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'H NMR spectrum of acantholupenone (1) (600 MHz, CDCls)
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HSQC spectrum of acantholupenone (1) (600 MHz, CDCls).
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HMBC spectrum of acantholupenone (1) (600 MHz, CDCls).
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TOCSY spectrum of acantholupenone (1) (400 MHz, CDCl3).
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'H NMR spectrum of acantholupenone (1) (600 MHz, CsDsN).



S8

ppm
9
[ 0
6 ¢ - 0.5
1 1.0
0
' —1.5
0 @ 20
]
0 - 2.5
' ’ L 3.0
L]
0600 3.5
0 P
0
. - 4.0
0 i}
[
s 0,0 -4.5
0°0
—5.0
o
6@ o -5.5
(]
{ 6.0
(]
T T T T T T T T T T T T 6.5
65 60 55 50 45 40 35 30 25 20 15 1.0 0.5 ppm

COSY spectrum of acantholupenone (1) (600 MHz, CsDsN).
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LC_LAN26 12 #168-208 RT: 0.75-0.93 AV: 41 NL: 2.93E7

T. FTMS + p ESI Full ms [200.00-900.00]
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HRESIMS spectrum of acantholupenone (1).
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'H NMR spectrum of acanthobauerendione (2) (600 MHz, CDCls).
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13C NMR spectrum of acanthobauerendione (2) (150 MHz, CDCls).
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'H NMR spectrum of acanthobauerendione (2) (600 MHz, CsDsN).
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13C NMR spectrum of acanthobauerendione (2) (150 MHz, CsDsN).
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LC_LAn12_2#1 RT: 0.00 AV: 1 NL: 3.00E7
T: FTMS + p ESI Full ms [300.00-500.00]
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HRESIMS spectrum of acanthobauerendione (2).
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'H NMR spectrum of acanthobauerenone (3) (600 MHz, CDCls).
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13C NMR spectrum of acanthobauerenone (3) (150 MHz, CDCls).
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'H NMR spectrum of acanthobauerenone (3) (600 MHz, CsDsN).
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13C NMR spectrum of acanthobauerenone (3) (150 MHz, CsDsN).
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LC_LAn12 5#83-113 RT: 0.37-0.50 AV: 31 NL: 7.79E7
T: FTMS + p ESI Full ms [100.00-700.00]
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1 2 3
Positi
B H (], Hz) B H (J, Hz) =C H (], Hz)
1a ﬂ 184, ddd (126,43, 3.6) 3.01, dt (13.0, 6.5) ﬂ  170,m
N B4,CH: BILCH o 35,CH: 30
Za B _ 274,ddd (146, 146, 5.6) 261, m N  180,m
. /4, CH 7 M3,CH: [ 240,CH:
3 2157, C 217.0,C 798, CH 472 dd (115,42)
1 480,C 170,C 378,C
5 515,CH 17l m 513,CH 168, dd (13.0, 2.0) 475 CH 182, dd (13.0,5.9)
6a 160, m l 255 dd (187,59)
247,CH: 201 19.4, CH 36.2, CH:
&b ’ = = 934 m - 249 dd (187, 13.0)
7a 1178, CH  555brd (2.7) 784 CH: o™ 197.7.C
b 5 =4 = 2,01, ddd (12.3,11.7, 7.5) o
8 1456, C 1644 C 139.6,C
9 482,CH 226,m 1394 C 1643,C
10 342 C 36.5,C 394, C
11a - 216, m
171,CH: 150 197.8,C 225, CH: :
11b = e v . 206, m
1
_1;; 300,CH: 176,m 496 CH: 235 ABq(187) 282, CH: 13, m
13 372,C 207.C 38.7,C
14 415,C 134.C 07,C
15a e o 162,m 2.70, ddd (13.0, 4.3, 2.5)
201, CH: 156 259, CH 23.7, CH:
156 ’ - = 128 m ’ 149, ddd (14.0, 12,0, 43)
16a L _ _ 146, m l 1.60, ddd (145, 138, 43)
1o 346,CH: 154m FacH 0 %7,Cl |1
17 100,C 22.C 315,C
18 57.1,CH  153,m 523,CH  136,m 51.6,CH 134, m
19 503,CH 162 m 350,CH 096,m 340,CH 104 m
20 365,CH 153, m 316,CH 148,m 31.7,CH 153, m
21a 180, m
. — . . $ )
-~ 203,CH: 147.m 293,CH: 110,m 282,CH: '
a2 174 m 156, m 164 m
39.3, CH: ¥ 32.0,CH . 32.1, CH: i
27 T 114, m = 120,m N 119, m
23 245 CH: 110,s 268,CH:  117.s 27.0,CH: 0835
24 217,CH:  105,s 210,CH: 11l 16.1,CH: 093,
25 13.1,CH: 093, 195 CH: 140,s 183,CH: 095, =
2% 232, CH:  102,s 210,CH:  109,s 210,CH: 137,=
27 23.3,CH:  098,s 182,CH: 095,s 157,CH: 0.88,s
28 336,CH: 093,s 373,CHs  103,s 389, CH: 104 s
79 223, CH: 092, d(62) 248 CH: 096, d, overlap 253,CH:  1.00,d (6.4)
30 235 CH: 096 d(62) 225 CH:  089,d(558) 220,CH: 092, brs
AcCO 1705, C
Ac-CH: 207,CH: 205, s

NMR data in CsDsN of acantholupenone (1) acanthobauerendione (2), and acanthobauerenone (3).



