SUPPORTING INFORMATION

Sesquiterpenes from Neurolaena lobata and Their Antiproliferative

and Anti-inflammatory Activities

I1diké Lajter,T Andrea Vasas,' Zoltan Béni,* Peter Forgo,T Markus Binder,’ Valery Bochkov,’

Istvan Zupk(),l Georg Krupitza, I Richard Frisch," Brigitte Kopp,” and Judit Hohmann "

TDepar‘[ment of Pharmacognosy, University of Szeged, H-6720 Szeged, Hungary

' Spectroscopic Research, Gedeon Richter Plc., H-1103 Budapest, Hungary

¥ Department of Vascular Biology and Thrombosis Research, Center of Physiology and
Pharmacology, Medical University of Vienna, A-1090 Vienna, Austria

J'Department of Pharmacodynamics and Biopharmacy, H-6720 Szeged, Hungary

I Clinical Institute of Pathology, Medical University of Vienna, A-1090 Vienna, Austria
Y Institute for Ethnobiology, GT-170 San José/Petén, Guatemala

° Department of Pharmacognosy, University of Vienna, A-1090 Vienna, Austria

Correspondence

" To whom correspondence should be addressed. Tel: +36 62 546453. Fax: +36 62 545704. E-

mail: hohmann@pharm.u-szeged.hu.

Special issue: “Dedicated to Prof. Dr. Otto Sticher, of ETH-Zurich, Zurich, Switzerland, for

his pioneering work in pharmacognosy and phytochemistry”.



Content

'"H NMR Spectrum of Neurolobatin A (1) S2
BC NMR Spectrum of Neurolobatin A (1) S3
'H NMR Spectrum of Neurolobatin B (2) S4
3C NMR Spectrum of Neurolobatin B (2) S5

'H NMR Spectrum of 5f-Hydroxy-8p-isovaleroyloxy-9a-hydroxy-calyculatolide (3) ~ S6

HMBC Spectrum of 5B-Hydroxy-8B-isovaleroyloxy-9a-hydroxy-calyculatolide (3) S7

'H NMR Spectrum of 3-Epi-desacetyl-isovaleroylheliangine (4) S8
JMOD Spectrum of 3-Epi-desacetyl-isovaleroylheliangine (4) S9
'H NMR Spectrum of 3p-Acetoxy-8B-isovaleroyloxyreynosin (5) S10

JMOD Spectrum of 3B-Acetoxy-8B-isovaleroyloxyreynosin (5) S11



"H NMR Spectrum of Neurolobatin A (1) in CDCl;
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BC NMR Spectrum of Neurolobatin A (1) in CDCl;
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'"H NMR Spectrum of Neurolobatin B (2) in CDCl;
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BC NMR Spectrum of Neurolobatin B (2) in CDCl;

[Se¢"ec
96¢°¢¢
Vil o4
8EEC¢
08¥°€¢
66t €l
606°€¢
V.E°S¢
28S°S¢
£95°S¢
8/5°S¢
€00°9¢
€G8'SE
068°2¢€
9TS'8¢
1¢6°¢y
Yv6 ¢y
v/6°CY
Z6T°9%
€9¢€°9Y
91+ 9v
¥04°9v
55899
¥60°29
€€E"/9
€56°€L
¥60'vZ
T¥8°9Z
000722
6ST°ZZ

ey

ek ,Uﬂll.n

s

N

——

AR

AN S
A

B

966°8Z
2¢/°08
0ST €8
0S9°T0
¥86°T0T

6¥0°¢0T

S82'T¢I
Va4 3 )

k\\

TOZVET

Ll

li

VAR o

mﬂ.mﬂ&
602°2L1

912 V61

9Tv'961

180 160 140 120 100 80 60 40 ppm

| L 0 S (S ‘U0 S ) | Y U/ S ‘B ([Pt V2 RV A N ) L B ) N/ R [ | [ R S R Y R ) I VR )

L ] R s
200




"H NMR Spectrum of 5p-Hydroxy-8p-isovaleroyloxy-9a-hydroxy-calyculatolide (3)
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HMBC Spectrum of 5B-Hydroxy-8B-isovaleroyloxy-9a-hydroxy-calyculatolide (3)
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"H NMR Spectrum of 3-Epi-desacetyl-isovaleroylheliangine (4)
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JMOD Spectrum of 3-Epi-desacetyl-isovaleroylheliangine (4)

172.0
—169.1
——148.3
—141.9
—137.1

T T T T T T T T T T T T T T T T T T LR L e L) IS ALY LARARARALS LARARRAARS s |

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm



"H NMR Spectrum of 3p-Acetoxy-8B-isovaleroyloxyreynosin (5)

LLVER”
18ers”
L8ivs"
07956°
15200°

60552°
ELL95°
Eppis”
L7885°
ETr09”
02£29°
04059°
02rL9
EST90°
69G40°
GEBBO”
19207
yaGKT "
aveLT”
QvEsT”
10102
LpETE”
67eee’
v9GES”
PSBIE"
Teeee’
EBBKE"
GGESE”
96/28
cGEEB
50058°
956G68°

6£009°
£4609°
v6E29
642E9

GLpYS®
24995"
24885’

a0y
G2GLT’
[Z4: 0
14867
LoLve”

Shbiv”
8508y

L365L°
BE09L”
£4659L°
QTiLL”

EV8LT
66287

wdd

B R R S R R R Y T R YR R T B e I IR I

-o o oo

4

N TSNE

4

I~
.ml\l

m

=

T~

B922'E

LOTT'T

-

TCEE'B

—

BEZT T

_—

——
cS00° 1

7BEQ T

897660

GESO' T
cblo’e

N

—_—

EECOT

_—

ESBE 0

000071

-—

TeJBagul

LA L L L L O O I L L O O L I O L I I L L L L L L B

1.0

1.5

2.0

2.5

3.0

3.5

4.0

4.5

5.0

5.5

6.0

ppm

10



JMOD Spectrum of 3B-Acetoxy-8B-isovaleroyloxyreynosin (5)
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