Supporting Information for:

Eremophilane-type Sesquiterpenes from the Fungus Xylaria sp. BCC
21097

Masahiko Isaka,* Panida Chinthanom, Tanapong Boonruangprapa, Nattawut
Rungjindamai, and Umpava Pinruan

National Center for Genetic Engineering and Biotechnology (BIOTEC), 113 Thailand
Science Park, Phaholyothin Road, Klong Luang, Pathumthani 12120, Thailand

Contents

S1-S2 "H NMR spectrum of 1 (acetone-ds, 500 MHz)
S3-S4 BC NMR spectrum of 1 (acetone-ds, 125 MHz)
S5-S6 "H NMR spectrum of 2 (acetone-ds, 500 MHz)
S7 3C NMR spectrum of 2 (acetone-ds, 125 MHz)
S8-S9 "H NMR spectrum of 3 (CDCls, 500 MHz)

S10 C NMR spectrum of 3 (CDCls, 125 MHz)
S11-S12 "H NMR spectrum of 4 (acetone-ds, 500 MHz)
S13-S14 BC NMR spectrum of 4 (acetone-ds, 125 MHz)
S15-S17 "H NMR spectrum of 5 (acetone-ds, 500 MHz)
S18 3C NMR spectrum of 5 (acetone-ds. 125 MHz)
S19-S20 "H NMR spectrum of 6 (acetone-ds, 500 MHz)
S21-S22 BC NMR spectrum of 6 (acetone-ds, 125 MHz)
S23-S24 "H NMR spectrum of 7 (CDCls, 500 MHz)
$25-S26 C NMR spectrum of 7 (CDCls, 125 MHz)
S27-S29 "H NMR spectrum of 8 (CDCls, 500 MHz)

S30 C NMR spectrum of 8 (CDCls, 125 MHz)
S31-S33 "H NMR spectrum of 9 (CDCls, 500 MHz)

S34 C NMR spectrum of 9 (CDCls, 125 MHz)

S35 Table: Biological Activities of Compounds 1-3, 6, and 7



'H NMR spectrum of 1 (acetone-ds, 500 MHz)
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"HNMR spectrum of 1 (acetone-dg, 500 MHz), expanded
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S3  CNMR spectrum of 1 (acetone-ds, 125 MHz)
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'H NMR spectrum of 2 (acetone-ds, 500 MHz)
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'H NMR spectrum of 2 (acetone-ds, 500 MHz), expanded
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C NMR spectrum of 2 (acetone-ds, 125 MHz)
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'H NMR spectrum of 3 (CDCl;, 500 MHz)
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S9 'H NMR spectrum of 3 (CDCl;, 500 MHz), expanded
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S10 °C NMR spectrum of 3 (CDCl;, 125 MHz)
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S11 'H NMR spectrum of 4 (acetone-ds, 500 MHz)
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S12 'HNMR spectrum of 4 (acetone-ds, 500 MHz), expanded
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S14 "C NMR spectrum of 4 (acetone-ds, 125 MHz), expanded
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S15 'H NMR spectrum of 5 (acetone-ds, 500 MHz)
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S16 'HNMR spectrum of S (acetone-ds, 500 MHz), expanded
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S17 'H NMR spectrum of 5 (acetone-ds, 500 MHz), expanded
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S18 ">C NMR spectrum of 5 (acetone-ds. 125 MHz)
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S19 'H NMR spectrum of 6 (acetone-ds, 500 MHz)
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S20 'H NMR spectrum of 6 (acetone-ds, 500 MHz), expanded
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S21 C NMR spectrum of 6 (acetone-ds, 125 MHz)
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S22 *C NMR spectrum of 6 (acetone-ds, 125 MHz), expanded
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S23 'H NMR spectrum of 7 (CDCl;, 500 MHz)
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S24 'H NMR spectrum of 7 (CDCl;, 500 MHz), expanded
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S26 '>C NMR spectrum of 7 (CDCls, 125 MHz), expanded
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S27 'H NMR spectrum of 8 (CDCl;, 500 MHz)

Gg- 22y
22 68y
60" 96V
2€° 105
05" €29
00" 289
90889
1€°208
LE° V06
92 116
6€'G16
GE' 226
(5°G26
G2’ (26
¥8° 826
LV 2€E6
€1 6E6
(676
12256
85" 656
92°896
61 (L6
€2 886
107 066
£0° 1007
8L (V1Y
1S TETT
648127
92 €2el
0/° 9221
81 1gat
‘L€ 2vel
28 9rel
60 GBET
0L B86ET
2678261
£€ EEGT
96°G0/1
LV TELY
1€ LELT
08" 6ELT
g2 erLl
60°8rLT

S ——Ne———

Gr 8¢9t
22’ 6c9t

|

bk

187 0E9E
L0 EESE

A

:

0000° ¥




S28 'H NMR spectrum of 8 (CDCl;, 500 MHz), expanded
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S29 'H NMR spectrum of 8 (CDCl;, 500 MHz), expanded
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S31 'H NMR spectrum of 9 (CDCl;, 500 MHz)
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S32 'H NMR spectrum of 9 (CDCl;, 500 MHz), expanded
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S33 'H NMR spectrum of 9 (CDCl;, 500 MHz), expanded

66 v2GT
28" Gast
g2 2est
25 €EST
6 6EST
mmsvm“\
68°8rSH
vm.mmmﬂ\
16° 6951
69°vLSH
66°GLGT

10°89¢cc
96" 1L22
Lr'viee
86°Gle2
€E'8L2C
68'6Lce
ve eace
(2'982C

N\

m«.nmmmuuu““nn
90" $962

ogoc' 1

™~ .

6r00 ¥

5.2



886°€1

STT LT e
6L LT —

a8z
226 ss
FITREE
761782
L5887
iz6 sz
£69°62
€6 TE

WY

BEEBE

06T 9V
066" 8¥

TSL 9L

900" LL

0T 4L —=
09z LL |\\\\|

muNHwh
e
~
N
=
[V
ST
—
5
QO
A
Q
-
=)
G
o
=
Q
(D]
<Y
w2
R LE9TRLT
M ZTL 9LT
Z.
@)
e
4
(a0}
N

ppm

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

200



S35 Table: Biological Activities of Compounds 1-3, 6, and 7

P. falciparum® M. tuberculosis’ C. albicans® cytotoxicity (ICsg, uM)

Compound

(ICso, uM) (MIC, uM) (ICs0, uM) KB MCF-7¢ NCI-H187¢ Vero®
1 >35 >177 >177 5.0 15 7.2 8.5
2 8.1 42 >169 21 15 3.8 3.9
3 13 47 7.8 10 10 5.8 9.4
6 >38 >188 >188 >188 >188 >188 >188
7 >38 >189 >189 >189 >189 >189 >189

“ Antimalarial activity against Plasmodium falciparum K1. Standard antimalarial drug, dihydroartemisinin, showed an ICsy value of 0.0040 uM. b
Antituberculosis activity against Mycobacterium tuberculosis H37Ra. Standard anti-TB compounds, isoniazid and rifampicin, showed MIC values of
0.17-0.34 and 0.004-0.015 pM, respectively. © Antifungal activity against Candida albicans. Standard compound, amphotericin B, showed an ICs
value of 0.049 uM.  The ICsy values of a standard compound, doxorubicin hydrochloride, against KB, MCF-7, and NCI-H187 cancer cell-lines were
0.40, 1.8, and 0.066 uM, respectively. ° The ICsy value of a standard compound, ellipticine, was 6.3 uM



