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Figure S1. 'H-NMR of 1a.



S2

1

SB01-23-13C

1 C:\Bruker\TopSpin3.0\data\souvik82\nmr

~BYGLZE |
> 9961'8¢ |
$658'8€
L890°6€ |

9587'6¢
L7696
8206'6€ |
vLLLOY
~> LE0b'SS -

]

—>€165°0L -

—>2£90°.8

~1688°00} -

=—>000L°bEL ~
—S9Z8E'VLL
“—=>89L¥'9LL ~

—>:9676°9Z1 -
—8/51'8Z)
—£685°9Z) |
—=0LLE'6Z -

~>9plp'LEL

~>6LLLLS) - w =
~>L167'951 -4
~*1692°65L -
~—>15V9'6G1 |
—>Z0£L'65

s\ (I NN L

[ppm]

I
100

I
150

I
200

Figure S2. >*C-NMR of 1a.



S3

F2 - Acquisition Parameters
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E Current Data Parameters
¢

Date_ 20140214
Time 10.08
INSTRUM spect
PROBHD 5 mm PABBO BB-
h PULEROG 2g30
65536
SOLVENT DMSO
NS 16
Ds 2
SWH 8223.685 Hz

FIDRES " 0.125483 Hz
PhagmSci Milhey sec
RG 175.22
DW 60.800 usec
DE 6.50 usec

296.1 K
D1 1.00000000 sec
1

======== CHANNEL f] ========
NUC1 1H

PLl 15.00 usec
PLW1 11.40600014 W
SFOl 400.1324710 MHz

F2 - Processing parameters
SI 36

Wow EM
SSB 0

LB 0.30 Hz
GB 1]

PC 1.00

F
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Figure S3. '"H-NMR of 1b.
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Figure S4. *C-NMR of 1b.
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Figure S5. "F-NMR of 1b.

Ccurrent Data parameters

NAME 5501—27-19F-2—08-17-15

EXPNO 1

PROCNO 1

F2 - Acquisition parameters

Date_ 20150817

Time 14.10

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zgfhigqn.z

TD 131072

SOLVENT DMSO

NS 256

DS 4

SWH 89285.711 Hz

FIDRES 0.681196 Hz

AQ 0.7340532 sec

RG 199.69

DW 5.600 usec

DE 6.50 usecC

TE 296.2 K

Dl 1.00000000 sec

D11 0.03000000 sec

D12 0.00002000 sec

TDO 1

=== s CHANNEL £1 memmssmme=

NUC1 19F

Pl 15.00 usec

PLW1 16.89999962 W

SFOl1 376.4607164 MHz
== CHANNEL f2 ==m=====

CPDPRG2 waltzl6

Nuc2 1H

PCPD2 90.00 usec

PLW2 15.00000000 W

PLW12 0.36296001 W

SFO2 400.1316005 MHZ

F2 - Processing parameters

sI 65536

SF 376.4983660 MHZ

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00



Current Data Parameters

NAME SB01-29
EXPNO 1
,\’l"” PROCNO s 4
F2 - Acquisition Parameters
Date_ 20140219
—D ia Time 13.51
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685 Hz
FIDRES o 0.125483 Hz
PharmSci MiPhey sec
RG 199.69
DW 60.800 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
TDO 1
N
Q< ======== CHANNEL fl ========
NUC1 1H
l Pl 15.00 usec

W
F 8
()

i A Wt (i‘

PLW1 11.40600014 W
SFO1 400.1324710 MHz

F2 - Processing parameters
65536

SF 400.1300025 MHz

LB 0.30 Hz

PC 1.00

Q
w
3
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Figure S6. 'H-NMR of 1¢.
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Figure S7. °*C-NMR of 1c.
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>harmSci Miller (“X’)

45 Current Data Parameters
NAME SBUL‘ZQ*lBF-S-OE—l'f—lS
\ EXPNO 1
& wWh PROCNO i
U“ F2 - Acquisition Parameters
— Date_ 20150817
\ ‘ Time 14.21
INSTRUM spect
— Wh)- PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn.2
=0 D 131072
C SOLVENT DMSO
{L NS 256
DS %
SWH 89285.711 Hz
FIDRES 0.681196 Hz
RQ 0.7340532 sec
RG 199.69
DW 5.600 usec
DE 6.50 usec
TE 296.3 K
Dl 1.00000000 sec
D1l 0.03000000 sec
D12 0.00002000 sec
TDO 1
—======= CHANNEL fl =
NUCl 19F
Pl 15.00 usec
PLW1 16.89999962 W
SFOl 376.4607164 MHz
== CHANNEL f2 =
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 15.00000000 W
PLW12 0.36296001 W
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 65536
SF 376.4983660 MHZ
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
ft - ; - NP—— TP . \ '
-110 112 114 116 118 120 122 ppm

Figure S8. '’F-NMR of 1c.
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Current Data Parameters
NAME

SB01-31
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140221
Time 10.36
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
D 65536
SOLVENT DMSO
Ns 16
Ds 2
SWH 8223.685 Hz
FIDRES | 0.125483 Hz
PharmSci Mi-bekey sec
RG 199.69
DW 60.800 usec
DE 6.50 usec
TE 296.1 K
DL 1.00000000 sec
TDO 1
== CHANNEL fl ========

15.00 usec
11.40600014 W
400.1324710 MHz

F2 - Processing parameters

SI 65536

SF 400.1300000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

1.02

1.00

4
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Figure S9. 'H-NMR of 1d.
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Figure S10. *C-NMR of 1d.
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Current Data Parameters
NAME SBO1-33
w EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140227
’

N Time 13.44
INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG 2g30
/le ™ 65536

SOLVENT DMSO
N5 16
D5
SWH 8223.685 Hz
FIDRES | 0.125483 Hz
PhatmSci Mi-bskey sec
RG 199.69
DW 60.800 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
TDO 1
m=m====== CHANNEL fl =
NUC1 1H
P1 15.00 usec
PLWL 11.40600014 W
SFO1 400.1324710 MHz
F2 - Processing parameters
S1 65536
SF 400.1300036 MHz
r WDW EM
r SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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Figure S11. 'H-NMR of 1e.



PharmSci Miller

Current Data Param
NAME SB01-33-1
EXPNO

PROCNO

F2 - Acquisition F
Date 201
Time
INSTRUM

i PROBHD 5 mm PAB
PULPROG
TD
SOLVENT
NS
DS
SWH
FIDRES
RO
RG
DW
DE
TE
D1 2.00C
D11 0.03¢C

m

N

D
o
=

-
w
MY Ca (2

=s====w== CHANNEL {

PLW1 56.00¢
SFO1 100.62

======== CHANNEL {
CPDPRG2 wWe
NUC2

PCPD2

PLWZ2 15.00C
PLW12 0.362
PLW13 0.29¢
SFO2 00.1:
F2 - Processing p:&
SI

SF 100.61
wDw

SSB 0

LB

GB 0

PC
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Figure S12. >*C-NMR of le.
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Current Data Parameters

NAME 5B01-41-3
EXPNO X
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140326
Time 12.14
i INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2g30
TD 65536
SOLVENT DMSO
NS 16
Ds 2
SWH 8223.685 Hz
FIDRES z 0.125483 Hz
PhagmSci Mileler sec
RG 199.69
DA 60.800 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
TDO 1
s mmmmmmm= CHANNEL f1 ===
NUC1 1H
Pl 15.00 usec
PLW1 11.40600014 W
SFOl 400.1324710 MHz
F2 - Processing parameters
sI 65536
SF 400.1300041 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BC 1.00
LJ J B KL,JL
R e o e e T e e e e e e e r—r—r—r—r—r—
7 5 4 3 2 1 0 ppm
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Figure S13. 'H-NMR of 1f.
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Figure S14. *C-NMR of 1f.
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~ Current Data Parameters
\ - NAME SB01-35-3rd
EXPNO 1
N - PROCNO 1
F2 - Acquisition Parameters
N Date_ 20140314
’,\ Time 10.26
X INSTRUM spect
, i PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 65536
. SOLVENT DMSO
O NS 16
DS 2
| swH 8223.685 Hz
b FIDRES 0.125483 Hz
PhagmSci Mi-biley sec
RG 132.71
' DW 60.800 usec
V DE 6.50 usec
TE 296.2 K
D1 1.00000000 sec
TDO 1
==== CHANNEL f1
Pl .00 usec
PLW1 11.40600014 W
D SFOl 400.1324710 MHz
Q F2 - Processing parameters
| sI 65536
( SF 400.1300036 MHz
WDW EM
Sy SSB 0
A LB 0.30 Hz
T~ 4 GB 0
o BC 1.00
1
i
\%
e b s i S e B L e i T [ = T B e e M e e W
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Figure S15. 'H-NMR of 1g.
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Figure S16. °C-NMR of 1g.
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Figure S17. '"H-NMR of 1h.
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Figure S18. >*C-NMR of 1h.
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Current Data Parameters
NAME SB01-36
w EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140318
N‘v Time 11.05
] . INSTRUM spect
PROBHD 5 mm PABBO BB-

\ PULPROG zg30
7 ® D i :

NS 16
DS 2
SWH 8223.685 Hz
FIDRES | 0.125483 Hz
PhagmSci Mi-:&&’ﬁ@? sec
RG 199.69
DW 60.800 usec
DE 6.50 usec
TE 296.1 K
Dl 1.00000000 sec
TDO il
= CHANNEL f1 ==
1H
Pl 15.00 usec
PLWL 11.40600014 W
SFOl 400.1324710 MHz

F2 - Processing parameters
SI 65536

SF 400.1300040 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB
BEC 1.00
B _J i , .

=3

o S T T [ O o T B T T T T 3 L T )

1 T
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Figure S19. 'H-NMR of 1i.
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Figure S20. *C-NMR of 1i.
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2 | C Current Data parameters
A~ = Current DeBo1-36-19F-3-08-17715
\ \ P2 Ry EXPNO 1
~ /= N L PROCNO 1
L : F2 - Acquisition parameters
/ 1 L Date_ 20150817
. Time 14.32
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhigan- 2
TD 131072
SOLVENT DMSO
NS 256
DS 4
SWH 39285.711 Hz
FIDRES 0.681196 Hz
AQ 0.7340532 sec
RG 199.69
DW 5.600 usec
A e DE 6.50 usec
Uevglnsa i b bbby . " - TE 296.3 K
" Ao il 1144 PR TP Ty N -‘*‘MMM 1.00000000 sec
| o s Llelin b1l 0.03000000 sec
¥ 0.00002000 sec
TDO A
—=m====== CHANNEL £l =======%
NUC1 19F
Pl 15.00 usec
PLW1 16.89999962 W
SFOl 376.4607164 MHz
_———c—== CHANNEL £2 =777
CPDPRG2 waltz16
NUC2 1H
pCcPD2 90.00 usec
PLW2 15.00000000 W
PLW12 0.36296001 W
SFO2 400.1316003 MHZ
F2 - Processing parameters
s1 65536
SF 376.4983660 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
-105
110 -115 120 125 -

Figure S21. ""F-NMR of 1i
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Current Data Parameters

NAME SB01-65-11-3-14-2nd
EXPNO 1
PROCNO 1
“L— F2 - Acquisition Parameters
o) H Date_ 20141103
Time 14.52
— ;i INSTRUM spect
PROBHD 5 mm PABBO BB-
~ Ny PULPROG zg30
o gl D 65536
2'— SOLVENT DMSO
NS 128
) DS 2
SWH 8223.685 Hz
‘l ' O FIDRES | 0.125483 Hz
PhagmSci Mi.behey sec
a RG 15969
1 DW 60.800 usec
DE 6.50 usec
o TE i
<8 D1 1.00000000 sec
2 TDO 1
smmmmum= CHANNEL £l mssss=ws
a NUC1
\L P1 15.00 usec
PLW1 11.40600014 W
SFOl 400.1324710 MHz
F2 - Processing parameters
SI 65536
o SF 400.1300000 MHz
WDW EM
N SSB
= LB 0.30 Hz
GB
PC 1.00
<
<J,
~
: A N
e e R A T e [t e ([ o PR | T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 ppm

Figure S22. 'H-NMR of 1j.
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Current Data Parameters

NAME SB01-58-II
(=) EXPNO £
A PROCNO Y
\N/ I F2 - Acquisition Parameters
Date_ 20140918
Time 10.40
‘ INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2930
TD 65536
SOLVENT DMSO
c.hf NS 16
Ds 2
: " SWH 8223.685 Hz
N FIDRES | 0.125483 Hz
i 2- PharmSci Mi-lshesr sec
RG 199.69
DW 60.800 usec
K DE 6.50 usec
TE 295.9 K
Dl 1.00000000 sec
TDO 1
K
PLW1 11.40600014 W
SFO1 400.1324710 MHz
\ F2 - Processing parameters
SI
g SF 400.1300047 MHz
WDW EM
z SSB 0
LB 0.30 Hz
G GB 0
BEC 1.00
l|||l||s||||||v||lllv|l'|I||l4||||||l|IV!|vY!||\IVI1
7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 ppm
© N o~ o™ (=4 o] o
& ] | " < S b S
x> ollen N e \ « ©

Figure S23. 'H-NMR of 1k.
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Figure S24. >*C-NMR of 1k.
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w NS 16
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OQ Wy SWH 8223.685 Hz
.—_,O
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BRUKER
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Current Data Parameters

NAME SBO1-61-1
EXPNO 1
PROCNO i
F2 - Acquisition Parameters
Date 20140924
Time 13:19
INSTRUM spect

PROBHD S mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT DMSO

FIDRES | 0.125483 Hz
PhagmSci M3-Pehe&ss sec

RG 199.69
DW 60.800 usec
DE 6.50 usec
TE 297.0 K
Dl 1.00000000 sec
TDO 1

1H
15.00 usec
11.40600014 W
400.1324710 MHz

F2 - Processing parameters
6

s1

SF 400.1300045 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

<l o - w0

Figure S25. "H-NMR of 11.

S25



S26

PharmSci Middér

Current Data Parameters
- NAME SB01-61-13C
0 EXPNO 1
" PROCNO 1
F2 - Acquisition Parameters
Date_ 20140924
Time 14.38
INSTRUM spect
CRJ PROBHD 5 mm PABBO BB-
PULPROG zgpg30
| TD 65536
L, N¥qg_ SOLVENT DMSO
NS 1024
=) DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 199.69
DW 20.800 usec
DE 6.50 usec
TE 298.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f]l ==
NUC1 13c
Pl 9.25 usec
PLW1 56.00000000 w
SFO1 100.6228293 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PLW2 15.00000000 w
PLW12 0.36296001 W
PLW13 0.2%400000 W
‘1 SF02 400.1316005 MHz
MMM{ " ‘._“‘ 1 i nL“'* et F2 - Processing parameters
" Ghui i L e ™ ST 32768
SF 100.6128193 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

O | BT [ TR ) g [ aass) i ol e rananns 1o Sl = i LR deaieean) L2 [

180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 ppm

Figure S26. >*C-NMR of 11.
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Current Data Parameters

NAME SB01-56-09-11-14

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20140911

Time 14.00

INSTRUM spect

PROBHD S5 mm PABBO BB-

PULPROG 2930

TD 65536

SOLVENT DMSO

NS 16

DS 2

SWH 8223.685 Hz

FIDRES | 0.125483 Hz
PhagmSci Mililew sec

RG 199.69

oW 60.800 usec

DE 6.50 usec

TE 296.0 K

Dl 1.00000000 sec

TDO 1

Pl 15.00 usec
PLW1 11.40600014 W
SFO1 400.1324710 MHz

F2 - Processing parameters
S1 65536

] T L T T T

9 8

7 6
s
N -

-

NS TR L i L T [ R U e T o PR R e e [ B

5 4 3

3.20

Figure S27. 'H-NMR of 1m.
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Figure S28. 3C-NMR of 1m.
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harmSci Miller (_‘>(7

? current Data pParameters
NAME 5301-56A195—3-DB‘15-15
EXPNO i
Q) PROCNO 1
i F2 - Acquisition pParameters
5 Date_ 20150817
Time 14.42
7 ot INSTRUM spect
PROBHD 5 mm PARBBO BE-
\ PULPROG zgfhiggn.2
TD 131072
- o NI SOLVENT DMSO
O NS 256
DS 4
SWH 89285.711 Hz
FIDRES 0.681196 Hz
AQ 0.7340532 sec
RG 199.69
DW 5.600 usec
DE 6.50 usec
TE 296.3 K
Dl 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
——====== CHANNEL fl =
NuUcl 1eF
Fl 15.00 usec
PLWL 16.89999962 W
SFO1 376.4607164 MHZ
—=—===== CHANNEL £2 =
CPDPRG2 waltz16
NUC2 1H
PCPD2 90.00 usec
PLW2 15.00000000 W
PLW1Z 0.36296001 W
SFO2 400.1316005 MHZ
F2 - Processing parameters
s1 65536
SF 376.4983660 MHZ
WDW EM
SsB 0
LB 0.30 Hz
J GB 0
/ BC 1.00
— e P— [
M
111.5 112.0 12,5 113.0 113.5 -114.0 114.5 ppm

Figure S29. "’F-NMR of 1m.



