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Method tune_low_pos_50-1000_Liao lab.m
Sample Name 18-6-7-10-1
Comment ESI Positive

Intens. +MS, 0.0-4.6min #(1-277)
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S1. ESIMS spectrum of compound 1



Method tune_low pos_50-1000_Liao lab.m Operator: YU HSIAO-CHING

Sample Name 18-6-7-10-1 Instrument: BRUKER micrOTOF-Q
Comment ESI Positive
Intens. +MS, 0.9-1.0min #(56-62)
x104
499.30284
3_
2.
1_
4986 4988 4990 4992 4994 4996 4998 5000  500.2m/z
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
49930284 1 C28H44NaO6 100.00 499.30301 017 0.34 97 65 even ok

S2. HRESIMS spectrum of compound 1
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S3. IR spectrum of compound 1
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S4. 'TH NMR spectrum (600 MHz) of compound 1 i
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S5. 3BC NMR spectrum (150 MHz) of compound 1 in CDCl;
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S6. HSQC spectrum of compound 1 in CDCl;
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S7. HMBC spectrum of compound 1 in CDCl;
5

(thousandths)



g,
8
g
g
2 | I 1 ﬁ 1 A a A
=]
a
[ ]
=]
&
- -
]
. - L
=]
-
- C
=]
~ . =
[ -] ——
8
g
£ - —
i
=
2
g - - S
=
b}
o
2z [ ] [ ] —
g
.
Sl - —
T T T T T T
6.0 5.0 4.0 3.0 2.0 L0 0.01 0.03 0.05 0.07 0.09

abundance

X : parts per Million : Proton

S8. 'H-'H COSY spectrum of compound 1 in CDCl;

;,
8
g
E
LT | |
e ) ©
<
~le (<]
o e
° (<]
0
=10
(]
[«
L
<
2
) ® (<}
-
= ﬂ ) o =
o o o -
-
5
£2 o 0 o o 0 —
g
0 o : o o |—
=
s
F
o @ o -
£
>‘g,‘ (<] e ] e
610 5‘0 4‘40 3‘,0 2‘,0 IIO 0.01 0.03 0.05 0.07 0.09

X : parts per Million : Proton

abundance

S9. NOESY spectrum of compound 1 in CDCl;
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17-10-13 #18 RT: 0.12 AV: 1 NL: 4.35E7
T: FTMS + p ESI sid=35.00 Full ms [100.0000-1200.0000]
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S10. ESIMS spectrum of compound 2
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17-10-13 Orbitrap Exploris 120 ESI Positive

17-10-13_20230307025108 #17 RT: 0.12 AV: 1 NL: 7.99E6
T: FTMS + p ESI sid=35.00 Full ms [100.0000-1200.0000]

509.28741

1007 C29H4£§0623Na

90
80
70 |
60

50—

Relative Abundance
1

40—

30

20

10—

RS R T AN AR AR RRARAEN
509.3 509.4 509.5 509.6
m/z

T L T
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Peak Mass Display Formula S Fit RDB Delta [ppm] Theo. mass Pattern Cov. [%] MSMS Matched...

509.28741 C29H4206**Na 22'79058928817 8.50 0.1 509.28736 99.39 (Collection)

S11. HRESIMS spectrum of compound 2
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S12. IR spectrum of compound 2
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S13. 'H NMR spectrum (600 MHz) of compound 2 in CDCls
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S14. BC NMR spectrum (150 MHz) of compound 2 in CDCl;
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S15. HSQC spectrum of compound 2 in CDCl;
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S16. HMBC spectrum of compound 2 in CDCl;
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S18. NOESY spectrum of compound 2 in CDCl,
11

(thousandths)



17-10-5#17 RT: 0.12 AV: 1 NL: 1.56E7
T: FTMS + p ESI sid=35.00 Full ms [100.0000-1000.0000]
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S19. ESIMS spectrum of compound 3
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I7-10-5 Orbitrap Exploris 120 Positive

17-10-5_20230927031322 #75 RT: 0.54 AV: 1 NL: 1.17E9
T: FTMS + p ESI sid=35.00 Full ms [100.0000-1000.0000]
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Peak Mass Display Formula S Fit RDB Delta [ppm] Theo. mass Pattern Cov. [%] MSMS Matched...
469.29239 Co7H1205%*Na RN 6.50 -0.12 469.29245 100 (Collection)
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S20. HRESIMS spectrum of compound 3
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S21. IR spectrum of compound 3
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S22. '"H NMR spectrum (600 MHz) of compound 3 in CDCls
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S23. BC NMR spectrum (150 MHz) of compound 3 in CDCl;
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S25. HMBC spectrum of compound 3 in CDCl;
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S26. 'H-'H COSY spectrum of compound 3 in CDCls
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S27. NOESY spectrum of compound 3 in CDCl;
16

(thousandths)



Time: 60 Minutes, Wavelength: 213 nm
20

*

L
200 30 400
nm

00 05 10
Minutes

Reference spectrum.
Total peak purity:

S28. HPLC chromatogram of four compounds 14 using a C18 reversed-phase column (MeOH/H20 = 80:20, flow
rate = 5.0 mL min™); four compounds 1-4 were separated with retention times of 53.4, 39.1, 20.9, and 47.4 min,
respectively
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