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Figure S1. Key '"H-'"H COSY and HMBC correlations of compounds 1-4, 6-8, 10, and
11.
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Elemental Composition Report
Single Mass Analysis
Tolerance = 10.0 PPM  /
Element prediction: Off
Number of 1sotope peaks used for I-FIT = 3
Monoisotopic Mass, Even Electron lons

DBE: min = -1.5, max = 50.0

104 formula(e) evaluated with 3 results within limits (up to 10 best isotopic matches for each mass)

Elements Used:

C: 0-50 H: 0-60 0:0-20
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass  mDa PPM DBE I-FIT Norm
651.3023 651.3017 0.6 0.9 10.5 592.1 0.232
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20210123-YY-B2J1B2 1115 (4.600)
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Figure S3. HRESIMS spectrum of chantriolide F (1)
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Figure S4. IR spectrum of chantriolide F (1)
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Figure S6. 1°C and DEPT-135 NMR (125 MHz) spectra of chantriolide F (1) in CsDsN
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Figure S7. HSQC spectrum of chantriolide F (1) in CsDsN
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Figure S8. 'H-'H COSY spectrum of chantriolide F (1) in CsDsN
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Figure S9. HMBC spectrum of chantriolide F (1) in CsDsN
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Figure S10. NOESY spectrum of chantriolide F (1) in CsDsN
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Elemental Composition Report

Tolerance = 5.0 PPM /
Element prediction: Off

DBE: min = -1.5, max = 50.0
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

104 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-34 H: 0-200 0:0-30
Minimum:  80.00 -15
Maximum:  100.00 50 50 50.0
Mass RA Calc. Mass  mDa PPM DBE i-FIT Norm  Conf(%) Formula
587.2865 100.00 587.2856 09 15 115 5184 n/a n/a C32 H43 010
S-B213B28B
SAD08 613 (2.665) 1: TOF MS ES+
100- 587.2865 5.25e+005
%-
5882800 B804 2135
6092689
6022977
5852605 5892002 6102728
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Figure S11. HRESIMS spectrum of chantriolide G (2)
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Figure S12. IR spectrum of chantriolide G (2)
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Figure S13. '"H NMR (600 MHz) spectrum of chantriolide G (2) in CsDsN
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Figure S15. HSQC spectrum of chantriolide G (2) in CsDsN
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Figure S16. 'H-'H COSY spectrum of chantriolide G (2) in CsDsN
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Figure S17. HMBC spectrum of chantriolide G (2) in CsDsN
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Figure S18. NOESY spectrum of chantriolide G (2) in CsDsN
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Elemental Composition Report

Tolerance = 5.0 PPM  /
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

DBE: min = -1.5, max = 50.0

Monoisotopic Mass, Even Electron lons

105 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-34 H: 0-200 0:0-30
Minimum:  80.00 -15
Maximum:  100.00 5.0 5.0 50.0
Mass RA Calc. Mass  mDa PPM DBE i-FIT Norm  Conf(%) Formula
547.2914 100.00 547.2907 Q7 13 9.5 525.0 n/a n/a C30 H43 09
JGS-B2K1GIA4
20171212-SA-014 538(2.375) 1.TOF MS ES+
100- s47814 54664005
5643185
%-
5482050 569.2734
5653212
5452716 Shazeel 5p6.3233 57“7555742‘90 6032722 6052966
, 5362538 g4oggy i ss02001  sspa717 S92 senoses ) 424905752519 5832685 oo osqe 5572809 P 2 7977 605 2050
! 54'0 0 ! 54'5 o0 SS‘D o0 ! 55‘5(] ! EE‘D o0 ! 56‘5 o0 ! 57‘EI o ! 57'5 0 ! SB‘D,D ! 58‘5 o SBIU 0 5950 ED‘D o ! EEII5 0 ! S‘\‘D,D ™
Figure S19. HRESIMS spectrum of chantriolide H (3)
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Figure S20. IR spectrum of chantriolide H (3)
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Elemental Composition Report

Tolerance = 5.0 PPM  / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isatope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

196 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-34 H:0-200 N:0-1 0:0-30

Minimum:  80.00 -15
Maximum:  100.00 50 50 50.0
Mass RA Calc. Mass  mbDa PPM DBE i-FIT Norm  Conf(%) Formula
622.3237 100.00 622.3227 10 16 9.5 475.6 n/a n/a C32 H48 N O11
JGS-B2K1HSA
20171212-SA-011 529 (2.342) 1: TOF MS ES+
100- 622.3237 7.60e+005
%-
6233280
6212925 6272797
6282836
5 587.2855 5942927 WSZ?EGWM ‘ 5383184 7% gpsqy 6553263 6733344 6762268 000 gusaa41  TOA21S8 piosyge TNT0 o oo Luiageg g4 aseg TESTTT
S‘BD 51!5 S‘QD 5‘95 E‘[IEI E‘DS [ ; 0 E“\ 5 52‘[1 62‘5 SéD 655 SJQ 0 SAS GISD EISS EK‘SD 665 E‘?D E“/E E‘Eﬂ E‘ES ES‘]U 55‘15 7(‘1[1 7(‘15 7% 0 7% 5 T‘JD 7"15 7:‘!D 755 740 7“\5 Téﬂ me
. . g
Figure S27. HRESIMS spectrum of chantriolide I (4)
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Figure S28. IR spectrum of chantriolide I (4)
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Figure S30. 1°C and DEPT-135 NMR (125 MHz) spectra of chantriolide I (4) in CDCl5
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Elemental Composition Report

Single Mass Analysis
Tolerance = 10.0 PPM
Element prediction: Off

DBE: min = -1.5, max = 50.0

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
161 formula(e) evaluated with 3 results within limits (up to 10 best isotopic matches for each mass)

Elements Used:

C: 30-50 H: 0-60 0:0-20 CL 0-1
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm  Conf(%) Formula
669.2689 669.2678 1.1 1.6 105 625.5 0.000 100.00 C33 H46 012 ClI
JGS-B3B5E1
20210123-YY-B3B5E1 1414 (5.759) 1: TOF MS ES-
669.2689 4.92e+005
100+
Yo
671.2675
6592404 .
| ‘561 ‘2371 6622399 g4 2380 6691730 o r:%.z?os STA2T49 o yen 76 94,590-1089
D T T T T T T T T T T H T T T ! T T T IV T T - T
658.0 6600 662.0 6640 666.0 668.0 670.0 6720 6740 67610 678.0 680.0 mz
Figure S35. HRESIMS spectrum of chantriolide J (5)
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Figure S37. 'H NMR (600 MHz) spectrum of chantriolide J (5) in CsDsN
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Figure S38. °C and DEPT-135 NMR (125 MHz) spectra of chantriolide J (5) in CsDsN
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Figure S39. HSQC spectrum of chantriolide J (5) in CsDsN
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Figure S41. HMBC spectrum of chantriolide J (5) in CsDsN

N VI N |

o’

: :
S dy ;
BRI
&9 0 o ' £l L7.5

o

- - -
T T T T T T T T T T T
s a w w0 N o = - o °
o o o o ° o @ o

8.0 7.5 7.0 6.5 6.0 5.5 5.0 1.5 1.0 3.5 3.0 2.5 2.0 L5 1.0 0.5 0.0 0.5
£2 (ppm)

Figure S42. ROESY spectrum of chantriolide J (5) in CsDsN

£1 (ppm)

£1 (ppm)



Elemental Compaosition Report

Single Mass Analysis

Tolerance = 5.0 PPM /7 DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Maonoisotopic Mass, Even Electron lons

1102 formula(e) evaluated with 7 results within limits (up to 10 closest results for each mass)
Elements Used:

C: 20-50 H: 0-70 N:0-1 0:0-15 Na: 0-1 Cl: 0-2

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass  mDa PPM DBE I-FIT Norm  Conf(%) Formula
641.2735 641.2729 0.6 0.9 95 506.2 0471 6242 C32 H46 O11 CI
JGS-B2ZK1G1BSA
20180205-SA-TOF-026 690 (2.959) 1: TOF MS ES+
641.2735 3.64e+005

100

%

5632411 3312 658 2000
623.2617
527 ;;;;Tmz 5612523 625.2615 g 740.1894
0 el 2 5802609605 2494 | | Il |, {570 7313 _sse1776 7051765 LusliTer 20057
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Figure S43. HRESIMS spectrum of chantriolide K (6)
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Figure S44. IR spectrum of chantriolide K (6)
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Figure S45. 'H NMR (600 MHz) spectrum of chantriolide K (6) in CsDsN
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Figure S47. HSQC spectrum of chantriolide K (6) in CsDsN
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Figure S49. HMBC spectrum of chantriolide K (6) in CsDsN
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Data Filename
Sample Type
Instrument Name
Acquired Time

20171010_ESIH_YY_YY_172240.d
Sample

Agilent G6520 Q-TOF

10/10/2017 10:34:22 AM

Sample Name D3-1G5-B2K1ESC
Position P2-A3
Acq Method 20160322_MS_ESIH_POS_1lmin.m

IRM cCalibration Status

DA Method small molecular data analysis method.m Comment ESIH by ZZY
User Spectra
Spectrum Source Fragmentor Voltage Collision Energy Tonization Mode
110 0 ESL
%10 & |+ESI Scan (rt: 0.176 min) Frag=110.0V 20171010_ESIH_YY_YY_172240.d
1.2 639.2570
1,
0.8
0.6
640.2607 641.2566
0.4
0.24 6422587
643.‘2602
U L
636 637 538 639 640 641 642 643 644 645 646 647
Counts vs. Mass-to-Charge (m/z)
Formula Calculator Results
|m_lz |Calc m/z |Dif[ (mDa) IDiﬂ (ppm) Ilon Formula |Ion |
[ 639.257] 639.2567| -0.29] -0.45[C32 H44 Cl o11 [mem)+ |

Figure S51. HRESIMS spectrum of chantriolide L (7)
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Figure S52. IR spectrum of chantriolide L (7)
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Figure S55. HSQC spectrum of chantriolide L (7) in CsDsN
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Figure S56. '"H-'H COSY spectrum of chantriolide L (7) in CsDsN
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Figure S57. HMBC spectrum of chantriolide L (7) in CsDsN
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DA Method small molecular data analysis method.m Comment ESIH by ZZY
User Spectra
Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
110 [V} ESI
%10 # |+ES| Scan (rt: 0.139-0.189 min, 4 scans) Frag=110.0V 20171010_ESIH_YY_YY_172239.d
551 639.2564
5_
4.5
4
3.5
34
2.5 .
5 6402507 541-2554
1.5
Ly 642 2566
0.5 | 643.2586
G : 1 - [ [ 1 1 [ 1 1 L 1 [ I 1
636 637 638 639 640 641 642 643 644 645 646 647
Counts vs. Mass-to-Charge (m/z)
Formula Calculator Results
Im,"z ICaIc m/z ‘Diff (mDa) |Diff (ppm) |Iun Formula |Iun I
| 639.2564| 639.2567 0.22] 0.35]C32 H44 Cl O11 [m+m)+ ]
. T
Figure S59. HRESIMS spectrum of chantriolide M (8)
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Elemental Composition Report

Tolerance = 5.0 PPM  /  DBE:min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

102 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C.0-34 H: 0-200 0:0-30 Na: 1-1

Minimum: 80.00 -15
Maximum: ~ 100.00 5.0 5.0 50.0
Mass RA Calc. Mass  mDa PPM DBE i-FIT
499.3026 100.00 499.3036 -1.0 -2.0 6.5 379.1

JGS-B2L5K
20174212.5A005 525 (2 326)

Norm  Conf(%) Formula
n/a n/a C28 H44 06 Na

1:TOF MS ES+
5702004
100 4893026

5003061

5122217
494.3482

4917118 4942077

4837656 4910387 2 ;Y
propss ool

4880 4500 4920

1952400 s01.3089
| 4972905 I $03.8%68 cog o7 0700 spsasys  st02oe

5132238
+ +
5040 5060 5080

5152208 slearz s1a3495 193435
t T t il op st sl
s100 5120 510 s160

5203590
+ miz

t t t T 1 T T T
4940 4960 4980 500.0 5020

t +
5180 5200

Figure S67. HRESIMS spectrum of chantriolide N (9)
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM  /  DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

22 formula(e) evaluated with 1 results within imits (up to 5 best isotopic matches for each mass)
Elements Used:

C: 20-30 H: 20-46 0:0-15

Minimum: -15
Maximum: 50 10.0 50.0
Mass Calc. Mass  mbDa PPM DBE I-FIT Norm  Conf(%) Formula
493.3180 493.3165 15 3.0 6.5 354.6 n/a n/a C28 H45 O7
JGS-B2K1G1B1
20171221-SA-009 637 (2.757) 1: TOF MS ES+
8.44e+004
100+ 493.3180 e
%
4943209
olasogeee asraora | [P0 DRR0 90T 4992043 5012011 5032800 5052789 so7aese, S1ORH2
T T T T T T T T T T T T T T T T T T T T T T T miz
490.0 492.0 4940 496.0 498.0 500.0 502.0 504.0 506.0 5080 5100
Figure S75. HRESIMS spectrum of chantriolide O (10)
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Figure S76. IR spectrum of chantriolide O (10)
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Elemental Composition Report

Tolerance = 5.0PPM  /  DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

208 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-34 H: 0-200 N: 0-1 0:0-30

Minimum:  80.00 -15

Maximum: ~ 100.00 5.0 5.0 50.0

Mass RA Calc. Mass  mbDa PPM DBE I-FIT Norm  Conf(%) Formula
508.3284 100.00 508.3274 1.0 20 6.5 5832 n/a n/a C28 H46 N O7

54013 580 (2.536) 1:TOFMSES+
1.45+008
100 508.3284

4732899 4913004 5093313

4742936 432.3042 si32830
P P a7sesy AEAITIS 2132 r 4933065 407 3pas 5039646 | 5142855 c1gagap 27208 g0q 004s 5363566 523722 5459129 5503515 55234”1
T Ty Pt e P T TR r nsmanaar Y auinany ' f
4600 4850 4700 4750 2800 1850 4500 | 4950 5000 5050 5100 5200 5250

T T Y T T
5150 5300 535.0 5400 5450 5500

Figure S83. HRESIMS spectrum of chantriolide P (11)
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Figure S96. '°C and DEPT-135 NMR (125 MHz) spectra of plantagiolide B (14)
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Figure S97. '"H NMR (400 MHz) spectrum of plantagiolide A (15) in CsDsN
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Figure S98. '°C and DEPT-135 NMR (125 MHz) spectra of plantagiolide A (15) in
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Figure S99. 'H NMR (500 MHz) spectrum of plantagiolide M (16) in CD;OD
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Figure S100. '*C and DEPT-135 NMR (125 MHz) spectra of plantagiolide M (16) in
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Figure S101. '"H NMR (400 MHz) spectrum of chantriolide D (17) in CsDsN
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Figure S102. '3C and DEPT-135 NMR (125 MHz) spectra of chantriolide D (17) in
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Figure S103. Cytotoxicity of compounds 1-17 on AML-12 hepatocytes. AML-12 cells

were treated with different compounds at indicated concentrations for 24 hours. Data

*P <0.05 and **P <0.01 vs. DMSO.

n=3.

2

are shown as mean £+ S.D.



