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Figure S1: HR-ESI-MS spectrum of 1
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Figure S2: *H-NMR (500 MHz, CDClI3) spectrum of 1
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Figure S4: **C-NMR and DEPT (125 MHz, CDCls) spectra of 1
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Figure S5: HSQC spectrum of 1
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Figure S6: Enlarged HSQC spectrum of 1
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Figure S7: Enlarged HSQC spectrum of 1
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Figure S8: HMBC spectrum of 1
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Figure S9: Enlarged HMBC spectrum of 1
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Figure S10: Enlarged HMBC spectrum of 1
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Figure S11: Enlarged HMBC spectrum of 1
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Figure S12: *H-'H COSY spectrum of 1
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Figure S13: Enlarged *H-'H COSY spectrum of 1
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Figure S14: Enlarged *H-'H COSY spectrum of 1
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Figure S15: NOESY spectrum of 1
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Figure S16: Enlarged NOESY spectrum of 1

© 2023 ACG Publications. All rights reserved.

f1 (ppm)

17



SUBSTANCES
Select All Deselect All
y ‘Substances
2 99 (most simdar) []
9598 )
90-94 0
6569 0
O s 10
O =n n
O 7074 2
O ese 1202
O 064 (least similar) 5791
Lot Subsstances
T o & e [ [0S 5 g
Anayze  Refine sort by Sty Scure v & Drghar Opons
Q- Mo (1 Jorep o
’ W ° 0 of 87 Substances Selected
 Substance Roke v somn Score: 82 Score: 80
w v asmrzesy U2 42790 & O3 1meanars &
% _'nm ‘ ~I' -.:Y‘ ‘ -Xb .1‘
Hm »
1 YN
Preparaton n ) % ) il I~
) o "‘]"V""‘/'
Occurrence » >
e = » oo b « Ll Currortly avatatie storwo shown Double bond geometry 35 shown Rotation
Cnhn 0y (+).Absolute stereochemistry.
1575,741 -
Analyticat Study s v : p o st coo €
trimethyl-1,0,, ¥, (5568 Double bond geometry as shown, Aotation (+), Abschu stereachemistry. TR e ot 3(10-2- 00 mat1-octhm- 1y by, (45
prees 5 Key Physical Properties e 0
-
= b 1.0Jheptan-4-one, 5-hydroxy v IESRIEIENISyS, Koy Physical Properties
asen: 3 11-trimathy-1,3,7,9-tridecatatraen- 1), (1R.2R,5R65)
t:)!J » Koy Physical Properties
Process 2
——— Score: 80 Score: 80 Score: 80
)4 16231386 Q L)'5. 1300680 54-5 2 L6 1300600 55-6 O
| Show More | » . Y

\@’W

Currently available stereo shown,Double bond geometry as shown, Rotation (-} Absokute

NC?Y\A

Currently available stereo shown, Double bond geometry as shown. Relative
storeoc

stereochemistry. hemaatry
€17 W30 03 ?l”!o:l
IH)-Futanone, -5 hyt ¥y hydroxy-, (45,55) s 3 w3(( W byt hydeoxy, (4R
+ Key Physical Properties + Key Physical Properties

Score: 80
L7 10600567
L

&

Currently avalable stereo shown, Double bond geometry as shown Absolute

Score; 80
L1 8 1380000578 4
L

i

Currently avalatle stereo shown.Double bond geomatry as shown. Absolute

Currenty avadable sterea shawn. Double bond geometry as shown. Absohute
stareochematry.

:{’ M3 0y

(I Furanone, 5 ethyl-5-((12)-2-ethyl-4-methy)-1-octen-1-y()dhydro-4-hydraxy-, (45
Ky

+ Key Physical Properties

Score: 80
19, 1300600 58-9 4

L L

\CE/(Y\“

Currently avadable sterea thown.Double band geometry as shown Absciute

Figure S17: SciFinder search results of 1
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