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Figure S1: '"H NMR Spectrum of 1 in CDCl; (400 MHz)
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Figure S2: *C NMR Spectrum of 1 in CDCl; (100 MHz)
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Figure S3: HSQC Spectrum of 1 in CDCl;s
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Figure S4: HMBC Spectrum of 1 in CDCl;
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Figure S5: 'H-'H COSY Spectrum of compound 1 in CDCl;
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Figure S6: NOESY spectrum of compound 1 in CDCls.
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Figure S7: '"H NMR Spectrum of 2 in DMSO-ds (400 MHz)
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Figure S8: *C NMR Spectrum of 2 in DMSO-ds (100 MHz)
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Figure S9: 'H NMR Spectrum of 3 in CD;0D (400 MHz)
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Figure S10: *C NMR Spectrum of 3 in CD;OD (100 MHz)
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Figure S11: '"H NMR Spectrum of 4 in CD;0OD (400 MHz)
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Figure S12: *C NMR Spectrum of 4 in CD;OD (100 MHz)
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Figure S13: 'H NMR Spectrum of 5 in DMSO-ds (400 MHz)
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13C NMR Spectrum of 5 in DMSO-ds (100 MHz)
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Figure S16: *C NMR Spectrum of 6 in DMSO-ds (100 MHz)
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Figure S17: '"H NMR Spectrum of 7 in CD;0D (400 MHz)
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Figure S18: *C NMR Spectrum of 7 in CD;OD (100 MHz)
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Figure S19: '"H NMR Spectrum of 8 in CD;0D (400 MHz)
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Figure S20: HRESIMS Spectrum of 1

© 2023 ACG Publications. All rights reserved.

9500

9000

(8500

8000

7500

7000

3500

2000

2800

2000

1500

m/z.



Chesmical Struture simiarky

SUBSTANCES
Scloct All Desalect all
0ot 7 Simiarty Substances.
2 99 (most similar) [)
5ca o
0w 1
O s 13
O soes 7
0 »m 855
0 nnm 1350
0 e 30
O oo leastsimiar) 48350
Gel Substanm
Analyze  Refine Sort by: + Display Options
O~ 00f14 substances Selected
Analyze by: @
| substance Role v soreos Score: 89
O a Oz aQ
Bioogical Sty N 1883548-70-6 1883548-71-7
E— »
L Y Y
Occurrence 8
]
Preparation 3
)
Properties 5
)
Uses 5
] Absolute stereachemistry. Rotation (+), Double bond geometry as shown.
Reactant or Reagent 3y Ha0s Absolute stereochemistry, Rotation (+).,Double bond geometry as shown.
[ —
2-Naphthaleneacetic acid, 1,2,3,7,8,8a-hexahydro-8,8a-dimethyl-a-methylene-3-oxo-7-[[(4£)- 1-ox0-4-
hexen-1-ylJaxy]-, (25,75,8R,8aR}- Ca1 Hp 05
o (257588, 4-Hexenoic acid, (1R,25,7EBaR)-7-(1-car 1,2,6,7,8,Ba-hexahydro- 1, 8a-dimethyl
juSbouore, » Key Physical Properties naphthalenyl ester, (46

Scare: B8
O 3. 1803385-99-3 2
2B b

Absolute stereochemistry, Double bond geometry as shown,

Ca4 H3p 06

2-Naphthaleneacetic acid, 1,2,3,7,8,8a-hexahydro-2-hydroxy-8,8a-dimethyl-o-methylene-7-[[(26,4E,65)-

G-methyl-1-0x0-2,4-octadien-1-ylJoxy|-3-oxa-, (2R,75,8R BaR)-
» Key Physical Properties

+ Key Physical Properties

Score: 83
O 4. 1893386010 2

Absolute stereochemistry, Rotation (+), Double bond geometry as shown.

CaaMtag 07
2-Naphthaleneacetic acid, 1,2,3,7,8,8a-hexahydro-2-hydroxy-7-[[(2EE,65)-6-(hydroxymethyl)-1-ox0-2,
4-octadien-1-yljoxy]-8,8a-dimethyl hyl . (2R,75,8R 8aR)-

+ Key Physical Properties

Figure S21: Scifinder similarity report for compound 1
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Table S1: Comparisons of NMR data of penicisepene (1) and acremeremophilane B

No. dc on No. Oc OH
1 130.8,CH 6.35,d(9.7) 6.31, d (10.0) 130.9, CH
2 1333,CH 6.26,dd (9.7,5.2) 6.20,dd (5.2,10.0) 132.2, CH
3 692,CH  5.38,dd(5.2,4.6) 5.35,dd (4.8,52)  69.1,CH
4 40.7,CH 1.97, m 1.97,dq (4.8,7.2)  40.6,CH
5  365,C 36.2,C
6 385 Cl 2.11,dd (12.7, 4.0) 2.02,dd (5.2, 12.8)  40.6, CH,
’ 1.84, dd (12.7’ 12‘7) 2.13,dd (12.8, 13.4)

7  433,CH 3.07,m 3.57,dd (5.2,13.4) 46.8,CH
8  200.0,C 197.8,C
9 1254,C 5.86,s 5.81,s 125.4, CH
10  162.0,C 160.5, C
11  47.5,CH 3.11, m 139.8, C
12 61.5,CH, 3.95,brs 2:2(8): . 1279, CH:
13 177.2,C 168.5, C
14 18.4,CH; 1.32,s 1.30, s 18.4, CH;
15 10.4,CH; 1.05, d (7.0) 1.00, d (7.2) 10.1, CH;
1’ 1729,C 2.41,1(6.8) 1727, C
2" 34.6,CH, 243, m 2.31,dt(5.6,6.8)  34.4,CH,
3'  28.1,CH, 235, m 5.42,dt(5.6,16.0)  27.8, CH;
4" 129.1,CH 543, m 5.51,dq (5.6, 16.0) 128.8, CH
5" 126.6, CH 5.50, m 1.63, d (5.6) 126.3, CH
6' 18.0, CH; 1.66, d (5.9) 17.7, CH,
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