000 sec
TDO 1
7777777777777777 Br
77777777 CHANNEL fl ========
SFO1 500.1350013 MHz O O
NUC1 1H \\/
Pl 13.35 usec
PLW1 16.00000000 W 27
F2 - Processing parameters
SI 65536
SF 500.1300092 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
|

—_— —_— {{I‘ Y —_— —

‘ /J\\ JUUU
L B L B L B B L L B S S |

12 11 10 9 8 7 6 5 4 3 2 1 ppm

[e] o oofoo|w|ay] ) (o ~

= o ®oNoo| |\l O

— N N[N Cﬁ — —

S-62. 'H NMR Spectrum of Compound 27
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N (s} (92} (s}

Current Data Parameters N Lo — To] N MNMOMOAdMNMTONNAITNO
NAME INN-SOHAN-TI-472PP-13C o N < ™ OO MMOOOTWMN~OII MO
EXPNO 5 ~ o < N LOOTITATO0ODHIOODO O DD
PROCNO 1 - s — OMITITTTTOOOOOOO®
F2 - Acquisition Parameters ‘ ‘ \\‘\\\\%
Date 20190714
Time 0.55
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO A M ONAd < N~ O
NS 5000 oo~ O M A O
DS 0 g . 4 . . 4 4 .

OO O O O
SWH 33333.332 Hz
FIDRES 0.508626 Hz FOMmMmm o M o0 H2N N
A0 0.9830400 sec \\ ‘ / / / ‘ ‘ ‘ i .
RG 197.27 (@)
bW 15.000 usec -/
DE 6.50 usec N
TE 297.4 K HN
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1 O
======== CHANNEL fl ========
SFO1 125.7716224 MHz
NUC1 13C
Pl 8.90 usec B
PLWL 103.00000000 W r

O
======== CHANNEL f2 ======== (@]
SF02 500.1320005 MHz \\/
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec 27
PLW2 16.00000000 W
PLW12 0.44556001 W
PLW13 0.22411001 W
F2 - Processing parameters
ST 32768
SF 125.7578329 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
L L S S I S S A L
40.0 39.5 ppm
l A UL
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S-63. *C NMR Spectrum of Compound 27
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© o
— < g um7 © [~ 00 0N MO
Current Data Parameters R . o] NDMMANMOO WMo
NAME INN-SOHAN-II-472PP-APT 2 o > Q “ L
EXPNO 6 — — — — © NI OMNNMON OO
PROCNO 1
F2 - Acquisition Parameters ‘ ‘ ‘ \\\'\\\%
Date_ 20190714
Time 5.29
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG jmod
™D 65536 H2N
SOLVENT DMSO -
NS 3072
DS 0
SWH 33333.332 Hz
FIDRES 0.508626 Hz
AQ 0.9830400 sec HN
RG 197.27
DW 15.000 usec
DE 6.50 usec
TE 298.6 K
CNST2 145.0000000
CNST11 1.0000000
D1 1.00000000 sec
D20 0.00689655 sec
TDO 1 Br O
======== CHANNEL fl ======== O
SFO1 125.7716224 MHz \\/
NUC1 13C
Pl 8.90 usec
P2 17.80 usec 27
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 16.00000000 W
PLW12 0.44556001 W
F2 - Processing parameters
ST 32768 | B J
SF 125. 7578403 MHz VY
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

I I I I I A R AR RARRARRR
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70

S-64. *C-APT NMR Spectrum of Compound 27
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INN-SOHAN-I-472PP_15_ N-1-4 jof

— 1041
— a5

|

Br

27

=~
-

7%

X : parts per Million : Nirogenl$

400.0 3000

200.0

100.0 0

Nathes - dalts
== - wingle pales dacoupie
“Teation Tise - 25003019 17:40:%
Cuxrect Time - S-ADG-3819 15:22:31
Dats_Format = 1D 2EAL

- 12207

- Fitroge=ls

- Fitrogeal’

- lpym]

- X

- Db SCHAN-II-4T295_1%

- LINCITIAG

- S-ADN-Z019 135:22:33

- DO SCIAN-1I-4TI5%

- D¢-2CEC00R/]

- %0

Changes_2lot_Sositica =
Uybrid Spin_Ges
Ryhsid spdn 3tatza
Maa_fpin_Astion
Maa_Spin_Get

s0

siu=]
aFps om
5T arr
0[R=]
AU

15 {x8t=]
I ory
aFlv Ory
1509

e PRUCRESIDNG BAIMATERS -

amp( 22.00N=], 0.0[(a3 )

cragwzatd( O[N], OLN], 00I8], 100181 )
sazc®iil( 1)

22| 1, TRUR, TR |

ZAcEd nagha ee

e=
phasa( €6.38640, -340.4390F, GI.95€A1[4] )
Phase( 10.22046, 410.43340, €0.90GR1[R] ) ‘JEDL

phasal 0.5014, 44D.842C, G1.4D25510V] )
phase( 2.30549, 17.30435, €1.310179[4] )
phase( 325.735, @, 24.35332(¢] )
ibase_correst|( , FALAR, YAaR, Falax |
ds_corvect{ 0{3], 100[4] )

Dartved froo: D-SCHNG-IT-4735%_13 N 1-3.qar

S-65. 'H- >N NMR Spectrum of Compound 27
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Current Data Parameters

NAME INN-SOHAN-T1-472PP-HSQC
EXPNO 7
PROCNO 1

F2 - Acquisition Parameters
Date_ 0150714
Time 5.30

PROBHD 5 mm PABBO BB/
PULPROG hsqcedetgpsisp2.2
1024

™
SOLVENT DMSO

NS 32

s 0

SWH 6167.763 Hz
FIDRES 6.023206 Hz
20 0.0830123 sec
RG 197.27

bW 81.067 usec
DE

TE

CcNST2

CNST17

0 [

D1 1

D4 0.

D11 0.03000000 sec
D16 0.00020000 sec
D21 0.00360000 sec
D24 0.00089000 se
o 0.00002320 sec

CHANNEL £1
500.1335257 MHz
18

13.35 usec

26.70 usec

2000.00 usec
16.00000000 W

CHANNEL £2

P63 1500.00 usec
BLWO 0w
PLW2 103.00000000 W
PLWL2 1.66499996 W
SPNAM[3] Crp60,0.5,20.1
SPOAL3 0.500
SPOFFS3 0 Hz
sPW3 12.46500015 W
SPNAM[7]  Crp60comp.d
SPOALT 0.500
SPOFFST 0 Hz
sPW7 12.46500015 W
SPNAM[14 Crp32,1.5,20.2
SPOALLA 0.500
SPOFFS14 0 Hz
sPW14 5.31860018 W
SPNAM[31 Crp32,1.5,20.2
SPOAL3L 0.500
SPOFFS31 0 Hz
sBW31 1.32969999 W
GRADIENT CHANNEL
GENAM(1] SMSQ10.100
GENAM(2] SMSQ10.100
GENAM[3] $MSQ10.100
GENAM(4] SMSQ10.100
5p21 80.00 %
Gpz2 20.10 %
GP23 11.00 %
Gpza -5.00 %
P16 1000.00 usec
P19 600.00 usec

F1 - Acquisition parameters
™ 512

sFOL 125.7711 MHz
FIDRES 84.186424 Hz
sW 171.357 ppm
FMODE  Echo-Antiecho

F2 - Processing parameters
sI 1024

SF 500.1300093 Mz
woW QSINE

5B 2

1B 0 Hz

GB 0

BC 1.40

F1 - Processing parameters
1 1024

Mc2 echo-antiecho
SF 125.7578319 MHz
wow QSINE

sSB 2

1B 0 Hz

cB 0

A ppm

ppm N O

F25

30 I 53()

= N\
35 (:) I
-/

HN —100

F45

o —120
— Br

F55 \\/

60 27

— 140

—_— cziggczz 65

-70

—160

5.0 4.5 4.0 3.5 3.0 2.5 ppm

—180

13

I
12 11 10 9 8 7 6 5 4 3 2 1 ppm
S-66. 'H- *C HSQC NMR Spectrum of Compound 27

71



Current Data Parameters

NAME INN-SOHAN-II-106B-1H
EXPNO 7
PROCNO 1

F2 - Acquisition Parameters
Date 20161117

Time 15.38
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2zg30

TD 65536
SOLVENT MeOD

NS 60

Ds 0

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 48.36

DW 50.000 usec
DE 6.50 usec
TE 297.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 500.1330885 MHz
NUC1 1H

Pl 13.00 usec
PLW1 13.00000000 w
F2 - Processing parameters
SI 65536

SF 500.1300102 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

4.871
4.240
4.223
4.208
4.196
4.177
4.031
4.012
3.998
3.985
3.966
3.954
3.942
3.931
3.907
3.642
3.629
3.619
3.309
3.144
3.133
3.122

T ee—

O N

& g8 (RIS
53 | M|O(m Ol
S-67. *H NMR Spectrum of Compound 28
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Current Data Parameters

MAME  INN-SOHAN-NI-106B-13C
q

EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20161117

Time 14.59
INSTRUM spect

PROBHD 5 mm PAEBOQ BB/

PULPROG 2gpg30

TD 65536
SOLVENT MeaOD
NS 479

Ds i}

SWH J2894.738 Hz
FIDRES 0.501934 Hz
A 0.89961472 sec
RG 197.27

DwW 15.200 usec
DE 6.50 usec
TE 2896.8 K

D1 1.00000000 sec

D11 0.03000000 sec
1

======== CHAMNMNEL f| ======
SFO1 125.7703637 MHz
NUC1 13C

P1 8.90 usec

PLW1 10300000000 W
======== CHAMNMNEL 2 ======
SFO2 500.1320005 MHz
NUC2 1H

CPDPRG[2 walz16
FCFPD2 B0.00 usec

PLW2 1200000000 W
PLW12 0.34327928 W
PLW13 017267001 W

F2 - Processing parameters
=1 2768

S5F 125. 7575973 MHz
WDw EM

SSB ]

LE 2.00 Hz

_ O
" @F@
|\ (@)
o N Br
NH,

156.45
125.53
67.29
66.46

66.21
49.20

49.45%
49,32
49.15
48.98
48.81
48.64

49.66

25
— 66,46
— 66,21

—_— = §T.

4%, 66
— 4%, 4%
— 4%, 32
— 48,81
—di. id

|| I| i |r|l -ll i ||| ||II|
N A INPIWARVAU NN

—_——
670 66,5 PPM S00 458 496 494 492 480 488 486 484 482 ppm

28

.54

46

46.54

45.80
45.22

43 .64

41 .31

43,684

—_— I

Ao

T T T
465 46.0 455 4

50 445 440 ppm

| I | I
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 &0

S-69. 1*C NMR Spectrum of Compound 28
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< O N>~ Oo 0o OMOWULIMSAN S IS0 MO WO W~
O O [@ NN NTON S\ INe) OMNOWOONWMS WL O™~ WL
Current Data Parameters © W WM N MMOHONMOHOANAOOODOO0OOOM™II~ANNN
NAME INN-SOHAN-II-77-1H L L T T S
EXPNO 4 0 [ e LIS ONOONOM
PROCNO 1
F2 - Acquisition Parameters \/ \/// \\MN%//
Date 20160413
Time 19.58
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
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 7 N
TE 298.1 K N \
D1 1.00000000 sec
TDO 1 \N
======== CHANNEL fl ========
SFO1 500.1330885 MHz
NUC1 1H
Pl 13.00 usec Br
PLW1 13.00000000 w O
F2 - Processing parameters \\/O
SI 65536
SF 500.1300122 MHz
WDW EM 30a
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I ‘
[
j\“h
|
I
I
1
11 10 9 8 7 6 5 4 3 2 1 ppm
)] o (™ o||lof o o)
@ | |2 SRR ~
— | o ||| o o

S-70. *H NMR Spectrum of Compound 30a
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Current Data Parameters

NAME INN-SOHAN-II-77-13C
EXPNO 5
PROCNO 1

F2 - Acquisition Parameters
Date 20160413

Time 20.00
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 147

DS 4

SWH 32894.738 Hz
FIDRES 0.501934 Hz
AQ 0.9961472 sec
RG 197.27

DW 15.200 usec
DE 6.50 usec
TE 298.6 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7703637 MHz
NUC1 13C

Pl 8.90 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 13.00000000 w
PLW12 0.34327999 W
PLW13 0.21969999 W

F2 - Processing parameters
SI 32768

SF 125.7577738 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

—177.53
—171.38

13612
~ _132.66
~129.04
12875
\124.60

Br

30a

210 200 190 180 170 160 150 140 130 120 110 100
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S-72. *C NMR Spectrum of Compound 30a
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Current Data Parameters . . e T N O [\ — O~ -

NAME INN-SOHAN-II-77-APT = - O S e < - e

EXPNO 6 — — o ~ o~~~ © © 0 ARy

PROCNO 1

F2 - Acquisition Parameters ‘ ‘ ‘ ‘ \/ ‘ \4// \/ ‘ \ \/ /

Date_ 20160413

Time 20.05

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG Jjmod

TD 65536

SOLVENT CDC13

NS 166

DS 4

SWH 32894.738 Hz

FIDRES 0.501934 Hz

AQ 0.9961472 sec

RG 197.27

DW 15.200 usec

DE 6.50 usec N

TE 299.0 K

CNST2 145.0000000

CNST11 1.0000000

D1 1.00000000 sec

D20 0.00689655 sec

TDO 1

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

SFO1 125.7703643 MHz

NUC1 13C Br

Pl 8.90 usec O

P2 17.80 usec (@)

PLWL 103.00000000 W \\/

HANNEL f£2

SFO2 500.1320005 MHz

NUC2 1H 3oa

CPDPRG[2 waltzl6

PCPD2 80.00 usec

PLW2 13.00000000 W

boerin T ™ ( m I T

F2 - Processing parameters

SI 32768

SF 125.7577733 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

pC 1.40

210 200 190 180 170 160 150 140 130 120 110 100
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80
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S-73. *C-APT NMR Spectrum of Compound 30a
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Current Data Parameters TolTe} 0 < N MM ANOOOOOOMSI~I~ NN ©
NAME INN-SOHAN-II-112-1H .. SN e e e e e e e e e e e e e e .
EXPNO 1 o o~ o~ o~ CTELLILLTLTOON OO —
PROCNO 1
F2 - Acquisition Parameters \/ \/ / \\\\W% ‘
Date 20160812
Time 13.36
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 48
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz Cl
AQ 3.2767999 sec
RG 80.35
DW 50.000 usec
DE 6.50 usec
TE 295.4 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
sFO1 500.1330885 Mz N? N
NUC1 1H \
Pl 13.00 usec ~
PLW1 13.00000000 W N
F2 - Processing parameters CI
ST 65536
SF 500.1300140 MHz
WDW EM Br
SSB 0
1B 0.30 Hz O (@)
GB 0 \\/
PC 1.00
30b
11 10 9 8 7 6 5 4 3 2 1 ppm
o oo 0| |oof (o ~
S 2|9 =S| |9 S
< m[|lo N o] [ —

S-74. *H NMR Spectrum of Compound 30b
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S-75. 'H NMR Spectrum (Expansion) of Compound 30b
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Current Data Parameters N~ N~ nmoMOHOMmANN N~NO <N
NAME INN-SOHAN-TI-112-13C — il Rl R T B | <t < < <
EXPNO 2
T N7 NVZ
F2 - Acquisition Parameters
Date_ 20160812
Time 13.43
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30 Cl
TD 65536
SOLVENT CDC13
NS 500
Ds 0
SWH 32894.738 Hz
FIDRES 0.501934 Hz
AQ 0.9961472 sec
RG 197.27
DW 15.200 usec
DE 6.50 usec N 2\
TE 296.0 K \
D1 1.00000000 sec ~
D11 0.03000000 sec N
TDO 1 CI
== CHANNEL f1 ==
125.7703637 MHz
13C
8.90 usec Br
103.00000000 W 0] o)
======== CHANNEL f2 ======== \\/
SFO2 500.1320005 MHz
NUC2 1H 30b
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 13.00000000 W
PLW12 0.34327999 W
PLW13 0.17267001 W
F2 - Processing parameters
SI 32768
SF 125.7577691 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
PR T - AN RPIOR

210 200 190 180 170 160 150 140 130 120 110 100
S-76. 1*C NMR Spectrum of Compound 30b
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Current Data Parameters . R Lo . < O [selte] — O =~

NAME INN-SOHAN-II-112-APT = 2 FANIS Sl <" - Edad

EXPNO 3 — — o o [ 0 o te} < S

PROCNO 1

F2 - Acquisition Parameters ‘ ‘ ‘ ‘ \ / ‘ \‘/ \/ ‘ \ \ / /

Date_ 20160812

Time 14.35

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG Jjmod

TD 65536

SOLVENT CDC13

NS 1446

DS 0 Cl

SWH 32894.738 Hz

FIDRES 0.501934 Hz

AQ 0.9961472 sec

RG 197.27

DW 15.200 usec

DE 6.50 usec

TE 296.5 K

CNST2 145.0000000

CNST11 1.0000000

D1 1.00000000 sec

D20 0.00689655 sec N 7 N

TDO 1 \

======== CHANNEL fl ======== <

SFO1 125.7703643 MHz N

NUC1 13C

Pl 8.90 usec CI

p2 17.80 usec

PLW1 103.00000000 W

HANNEL £2 Br

SFO2 500.1320005 MHz

NUC2 1H O O

CPDPRG[2 waltzl6 \\/

PCPD2 80.00 usec

PLW2 13.00000000 w

PLW12 0.34327999 W 30b

F2 - Processing parameters

SI 32768

T TIEY (e liizva T T

WDW EM

SSB 0

LB 1.00 Hz

GB 0

pC 1.40

I I I I R RN RN
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70

S-77. ¥*C-APT NMR Spectrum of Compound 30b
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Current Data Parameters TILITTOOOOON OMNMHNNNOOOOO0OOO0OO0OOOMSIINNN N
NAME INN-SOHAN-II-429-1H
?ﬁggﬁo 7Z 0 00 GO 00 0O [~ [~ [~ [~ [~ ™~ P ILLIILSLISLSILSTILTONOONO OO O A
F2 - Acquisition Parameters W \W \\Wm’%/g/
Date 20190106
Time 23.51
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 54274 Br
SOLVENT cpel3
NS 25
DS 0
SWH 8223.685 Hz
FIDRES 0.151522 Hz
AQ 3.2998593 sec
RG 161
DW 60.800 usec
DE 6.50 usec
TE 294.7 K N7 N
D1 1.00000000 sec \
TDO 1 —
======== CHANNEL fl ======== N
NUC1 1H Br
Pl 14.75 usec
PL1 -1.00 dB
PL1W 10.56200695 W [ B
SFO1 400.1324710 MHz I r
[ (@) o
F2 - Processing parameters
ST 32768 \\/
SF 400.1300100 MHz
WDW EM 30c
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
#’ Jk g
11 10 9 8 7 6 5 4 3 2 1 ppm
o ™~ N~ <| |~~| [© o N
© © 0 | |©f |® < ™
™ o o IR ARE] i -

S-78. *H NMR Spectrum of Compound 30c
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Current Data Parameters

NAME INN-SOHAN-II-429-13C
EXPNO 78
PROCNO 1

F2 - Acquisition Parameters
Date_ 20190106

Time 23.52
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 556

Ds 0

SWH 26785.715 Hz
FIDRES 0.408718 Hz
AQ 1.2233387 sec
RG 1030

DW 18.667 usec
DE 6.50 usec
TE 295.0 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C

Pl 8.50 usec
PL1 -2.00 dB
PL1W 56.53121948 W
SFO1 100.6238364 MHz
======== CHANNEL f2 ========
CPDPRG[2 waltzl6

NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 14.50 dB
PL2W 10.56200695 W
PL12W 0.35871249 W
PL13W 0.29767781 W
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768

SF 100.6127515 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

—177.89

—170.75

134.90

132.11

S
-

—130.60

~
N

127.87

124.58

77.52
77.20
76.88
_—66.35

-65.59

Br

Br

30c

I I I A RN AR RARRRRR
80 70

210 200 190 180 170 160 150 140 130 120 110 100
S$-80. **C NMR Spectrum of Compound 30c

50 40 30 20 ppm



