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'H NMR (600 MHz, CD;0D) Spectrum of Nakadomarin A (1).
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BC NMR (125 MHz, CD;0D) Spectrum of Nakadomarin A (1).

75.87
64.20
60.55
59.65

—132,77
—129.76
~———105.63

Hw

NAME
EXPNO
PROCND

sho
- 6315
1

F2 - Acquisition Pargseters

Date
Time
PULPROG
SOLVENT
A0
FIDRES
o

AG
RUCLEUS
012

h RS

01

P31

D11

s

[

OF

5F01
Swr

T

NS

DS

870503
2225
260930
[we o]

0 9175240
0 544957
14.0
32768

13

0 0000200
22 00

2 0000000
200.0
0.0300000
18.00

7.5

17.5

125 . 7750598
35714 29
65536
15000

2

sec
H
uset

sec
af
sec
usec
sec
08

usel

MHZ
HL

F2 - Processing parameters

SI
SF
wON
§58
LB
GB
PC

125. 7594048
€N

0

1.00

0

140

10 WA plot parameters

cx
Fip
F1
FeP
F2
PPMCH
HICM

30.00
215.000
2703827
-5.000
-528 .80

7 33333
922 23566

w2

H2

o
pon

Hz

npa
Hz
pom/cs
Hz/cm




Ffau\n b
'H-'H COSY Spectrum of Nakadomarin A
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HOHAHA Spectrum of Nakadomarin A
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HMQC Spectrum of Nakadomarjn A
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HMBC Spectrum of Nakadomarin A
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Figare 10
NOESY Spectrum of Nakadomarin A
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Figure 11. PDB file of 5/5/15/6-tetracyclic system in nakadomarin A (1) calculated by
Macromodel ver. 5.0.

HETATM 1 C -1.945 -0.664 -2.360
HETATM 2 C -1.544 -1.855 -1.485
HETATM 3 C -2.495 -2.005 -0.257
HETATM 4 C -3.232 -0.678 0.011
HETATM 5 N -2.274 0437 -0.144
HETATM 6 C -1.898 0.649 -1.564
HETATM 7 C -2.622 1.683 0.578
HETATM 8 C -1.608 -2.382 0.981
HETATM 9 C -0.247 -1.973 0.491
HETATM 10 C -0.219 -1.717 -0.816
HETATM 11 C 1.761 -1.300 0.053
HETATM 12 C 1.108 -1.281 -1.170
HETATM 13 O 0.965 -1.744 1.129
HETATM 14 C -1.378 2.567 0.753
HETATM 15 C 3.195 -0.854 0.236
HETATM 16 C -0.305 1.871 1.607
HETATM 17 C 3.249 0.527 0.902
HETATM 18 C 1.026 2.630 1.604
HETATM 19 C 2.705 1.606 -0.039
HETATM 20 C 1.724 2.482 0.248
HETATM 21 H -1.271 -0.589 -3.215
HETATM 22 H -2.955 -0.830 -2.739
HETATM 23 H -1.550 -2.774 -2.073
HETATM 24 H -3.238 -2.785 -0.432
HETATM 25 H -4.059 -0.554 -0.691
HETATM 26 H -3.652 -0.700 1.017
HETATM 27 H -2.564 1.370 -2.041
HETATM 28 H -0.879 1.036 -1.602
HETATM 29 H -3.393 2.230 0.033
HETATM 30 H -3.005 1.442 1.570
HETATM 31 H -1.885 -1.845 1.888
HETATM 32 H -1.623 -3.459 1.151
HETATM 33 H 1.481 -0.963 -2.133
HETATM 34 H -0.976 2.833 -0.224
HETATM 35 H -1.674 3.490 1.254
HETATM 36 H 3.700 -1.575 0.879
HETATM 37 H 3.710 -0.826 -0.726
HETATM 38 H -0.672 1.805 2.633
HETATM 39 H -0.117 0.861 1.246
HETATM 40 H 2.700 0476 1.840
HETATM 41 H 4.290 0.763 1.125
HETATM 42 H 0.843 3.687 1.800
HETATM 43 H 1.654 2.254 2.410
HETATM 44 H 3.134 1.652 -1.033
HETATM 45 H 1.433 3.176 -0.531
CONECT 1 2 6 21 22

CONECT 2 | 3 10 23

CONECT 3 2 4 8 24

CONECT 4 3 5 25 26

CONECT 5 4 6 7

CONECT 6 1 5 27 28

CONECT 7 5 14 29 30

CONECT 8 3 9 31 32
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CONECT 9 8 10 13

CONECT 10 2 9 12
CONECT 11 12 13 15
CONECT 12 10 11 33
CONECT 13 9 11

CONECT 14 7 16 34 35
CONECT 15 11 17 36 37
CONECT 16 14 18 38 39
CONECT 17 15 19 40 41
CONECT 18 16 20 42 43
CONECT 19 17 20 44
CONECT 20 18 19 45
CONECT 21 1
CONECT 22 1
CONECT 23 2
CONECT 24 3
CONECT 25 4
CONECT 26 4
CONECT 27 6
CONECT 28 6
CONECT 29 7
CONECT 30 7
CONECT 31 8
CONECT 32 38
CONECT 33 12
CONECT 34 14
CONECT 35 14
CONECT 36 15
CONECT 37 15
CONECT 38 16
CONECT 39 16
CONECT 40 17
CONECT 41 17
CONECT 42 18
CONECT 43 18
CONECT 44 19
CONECT 45 20
END

22




Figure 12. PDB file of 8/5-bicyclic system in nakadomarin A (1) calculated by
Macromodel ver. 5.0.
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1.568 -0.231 0.554
1.415 -1.581 -0.174
0.292 -2.494 0.355
-1.142 -2.037 0.054
-1.565 -0.837 0.862
-1.231 0.434 0.592
-0.350 0.857 -0.559
1.052 0.916 -0.180
1.198 2.166 0.550
0.275 3.172 -0.156
-0.644 2.295 -1.022
2.657 -0.044 0.718
1.122 -0.298 1.573
2.371 -2.145 -0.048
1.310 -1.430 -1.274
0413 -2.651 1.453
0.427 -3.497 -0.117
-1.855 -2.866 0.278
-1.258 -1.842 -1.037
-2.171 -1.038 1.763
~-1.580 1.226 1.276
-0.483 0.163 -1.420
2.263 2.500 0.557
0.868 2.043 1.610
0.857 3.885 -0.788
-0.311 3.766 0.586
-0.347 2.405 -2.094
-1.723 2.568 -0.942
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CONECT 27 10
CONECT 28 11
CONECT 29 11
END
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