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Figure S2. H-'H COSY (500 MHz, CD30D) spectrum of 1.
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Figure S3. °C NMR (125 MHz, CD30D) spectrum of 1.
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Figure S4. HSQC (500 MHz, CD30D) spectrum of 1.
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Figure S5. HMBC (500 MHz, CD30D) spectrum of 1.
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Figure S6. NOESY (500 MHz, CD3OD) spectrum of 1.
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Figure S8. H-'H COSY (700 MHz, CD30D) spectrum of (S)-MTPA ester of 1a.
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Figure S9. *H NMR (700 MHz, CD30D) spectrum of (R)-MTPA ester of 1b.
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Figure S10. *H-'H COSY (700 MHz, CD30D) spectrum of (R)-MTPA ester of 1b.
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Figure S11. *H NMR (700 MHz, CDCls) spectrum of 2.
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Figure S12. *H-'H COSY (700 MHz, CDCIs) spectrum of 2.
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Figure S13. 3C NMR (176 MHz, CDClIs) spectrum of 2.
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Figure S14. HSQC (700 MHz, CDCIs) spectrum of 2.
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Figure S15. HMBC (700 MHz, CDCIs) spectrum of 2.
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Figure S16. NOESY (700 MHz, CDCls) spectrum of 2.
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Figure S18. H-'H COSY (500 MHz, CDCIs) spectrum of 3.

ppm
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Figure S19. 3C NMR (176 MHz, CDClIs) spectrum of 3.
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Figure S20. HSQC (500 MHz, CDCIs) spectrum of 3.

, ppm
.
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Figure S21. HMBC (500 MHz, CDCIs) spectrum of 3.

ppm
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Figure S22. NOESY (700 MHz, CDCls) spectrum of 3.
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6.947

Figure S23. *H NMR (700 MHz, CDCls) spectrum of 4
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Figure S24. *H-'H COSY (700 MHz, CDCIs spectrum of 4.

[ ppm
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Figure S25. 3C NMR (176 MHz, CDCls) spectra of 4.
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Figure S26. HSQC (700 MHz, CDCIs) spectrum of 4.
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Figure S27. HMBC (700 MHz, CDCIs) spectrum of 4.
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Figure S28. NOESY (700 MHz, CDCls) spectrum of 4.
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Figure S30. 'H-'H COSY (700 MHz, CDClIs spectrum of 5.
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Figure S31. 3C NMR (176 MHz, CDCls) spectra of 5.
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Figure S32. HSQC (700 MHz, CDCIs) spectrum of 5.
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Figure S33. HMBC (700 MHz, CDCIs) spectrum of 5.
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Figure S34. NOESY (700 MHz, CDCls) spectrum of 5.
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Figure S35. *H NMR (500 MHz, CDCls) spectrum of (S)-MTPA ester of 5a.
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S38

Figure S36. H-'H COSY (500 MHz, CDCIs) spectrum of (S)-MTPA ester of 5a.
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Figure S38. H-'H COSY (500 MHz, CDCIs) spectrum of (R)-MTPA ester of 5b.
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5.045

Figure S39. 'H NMR (700 MHz, DMSO) spectrum of 5.
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Figure S40. 'H-'H COSY (700 MHz, DMSO) spectrum of 5.
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Figure S41. *C NMR (176 MHz, DMSO) spectrum of 5.
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Figure S42. HSQC (700 MHz, DMSOQO) spectrum of 5.
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Figure S43. HMBC (700 MHz, DMSO) spectrum of 5.

B A J Jw ppm

NAME Penlive2-68d
EXPNO 8052
I PROCNO 1
Date_ 20140511
— » ® . ° | 20 Time 14.00
—e v o @ INSTRUM spect
PROBHD 5 mm PABBI 1H/
| PULPROG hmbcgplpndgf
TD 4096
SOLVENT DMSO
— ° S 8
—_— ° A w ° — 40 ps 16
l a SWH 4201.681 Hz
| FIDRES 1.025801 Hz
AQ 0.4874740 sec
= : 5 o 35
DW 119. usec
p— ° " ) e — 60 DE 6.50 usec
TE 03.5 K
| CNST2 145.0000000
— L] . ® CNST13 5.0000000
4 » = 3 DO 0.00000300 sec
| 80 D1 1.79999995 sec
D2 0.00344828 sec
D6 0.10000000 sec
| D16 0.00010000 sec
INO 0.00001185 sec
—4 L
= CHANNEL f1
3 16.00
PL1 .00 dB
PLIW 23.41078186 W
| 120 SFO1 700.1321004 MHz
4 , . —======= CHANNEL f2 ========
L NUC2 13C
P3 21.00 usec
PL2 -1.00 dB
| 140 PL2W 134.39680481 W
SF02 176.0689547 MHz
- - L = GRADIENT CHANNEL
GPNAM1 SINE.100
GPNAM2 SINE.100
- 160 CPNAMS SINE.100
GPZ1 50.00 %
GPZ2 30.00 %
L GPZ3 40.10 %
o P16 1000.00 usec
NDO 2
I 180 TD 152
SFO1 176.069 MHz
FIDRES 278.003601 Hz
L sw 240.000 ppm
FnMODE QF
' e 2048
—3 . “ - SF 700.1300084 MHz
200 WDW QSINE
. SSB 3
L LB 0.00 Hz
GB 0
PC 1.40
- 220 S 4096
MC2 QF
SF 176.0478849 MHz
L WDW QSINE
SSB 0
LB 0.00 Hz
GB 0

55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 ppm



Mar. Drugs 2014, 12 S46

Figure S44. NOESY (700 MHz, DMSQO) spectrum of 5.
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Figure S45. *H NMR (500 MHz, CDCls) spectrum of 6
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Figure S46. *H-'H COSY (500 MHz, CDCIs) spectrum of 6.
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Figure S47. 3C NMR (125 MHz, CDCls) spectrum of 6.
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Figure S48. HSQC (500 MHz, CDCIs) spectrum of 6.
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Figure S49. HMBC (500 MHz, CDCIs) spectrum of 6.
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Figure S50. NOESY (500 MHz, CDCls) spectrum of 6.
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Figure S51. *H NMR (500 MHz, CDCls) spectrum of (S)-MTPA ester of 6a.
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Figure S52. H-'H COSY (500 MHz, CDCIs) spectrum of (S)-MTPA ester of 6a.
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Figure S53. *H NMR (500 MHz, CDCls) spectrum of (R)-MTPA ester of 6b.

TdMONOANLW OO MM N~ MO NNTOANONM S MO N < SNOONMNNTO-NO o
MAN—AH1O N OO N~ O L - NS OO OOLWAN o < OO NO OO Q0 WL N~
TETTTMMON IS < O O MOO~NNOOW A0 STANAADOOOOO O
D e N ) [ToRToNTolTe] o St IITOOOMOM N NN AA—AA—100 0000 o
NAME Penliv2-70-1
EXPNO 31
PROCNO 1
Date_ 20140721
Time 17.00
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG zg30
TD 16384
SOLVENT CDCI3
NS 16
DS 2
SWH 4000.000 Hz
FIDRES 0.244141 Hz
AQ 2.0480499 sec
RG 119.65
DW 125.000 usec
DE 16.00 usec
TE 303.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL 1 ========
SFO1 500.1319005 MHz
NUC1 1H
P1 12.00 usec
Si 65536
SF 500.1300224 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.05
I
|
I
| |

I
-
L _

7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 ppm
| < o ) o To) w|ofo] [« ™ o
N S ~ — ™ 0|N[~| |0 o) o
oS i o i i < d|s| | o) o



Mar. Drugs 2014, 12 S56

Figure S54. H-'H COSY (500 MHz, CDCIs) spectrum of (R)-MTPA ester of 6b.
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Figure S55. *H NMR (700 MHz, CDCls) spectrum of 7.
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Figure S56. H-'H COSY (700 MHz, CDCIs) spectrum of 7.
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Figure S57. 3C NMR (176 MHz, CDCls) spectrum of 7.

o o ™ N~ N
< o < o N~ o™ o (o} o< N (o2} OTO AL
' ' o H ' o [ee} O =M O o OHLIO MO O

<t <t oo - N~ ' ' R ' (R

- [eo] N~ © < N N~ N~ 0 O < N~ o OITNAAO

N - — - - - o ~ ©OOO W S NNNNNN
NAME Peliv2-9
EXPNO 3030
PROCNO 1
Date_ 20130821
Time 16.11
INSTRUI spect
PROBHD 5 mm PABBI 1H/
PULPROG zgpg
TD 65536
SOLVENT CcDCI3
NS 798
DS 2
WH 42613.637 Hz

S
FIDRES 0.650232 Hz
A

Q 0.7690057 sec
RG 203

bw 11.733 usec
DE 6.50 usec
TE 306.9 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 4096
======== CHANNEL f1 ========
NUC1

P1 20.00 usec
PL1 -1.00 dB
PL1W 134.39680481 W
SFO1 176.0680745 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 76.00 usec
PL2 0.00 dB
PL12 20.00 dB
PL13 23.00 dB
PL2W 23.41078186 W
pL12wW 0.23410782 W
PL13W 0.11733185 W
SF02 700.1335006 MHz
1 65536

SF 176.0479044 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

B I I I I B A B BN B
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



Mar. Drugs 2014, 12

Figure S58. HSQC (700 MHz, CDCIs) spectrum of 7.
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Figure S59. HMBC (700 MHz, CDCIs) spectrum of 7.

ppm
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Figure S60. NOESY (700 MHz, CDClIs) spectrum of 7.

ppm

NAME Peliv2-9
EXPNO 6030
PROCNO 1
L . 20130822
Time 9.05
0.5 strum spect
L PROBHD 5 mm PABBI 1H/
PULPROG noesygpph
- 2048
r SOLVENT cDCI3
e L NS 16
DS
. ’ ~1.0 sm 4201.681 Hz
8P, t FIDRES 2.051602 Hz
. | @y i L AQ 0.2437620 sec
| g e RG 203
| r oW 119.000 usec
= FYNE t DE 6.50 usec
?L 4” e 1.5 TE 306.3 K
# - = .9 Do 0.00010881 sec
F D1 1.79999995 sec
L D8 0.50000000 sec
D16 0200010000 sec
@ . = r N0 0200023800 sec
I [ ======== CHANNEL f1 ========
P~ = 2.0 foer 1H
ficd & A ? = r P1 8.00 usec
- L P2 16.00 usec
[ PLL 0.00 dB
PLIW 23.41078186 W
t SFO1 700.1319604 MHz
9 ====== GRADIENT CHANNEL =====
r GPNAML SINE. 100
GPZ1 .00 %
§ L P16 1000.00 usec
FE NDO 1
—— e r ) 7
=2 o 3.0 s 700.132 MHz
= - FloRes 59.178585 Hz
r sw 6.001 ppm
t FnMODE TPP1
[ st 2048
SF 700.1300188 MHz
r Wow QSINE
— 3.5 ss8 2
B -9 18 0.00 Hz
[ GB
~ B F PC 1.00
. L st 2048
@ 4 P & oy Qﬁ MC2 TPP1
r SF 700.1300184 MHz
\ %4 0 WoW QSINE
[ 7Y ss8 2
o LB 0.00 Hz
%@ re = " & B 0
===
== -4.5
. L
» - 5.0
f t
T T T T T T T T T T
5.5 5.0 45 4.0 3.5 3.0 2.5 2.0 1.5 1.0 ppm

© 2014 by the authors; licensee MDPI, Basel, Switzerland. This article is an open access article distributed under the terms and conditions of the Creative

Commons Attribution license (http://creativecommons.org/licenses/by/4.0/).



