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Abstract  Eleven new polyketones named diaporthsins A-K (1-11) were isolated from the
fermentation of Diaporthe sp. JC-J7. The chemical structures of compounds (1-11) were
elucidated by spectroscopic method, including HRESIMS, 2DNMR, NMR spectra and chemical
method. Compound 11 features unusual acyclic polyketone-phenolic polyketone hybrid structure
that integrate the characteristics of different fungal metabolites (cytosporone and multiplolide).
Compound 3 was the only Cj,-polyketone in this research. These new polyketones showed
inhibitory activity on content of triglycerides (TG) in steatosis hepatocyte L-02 cells. Among
them, compound 5, and (4E)-6,7,9- trihydroxydec-4-enoic acid display inhibitory activity on
content of triglycerides (TG) in steatotic L-02 cells with inhibition ratios of 26%, and 21% at
concentration of 5 pg/mlL, along with inhibition ratios of 8-O-acetylmultiplolide A, and
phomopsisporone A at concentration of 5 pg/mL were calculated to be about 24 %, and 16 %
respectively, which was equivalent to the antihyperlipidemic activity of lovastatin. The
preliminary structure—activity relationship stated that the acetyl at C-8 can increase the
antihyperlipidemic activity of multiplolide A, and the glycol ester and hydroxyl at C-6 can also
raise the corresponding activity of diaporthsin B.
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Figure S1. 'TH NMR of compound 1 in CDCls
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Figure S2. 13C NMR of compound 1 in CDCl;
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Figure S4. HSQC spectrum of compound 1in CDCl;
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£1 (ppm)



x10 5 |+ESI Scan (1.591 min) Frag=100.0V DSHM-48.d Subtract

2.2

2.1

1.9
1.8
1.7
1.6
1.5+
1.4
1.3
1.2
1.1+

0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

185.1171

186.1208

172 173 174 175 176 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199

Counts vs. Mass-to-Charge (m/z)

Figure S7. HRESIMS spectrum of compound 1

Transmittance (%)

4+
4000 3500 3000 2500 2000 1500 1000 500

Wavenumber (cri’

Figure S8. IR Spectrum of compound 1
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Figure S10. 3C NMR of compound 2 in MeOD
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Figure S11. 'H-'H COSY spectrum of compound 2 in MeOD
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Figure S13. NOESY spectrum of compound 2 in MeOD
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Figure S19. 'H-'H COSY spectrum of compound 3 in MeOD
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Figure S22. HMBC spectrum of compound 3 in MeOD
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Figure S28. HSQC spectrum of compound 4 in MeOD

17

r0.5
Tt = - F1.0
T 9 1.5
L4 @ l2.0
.-
2.5
= 3.0
-
- : . las &
] - & ° e § z
: v . ¢ z
0‘, = 1.0
] 4.5
/ = 4
- o . k5.0
e
— g ,ﬂ/ a 3 - o -
6.0
6.5
G.IE 6.‘0 5.‘5 5.‘0 4.‘5 1.‘0 3.‘5 3.‘0 2.5 2.‘0 1.‘5 1.‘0 O.Ib
£2 (ppm}
Figure S27. 'H-'H COSY spectrum of compound 4 in MeOD
r0
=10
= o -

SR | - . °:: -
e = . L0
— mm

——— g 40
— g
_—
50
60
e 2 §
— - = . : - -
80
90
-100
+110
F120
— -
== - L130
-140
T T T T T T T T T T T T I’IEG
6.5 6.0 5.5 5.0 4.5 4.0 ‘3.5‘ 3.0 2.5 2.0 1.5 L0 0.5

1 (ppm)



Figure S29. NOESY spectrum of compound 4 in MeOD
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Figure S30. HMBC spectrum of compound 4 in MeOD
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Figure S37. NOESY spectrum of compound 5 in MeOD
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Figure S58. 3C NMR of compound 8 in MeOD
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Figure S59. 'H-'H COSY spectrum of compound 8 in MeOD
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Figure S60. HSQC spectrum of compound 8 in MeOD
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Figure S61. NOESY spectrum of compound 8 in MeOD

rlo
= 1 t20
o . 30
-— -
— ] - Fa0
— . ‘e
—_— . Lso
60
= - . - - . I e Lo
—t -2 a. E %0
r80
190
g
Floo =
Fio
F120
j - @ . - - 130
- s
140
F150
F160
E— - e cet e .. rio
F180
r T T T T T T T T T T \7|90
6.0 5.5 5.0 4.5 1.0 5 3 2.5 2.0 L5 L0 0.5
2 (ppm)

Figure S62. HMBC spectrum of compound 8 in MeOD
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Figure S64. IR Spectrum of compound 8
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Figure S66. 3C NMR of compound 9 in CDCl;
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Figure S67. 'H-'H COSY spectrum of compound 9 in CDCl;
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Figure S68. HSQC spectrum of compound 9 in CDCl;
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Figure S70. HMBC spectrum of compound 9 in CDCl;
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Figure S71. HRESIMS spectrum of compound 9
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Figure S72. IR Spectrum of compound 9
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Figure S74. 3C NMR of compound 10 in acetone-dg
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Figure S76. HSQC spectrum of compound 10 in acetone-dg
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Figure S77. NOESY spectrum of compound 10 in acetone-dg

S Y

. Fo
- . s

» 8 so® e
B g el | e W by

—=3 - o * =
— - - _d o

— - = = id
3 50
3 - 60
-5 . s
= - e 0]
At Lo
%0
2 oo
- 110
- ¢ - [120
p— 2 §- tizo
& F140
F150
160
4 = -t [
Fiso
190
200
_—
4 .
6.0 5.5 5.0 1.5 1.0 3.5 3.0 25 2.0 L5 Lo 0.5
2 (ppm)

Figure S78. HMBC Spectrum of compound 10 in acetone-dg
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Figure S82. 3C NMR of compound 11 in MeOD
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Figure S84. HSQC spectrum of compound 11 in MeOD
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Figure S89. UV Spectrum of compound 11

DSHM-48S
CDCL3

GB
PC

___JJJ‘ e ‘_J“ llwl\LJJ-",JJJlx

R0

L
C—_
o
(
%;

i
T T T T T
3 2 1 0 S E ppm

w0 -
@
~

Figure S90 'H NMR spectrum of (S)-MTPA ester of 1 in CDCl;

48

12015000891

4001500188 ME
EM

[
0.30 Hz

1.00



DSHM-48R
CDCL3

Figure S91

49

'H NMR spectrum of (R)-MTPA ester of 1 in CDCls

12015000991
1074

1

20181021
5.37

spect
mn PABEO BB/
2330

0.0 E
1.00000000 se
1

NEL £1 mmm
400.1522008
1l

10.75 us
400.1500080 MH
EM
0
0.30 Hz
0
i.00



