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Figure S2. 3C NMR (125 MHz) spectrum of 1 in CDCls.
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Figure S3. HSQC (500 MHz) spectrum of 1 in CDCls.
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Figure S4. HMBC (500 MHz) spectrum of 1 in CDCls.
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Figure S5. 'H-'H COSY (500 MHz) spectrum of 1 in CDCls.
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Figure S6. ROESY (500 MHz) spectrum of 1 in CDCls.
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Qualitative Analysis Report

Data Filename HLYY-3-4-2.d Sample Name HLYY-3-4-2
Sample Type Sample Position P1-A7
Instrument Name Instrument 1 User Name
Acqg Method s.m Acquired Time  12/11/2020 11:36:39 AM
IRM Calibration Status EEE==0 oA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/&500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
175 i} ESI
%10 % [+ESI Scan (012 min) Frag=175.0% HLYY-3-4-2.d Subiract {2}
1 B20.3407
([Ce4 H54 01 4]+ Na)+
0o
0.8
0.7
0.6
0 B30.3432
" {IC44 HE4 D14+ Na+
0.4
0.3
. 831.3455
0z {[C44 HE4 O14]+Nay+
%11 g27.3080 8284000
8275  B28  @PRS @20 P05 &30 8305 &M 8315 @832 @3RS A1
Counis ve. Mass-io-Charge (rmiz)
Peak List
/2 Z [Abund Grmu Ton
823.3512 2632.56
5243842 1 |45700.43
825.3868 1 |24055.78
826.3905 1 |6465.18
529.3407 1 |92032.35 C44 H54 014 (M+Na)+
B30.3432 1 |43331.44 C44 H54 014 (M+Na)+
831.3455 1 |12691.46 C44 H54 014 (M+Na)+
B45.314 1 |10581
B46.3163 1 |5647.55
852.4172 1 |30%4.16
Formula Calculator Element Limits
[Element Min Max
iC 3 120
H 0] 240
O 0 30
Formula Calculator Resu
| culal ass z z _{mba) DIt (ppm) [OBE ]
lcadasaoia ] 806.3514| 820.3406]  829.3407] -0.10] -0.12| 18.0000]

Figure S7. HRESIMS spectrums of 1.
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Figure S8. IR spectrum of 1.
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Figure S9. UV spectrum of 1.
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Figure S11. 'H NMR (500 MHz) spectrum of 2 in CDCls.
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Figure S10. CD spectrum of 1.
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Figure S12. 3C NMR (125 MHz) spectrum of 2 in CDCls.
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Figure S13. HSQC (500 MHz) spectrum of 2 in CDCls.
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Figure S15. *H-'H COSY (500 MHz) spectrum of 2 in CDCls.
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Qualitative Analysis Report

Data Filename h-gsp-07.d Sample Name h-gsp-07

Sample Type Sample Position P1-A1

Instrument Name Imstrument 1 User Name

Acq Method s.m Acquired Time  2/10/2023 11:16:10 AM
IRM Calibration Status EE= oA Method PCOL.m

Comment

Sample Group Infa.

Acquisition SW 6200 series TOF/6500 serles

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
135 0 Esl
10 & | +ES1 Scan (.16 min} Frag=135.0V h-gsp-07.d Subiract
1.2 7043550
([C42 H51 N O14]+H)+
1
[}
0.6 7952420
([C42 HS1 M C14)eHye
0.4
796.3450
02 (1C42 HE1 N O14]wH)» 707.3473
o (A2 HET M Oid]=H]+
T35 TH4 945 795 7955 796 796.5 To7 7975
Counts ve. Mass-1o-Charge {miz)

Peak List
172 Z _JAbund Formula | LE0 _—
706 3441 1 [51277.5 I =)
794,339 1 |10659011.38 C42 H51 N 014 I[M+H]+
795.3429 1 [468487.13 C42 H51 N 014 I[M+H]+
796,345 1 [129950.75 C42 H51 N 014 {M+H}+
§16.3211 1 [274166.81
B17.3241 1 |123371.66
1609.6541 1 |372255.69
1610.6579 1 |335201.84
1611.6599 1 |171037.44
1612.6626 1 |54834.98
Formula Calculator Element Limits

[Element _ [Min__ [Max |

c 3| e

H o 1s0

& of =0

N of 3

Tormula Calculator Resuls

[Formula [CalculatedMass [CalculatedMz L3 ORI (mba) O (ppm

[caz Hs1 w014 | 793.3310| 794.3382]  794.3390] -0.80] -1.01] 18.0000|
-~ End Of Report ---

Figure S17. HRESIMS spectrums of 2.
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Figure S21. *H NMR (500 MHz) spectrum of 3 in CDCls.
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Qualitative Analysis Report

Data Filename:
Sample Type
Instrument Name

Act Method

IRM Calibration Status
Comment:

Sample Group
Acquisition SW
Version

User Spectra

h-gsp-08.d Sample Name h-gep-08

Sample Paosition P1-A2

Imstrument 1 User Name

5.m Acquired Time  2/10/2023 11:17:18 AM
S 04 Moot PCOLM

Info.

6200 serles TOF/B500 serles
Q-TOF B.05.01 (B5125.2)

Fragmentor Voltage Collision Energy Ionization Mode
135 L] Esl
%10 4 |+ES1 Scan (0,08 min} Frag=135.0% h-gsp-08.d Sublract
766.3435

8 (IG41 HE1 N O13]=H)+

7

&
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== End Of Report ---

Figure S27. HRESIMS spectrums of 3.
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Figure S29. UV spectrum of 3.

19



Smaooth (s):0

(Gopuw) wisioaygoi JgjnodiD

Ywavelength (nm)
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Figure S31. *H NMR (400 MHz) spectrum of 4 in CD3;OD.
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Figure S33. HSQC (400 MHz) spectrum of 4 in CDsOD.
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Figure S34. HMBC (400 MHz) spectrum of 4 in CD3OD.
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Figure S35. *H-'H COSY (400 MHz) spectrum of 4 in CD3OD.
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Figure S37. HRESIMS spectrums of 4.
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Qualitative Analysis Report

Data Filename z2q-12.d Sample Name 2g-12
Sample Type Sample Paosition Pi-Al
Instrument Name Instrument 1 User Name
Acq Method s.m Acquired Time  11/25/2024 5:53:24 PM
IRM Calibration Status EE==1 oA Method PCOL.m
Comment
Sample Group Infa.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Emergy Ionization Mode
135 0 ESI
%10 % | +E51 Scan (0.1166 min) Frag=135.0v 20-12.d Subiract
& 527.3372
. ([C32 H4E 6]+ M)+
&
=]
4
3 528.3412
. ([C32 H4B OE]+H)s
50,3455
' (IC32 HAB OB]+H)+
e 5285 528.75 527 527.25 5275 627.75 528 G28.25 G285 52B75 620 62025 5205 52975 530
Counls va. Mass-la-Chaige (g}
Peak List
[m7z Z [Abund Formula Ton
299.2009 1 |22550.65
527.3372 1 |69600.47 C32 H46 06 (M+H)+
528.3412 1 |22362.63 C32 H46 06 (M+H)+
543.3329 1 |5479.95
549.3194 1 |23834.82
550.3222 1 [7903.65
565.2981 1 |6642.27
638.4245 1 [5856.83
1075.6488 1 |E-355.[)3
1076.6513 1 |5862.95

rmul [=T] r Elemen’ mi
c 3] S0
H o 150
0 of 20
EI‘I‘I‘II.IE E‘Iﬂ.ll;ﬁr E&SIIIE
[Formula [CalculatedMass [CalculatedMz | L [GifF. {(mba) [Dift. (ppm) [OBE ]
|c32 Has 06 | 526.3294| 527.3367]  527.3372] -0.50] -0.95] 10.0000]

Figure S47. HRESIMS spectrums of 5.
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Figure S51. *H NMR (400 MHz) spectrum of 6 in CDCls.
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Figure S57. *H NMR (400 MHz) spectrum of 8 in CDCls.
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Figure S59. ESIMS spectrum of 8.
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Figure S62. ESIMS spectrum of 9.
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Figure S63. *H NMR (400 MHz) spectrum of 10 in CDCls.
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Figure S64. 3C NMR (100 MHz) spectrum of 10 in CDCls.

T T T T T
150 140 130 120 100 40

010!
810!
610!
4x 10!
2x10!

010!

.8x10"
.8x10"
. 4x10!
. 210!

0% 10!

010"
010"
010"
010"
0

.0X10

12

1004

[755.3303 767.2603‘ r763.3306

20240716-CL-10 19 (0.219)

795.3232

796.3264

797.3287

767.3270 11,2055

798.3314
an 215&| 812.2991 818.4034 832.4228

779.3213 790.3666
7813375 | .

837.3289
T

1: TOF MS ES+

1.14e7|

ss40),,

760

T T T T T T T T T T T T T T
765 770 775 780 785 790 795 800 805 810 815 820 825 830 835 840

845

Figure S65. ESIMS spectrum of 10.
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Figure S66. 'H NMR (400 MHz) spectrum of 11 in CDCls.
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Figure S69. *H NMR (400 MHz) spectrum of 12 in CDCls.
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Figure S70. 3C NMR (100 MHz) spectrum of 12 in CDCls.
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Figure S71. ESIMS spectrum of 12.
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Figure S73. 3C NMR (150 MHz) spectrum of 13 in CDCls.
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==== | CMSsolution Data Report ====

Sample Information System Configuration
Acquired by : Admin <<Instrument>> : LC-IT-TOF
Date Acquired : 2022/9/28 13:09:26
Sample Name HDP-3-7
Data File : HDP-3-7.1cd
Method File : PR —££100-1500.1cm
<Spectrum>
Retention Time:0.413(Scan#:63)
Spectrum:Averaged 0.347-0.480(53-73)
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Figure S74. ESIMS spectrum of 13.
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