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Original spectra of 1

Figure S1. 'H (600 MHz) NMR spectrum of compound 1 in CDCls.
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Figure S2. 3C (150 MHz) NMR spectrum of compound 1
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Figure S3. HSQC (600 MHz) spectrum of compound 1 in CDCl3
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Figure S4. HMBC (600 MHz) spectrum of compound 1 in CDCls.
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Figure S5. '"H-'H COSY (600 MHz) spectrum of compound 1 in CDCls.
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Figure S7. HR-ESIMS spectrum of compound L
Qualitative Analysis Report /SCIEX)

2024-0508

DataFile: ZR-1

Sample

MName: ZR-1

Instrument Name: Sciex ZenoTOE™ 7600 Sysem

Polarity: Positive

LC Method: LC-5min._lcm

M SMethod: M51-Pos-100-2000.msm

Calibration: Pass

MSspectra

Wbenainy.

k.
4453384 1)

445 4004 [1]

445 TR )

441202 [1)

445,214 (1)

446 5806 (1]

447 1T 1)

s oose ) 0TS ) k ‘I ﬁ
1 I
Ly

=

HA “50 4% 2 4 Lk 470
Formula Calculator Results
Measure m’z | Calm/'z Eﬂww Error{ppm) | Ion Formula Ton
4454034 4454040 |08 -1.4 C30H5302 [M+H]

Spectum from TR-41 AN isample 1)- ZR41, +TOF LS (100 - 2000) fom 2.1...41 i sample 1)- ZR41, +TOF WS {100 - 2000) from 1624 bo 1585 min)

28000
26000
24000
22000
20000
13000
16000
14000

Intensity

12000
10000
2000
E000
4000
2000

437 3928 (1)

4283960 (1)

429 3874 (1)

AL

4303358 (1)

4275

Formula Calculator Results

4220 4225

429.0 4245 4200

MasziCharge, Da

421.0

Measure m'z

Calm'z

Error(m)

Emor(ppm) | Ion Formmia

Ion

4273928

4273934

0.6

-15 C30H510

[M-HZO+H]"




Figure S8. IR spectrum of compound 1.
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Figure S9. 'H (600 MHz) NMR spectrum of compound 4 in CDCl:.
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Figure S10. *C (150 MHz) NMR spectrum of compound 4 in CDCls.

-
& 1 ei-800000

199.8
1718
155.4

—123.9

—151
736

560
55.7
\539

Lss:

750000
700000
650000
600000
550000
+-500000
450000
400000
350000
300000
250000
-200000
+-150000

+-100000

I

~=50000

b

3

L

3
—

T T T T T T T T T T T T T - T
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm)

Figure S11. HSQC (600 MHz) spectrum of compound 4 in CDCls.
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Figure S12. HMBC (600 MHz) spectrum of compound 4 in CDCls.
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Figure S14. HR-ESIMS spectrum of compound 4.
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Figure S15. IR spectrum of compound 4.
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Figure S16. UV and ECD spectra of compound 4.
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Figure S17. Structure of isomer (85,95,10R,13R,14S5,17R,20R)-4 studied for
TDDFT-ECD calculation.
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Original spectra of known compounds 2, 3, and 5

Figure S18. 'H (600 MHz) NMR spectrum of compound 2 in CDCls.
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Figure S19. '3C (150 MHz) NMR spectrum of compound 2 in CDCls.

157.1
106.1
56.7

16000000
15500000
5000000
14500000
4000000
3500000
3000000
2500000
2000000
1500000
1000000
Nw | W TN o | [-500000
UL

o

t=500000

20 200 150 1% 1o 160 150 1o 130 120 1o 160 9 S 70 6 30 40 0 2 1w 6 o
1 (ppm)

F-10000

12



500000
00000
00000

5

(-4000000
-5

3
3000000
2
(2000000
1500000
1000000
o

Figure S20. 'H (600 MHz) NMR spectrum of compound 3 in CDCls.
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Figure S21. 3C (150 MHz) NMR spectrum of compound 3 in CDCls.
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Figure S22. UV and ECD spectra of compound 3.
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Figure S24. 3C (150 MHz) NMR spectrum of compound 5 in CDCls.
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