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Table 2. 
1
H and 

13
C NMR spectroscopic data of compounds 8 −12 (CD3OD, AVIII-600) 

No. 
8 

 
9 

 
10  11  12 

δC m δH m (J/Hz) 
 

δC m δH m (J/Hz) 
 

δC m δH m (J/Hz) 
 

δC m δH m (J/Hz)  δC m δH m (J/Hz) 

1 141.1 C  
  

153.8 C  
  

 
  

 
 

   

2 152.0 C  
  

119.4 CH  6.95 d (9.1) 
 

153.5 CH 8.17 s  152.4 C  
 

 152.4 C   

3 101.8 CH  6.46 d (2.6) 
 
116.6 CH  6.68 d (8.9) 

 
 

  
 
 

   

4 154.9 C  
  

152.5 C  
  

150.0 C  
  

166.4 C  
 

 166.2 C  

5 107.6 CH  6.29 dd (8.7,2.5) 
 
116.6 CH  6.68 d (8.9) 

 
121.1 C 

  
111.5 C  

 
 102.7 CH  5.70 d (8.1) 

6 120.5 CH  7.01 d (8.8) 
 
119.4 CH  6.95 d (9.1) 

 
157.6 C    138.2 CH  7.80 s  142.7 CH  7.99 d (8.1) 

8       142.0 CH  8.30 s       

2-OMe 56.5 CH3  3.80 s              

5-Me 56.5 CH3  3.80 s         12.4 CH3  1.87 s    

1' 104.3 CH  4.69 d (7.6) 
 
103.7 CH  4.72 d (7.4) 

 
91.3 CH  5.96 d (6.4) 

 
86.3 CH  6.27 t (6.8)  90.7 CH  5.89 d (4.6) 

2' 75.1 CH  3.39-3.45 
 

75.0 CH  3.35-3.42  
 

75.5 CH  4.73 br. t (5.9) 
 

41.2 CH2  2.22 m/2H  75.7 CH  4.18 t (4.9) 

3' 77.8 CH  3.39-3.45 
 

78.0 CH  3.35-3.42  
 

72.7 CH  4.31 dd (2.6, 5.0) 
 

72.2 CH  4.39 dt (5.9, 3.4)  71.2 CH  4.14 t (4.9) 

4' 71.4 CH  3.37 dd (9.5, 8.9) 
 

71.5 CH  3.35-3.42  
 

88.2 CH  4.16 dt (2.6, 2.5) 
 

88.8 CH  3.89 q-like (3.4)  86.3 CH  4.00 dt (4.4, 2.9) 

5' 78.1 CH  3.32 dd (5.6, 2.3) 
 

78.1 CH  3.35-3.42 
 

63.5 CH2  
3.74 dd (12.5, 2.7) 

3.88 dd (12.6, 2.5)  
62.8 CH2  

3.72 dd (12.1, 3.6) 

3.79 dd (12.1, 3.2) 

 

 
62.2 CH2  

3.72 dd (12.3, 3.1) 

3.83 dd (12.2, 2.7) 

6' 
62.6 CH2  

3.68 dd (12.0, 5.4) 

3.85 dd (11.9, 2.3)  
62.6 CH2  

3.68 dd (11.9, 5.0) 

3.88 dd (11.8, 0.8)  
 
  

 
 

 
  

 

 

 

4-hydroxy-2-methoxyphenyl-β-glucopyranoside (8), 4-hydroxyphenyl-β-glucopyranoside (9), adenosine (10), thymidine (11), and uridine (12)
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S1. 

1
H NMR spectrum of 1 (600MHz, CD3OD) 
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S2. 

13
C NMR spectrum of 1 (150MHz, CD3OD) 
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S3. COSY spectrum of 1 (600MHz, CD3OD) 
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S4. HSQC spectrum of 1 (600MHz, CD3OD) 
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Current Data Parameters
NAME     ssl-ysl-20120407
EXPNO                15
PROCNO                1

F2 - Acquisition Parameters
Date_          20120408
Time               0.31
INSTRUM           spect
PROBHD   5 mm CPDCH 13C
PULPROG    hmbcgplpndqf
TD                 2048
SOLVENT            MeOD
NS                   32
DS                   16
SWH            3759.398 Hz
FIDRES         1.835644 Hz
AQ            0.2723840 sec
RG                 2050
DW              133.000 usec
DE                20.00 usec
TE                299.9 K
CNST2       145.0000000
CNST13        8.0000000
d0           0.00000300 sec
D1           1.35541105 sec
d2           0.00344828 sec
d6           0.06250000 sec
D16          0.00020000 sec
in0      0 sec
ST1CNT              256
d0orig       0.00000300 sec
ph1loop               0
t1loop                0
SFO1        600.1327395 MHz
NUC1                 1H
P1                10.00 usec
p2                20.00 usec
PLW1        -1.00000000 W
SFO2        150.9209163 MHz
NUC2                13C
P3                11.50 usec
PLW2        -1.00000000 W
GPNAM[1]       SINE.100
GPNAM[2]       SINE.100
GPNAM[3]       SINE.100
GPZ1              50.00 %
GPZ2              30.00 %
GPZ3              40.10 %
P16             1000.00 usec

F1 - Acquisition parameters
TD                  256
SFO1           150.9209 MHz
FIDRES       147.383713 Hz
SW              250.000 ppm
FnMODE               QF

F2 - Processing parameters
SI                 1024
SF          600.1300189 MHz
WDW                SINE
SSB      0
LB       0 Hz
GB       0
PC                 1.40

F1 - Processing parameters
SI                 1024
MC2                  QF
SF          150.9025778 MHz
WDW                TRAP
SSB      0
LB       0 Hz
GB       0
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S5. HMBC spectrum of 1 (600MHz, CD3OD) 
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Current Data Parameters
NAME     ssl-ysl-20120407
EXPNO                16
PROCNO                1

F2 - Acquisition Parameters
Date_          20120408
Time               4.26
INSTRUM           spect
PROBHD   5 mm CPDCH 13C
PULPROG       noesygpph
TD                 2048
SOLVENT            MeOD
NS                   32
DS                   16
SWH            3759.398 Hz
FIDRES         1.835644 Hz
AQ            0.2723840 sec
RG                  228
DW              133.000 usec
DE                20.00 usec
TE                300.0 K
d0          -0.00001273 sec
D1           1.85541105 sec
D8           0.40000001 sec
D16          0.00020000 sec
in0      0 sec
ST1CNT              128
TAU          0.19875000 sec
d0orig      -0.00001273 sec
ph1loop               0
t1loop                0
SFO1        600.1327395 MHz
NUC1                 1H
P1                10.00 usec
p2                20.00 usec
PLW1        -1.00000000 W
GPNAM[1]       SINE.100
GPZ1              40.00 %
P16             1000.00 usec

F1 - Acquisition parameters
TD                  256
SFO1           600.1327 MHz
FIDRES        14.685150 Hz
SW                6.264 ppm
FnMODE      States-TPPI

F2 - Processing parameters
SI                 1024
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WDW                SINE
SSB                   2
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GB       0
PC                 1.40

F1 - Processing parameters
SI                 1024
MC2         States-TPPI
SF          600.1300173 MHz
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SSB                   2
LB       0 Hz
GB       0
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S6. NOESY spectrum of 1 (600MHz, CD3OD) 
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S7. Energy minimized conformation of 1 (6R) and 1a (6S), obtained by MM2 calculation through 

molecular dynamic and energy minimization. 
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S8. 

1
H NMR spectrum of 2 (600MHz, CD3OD) 
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S9. 

13
C NMR spectrum of 2 (150MHz, CD3OD) 
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S10. COSY spectrum of 2 (600MHz, CD3OD) 
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NAME     ssl-ysl-20120427
EXPNO                27
PROCNO                1

F2 - Acquisition Parameters
Date_          20120428
Time              17.49
INSTRUM           spect
PROBHD   5 mm CPDCH 13C
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ph1loop               0
t1loop                0
SFO1        600.1336008 MHz
NUC1                 1H
P1                10.00 usec
p2                20.00 usec
P28      0 usec
PLW1        -1.00000000 W
SFO2        150.9163893 MHz
NUC2                13C
CPDPRG[2           garp
P3                11.50 usec
P14              500.00 usec
P24             2000.00 usec
PCPD2             55.00 usec
PLW0        -1.00000000 W
PLW2        -1.00000000 W
PLW12       -1.00000000 W
SPNAM[3] Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3  0 Hz
SPW3     0 W
SPNAM[7]    Crp60comp.4
SPOAL7            0.500
SPOFFS7  0 Hz
SPW7     0 W
GPNAM[1]       SINE.100
GPNAM[2]       SINE.100
GPNAM[3]       SINE.100
GPNAM[4]       SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec

F1 - Acquisition parameters
TD                  256
SFO1           150.9164 MHz
FIDRES       126.746185 Hz
SW              215.000 ppm
FnMODE    Echo-Antiecho

F2 - Processing parameters
SI                 1024
SF          600.1291131 MHz
WDW               QSINE
SSB                   2
LB       0 Hz
GB       0
PC                 1.40

F1 - Processing parameters
SI                 1024
MC2       echo-antiecho
SF          150.9023539 MHz
WDW                USER
SSB                   2
LB       0 Hz
GB       0

11006 ssl-ysl-3351886-fr.3-CD3OD-3.30, 49.0 ppm-20120427, AV3-600, Cryo probe
HSQC

 
S11. HSQC spectrum of 2 (600MHz, CD3OD) 
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S12. HMBC spectrum of 2 (600MHz, CD3OD) 
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S13. NOESY spectrum of 2 (600MHz, CD3OD) 
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S14. 

1
H NMR spectrum of 3 (600MHz, CD3OD) 
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S15. 

13
C NMR spectrum of 3 (150MHz, CD3OD) 
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S16. COSY spectrum of 3 (600MHz, CD3OD) 
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S17. HSQC spectrum of 3 (600MHz, CD3OD) 
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S18. HMBC spectrum of 3 (600MHz, CD3OD) 
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S19. NOESY spectrum of 3 (600MHz, CD3OD) 
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S20. Energy minimized conformation of 3 (6R) and 3a (6S), obtained by MM2 calculation through 

molecular dynamic and energy minimization. 



25 

 

3.54.04.55.05.56.06.57.0 ppm

3
.
2
9
5
1

3
.
2
9
8
0

3
.
3
0
0
3

3
.
3
0
2
9

3
.
3
0
5
8

3
.
3
7
5
9

3
.
8
0
6
9

3
.
8
1
7
1

4
.
0
3
0
7

4
.
0
4
2
4

4
.
0
5
1
1

4
.
0
5
4
5

4
.
0
6
2
8

4
.
0
7
4
4

4
.
2
2
4
2

4
.
2
3
4
0

4
.
2
3
6
5

4
.
2
4
6
1

4
.
8
1
9
1

4
.
8
2
6
7

4
.
8
5
0
6

6
.
5
5
3
5

6
.
5
5
6
5

6
.
5
6
6
9

6
.
5
7
0
0

6
.
6
4
5
7

6
.
6
5
6
0

6
.
6
6
9
0

6
.
6
8
6
4

6
.
6
8
9
4

2
.9
5

2
.7
8

3
.1
3

1
.0
3

0
.9
8

1
.3
1

1
.1
0

0
.9
4

1
.8
9

1
.1
6

1
.0
0

11006 ssl-ysl-3351873-fr.4 (30min, cpd5)-CD3OD-3.30 ppm-20120302, Bruker AV-III 600 MHz, Cryo probe

1.21.31.41.51.61.71.81.92.02.12.22.32.42.52.62.72.82.9 ppm

1
.
2
8
7
9

1
.
2
9
9
9

1
.
4
7
2
2

1
.
4
8
0
5

1
.
4
8
3
3

1
.
4
8
8
2

1
.
4
9
2
0

1
.
4
9
4
9

1
.
4
9
9
7

1
.
5
0
2
9

1
.
5
0
5
9

1
.
5
1
0
5

1
.
5
1
4
1

1
.
5
1
9
2

1
.
5
2
1
9

1
.
5
3
0
2

1
.
5
5
6
4

1
.
5
6
5
5

1
.
5
6
9
6

1
.
5
7
2
0

1
.
5
7
8
8

1
.
5
8
5
3

1
.
5
8
7
5

1
.
5
9
4
4

1
.
6
0
1
2

1
.
6
0
3
4

1
.
6
0
7
6

1
.
6
1
6
8

1
.
7
8
2
0

1
.
7
9
3
0

1
.
8
0
2
8

1
.
8
1
2
6

1
.
8
2
3
6

2
.
3
9
2
5

2
.
4
0
3
9

2
.
4
0
8
2

2
.
4
1
5
4

2
.
4
1
9
4

2
.
4
2
6
7

2
.
4
3
1
0

2
.
4
4
2
4

2
.
5
3
3
1

2
.
5
4
2
1

2
.
5
4
9
2

2
.
5
5
7
4

2
.
5
6
4
9

2
.
5
7
2
0

2
.
5
8
1
1

1
.0
7

1
.0
5

1
.1
0

1
.0
6

1
.0
0

1
.0
9

 
S21. 

1
H NMR spectrum of 4 (600MHz, CD3OD) 
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S22. 

13
C NMR spectrum of 4 (150MHz, CD3OD) 
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S23. COSY spectrum of 4 (600MHz, CD3OD) 
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S24. HSQC spectrum of 4 (600MHz, CD3OD) 
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S25. HMBC spectrum of 4 (600MHz, CD3OD) 
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S26. NOESY spectrum of 4 (600MHz, CD3OD) 
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S27. 

1
H NMR spectrum of 5 (600MHz, CD3OD) 
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S28. 

13
C NMR spectrum of 5 (150MHz, CD3OD)   
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S29. COSY spectrum of 5 (600MHz, CD3OD)  
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S30. HSQC spectrum of 5 (600MHz, CD3OD) 
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S31. HMBC spectrum of 5 (600MHz, CD3OD) 
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S32. NOESY spectrum of 5 (600MHz, CD3OD) 
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S33. 

1
H NMR spectrum of 6 (600MHz, CD3OD)  
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S34. 

13
C NMR spectrum of 6 (150MHz, CD3OD) 



39 

 

ppm

1.01.52.02.53.03.54.04.55.05.56.06.57.07.5 ppm

1

2

3

4

5

6

7

11006 ssl-ysl-3351884-fr.3(cpd 8)-CD3OD-3.30 ppm-20120420, AV3-600, Cryo probe
COSY

 
S35. COSY spectrum of 6 (600MHz, CD3OD) 
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EXPNO                25
PROCNO                1

F2 - Acquisition Parameters
Date_          20120421
Time               1.45
INSTRUM           spect
PROBHD   5 mm CPDCH 13C
PULPROG  hsqcetgpsisp2.2
TD                 2048
SOLVENT            MeOD
NS                    8
DS                   16
SWH            4132.231 Hz
FIDRES         2.017691 Hz
AQ            0.2478080 sec
RG                 2050
DW              121.000 usec
DE                20.00 usec
TE                299.8 K
CNST2       145.0000000
CNST17       -0.5000000
d0           0.00000300 sec
D1           1.37998700 sec
d4           0.00172414 sec
d11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
DELTA        0.00122200 sec
DELTA1       0.00122020 sec
DELTA2       0.00147014 sec
DELTA3       0.00055807 sec
DELTA4       0.00027014 sec
in0      0 sec
ST1CNT              128
d0orig       0.00000300 sec
ph1loop               0
t1loop                0
SFO1        600.1324875 MHz
NUC1                 1H
P1                10.00 usec
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P28      0 usec
PLW1        -1.00000000 W
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NUC2                13C
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P14              500.00 usec
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PLW2        -1.00000000 W
PLW12       -1.00000000 W
SPNAM[3] Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3  0 Hz
SPW3     0 W
SPNAM[7]    Crp60comp.4
SPOAL7            0.500
SPOFFS7  0 Hz
SPW7     0 W
GPNAM[1]       SINE.100
GPNAM[2]       SINE.100
GPNAM[3]       SINE.100
GPNAM[4]       SINE.100
GPZ1              80.00 %
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GPZ3              11.00 %
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F1 - Acquisition parameters
TD                  256
SFO1           150.9164 MHz
FIDRES       109.060669 Hz
SW              185.000 ppm
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F2 - Processing parameters
SI                 1024
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WDW               QSINE
SSB                   2
LB       0 Hz
GB       0
PC                 1.40

F1 - Processing parameters
SI                 1024
MC2       echo-antiecho
SF          150.9025838 MHz
WDW               QSINE
SSB                   2
LB       0 Hz
GB       0

11006 ssl-ysl-3351884-fr.3(cpd 8)-CD3OD-3.30, 49.0 ppm-20120420, AV3-600, Cryo probe
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S36. HSQC spectrum of 6 (600MHz, CD3OD)   
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TD                  256
SFO1           150.9209 MHz
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SSB      0
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F1 - Processing parameters
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SF          150.9025769 MHz
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SSB      0
LB       0 Hz
GB       0
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HMBC

 
S37. HMBC spectrum of 6 (600MHz, CD3OD)  
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S38. NOESY spectrum of 6 (600MHz, CD3OD) 
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S39. 

1
H NMR spectrum of 7 (600MHz, CD3OD) 
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S40. 

13
C NMR spectrum of 7 (150MHz, CD3OD) 
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S41. COSY spectrum of 7 (600MHz, CD3OD) 



46 

 

ppm

1.01.52.02.53.03.54.04.55.05.56.06.57.07.5 ppm

30

40

50

60

70

80

90

100

110

120

130

HSQC 11006 ssl-ysl-3734120-fr.1-CD3OD-3.30/49.0 ppm-20131031, Bruker AV3-600, Cryo probe

 
S42. HSQC spectrum of 7 (600MHz, CD3OD) 
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S43. HMBC spectrum of 7 (600MHz, CD3OD) 
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S44. NOESY spectrum of 7 (600MHz, CD3OD) 
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S45. 

1
H NMR and 1D NOESY spectrum of 4a (600MHz, CD3OD) 
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11006 ssl-ysl-3734125-fr.2-CD3OD-3.30 ppm-20131031, Bruker AV-III 600 MHz, Cryo probe

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

1D-NOESY H-5 4.16 ppm (4.20 ppm)

1D-NOESY H-1 4.61 ppm (4.65 ppm)

1D-NOESY H-3 4.65 ppm (4.69 ppm)

 
S46. 

1
H NMR and 1D NOESY spectrum of 7a (600MHz, CD3OD) 
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S50. HRESIMS
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S51. HRESIMS
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S52. HRESIMS

−
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S53. HRESIMS

−
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S54. HRESIMS

−
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S55. HRESIMS

−
 of 7a 
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S56. ECD spectrum of 1 (MeCN) 
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S57. ECD spectrum of 2 (MeCN) 
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S58. ECD spectrum of 3 (MeCN) 
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S59. ECD spectrum of 4 (MeCN) 
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S60. ECD spectrum of 5 (MeOH) 
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S61. ECD spectrum of 6 (MeCN) 
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S62. ECD spectrum of 7 (MeOH) 
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S63. Calculated ECD spectra of Fragments 1, 2, and 4 

 


