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Table S1. Crystal data and structure refinement for 4.

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/A

b/A

c/A

o

o/
pr°

y/°

Volume/A3

Z

Pealeg/cm?

wmm'!

F(000)

Crystal size/mm?

Radiation

20 range for data collection/®
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A3
Flack parameter

4
C15H2004

264.31

149.96(10)
orthorhombic
P2,2:2,

9.55914(9)
10.00802(10)
13.83442(15)

90

90

90

1323.51(2)

4

1.326

0.779

568.0

0.22 x 0.16 x 0.05
Cu Ka (A= 1.54184)
10.912 to 154.8

9<h<11,-12<k<12,-17<1<16

7356

2626 [Rine=0.0173, Rsigma = 0.0153]

2626/0/183

1.010

R; =0.0301, wR, = 0.1041
R; = 0.0303, wR, = 0.1044
0.19/-0.17

-0.04(5)
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Spectral data for isolates 1-8

-'H COSY (CDCI3) spectra of 1.

3C NMR, HSQC, HMBC and 'H

S1. 'H,
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Figure S2. 'H ,"*C, DEPT, HSQC and 'H-'"H COSY NMR (CDCl;) spectra of 2.
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Figure S3. 'H ,"*C, DEPT, HSQC and HMBC NMR (MeOD) spectra of 3

Povil'lL
9e9l’L
1800°C
¥8l0°C
9zen'e
0Zv0'e
9150°¢
69cl’c
szel'e
08EL’C
lerl'e
059z’
808¢'¢
cl8ce
9e0€'C
LEYE'T
82GE'C
989€'C
8G9¢€'C
L08¢e°¢
8LI¥'C
896¥'C
€89Y'C
081lS'C
Zres’e
00¥5'¢
8655°¢C
1818°C
vZ8s'c
186S°C
25€9'C
6679°C
0859°¢
8CL9°¢C
8.19'C
€Loe’e
9g50¢'¢
660€°€
erlee
9glee

[4:14 43
PSEE'E

Voo o .

TBIE T
8891’7
998y’ 7
01307
88EL'Y
vevl'v
S6SL'Y
0L9L'7
€SLLY
0l8L'Y
S96L'Y
9879'G

Bmm.m
mmmh.&

0CLL'S
0L9z°9

189C°9

OH

3

'HNMR (400MHz) MeOD

1.0 08

=lle

5 14 12

16 14

18

990
690
v
gyl
rzol
TIT
o0g
61

Fol'L

Fu

Fisu

6 64 62 60 58 56 54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20

[l
o
o
T

=00’}

1 (ppm)

9eEY 6l —

89€8° L2~
8lel'6T”,
Sﬁ.mmw
5655°GE

9zLIT LY

oToC O7

S090°29—

giylel—

Loey'lel—~
LL09PCL—

8¥6L LEL—

0e9s'erl—

8EVL0LL—

€080°602—

O

OH

3

BCNMR (100MHz) MeOD

100
f1 (ppm)

110

130

0 190 180 160

210 200

-10

80 70 60 50 40 30 20 10

90

120

140

150

170

S7



—124.5790
—121.4518

OH

3
DEPT (135) MeOD

—79.1478
—67.0610
—46.3767
—41.2546
\.35.5421
—32.7155
297212
7,27.8380

—19.4293

130 125 120 115 110 105 100 95

3

HSQC MeOD

90

85

75 70 65 60 55 50 45 40 35 30

f1 (ppm)

80

25

20 1

Ll

o= ’
=9

D w

10
20
F30
40
50
60
F70
80
90
100
110
120
~130
140

150

6.5 6.0 55 50

TR

HMBC MeOD

| i IJ

45 40 35 30
12 (ppm)

i |

o]

e Om w

~100
110
120
~130
-140
150
160
F170
~180
~190
200

1 (ppm)

75 70 65 6.0

55

50 45 40

2 (ppm)

1 (ppm)



Figure S4. 'H ,'*C, DEPT, HSQC, HMBC and 'H-'H COSY (CDCIs) spectra of 4

4500000

4000000

3500000

3000000

2500000

2000000

1500000

~1000000

500000

4

'H NMR(400MHz) CDCl3

=60'¢€

»0L0
60}
iz
el
~60°1

=G0}
ezl

ol

EGlLTL

=00}

=00}

66 6.4 6.2 6.0 58 56 54 52 50 4.8 46 4.4 42 40 38 36 34 32 30 28 26 24 22 20 1.8 16 14 12 1.0 08 0.6

T

f1 (ppm)

€Ll —

S6'GC—

85'6E—
SEvr—
99'€5—
8v' 09—

02'0L—
5l —

180zl —
z89zL—
LSPEL~
86 el

szeel”
leTrl-

oLl —

4-2.20. fid

dade

13C NMR(100MHz) CDCl;

f1 (ppm)

S9



4-2.40. fid

DEPT (135) CDCly

|

T T T T T T T T T T

80 70 60 50 40 30
f1 (ppm)

HSQC CDCls

o0

80 75 70 65

6.0

55

40 35 30 25 20 1. ] : ‘
f2 (ppm)

50 45

S10

50
60
F70
80
90
100
~110
120
F130
F140

150

700000

600000

500000

400000

300000

200000

100000

-0

~-100000

--200000

~-300000

~-400000

+-500000

1 (ppm)



T |

~100
110
120
130
~140
150
160
170
180
190
200

[ o 6 @
IS o
Q
c] o O o8 é
4 e 0 o @
HMBC CDCl3 ' - B
0 8 o Q
wo @
. g 0 @ 0, &0 :
® =0 (]
o 0 )
80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f2 (ppm)
A
‘QF Lo
L
B ]
L
aﬂ ¢ : 2
4 ' o T
b0 B o | & yi 4 s
0
'H-'H COSY CDCls % ra‘ .
L
£3 [
¥ B0 g,
a&ﬁ W wﬂ@ ' -5
1
[ g
6
0 N
4!
. L7
| 8
I i
80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
12 (ppm)

S11

1 (ppm)

1 (ppm)



Figure S5. 'H ,'*C, HSQC, HMBC and 'H-'"H COSY NMR (MeOD) spectra of 5
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Figure S6. 'H ,'*C, HSQC, HMBC, 'H-'H COSY and NOE (MeOD) spectra of 6
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Figure S7. 'H ,'*C, HSQC, HMBC and 'H-'"H COSY NMR (CDCls) spectra of 7
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HSQC CDCls
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'"H COSY NMR (MeOD) spectra of 8

lH_

, HSQC, HMBC and

IH ,13C
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