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Figure S1:

 1
H NMR spectrum (500 MHz, CD3OD) of plakilactone G (1). 
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Figure S2:

 
COSY spectrum (500 MHz, CD3OD) of plakilactone G (1). 
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Figure S3: HSQC spectrum (500 MHz, CD3OD) of plakilactone G (1). 
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Figure S4: HMBC spectrum (500 MHz, CD3OD) of plakilactone G (1). 
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Figure S5: 

1
H NMR spectrum (500 MHz, CD3OD) of plakilactone H (2). 
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Figure S6: COSY spectrum (500 MHz, CD3OD) of plakilactone H (2). 
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Figure S7: HSQC spectrum (500 MHz, CD3OD) of plakilactone H (2). 
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Figure S8: HMBC spectrum (500 MHz, CD3OD) of plakilactone H (2). 

 

 

Table S1: NMR Data of plakilactones G (1, 500 MHz, CDCl3) and H (2, 600 MHz, CDCl3). 

  

position H C H C 

1 - 173.1 - 173.6 

2 - 135.5 - 136.1 

3 6.87 151.0 6.86 150.2 

4 -  - 89.1 

5 1.71 

2.05 

36.2 1.87 

1.97 

39.1 

6 1.37 35.6 0.84 38.2 

7 3.46 75.5 2.43 62.1 

8 3.49 73.6 2.62 60.9 

9 1.38 

1.52 

24.0 1.54 24.9 

10 0.99 10.1 0.98 9.7 

11 2.32 18.5 1.14 18.3 

12 1.15 12.1 2.29 11.8 

13 1.72 

1.86 

30.9 1.76 

1.86 

31.2 

14 0.81 7.9 0.83 7.73 

15 1.35 25.3 1.34 

1.46 

25.8 

16 0.89 10.8 0.88 11.4 
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Figure S9: 

1
H NMR spectrum (500 MHz, CDCl3) of plakilactone G (1). 

 
Figure S10: COSY spectrum (500 MHz, CDCl3) of plakilactone G (1). 
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Figure S11: HSQC spectrum (500 MHz, CDCl3) of plakilactone G (1). 

 

 
Figure S12: HMBC spectrum (500 MHz, CDCl3) of plakilactone G (1). 
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Figure S13: 

1
H NMR spectrum (600 MHz, CDCl3) of plakilactone H (2). 

 

 
Figure S14: COSY spectrum (600 MHz, CDCl3) of plakilactone H (2). 
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Figure S15: HSQC spectrum (600 MHz, CDCl3) of plakilactone H (2). 

 

 
Figure S16: HMBC spectrum (600 MHz, CDCl3) of plakilactone H (2). 
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Figure S17: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of Me16 of plakilactone H (2). 

 

 
Figure S18: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of Me12 of plakilactone H (2). 
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Figure S19: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H15a of plakilactone H (2). 

 

 
Figure S20: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H15b of plakilactone H (2). 
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Figure S21: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H9 of plakilactone H (2). 

 

 
Figure S22: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H13a of plakilactone H (2). 
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Figure S23: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H5b of plakilactone H (2). 

 

 
Figure S24: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H11 of plakilactone H (2). 
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Figure S25: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H7 of plakilactone H (2). 

 

 
Figure S26: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H8 of plakilactone H (2). 
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Figure S27: Selective 1D-NOESY spectrum (600 MHz, CDCl3) of H3 of plakilactone H (2). 

 

 

Table S2: Experimental (in CDCl3) and calculated (in vacuo) 
13

C chemical shifts of 

diastereoisomers 2a,b,e,f. 

  2a  2b  2e  2f 

carbon δexp δcalc  δcalc  δcalc  δcalc 

10 9.7 10.8  9.6  9.6  10.8 

9 24.9 25.7  25.6  26.0  25.1 

8 60.9 58.5  61.0  59.1  62.1 

7 62.1 59.5  60.6  60.5  61.1 

6 38.3 36.1  37.9  38.8  36.4 

5 39.2 36.7  40.3  40.6  39.3 

4 89.2 86.7  87.5  86.6  87.4 

1 173.6 169.3  169.9  169.2  170.5 

2 136.1 138.8  139.8  137.3  140.4 

3 150.2 151.0  150.7  153.5  150.0 

11 18.3 20.3  20.5  20.4  20.6 

12 11.8 10.0  10.6  10.4  10.5 

13 31.2 30.7  32.2  29.1  32.6 

14 7.7 7.9  6.9  7.4  6.8 

15 25.8 28.2  27.1  27.1  26.1 

16 11.4 10.0  11.4  10.1  8.9 
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Table S3: Experimental (in CDCl3) and calculated (in vacuo) 
13

C chemical shifts of 

diastereoisomers 1a–d. 

  1a  1b  1c  1d 

carbon δexp δcalc  δcalc  δcalc  δcalc 

10 10.1 10.0  10.3  10.6  10.2 

9 24.0 21.6  26.2  27.5  22.1 

8 73.6 72.4  74.5  73.1  70.7 

7 75.6 76.1  71.8  79.3  76.5 

6 35.6 36.0  37.2  34.2  34.0 

5 36.2 39.2  37.0  37.5  37.0 

4 89.6 87.1  87.2  88.8  87.5 

1 173.4 169.0  169.5  172.1  169.2 

2 135.7 137.8  137.5  140.7  140.4 

3 151.2 153.2  153.7  151.4  151.5 

11 18.5 20.8  20.9  20.6  20.7 

12 12.0 11.1  11.3  11.4  11.0 

13 30.9 30.3  28.2  32.2  32.6 

14 7.8 7.3  7.3  7.2  7.4 

15 25.3 24.2  22.2  20.4  24.5 

16 10.7 9.6  11.2  11.8  10.4 

 

 

 

 
Figure S28: Selective 1D-NOESY spectrum (500 MHz, CDCl3) of Me14 of plakilactone G (1). 
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Figure S29: Selective 1D-NOESY spectrum (500 MHz, CDCl3) of Me16 of plakilactone G (1). 

 

 
Figure S30: Selective 1D-NOESY spectrum (500 MHz, CDCl3) of H9b of plakilactone G (1). 
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Figure S31: Selective 1D-NOESY spectrum (500 MHz, CDCl3) of H13b of plakilactone G (1). 

 

 

 
Figure S32: Selective 1D-NOESY spectrum (500 MHz, CDCl3) of H5b of plakilactone G (1). 
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Figure S33: Selective 1D-NOESY spectrum (500 MHz, CDCl3) of H11 of plakilactone G (1). 

 

 
Figure S34: Selective 1D-NOESY spectrum (500 MHz, CDCl3) of H3 of plakilactone G (1). 
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Table S4: Comparison of inter-proton distances determined by NOEs for plakilactone G (1) in 

CDCl3 with DFT-calculated value for 1a–d. The value in bold was used to calibrate the NOEs. 

   1a  1b  1c  1d 

Proton 

exp 

RNOE 

(Å) 

Rcalcd 

(Å) 

ABS % 

error
a
 

exp 

RNOE 

(Å) 

Rcalcd 

(Å) 

ABS % 

error
a
 

exp 

RNOE 

(Å) 

Rcalcd 

(Å) 

ABS % 

error
a
 

exp 

RNOE 

(Å) 

Rcalcd 

(Å) 

ABS % 

error
a
 

H5b H5a 1.69 1.76 4% 1.73 1.76 0% 1.64 1.76 7% 1.68 1.76 5% 

H5b H3 2.99 2.94 1% 3.06 3.13 2% 2.90 2.77 5% 2.97 3.84 26% 

H5b H7 2.59 2.53 2% 2.65 3.01 13% 2.51 2.50 1% 2.57 2.55 1% 

H5b H13b 2.64 2.76 4% 2.70 2.70 0% 2.56 2.79 9% 2.62 2.68 2% 

H5b H15 2.42 2.75 13% 2.48 2.81 13% 2.35 2.85 19% 2.40 2.75 13% 

H3 H11 3.11 3.23 4% 3.18 3.19 0% 3.02 3.25 8% 3.09 3.28 6% 

H3 Me12 3.16 3.14 1% 3.24 3.22 1% 3.07 3.14 2% 3.15 3.08 2% 

H3 Me14 3.16 3.31 5% 3.23 3.22 0% 3.06 3.35 9% 3.14 3.29 5% 

H11 Me12 3.00 2.62 13% 3.07 2.62 16% 2.91 2.63 10% 2.98 2.63 13% 

H13b H6 2.55 2.88 12% 2.61 2.74 5% 2.47 4.56 59% 2.53 4.38 54% 

H13b Me14 2.84 2.62 8% 2.91 2.62 10% 2.75 2.63 5% 2.82 2.62 7% 

H9b H8 2.80 3.03 8% 2.87 2.85 1% 2.72 3.04 11% 2.78 3.06 9% 

H9b H9a 1.87 1.76 6% 2.06 1.76 8% 1.81 1.76 3% 2.00 1.76 5% 

H9b Me10 3.15 2.62 18% 3.22 2.63 20% 3.05 2.63 15% 3.13 2.62 18% 

Me16 H7 3.02 3.01 0% 3.09 4.25 32% 2.93 4.61 44% 3.00 3.12 4% 

MAE    6.8%   8.1%   13.8%   11.3% 

STD    8.8%   12.5%   19.9%   17.0% 
a
|% error| = |Rcalcd − RNOE|/[(Rcalcd + RNOE)/2], absolute differences for calculated versus NOE-derived 

distances/calculated distances.  
b
MAE = Σ[%error]/n. 

 


