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IR spectrum of 6a
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BC-NMR spectrum of 6b

@ NN NYOOWN®™

N CNOHNWVWOANNDNNN N nm oo~ © =

M oA HO AN YN ™Mo @ nw M 9 v o -

s Tahiaml i TR N =R N o o v o= —

N HoCoOCOoOWVTTTAO - . . o

N TOOOMO NN NN N A ~ =0 oo o W o = -

e R R R R R R R R ] o~~~ v 0 - o
Current Data Parameter
NAME NA-97-
EXPNO
PROCNO

F2 - Acquisition Param

Date_ 2010081
Time 9.4
INSTRUM <
PROBHD 5 mm QNP 1H
PULPROG 2gpg3
6553
SOLVENT (=151
NS 102
DS
W 18796.99
FIDRES 0.28681
] 1.743307
RG 16
bW 26.60
DE 5
TE 300.
D1 2.0000000
D11 0.0300000
pi2 0.0000200
mmmmsmmmsses CHANNEL £
nuCt 13
P1 11.0
FL1 0.0
SFOL 75.476020
CHANNEL £
waltzl
1
80.0
=6.0
5.0
80.0
300.131200
F2 - Processing parame
34 3
sF 75.467748
WoW E
sse
LB 1.0
GB
BC 1.4
" - y [

T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40

30 20 10 ppm

IR spectrum of 6b

43.6 _
1 .PI
|
42 |
\VN“\\’W m
41 1 J 23
II .f
40 J 'I [ N
| (d F
| i Mg, J
19 | / " o
v J | If f W /
\ \ pfﬁ f | r
| \ 1 L‘\rulm |/
%1 | / \ | [
38 | { \ | 110 |
\ f \| I |
\ | NA9T V ||
i7d \ | A
| : 12713 |
|I I| 1641
36 ] n ; |
II II |
35 4 1 III |
\ | 7‘2|
\
34 3% If"l J
1 .'I
33 1____ \f . . T LT
4000.0 3000 2000 1500 1000 400.0
cm-1
HRMS of 6b
Qualitative Plot Window Report
x10 6 | *ESI Scan (1.923-1.939 min, 2 Scans) Frag=150.0v 090112-97.d
3251548
08
0.6
0.4
0.2 1210507
o 207.1586 234 9989 282 2785 311.1384 341 1485

T T

120 140 160 180 200 220 240 260 280 300 320

340
Counts vs. Mass-to-Charge (m/z)

S3



Molecules 2012, 17

"H-NMR spectrum of 6¢
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IR spectrum of 6¢
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BC-NMR spectrum of 6d
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IR spectrum of 8a
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IR spectrum of 8¢
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NS 1024
DS 1
SWH 18796.992 H
FIDRES 0.286819 H
AQ 1.7433076 s
RG 16384
DH 26.600 u
DE 7.50 u
TE 300.0 ¥
o1 2.00000000 s
D11 0.03000000 s
============ CHANNEL fl =
NUC1 13¢
P1 11.00 u
PLL .00 d
SFO1 75.4760200 M
===am=mmssss CHANNEL £2 =
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 u
PL2 -6.00 d
PL12 5.00 d
SFO2 300.1312005 M

E2 - Processing parameter
s1 32768

SF 75.4677180 M
WDW EM
SSB o
LB 1.00 H
GB 0
PC 1.40
T T T T T 3 T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 Ppm
IR spectrum of 8d
705
391 i i :
4000.0 3000 2000 1500 1000 400.0
em-1
HRMS of 8d
Qualitative Plot Window Report
x10 6 |+ESI Sean (1.326-1.362 min, 3 Seans) Frag=150.0V 080112-94.d4
1 B63.3901
0.8
0.6
0.4
0.2
0 234.9997 341.1194 473.1911 558.2846 697.2723 7.
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Counts vs. Mass-to-Charge (m/z)
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'H-NMR spectrum of 9a

SAMPLE NA-92 (1H) -
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13
C-NMR spectrum of 9a
T ™~ COWMEWOoONNT
— (=] QWO TOVLOoONAHOM (=] VT AANUN N A A DM T O o = ~N O
\? "‘ mm\o:—c@mwmmh— 8 g@g:x?ﬁﬁﬁ;g£ﬁg£ ﬁg ::. Current Data Parameters
~ o NDOoOOOANTNO . e . e MNAME NA-92-C
o uy T NN N A Lol T NSNS ST TN - O = ™ EXPNO 2
F2 - Acquisition Parameters
Date_ 0721
Time 15.00
“ INSTRUM spect
PROBHD 5 mm QNP 1H/
PULPROG zgdc
D 65536
SOLVENT CDCl13
NS 1024
DS 4
SWH 18796.992 Hz
FIDRES 0.286819 Hz
AQ 1.7433076 sec
RG 16384
DW 26.600 usec
DE 7.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f£1
5.60 usec
-6.00 dB
75.4760200 MHz
CHANNEL f2 ===m==
CPDPRG2 waltzlé
Nucz 1H
PCPD2 87.00 usec
PL2 -6.00 dB
PL12 9.00 4B
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677190 MHz
WDW EM
55B 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T
160 140 120 100 80 60 40 20 ppm
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IR spectrum of 9a
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BC-NMR spectrum of 9b
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\ X/// W// Current Data Parameters
NAME NA-100-C
EXPNO 1
"4 PROCNO 1
F2 - Acquisition Paramete
Date_ 20100813
Time 13.07
INSTRUM spect
PROBHD S mm QNP 1H/
PULPROG zgde
b1 65536
SOLVENT €DC13
NS 1886
DS 4
SWH 18796.992 H
FIDRES 0.286819 H
AQ 1.7433076 s
RG 16384
DwW 26.600 u
DE 7.50 u
TE 300.0 K
Dl 2.00000000 s
D11 0.03000000 s
m==mm===mme= CHANNEL f1 =
Nuc1 1
123 11.00 u
PL1 0.00 d
SFO1 75.4760200 M
--------- === CHANNEL f2 =
CPDPRG2 waltzlé
NuCcz 1H
PCPD2 80.00 u
PL2 -6.00 d
PL12 5.00 d
SFO2 300.1312005 ™
F2 - Processing parameter
51 32768
SF 75.4677190 M
WOW EM
558 0
LB 3.00 H
GB o
PC 1.00
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 S0 40 30 20 10 ppm
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Counts vs. Mass-to-Charge (m/z)



S16

Molecules 2012, 17

"H NMR spectrum of 9¢
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IR spectrum of 9¢
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BC-NMR spectrum of 9d
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F2 - hoauisition Parasetecs
Date_ 2010

L
/
i
i
— 61.446
\

onoé

Tire 17.40

INSTRIM spact

PROBHD 5w QuE 1N/
LERDG 9

™ 65536

SOLVENT cociy

ns LH

08 4

s 18796992 w1

rioRes 0.286813 Az

» 1,7433075 sec

I+ 16384

o 26600 usec

. 3,50 usec

I 0.0 &

01 2.00000000 sec

bi1 003000000 sec

............ CHANMEL {1 mese=

WCk e

41 5.60 usec

PLL -6.00 a8

201 75.4760200 M1

ssmeeemanaes CHANNEL £2

croFRG2 waltzib

NUE! H

rcroz 97,00 usec

Lz -6.00 a8

iz 3.00 aB

sro2 300.1312008 Haz

F2 - Processing parameters
51 ]

¢ 754677190 MEx
WOW M
538 []

) 3.00 Bz
o8
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