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Figure S1 The main conformers for (2S,6S)-1 obtained by conformational searching in 

CONFLEX software. 

 

 

 

 

 

                      Con 1, 46.6 %                                          Con 2, 39.6 % 

 

 

 

 

 

                      Con 3, 7.6 %                                           Con 4, 5.0  

 

 

 

 

 

 

 

 



5 
 

   Figure S2. Lowest energy 3D conformers of 3a. 
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   Figure S3. Lowest energy 3D conformers of 3b. 
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Figure S4 The chiral HPLC separation chromatogram of peganine A (1) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Peak No.    Time         Area       Area %       Plate number      Tailing     Resolution 

1    22.403    753257    48.2142 8852.740          1.480   --  

    2    24.336    809056    51.7858 9204.738          1.370  1.965  

 

 

Figure S5 The chiral HPLC separation chromatogram of peganine B (2) 

 

 

 

 

 

 

 

 

Peak No.    Time         Area       Area %       Plate number      Tailing     Resolution 

     1    8.580     247883    48.1066 4287.745          1.143   --  

     2    10.665    267396    51.8934 3628.523          1.169  3.383 

 

 

0.0 2.5 5.0 7.5 10.0 min

-5

0

5

10

15

20

25

mAU

8
.5

8
0

1
0

.6
6

5

0.0 5.0 10.0 15.0 20.0 min

0

5

10

15

20

mAU

2
2

.4
0

3

2
4

.3
3

6



8 
 

Figure S6 The 1H NMR spectrum of peganine A (1) in DMSO-d6 (400 MHz) 
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Figure S7 The 13C NMR spectrum of peganine A (1) in DMSO-d6 (100 MHz) 
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Figure S8 The HSQC spectrum of peganine A (1) in DMSO-d6 (600 MHz) 
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Figure S9 The HMBC spectrum of peganine A (1) in DMSO-d6 (600 MHz) 
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Figure S10 The NOESY spectrum of peganine A (1) in DMSO-d6 (600 MHz) 
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Figure S11 The HRESIMS spectrum of peganine A (1) in MeOH 
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Figure S12 The ECD spectrum of (+)-peganine A (1a) and ()-peganine A (1b) 
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Figure S13 The 1H NMR spectrum of peganine B (2) in DMSO-d6 (400 MHz) 
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Figure S14 The 13C NMR spectrum of peganine B (2) in DMSO-d6 (100 MHz) 
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Figure S15 The HSQC spectrum of peganine B (2) in DMSO-d6 (600 MHz) 
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Figure S16 The HMBC spectrum of peganine B (2) in DMSO-d6 (600 MHz) 
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Figure S17 The NOESY spectrum of peganine B (2) in DMSO-d6 (600 MHz) 
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Figure S18 The HRESIMS spectrum of peganine B (2) in MeOH 
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Figure S19 The ECD spectrum of (+)-peganine B (2a) and ()-peganine B (2b) 
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Figure S20 The 1H NMR spectrum of peganumal A (3) in DMSO-d6 (600 MHz) 
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Figure S21 The 13C NMR spectrum of peganumal A (3) in DMSO-d6 (150 MHz) 
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Figure S22 The HSQC spectrum of peganumal A (3) in DMSO-d6 (600 MHz) 
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Figure S23 The HMBC spectrum of peganumal A (3) in DMSO-d6 (600 MHz) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



26 
 

Figure S24 The HRESIMS spectrum of peganumal A (3) in MeOH 
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Figure S25 The 1H NMR spectrum of peganumal B (4) in DMSO-d6 (400 MHz) 
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Figure S26 The 13C NMR spectrum of peganumal B (4) in DMSO-d6 (100 MHz) 
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Figure S27 The HSQC spectrum of peganumal B (4) in DMSO-d6 (600 MHz) 
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Figure S28 The HMBC spectrum of peganumal B (4) in DMSO-d6 (600 MHz) 
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Figure S29 The HRESIMS spectrum of peganumal B (4) in MeOH 
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Figure S30 The 1H NMR spectrum of pegaharmine F (5) in DMSO-d6 (600 MHz) 
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Figure S31 The 13C NMR spectrum of pegaharmine F (5) in DMSO-d6 (100 MHz) 
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Figure S32 The HSQC spectrum of pegaharmine F (5) in DMSO-d6 (600 MHz) 
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Figure S33 The HMBC spectrum of pegaharmine F (5) in DMSO-d6 (600 MHz) 
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Figure S34 The HRESIMS spectrum of pegaharmine F (5) in MeOH 
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Figure S35 The 1H NMR spectrum of pegaharmine G (6) in DMSO-d6 (600 MHz) 
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Figure S36 The 13C NMR spectrum of pegaharmine G (6) in DMSO-d6 (150 MHz) 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

PC                 1.40

GB                    0

LB                 3.00 Hz

SSB                   0

WDW                  EM

SF          150.9028748 MHz

SI                32768

SFO2        600.1324005 MHz

PL13W        0.34702653 W

PL12W        0.66736388 W

PL2W        34.70265579 W

PL13              16.00 dB

PL12              13.16 dB

PL2 − 4.00 dB

PCPD2             80.00 usec

NUC2                 1H

CPDPRG2         waltz16

======== CHANNEL f2 ========

SFO1        150.9178993 MHz

PL1W        83.20243835 W

PL1                1.00 dB

P1                 6.00 usec

NUC1                13C

======== CHANNEL f1 ========

TD0                   1

D11          0.03000000 sec

D1           2.00000000 sec

TE                673.2 K

DE                 6.50 usec

DW               11.000 usec

RG                20600

AQ            0.7209570 sec

FIDRES         0.693581 Hz

SWH           45454.547 Hz

DS                    2

NS                 4011

SOLVENT            DMSO

TD                65536

PULPROG          zgpg30

PROBHD   5 mm PABBO BB−
INSTRUM           spect

Time              20.47

Date_          20130304

PROCNO                1

EXPNO                 2

NAME             WKB16

200 180 160 140 120 100 80 60 40 20 0 ppm

1
9
.
0
7
1
8

4
8
.
4
7
7
6

5
5
.
1
4
8
1

9
4
.
6
7
8
1

1
1
0
.
8
9
2
7

1
1
7
.
2
7
4
9

1
1
9
.
2
9
0
3

1
2
0
.
5
5
5
9

1
2
6
.
6
3
1
2

1
2
6
.
9
6
3
2

1
2
7
.
0
7
9
0

1
2
8
.
7
1
1
1

1
2
9
.
1
5
8
6

1
3
0
.
0
3
0
3

1
3
0
.
4
4
4
3

1
3
5
.
5
4
7
5

1
3
8
.
1
3
9
5

1
4
7
.
8
4
8
2

1
4
9
.
7
3
2
6

1
5
6
.
4
4
9
8

1
5
7
.
5
0
6
0



39 
 

Figure S37 The HSQC spectrum of pegaharmine G (6) in DMSO-d6 (600 MHz) 
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Figure S38 The HMBC spectrum of pegaharmine G (6) in DMSO-d6 (600 MHz) 
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Figure S39 The HRESIMS spectrum of pegaharmine G (6) in MeOH 
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Figure S40 The 1H NMR spectrum of pegaharmine H (7) in DMSO-d6 (600 MHz) 
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Figure S41 The 13C NMR spectrum of pegaharmine H (7) in DMSO-d6 (150 MHz) 
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Figure S42 The HSQC spectrum of pegaharmine H (7) in DMSO-d6 (600 MHz) 
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Figure S43 The HMBC spectrum of pegaharmine H (7) in DMSO-d6 (600 MHz) 
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Figure S44 The HRESIMS spectrum of pegaharmine H (7) in MeOH 
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Figure S45 The 1H NMR spectrum of pegaharmine I (8) in DMSO-d6 (400 MHz) 
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Figure S46 The 13C NMR spectrum of pegaharmine I (8) in DMSO-d6 (100 MHz) 
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Figure S47 The HSQC spectrum of pegaharmine I (8) in DMSO-d6 (600 MHz) 
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Figure S48 The HMBC spectrum of pegaharmine I (8) in DMSO-d6 (600 MHz) 
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Figure S49 The HRESIMS spectrum of pegaharmine I (8) in MeOH 
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Figure S50 The 1H NMR spectrum of pegaharmine J (9) in DMSO-d6 (400 MHz) 
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Figure S51 The 13C NMR spectrum of pegaharmine J (9) in DMSO-d6 (100 MHz) 
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Figure S52 The HSQC spectrum of pegaharmine J (9) in DMSO-d6 (600 MHz) 
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Figure S53 The HMBC spectrum of pegaharmine J (9) in DMSO-d6 (600 MHz) 
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Figure S54 The HRESIMS spectrum of pegaharmine J (9) in MeOH 
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Figure S55 The 1H NMR spectrum of pegaharmine K (10) in DMSO-d6 (600 MHz) 
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Figure S56 The 13C NMR spectrum of pegaharmine K (10) in DMSO-d6 (150 MHz) 
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Figure S57 The 1H-1H COSY spectrum of pegaharmine K (10) in DMSO-d6 (600 MHz) 
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Figure S58 The HMBC spectrum of pegaharmine K (10) in DMSO-d6 (600 MHz) 
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Figure S59 The NOESY spectrum of pegaharmine K (10) in DMSO-d6 (600 MHz) 
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Figure S60 The HRESIMS spectrum of pegaharmine K (10) in MeOH 
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