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Table S1 3BC-NMR (150 MHz) spectroscopic data for compounds 6—10 in CD;0D.

NO. 6 7 8 9 10
1 210.3 2125 204.1 205.6 206.0
2 41.3 42.2 128.7 129.6 128.7
3 73.6 70.5 141.7 142.3 142.5
4 36.5 78.6 36.0 37.2 37.1
5 61.5 65.4 772 78.5 78.1
6 62.4 59.7 73.4 75.1 75.4
7 25.1 26.7 26.8 28.8 30.8
8 35.7 34.8 354 37.5 37.7
9 38.6 39.8 36.3 37.4 38.2
10 52.1 52.0 52.6 52.6 52.5
11 222 21.8 23.2 24.1 22.9
12 37.9 303 383 40.8 40.7
13 52.3 55.0 52.2 532 54.0
14 81.3 81.2 82.4 82.4 84.0
15 84.4 33.0 83.6 83.4 76.5
16 122.1 37.9 120.4 127.3 127.8
17 162.6 86.7 162.2 158.9 154.6
18 16.8 20.8 16.1 17.9 19.9
19 14.3 15.2 15.0 16.0 16.7
20 35.0 79.3 36.1 355 352
21 17.8 19.0 17.2 19.8 18.6
22 78.9 81.6 78.6 79.7 79.4
23 32.1 33.9 324 329 32.7
24 150.8 151.0 150.8 150.1 150.5
25 121.8 121.7 121.2 122.2 122.0
26 167.7 169.6 167.4 166.8 166.7
27 12.5 11.2 11.6 13.0 13.0
28 19.7 20.4 20.6 18.5 20.4

CH;CO-1" 170.1 - 170.6 - -
CH;CO-2' 20.9 - 21.9 - -
OMe 53.7 - - - -
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Table S2 'H-NMR (600 MHz) spectroscopic data for compounds 610 in CD;0D.

NO. 6 7 8 9 10
a:2.88dd (16.2,3.0) a:2.55dd (15.6,3.2)
2 5.87dd (10.2,3.6) 6.15dd (10.2,3.6) 6.18dd (10.2, 3.6)
£:294dd (16.2,7.8) p:2.91dd (15.6,7.2)
6.57 ddd (10.2, 6.67 ddd (10.2, 6.69 ddd (10.2,
3 3.79m 4.08 m
5.4,3.6) 5.4,3.6) 5.4,3.6)
a:2.10dd (10.2, a:2.45dd (10.2, a:2.45dd (10.2,
a: 1.68 (brd, 16.2) 5.4) 5.4) 5.4)
4 321d(3.2)
p:3.66d (3.0) p:3.36dt(16.2, p:3.76 dt (16.2, p:3.74 dt (16.2,
3.6) 3.6) 3.6)
6 3.40 brs 3.30brs 3.60t(3.6) 4.30brs 4.32brs
o: 1.62 m a:249m o:1.97 m, o:2.97 m, o:2.77 m,
! £:249 m S:2.60 m £:221m p:3.47m p:3.57Tm
8 2.59 m 2.63 m 2.30 m 2.86 m 2.76 m
9 1.93m 2.57m 2.12m 3.79m 3.69m
11 1.25m,1.38 m 1.48 m, 1.70 m 216 m,2.12m 1.64m, 2.82 m 142 m,2.62 m
12 1.74m, 1.47 m 1.51m,2.21 m 1.82m, 2.31m 1.95m,2.34m 1.95m,2.34m
15 5.82d(3.0) 5.04d(3.2) 537d(2.4) 5.10d (2.4) 525d(2.4)
16 5.78 d (3.0) 3.67m,3.76 m 5.60d(2.4) 6.13d(2.4) 5.71brs
18 1.37s 1.21s 1.16 s 143 s 1.39s
19 1.35s 1.26s 1.21s 1.72's 1.70 s
20 2.57m - 2.53 2.64m 2.62m
21 1.21d(7.2) 1.07 s 1.12d (7.2) 1.22d(7.2) 1.26d(7.2)
22 4.39dd (12.0, 3.6) 5.08 dd (12.0, 3.6) 4.34dd (12.0,3.6) 4.45dd(12.0,3.6) 4.43dd (12.0,3.6)
23 229m,2.59 m 1.86m, 1.96 m 2.28m, 2.39 m 2.08m,2.49 m 2.06 m,2.52 m
27 1.84s 1.86s 1.86's 1.85s 1.85s
28 1.53 (brs) 1.99s 1.99 s 1.52s 1.50s
CH;CO 2.09s 2.10s 2.03s - -
OMe 3.21s - - - -

Chemical shifts are in ppm, and coupling constants (/) in Hz are given in parentheses.
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HR-ESI-MS spectrum of compound 1

Spectrum from X5-9-4. wiff (sample 1) - X5-9-4, Experiment I, ~TOF MS (50 - 1250) from 9.051 min
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Detailed "H NMR spectrum of compound 1 in CD;0D at 600 MHz
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13C NMR spectrum of compound 1 in CD;0D at 150 MHz
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Detailed 3C NMR spectrum of compound 1 in CD;0D at 150 MHz
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HMBC spectrum of compound 1 in CD;0D
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NOESY spectrum of compound 1 in CD;0D
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ECD spectrum of 1
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HR-ESI-MS spectrum of compound 2

Spectrum from X5-5-1.wiff (sample 1) - X5-5-1, Experiment 1, ~TOF MS (50 - 1250) from 8.800 min
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Detailed "H NMR spectrum of compound 2 in CD;0D at 600 MHz
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13C NMR spectrum of compound 2 in CD;0D at 150 MHz
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xb=F1 X

51

4000

153. 856

)
—I171.39
121. 6!

—169. 63

—69.33
—b64, 66
—60. 7

F3800
3600
3400
F3200
F3000
2800
2600
F2400
2200
2000
1800
F1600
F1400
1200
r1000
800

F600

400

F200

200

T T T T T T T T T T . .
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60
f1 (ppm)

S15



x5=5-1
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HMBC spectrum of compound 2 in CD;0D
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NOESY spectrum of compound 2 in CD;0D
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HR-ESI-MS spectrum of compound 3

Spectrun from X2-4-Lwiff (sample 1) - X2-4-1, Experiment 1, ~TOF MS (50 - 1250) from 9.096 min
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Detailed '"H NMR spectrum of compound 3 in CD;OD at 600 MHz
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13C NMR spectrum of compound 3 in CD;0D at 150 MHz
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Detailed 3C NMR spectrum of compound 3 in CD;0D at 150 MHz
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HMBC spectrum of compound 3 in CD;0D
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NOESY spectrum of compound 3 in CD;0D
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HR-ESI-MS spectrum of compound 4

Spectrum from X6-1-1.wiff (sample 1) - X6-1-1, Experiment 1, ~TOF MS (50 - 1250) from 9.297 min
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x611 5 £ 85|
& W w
\ ! \7 7 [
| T / +500
// | U
‘ \
[ | [ ‘ ‘| F450
| . i
] l / il | I / k400
350
r300
250
200
150

—

E
—
b

E
=

) T g g [ B I
8 g 8 e g 23 5
= = e S o ni
. . T T T T T T T T T T
6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 L
f1 (ppm)

S25



Detailed "H NMR spectrum of compound 4 in CD;0D at 600 MHz
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13C NMR spectrum of compound 4 in CD;0D at 150 MHz
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Detailed *C NMR spectrum of compound 4 in CD;0D at 150 MHz
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Detailed 3C NMR spectrum of compound 4 in CD;0D at 150 MHz
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HMBC spectrum of compound 4 in CD;0D
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NOESY spectrum of compound 4 in CD;0D
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HR-ESI-MS spectrum of compound 5

Spectrum from X6-1-2.wiff (sample 1) - X6-1-2, Experiment 1, ~TOF MS (50 - 1250) from 9.217 min
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Detailed '"H NMR spectrum of compound 5 in CD;0D at 600 MHz
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13C NMR spectrum of compound 5 in CD;0D at 150 MHz
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Detailed 3C NMR spectrum of compound 5 in CD;0D at 150 MHz
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HMBC spectrum of compound 5 in CD;0D
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