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Table S1-1: *H and 3C NMR spectroscopic data for 1 and similar compound 1’ (J in ppm and J in Hz)

— 1 T
Position o Sc o oc
o 2.75 dt (13.4, 3.6) 2.82 dt (13.6, 3.4)
40.2 39.1
18 1.01 m 0.97-1.00 m
2 1.70-1.66 m 1.61-1.65 m
2p 1.55-1.50 m 278 1.61-1.65m 27.2
3 3.16 dd (11.8, 4.6) 79.4 3.22 dd (10.0, 6.0) 787
4 i 49.1 i 39.0
5a 0.76 dd (12.0, 2.0) 56.3 0.70 br d (10.4) 55.0
60 1.47 dt (1.6, 2.8) 1.44-1.49 m
6p 1.60 q (3.7, 3.0) 18.6 1.59-1.65 m 7.8
70 1.70-1.66 m s 1.50-1.65 m a0
78 1.47 dt (11.6, 2.8) : 1.35-1.38 m :
8 i 46.4 . 45.5
9 2.46-2.41m 63.2 2,265 61.0
10 i 38.6 i 36.3
11 i 202.9 i 199.5
12 5505 128.9 5725 129.1
13 i 174.2 i 165.0
14 i 31.9 i 493
15a 1.91d (14.0)
15 137 m 37.4 3294 (1400 42.8
16a 1.23-1.17 m
16 o 47.9 i 2215
17 i 72.4 i 76.5
18 2.46-2.41m 495 2.89 dd (14.0, 4.0) 52.4
19 1.44-1.49 m
196 2.16 dt (8.4, 2.3) 276 el e 4538
20 i 44.8 i 30.7
2la 1.60 q (3.7, 3.0) 1.50-1.65 m
21p 1.29-1.27 m 273 1.35-1.38 m 36.3
220 1.75 dd (9.5, 4.3) 2.12 dt (12.4, 3.2, 3.2)
2B 1.55-1.50 m 38.2 1.42-1.46 m 30.4
23 1795 28.7 1.00s 28.1
24 0.79s 16.3 0.80s 15.6
25 111 16.6 1125 16.0
26 1135 203 1245 19.6
27 1.00s 24.2 1.38s 24.7
28 1375 23.6 0.97s 235
29 0.93s 32.8 0.91s 32.1

The *H and 3C NMR data of compound 1 were recorded at 500 MHz, with CD30D as solvent; the *H and **C NMR data of
the compound 1’ reported in the literature [1] were recorded with a Bruker AM-400, with CDCls as solvent.
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Formula Predictor Report - w4133.Icd

Data File: EADATA\2022\1130\w4133.Icd

Page 1 of 1

Elmt  Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 5 100 F 1 0 0 Cl 1 0 0 Ag 1 0 0 H
2H 1 0 0 Na 1 0 0 Co 2 0 0 | 3 0 0 Na
B 3 0 0 Mg 2 0 0 Cu 2 0 o0 Ir 3 0o o
C 4 5 60 Si 4 0 0 Se 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0
o] 2 0 30 S 2 0 0 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: not fixed Electron lons: both
HC Ratio: 0.0-3.0 Apply N Rule: no Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 30
Event#: 1 MS(E+) Ret. Time : 0.453 -> 1.000 Scan# : 69 -> 151
465.3338
2.200e54
2.000e54
1.800e5
1.600e5-
1.400e5
1.200e5
1.000e5
8.000e4-
6.000e4-
4.000e4-
2.000e4-
46524 46526 46528 46530 46532 46534 46536 46538 46540 46542
Measured region for 465.3338 m/z
465.3338
100.0+ \
50.04 / \
\
/ \
* \
/ 466:2904
/ \
J \ / 466.4360
\‘\N\HM‘/—\» . I. I . i P

[ T T T T T T
464.8 4650 4652 4654 4656 465.8 466.0 466.2 4664 466.6 466.8 467.0 467.2 4674 4676 467.8

C29 H46 O3 [M+Na]+ : Predicted region for 465.3339 m/z
465.3339

100.04

50.04 [
/

467.3404

\ ‘

0 T T T T T 7 T T T
464.8 4650 4652 4654 4656 465.8 466.0 466.2 4664 466.6

T T T T T T
466.8 467.0 4672 4674 4676 467.8

Meas. m/z__ Pred. m/z_ Df. (mDa)__Df. (ppm) DBE
465.3338 465.3339 -0.1 -0.21 7.0

lon
[M+Na]+

Formula (M)

C29 H46 O3

Figure S1-2: HR-ESI-MS spectrum of 1
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==== LCMSsolution Data Report

Sample Information System Configuration
Acquired by : Admin <<Instrument>> : LC-IT-TOF
Date Acquired 1 2022/11/30 12:52:24
Sample Name w4133
Data File cw4133.led
Method File : PHJEH —%2100-1500.lcm

<Spectrum>

Retention Time:0.627(Scan#:96)

Spectrum:Averaged 0.427-0.840(65-127)

Background:None MS Stage:MS Polarity:Pos Segmentl - Event]l Precursor:----- Cutoff:
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Figure S1-3: ESI-MS spectrum of 1
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Figure S1-5: *H-NMR (500 MHz, CD3;0D) spectrum of 1 (From dn 0.70 ppm to 2.05 ppm)
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Figure S1-6: *H-NMR (500 MHz, CD3;0D) spectrum of 1 (From dn 2.05 ppm to 3.40 ppm)
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Figure S1-7: 3C-NMR and DEPT (125 MHz, CD30D) spectrum of 1
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Figure S1-8: HSQC spectrum of 1
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Figure S1-10: HMBC spectrum of 1 (From dc 15 ppm to dc 45ppm)
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Figure S1-11: HMBC spectrum of 1 (From dc 45 ppm to dc 210 ppm)
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Figure S1-12: *H-'H COSY spectrum of 1
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Table S2-1: *H and 3C NMR spectroscopic data for 2 and similar compound 2’
(6 in ppm and J in Hz)

. 2 2!
Position 5 5 5 5
1 2.98 d (16) 56.9 1.99 dd (8.7, 18.1) 54.8
2a 2.16 dd (13.3,5.3) 26.8 1.46 ddd (4.9, 10.6, 22.6) 256
2B 1.93-1.86 m ' 1.52-1.58 m '
3a 2.56-2.49 m 1.63-1.65m
3p 2.32 dd (16.5, 6.6) 34.6 1.12-1.19m 30.6
4 - 145.5 1.89-1.99 m 38.6
5 - 142.8 1.79-1.82 m 46.1
6a ) 0.82 dd (12.7, 23.1)
6p 4.33-4.26m 69.1 1.65 br. d (10.0) 21.3
7 1.54-1.44m 52.8 1.73-1.76 m 43.0
8a 0.80d (6.8) 1.05-1.08 m
8p 1.54-1.44m 214 1.74-1.77m 23.9
9a 1.81dd (13.4, 6.5) 1.73-1.54 m
9p 1.54-1.44m 473 1.30-1.33m 338
10 - 77 - 72.4
lla 4.22 d (16.0)
118 4.33-4.26 m 593 i 4.5
12 2.10 ddt (11.4, 7.0, 4.3) 28.9 3.21s 67.8
13 0.80d (7.0) 16.1 0.87s 19.4
14 0.96 d (7.0) 21.7 0.89d (7.0) 30.9
15 1.06 s 21.7 1.01s 16.3

The *H and ¥C NMR data of compound 2 were recorded at 500 MHz, with CD30D as solvent; the 'H and *3C NMR data of
the compound 2’ reported in the literature [2] were recorded with a Bruker DRX-600, with DMSO-ds as solvent.

© 2023 ACG Publications. All rights reserved.
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Formula Predictor Report - w484.lcd Page 1 of 1
Data File: E\DATA\202211130\w484.lcd
Elmt  Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 5 100 F 1 0 0 Cl 1 0 0 Ag 1 0 0 H
2H 1 0 0 Na 1 0 0 Co 2 0 0 I 3 0 0 Na
B 3 0 0 Mg 2 0 0 Cu 2 0 0 Ir 3 0 0
C 4 5 60 Si 4 0 0 Se 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0
o] 2 0 30 S 2 0 0 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: not fixed Electron lons: both
HC Ratio: 0.0-3.0 Apply N Rule: no Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 30
Event#: 1 MS(E+) Ret. Time : 0.533 -> 0.627 Scan# - 81->95
2771773
4.000e54
3.500e5
3.000e54
2.500e57
2.000e54
1.500e5
1.000e5
5.000e4
277.12 277.14 277.16 277.18 277.20 277.22 277.24
Measured region for 277.1773 m/z
2771773
100.0+
|
M)
I
N
|
50.0- [
/J
\\ 2781
: : || 2782108
276.8 277.0 2772 2774 2776 2778 2780 2782 2784 2786 2788 279.0 279.2 2794 2796
C15 H26 O3 [M+Na]+ : Predicted region for 277.1774 m/z
2771774
100.04
M
fU\
L
| H \
| |
|
50.0- Ml
/ n
| ‘|
278.1808
l y
| \ﬂv i
2768 2770 2772 2774 2776 2778 2780 2782 2784 2786 2788 279.0 2792 2794 2796
_Formula (M) lon Meas. m/z__ Pred. m/z_ Df. (mDa)__Df. (ppm) DBE
C15H26 O3 [M+Na]+ 2771773 2771774 -0.1 -0.36 30

Figure S2-2: HR-ESI-MS spectrum of 2

© 2023 ACG Publications. All rights reserved.
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Acquired by
Date Acquired
Sample Name
Data File
Method File

<Spectrum>

==== | CMSsolution Data Report ====

Sample Information

: Admin <<Instrument>> : LC-IT-TOF

12022/
: w484

11/30 12:54:01

:w484.1cd
- PHJE ¥ —#2100-1500.lem

Retention Time:0.587(Scan#:89)
Spectrum:Averaged 0.440-0.733(67-111)
Background: Averaged 0.000-0.449(1-69) MS Stage:MS Polarity:Pos Segmentl - Eventl Precursor:-——- Cutoff:

System Configuration

1800000
1700000~
1600000~
1500000
1400000
1300000~
1200000~
1100000
1000000
900000
800000
700000
6000003
500000
400000-
300000
200000
100000
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200

T T T T
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Figure S2-3: ESI-MS spectrum of 2
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Figure S2-10: HMBC spectrum of 2 (From dc 5 ppm to dc 50 ppm)
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Figure S2-11: HMBC spectrum of 2 (From dc 50 ppm to dc 150 ppm)

© 2023 ACG Publications. All rights reserved.

100

b

120

=130

=140

26

M (ppmi)



BN Y

I SN

@ & Qﬂ
; -
=
= I3 L]
an
-
@ ™ a @
[} w
L -
L
o
-1 w

T T T T T T T T T T T T T T T T T T T T T T T T T T
50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 08 06 04 02 00
12 (ppm)

Figure S2-12: *H-'H COSY spectrum of 2
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Figure S2-13: ROESY spectrum of 2
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