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[bookmark: _Toc162905636]Fig. S1 1H–1H COSY, and key HMBC correlations of compounds 2 and 4–5.




[bookmark: _Toc162905637]Fig. S2 Key NOESY correlations of compounds 4 and 5.





[bookmark: _Toc162905638]Fig. S3 Simplified structures of unit A of compounds 1–3 with their possible relative configurations.
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[bookmark: _Toc162905639][image: ][image: ]Fig. S4 DP4+ probability statistical analysis result for the unit A of compound 1.
[bookmark: _Toc162905640]Fig. S5 DP4+ probability statistical analysis result for the unit A of compound 2.

[bookmark: _Toc162905641][image: ]Fig. S6 DP4+ probability statistical analysis result for the unit A of compound 3.



[bookmark: _Toc162905642]Fig. S7 The structures of B1–B4.
[bookmark: _Toc162905643][image: ][image: ]Fig. S8 DP4+ probability statistical analysis result for the B1–B4 of compound 1.
[bookmark: _Toc162905644]Fig. S9 DP4+ probability statistical analysis result for the B1–B4 of compound 2.

[bookmark: _Toc162905645][image: ]Fig. S10 DP4+ probability statistical analysis result for the B1–B4 of compound 4.



[bookmark: _Toc162905646]Fig. S11 The structures of C1–C4.

[bookmark: _Toc162905647][image: ]Fig. S12 DP4+ probability statistical analysis result for the C1–C4 of compound 3.




[bookmark: _Toc162905648]Fig. S13 Simplified structures of compounds 1 and 2 with their possible relative configurations.





[bookmark: _Toc162905649]Fig. S14 Simplified structures of compound 3 with their possible relative configurations.



[bookmark: _Toc162905650]Fig. S15 Simplified structures of compound 4 with their possible relative configurations.
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[bookmark: _Toc162905651]Fig. S16 Experimental ECD spectra of compounds 5 and 8, and calculated ECD spectrum of 8.


[bookmark: _Toc162905652]Fig. S17 key 2D NMR correlations of compound 6.




[bookmark: _Toc162905653]Fig. S18 key 2D NMR correlations of compounds 7–9.





[bookmark: _Toc162905654]Fig. S19 Simplified structures of compounds 7 and 8 with their possible relative configurations.
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[bookmark: _Toc162905655]Fig. S20 DP4+ probability statistical analysis result for compound 7.
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[bookmark: _Toc162905656]Fig. S21 Experimental and calculated ECD spectra of compound 7.



[bookmark: _Toc162905657]Fig. S22 Simplified structures of compound 9 with their possible relative configurations.
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[bookmark: _Toc162905658]Fig. S23 DP4+ probability statistical analysis result for compound 9.
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[bookmark: _Toc162905659]Fig. S24 Experimental and calculated ECD spectra of compound 9.
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[bookmark: _Toc162905660]Fig. S25 Cytotoxic effect of compounds 1‒9 on AML-12 hepatocytes. AML-12 cells were treated with different compounds at indicated concentrations for 24 h. Data are shown as mean ± S.D., n = 3. **P < 0.01 vs. DMSO.
[bookmark: _Toc162905661]The original Western blots.
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Fig. S26 The original Western blot of p-AMPK.
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Fig. S27 The original Western blot of AMPK
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Fig. S28 The original Western blot of p-ACC.
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Fig. S29 The original Western blot of ACC
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Fig. S30 The original Western blot of PGC-1α.
[image: Gapdh-2 2021-11-04]
Fig. S31 The original Western blot of GAPDH. 
[bookmark: _Toc162905662]Fig. S32−S40 MS, UV, IR, 1D and 2D NMR spectra of diversolanolide A (1).
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Fig. S32 HRESIMS spectrum of diversolanolide A (1).
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Fig. S33 UV spectrum of diversolanolide A (1).
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Fig. S34 IR spectrum of diversolanolide A (1).
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Fig. 35 1H NMR (600 MHz) spectrum of diversolanolide A (1) in CDCl3.
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Fig. S36 13C and DEPT-135 NMR (125 MHz) spectra of diversolanolide A (1) in CDCl3.
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Fig. S37 1H-1H COSY spectrum of diversolanolide A (1) in CDCl3.
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Fig. S38 HSQC spectrum of diversolanolide A (1) in CDCl3.
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Fig. S39 HMBC spectrum of diversolanolide A (1) in CDCl3.
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Fig. S40 ROESY spectrum of diversolanolide A (1) in CDCl3.


[bookmark: _Toc162905663]Figure S41.−Figure S49. MS, UV, IR, 1D and 2D NMR spectra of diversolanolide B (2).
[image: ]
Fig. S41 HRESIMS spectrum of diversolanolide B (2).
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Fig. S42 UV spectrum of diversolanolide B (2).
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Fig. S43 IR spectrum of diversolanolide B (2).
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Fig. S44 1H NMR (600 MHz) spectrum of diversolanolide B (2) in CDCl3.
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Fig. S45 13C and DEPT-135 NMR (125 MHz) spectra of diversolanolide B (2) in CDCl3.
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Fig. S46 1H-1H COSY spectrum of diversolanolide B (2) in CDCl3.
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Fig. S47 HSQC spectrum of diversolanolide B (2) in CDCl3.
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Fig. S48 HMBC spectrum of diversolanolide B (2) in CDCl3.
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Fig. S49 NOESY spectrum of diversolanolide B (2) in CDCl3.
[bookmark: _Toc162905664]Fig. S50−58 MS, UV, IR, 1D and 2D NMR spectra of diversolanolide C (3).
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Fig. S50 HRESIMS spectrum of diversolanolide C (3).
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Fig. S51 UV spectrum of diversolanolide C (3).
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Fig. S52 IR spectrum of diversolanolide C (3).
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Fig. S53 1H NMR (600 MHz) spectrum of diversolanolide C (3) in CDCl3.
[image: ]
Fig. S54 13C and DEPT-135 NMR (125 MHz) spectra of diversolanolide C (3) in CDCl3.
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Fig. S55 1H-1H COSY spectrum of diversolanolide C (3) in CDCl3.
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Fig. S56 HSQC spectrum of diversolanolide C (3) in CDCl3.
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Fig. S57 HMBC spectrum of diversolanolide C (3) in CDCl3.
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Fig. S58 NOESY spectrum of diversolanolide C (3) in CDCl3.
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Fig. S59 HRESIMS spectrum of diversolanolide D (4).
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Fig. S60 UV spectrum of diversolanolide D (4).
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Fig. S61 IR Spectrum of diversolanolide D (4).
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Fig. S62 1H NMR (600 MHz) spectrum of diversolanolide D (4) in CDCl3.
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Fig. S63 13C and DEPT-135 NMR (125 MHz) spectra of diversolanolide D (4) in CDCl3.
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Fig. S64 1H-1H COSY spectrum of diversolanolide D (4) in CDCl3.
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Fig. S65 HSQC spectrum of diversolanolide D (4) in CDCl3.
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Fig. S66 HMBC spectrum of diversolanolide D (4) in CDCl3.
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Fig. S67 NOESY spectrum of diversolanolide D (4) in CDCl3.
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Fig. S68 HRESIMS spectrum of diversolanolide E (5).
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Fig. S69 UV spectrum of diversolanolide E (5).
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Fig. S70 IR spectrum of diversolanolide E (5).
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Fig. S71 1H NMR (600 MHz) spectrum of diversolanolide E (5) in CDCl3.
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Fig. S72 13C and DEPT-135 NMR (125 MHz) spectra of diversolanolide E (5) in CDCl3.
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Fig. S73 1H-1H COSY spectrum of diversolanolide E (5) in CDCl3.
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Fig. S74 HSQC spectrum of diversolanolide E (5) in CDCl3.
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Fig. S75 HMBC spectrum of diversolanolide E (5) in CDCl3.
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Fig. S76 NOESY spectrum of diversolanolide E (5) in CDCl3.
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Fig. S77 HRESIMS spectrum of versolanolide A (6).
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Fig. S78 UV spectrum of versolanolide A (6).
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Fig. S79 IR spectrum of versolanolide A (6).
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Fig. S80 1H NMR (600 MHz) spectrum of versolanolide A (6) in DMSO-d6.



Fig. S81 13C and DEPT-135 NMR (150 MHz) spectra of versolanolide A (6) in DMSO-d6.
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Fig. S82 1H-1H COSY spectrum of versolanolide A (6) in DMSO-d6.
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Fig. S83 HSQC spectrum of versolanolide A (6) in DMSO-d6.


Fig. S84 HMBC spectrum of versolanolide A (6) in DMSO-d6.


Fig. S85 NOESY spectrum of versolanolide A (6) in DMSO-d6.
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Fig. S86 HRESIMS spectrum of versolanolide B (7).
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Fig. S87 UV spectrum of versolanolide B (7).
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Fig. S88 IR spectrum of versolanolide B (7).
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Fig. S89 1H NMR (600 MHz) spectrum of versolanolide B (7) in CDCl3.
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Fig. S90 13C and DEPT-135 NMR (125 MHz) spectra of versolanolide B (7) in CDCl3.
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Fig. S91 1H-1H COSY spectrum of versolanolide B (7) in CDCl3.
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Fig. S92 HSQC spectrum of versolanolide B (7) in CDCl3.
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Fig. S93 HMBC spectrum of versolanolide B (7) in CDCl3.
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Fig. S94 NOESY spectrum of versolanolide B (7) in CDCl3.
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Fig. S95 HRESIMS spectrum of versolanolide C (8).
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Fig. S96 UV spectrum of versolanolide C (8).
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Fig. S97 IR spectrum of versolanolide C (8).



Fig. S98 1H NMR (600 MHz) spectrum of versolanolide C (8) in CDCl3.



Fig. S99 13C and DEPT-135 NMR (125 MHz) spectra of versolanolide C (8) in CDCl3.
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Fig. S100 1H-1H COSY spectrum of versolanolide C (8) in CDCl3.

[image: ]
Fig. S101 HSQC spectrum of versolanolide C (8) in CDCl3.
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Fig. S102 HMBC spectrum of versolanolide C (8) in CDCl3.
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Fig. S103 NOESY spectrum of versolanolide C (8) in CDCl3.
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Fig. S104 HRESIMS spectrum of versolanolide D (9).
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Fig. S105 UV spectrum of versolanolide D (9).
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Fig. S106 IR spectrum of versolanolide D (9).
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Fig. S107 1H NMR (600 MHz) spectrum of versolanolide D (9) in CDCl3.
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Fig. S108 13C and DEPT-135 NMR (125 MHz) spectra of versolanolide D (9) in CDCl3.
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Fig. S109 1H-1H COSY spectrum of versolanolide D (9) in CDCl3.
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Fig. S110 HSQC spectrum of versolanolide D (9) in CDCl3.
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Fig. S111 HMBC spectrum of versolanolide D (9) in CDCl3.
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Fig. S112 NOESY spectrum of versolanolide D (9) in CDCl3.
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Elemental Composition Report

Single Mass Analysis

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

311 formula(e) evaluated with 2 results within limits (up to 10 closest results for each mass)

Elements Used:
C:10-40 H: 0-50 0:0-20 Cl:0-1 Na: 0-1

Minimum: -15
Maximum: 5.0 5.0 50.0
Mass Calc. Mass  mDa PPM DBE i-FIT Norm
467.1445 467.1449 -04 -0.9 6.5 530.3  0.000

Y
VSL-4 1494 (6.068)

100 467 1445

4451624 462.1880 4691426

447.1604 4501758 4701427

4551927

Conf(%) Formula
100.00 €21 H29 08 Cl Na

4741234 483.1157

1: TOF MS ES+
1.39e+005

49021234922161

4450 450.0 4550 460.0 4650 4700 4750 4800

4850

u miz
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Elemental Composition Report

Single Mass Analysis

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

311 formula(e) evaluated with 4 results within limits (up to 10 closest results for each mass)

Elements Used:
C:10-40 H: 0-50 0:0-20 Na: 0-1 CLo-1

Minimum: -15

Maximum: 5.0 5.0 50.0

Mass Calc. Mass  mDa PPM DBE I-FIT Norm
467.1435 467.1449 -14 -3.0 6.5 7229 0.074
Yy

VSL-28 1319 (5.393)

100 4671435

469.1415

459.0872 470.1424 4741196

4602726 462.1867 464.1345 4731222 : 4758170

Conf(%) Formula
9284 C21H29 O8 NaCl

1: TOF MS ES+
3.30+005

4817388 4531154
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Elemental Composition Report
Single Mass Analysis
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

311 formula(e) evaluated with 2 results within limits (up to 10 closest results for each mass)

Elements Used:

C: 10-40 H: 0-50 0:0-20 Na: 0-1 Cl:0-1

Minimum: -15

Maximum: 50 50 50.0

Mass Calc. Mass  mDa PPM DBE i-FIT

467.1438 467.1436 0.2 0.4 275 7202
467.1449 -11 -24 6.5 7039

v

VSL-14 1389 (5658)

100 4671438

%-
4691421

4451617

4471598 4701441

459138 455 1597

4450 4500 4550 4600 4650 4700 4750 4800

4831172

Norm  Conf(%) Formula
16.322 0.00 C36 H19 O
0.000 100.00 €21 H29 O8 NaCl
1: TOF MS ES+
338e+005

4902182 499 0837.501.0799.503.0822
m,
4850 4900 4950 5000 5050
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0mDa /  DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

296 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
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C: 5-40 H: 0-60 N:0-1 0:0-15 Cl: 0-2

Minimum: -15

Maximum: 50 10.0 50.0

Mass Calc. Mass  mDa PPM DBE i-FIT Norm
663.2578 663.2572 0.6 0.9 125 654.2  0.000
Yy

VSL-18 1493 (6.064)

100 663.2578

%

665.2570

666.2589

654.2402.655.2357.657.6812 651974

6550 6575 660.0 6625 6650 6675 6700

670.2623 671.2764

Conf(%) Formula
99.98 C34 H44 011 Cl

1: TOF MS ES+
7.25e+005

675.2180

m/z
8725 675.0 8775




image62.png
2020-5-20 11:07:16

0.4+

Abs

0.34

0.24

0.14

0.0+

Page 1 of 1

200

T
250

T
300
Wavelength (nm)




image63.png
100

99+

98+

97+

96+

95+

20URY ] TWSURILY,

94

¥0

93+

68 7980T

2€ 2921

Reid

€6 '€582

92+

$8GLIT

6€°€8ET

T FRLT

6176262

9¢ '19%¢

91

90+

3000 2500 2000 1500 1000 500
Wavenumbers (cm—1)

3500

4000




image64.emf
0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5f1 (ppm)

A (dd)

5.90

B (d)

4.91

C (s)

4.61

D (s)

3.93

E (d)

3.89

F (d)

3.62

G (m)

3.48

H (s)

2.51

I (m)

2.39

J (dt)

2.21

K (d)

2.14

L (dd)

2.02

M (dd)

1.95

N (s)

1.89

O (s)

1.55

P (s)

1.43

Q (s)

1.29

R (s)

1.19

3.283.523.443.223.100.971.611.040.931.071.171.171.001.150.821.111.081.001.191.291.431.551.891.941.951.96

1

.

9

7

2

.

0

0

2

.

0

1

2

.

0

2

2

.

0

4

2

.

1

3

2

.

1

5

2

.

1

9

2

.

2

0

2

.

2

1

2

.

2

1

2

.

2

2

2

.

2

4

2

.

3

9

2

.

4

0

2

.

5

1

3

.

4

6

3

.

4

8

3

.

4

8

3

.

4

9

3

.

6

1

3

.

6

3

3

.

8

8

3

.

9

0

3

.

9

3

4

.

6

1

4

.

9

0

4

.

9

2

5

.

8

9

5

.

8

9

5

.

9

0

5

.

9

0


image65.emf
-100102030405060708090100110120130140150160170180190f1 (ppm)17.4318.0119.6822.9723.6223.9925.43

2

7

.

3

4

3

0

.

4

3

3

6

.

4

2

3

6

.

9

8

3

8

.

6

9

4

0

.

0

8

4

2

.

6

3

5

1

.

2

1

5

1

.

6

3

5

1

.

8

0

5

5

.

9

8

7

0

.

3

0

7

2

.

0

4

7

5

.

2

6

7

5

.

4

7

8

0

.

0

6

8

5

.

1

3

1

0

5

.

4

2

1

1

8

.

0

0

1

2

6

.

2

0

1

2

6

.

3

6

1

3

5

.

9

8

1

5

3

.

8

1

1

6

1

.

4

2

1

7

0

.

1

3

1

7

1

.

1

7

1

7

8

.

3

1


image66.emf
-1.0-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0f2 (ppm)0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0f1 (ppm)


image67.emf
-1.0-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0f2 (ppm)0102030405060708090100110120130140f1 (ppm)


image68.emf
-1.0-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5f2 (ppm)0102030405060708090100110120130140150160170180190f1 (ppm)


image69.emf
-1.0-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.5f2 (ppm)-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.5f1 (ppm)


image70.png
Elemental Composition Report

Single Mass Analysis
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Element prediction: Off
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Monoisotopic Mass, Even Electron lons
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Elements Used:
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