Supplementary Materials

Figure S1. "H-NMR spectrum of compound 4.
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Current Data Parameters

NAME O0eLECE2IIA
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20140305

Time 13.58
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG zg30

TD 65536
SOLVENT MeOD

NS 1024

DS 1

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 256

Dw 81.000 usec
DE 6.00 usec
TE 298.2 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
NUC1 1H

Pl 13.20 usec
PL1 3.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768

SF 300.1312160 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00
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Figure S2. >*C-NMR spectrum of compound 4.
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Figure S3. HMQC spectrum of compound 4.
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Current Data Parameters
NAME oe-lecez2iia
2

EXPNO
PROCNO 1
‘ F2 - Acquisition Parameters
| L 20 Date_ 20140911
® . Time 16.50
b INSTRUM spect
. .
—3 L. Mo PROBHD 5 mm TBI 1H-BB
[]] PULPROG hmgegpaf
~ 28 ™ 1024
Lo ' SOLVENT MeOD
S & NS 64
| - 40 DS 16
. H 4496.403 Hz
- FIDRES 4.391018 Hz
Iy 20 0.1140300 sec
O RG 14596.5
® o DW 111.200 usec
DE 6.00 usec
@ TE 298.2 K
~ 60 CNST2 145.0000000

.00000300 sec

(]
o
[ -]
&
-

D1 1.50000000 sec

. d2 0.00344828 sec
@ d12 0.00002000 sec

Y di3 0.00000400 sec

0.00010000 sec

[ 7Y Y L 80 DELTAL 0.00232428 sec

0.00001785 sec

CHANNEL f1

1H

13.85 usec
27.70 usec
0.00 dB
500.0348381 MHz

—100

—
_—
—
—
—
p—
CHANNEL f2
—3

31.50 usec
80.00 usec
0.00 dB
8.10 dB
125.7458676 MHz

—120

GRADIENT CHANNEL

GPNAM1 SINE.100
GPNAM2 SINE.100
GPNAM3 SINE.100
140 GPZ1 50.00 %
GPZ2 30.00 %
GPZ3 40.10 %
P16 1000.00 usec

F1 - Acquisition parameters
NDO 2

TD 128
160 SFOL 125.7459 MHz
FIDRES 218.837540 Hz
sW 222.760 ppm
FnMODE QF

F2 - Processing parameters
SI 4

SF 500.0330979 MHz
—180 WDW QSINE
SsB 2
LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters
200 ST 1024
M2 OF
SF 125.7332300 MHz
WDW QSINE
ssB 2
LB 0.00 Hz
T T T T T T T T o o
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Figure S4. HMBC spectrum of compound 4.
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M ‘.‘* ] F2 - Acquisition Parameters
LR Y - 20 Date_ 20140911
— Time 20.33
] t‘ .. INSTRUM spect
1 ‘ .. PROBHD 5 mm TBI 1H-BB
W W ‘ PULPROG hmbcgplpndgf
[ d D 096
' ' . ¢ SOLVENT MeOD
NS 64
[} ” mrE ! - 40 DS 16
[ ] [) [} N IR 1N N SWH 4496.403 Hz
' . ‘ FIDRES 1.097755 Hz
) AQ 0.4556364 sec
' bl k 8 oy ! w .l RG 16384
y . DW 111.200 usec
[ e 0 DE 6.00 usec
- 60 TE 299.2 K
L CNsT2 145.0000000
(1] " L CNST13 10.0000000
[} ' do 0.00000300 sec
— o 0' L) D1 1.50000000 sec
—A ' [} [} dz2 0.00344828 sec
' de 0.05000000 sec
' @ Po ] - 80 D16 0.00010000 sec
INO 0.00001785 sec
= CHANNEL f1
1H
E 13.85 usec
0 ] 8 27.70 usec
- 0.00 dB
100 500.0348381 MHz
— [ [] » = = CHANNEL f2
‘ NUC2 13¢C
p3 31.50 usec
PL2 0.00 dB
7120 SFO2 125.7458676 MHz
GRADIENT CHANNEL
GPNAM1 SINE.100
GPNAM2 SINE.100
GPNAM3 SINE.100
cpz1 50.00 %
cpz2 30.00 %
! 140 GPZ3 40.10 %
P16 1000.00 usec
. 1 - Acquisition parameters
f N NDO
™ 128
— (] ¢ [] [ ] " SFO1 125.7459 MHz
160 FIDRES 218.837540 Hz
sW 222.760 ppm
FnMODE QF
F2 - Processing parameters
. sI 2048
[] (X ) SF 500.0331001 MHz
WDW SINE
180 se o
LB 0.00 Hz
cB 0
pC 1.40
F1 - Processing parameters
ST
3 200 MC2 QF
SF 125.7332255 MHz
WDW SINE
ssB [
LB 0.00 Hz
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Figure S5. HPLC-MS-full scan of compound 4.
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Figure S6. MS/MS 649 m/z of compound 4.
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Figure S7. IR spectrum of compound 4.
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Figure S8. 1H- NMR spectrum of compound 5.
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Figure S9. 13C-NMR spectrum of compound 5.
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Figure S10. HMQC spectrum of compound 5.
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Current Data Parameters
NAME

0eLCE2ITB
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140808
Time 16.58
INSTRUM spect
PROBHD 5 mm TBI 1H-BB
PULPROG hmgcgpaf

D 1024
SOLVENT DMSO

NS 800

DS 16

SWH 5040.323 Hz
FIDRES 4.922190 Hz
20 0.1017300 sec
RG 26008

W 99.200 usec
DE 6.00 usec
TE 300.2 K
CNST2 145.0000000

do 0.00000300 sec

DL 1.50000000 sec
dz2 0.00344828 sec
di2 0.00002000 sec
di3 0.00000400 sec
6 0.00010000 sec
DELTAL 0.00232428 sec
0 0.00002400 sec
= CHANNEL f1
NUCL
P1 13.85 usec
p2 27.70 usec
PL1 0.00 dB
SFOL 500.0353535 MHz
= CHANNEL f2
garp
13¢
31.50 usec
80.00 usec
0.00 dB

8.10 d
125.7428494 MHz

GRADIENT CHANNEL

GPNAML SINE.100
GPNAM2 SINE.100
GPNAM3 SINE.100
GPZ1 50.00 %
GPZ2 30.00 %
GPZ3 40.1

P16 1000.00 usec

F1 - Acquisition parameters
NDO 2

D 128
SFOL 125.7428 MHz
FIDRES 162.760422 Hz
SW 165.682 ppm
FnMODE oF

F2 - Processing parameters
SI

SF 500.0330980 MHz
WDW OSINE
SSB 2
LB 0.00 Hz
GB 0
BC 1.40

F1 - Processing parameters
SI 1024

MC2 OF
SF 125.7332804 MHz
WoW QSINE
SSB 2
LB 0.00 Hz
GB 0
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Figure S11. HMQC spectrum of compound 5.
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Current Data Parameters

NAME 0eLCE2IIB
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140822
i 16.56
INSTRUM spect
PROBHD 5 mm TBI 1H-BB
PULPROG  hmbcgplpndgf
4096
SOLVENT MeOD
NS 1024
Ds 16
SWH 10000.000 Hz
FIDRES 2.441406 Hz
AQ 0.2049000 sec
RG 16384
DW 50.000 usec
DE 6.00 usec
TE 298.2 K
CNST2 145.0000000
CNST13 10.0000000
do 0.00000300 sec
D1 1.50000000 sec
dz2 0.00344828 sec
de 0.05000000 sec
Dlé6 0.00010000 sec
INO 0.00001790 sec
1H
13.85 usec
27.70 usec
PL1 0.00 dB
SFO1 500.0380883 MHz

= = CHANNEL f2 ==

NUC2 3cC

P3 31.50 usec
PL2 0.00 4B
SFO2 125.7459733 MHz

GRADIENT CHANNEL

GPNAM1 SINE.100
GPNAM2 SINE.100
GPNAM3 SINE.100
GPZ1 50.00 %
GPZ2 30.00 %
GPZ3 40.10 %
P16 1000.00 usec

F1 - Acquisition parameters
NDO 2

TD 128
SFO1 125.746 MHz
FIDRES 218.226257 Hz
sw 222.138 ppm
FnMODE QF

F2 - Processing parameters
sI

SF 500.0330967 MHz
WDW SINE
SSB 0

LB 0.00 Hz
GB 0

PC 0.80

F1 - Processing parameters
sI 1024
Mc2 QF

SF 125.7332151 MHz
WDW SINE
SSB 0

LB 0.00 Hz
GB 0
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Figure S12. HPLC-MS of compound 5.
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Figure S13. IR spectrum of compound 5.
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Figure S14. "H-NMR spectrum of compound 6.
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PULPROG zg30

TD 65536
SOLVENT MeOD

NS 512

DS 1

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 143.7

DW 81.000 usec
DE 6.00 usec
TE 296.2 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 13.20 usec
PL1 3.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
ST 32768

SF 300.1300077 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00
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Figure S15. 3*C-NMR spectrum of compound 6.
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Figure S16. HPLC-MS of compound 6.
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Figure S17. IR spectrum of compound 6.
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