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Abstract: A new diarylhexane, kneglobularone B (1) and two new diarylpropanols, 

kneglobularols AB (23) along with seven known compounds (410) were isolated and 

characterized from the roots of Knema globularia. It is the first time to find arylpropyl 

quinone (4) and isoflavone (8) in Myristicaceae family. In addition, 5 was found for the first 

time in Knema genus. Their structures were elucidated by UV, IR, MS, 1D and 2D NMR 

techniques. Compound 4 exhibited strong cytotoxicity against the NCIH187 and MCF7 

cell lines with IC50 values of 3.08 and 6.68 µg/mL, respectively.  
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Table S1.  1H NMR spectroscopic data of 13 [400 MHz, ( H, mult. and J in Hz)] 
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Position 1 (CDCl3) 2 (CDCl3CD3OD) 3 (CDCl3) 

1 2.52, t (8.0) 4.87, dd (10.0, 2.0) 5.08, dd (10.0, 2.8) 

2 1.501.64, m 1.942.14, m 2.122.30, m  

3 1.221.44, m 2.622.70, m  

2.802.90, m 

2.762.86, m 

2.893.02, m 

4 1.221.44, m   

5 1.501.64, m   

6 2.80, t (8.0)   

1'    

2'    

3'  6.32, d (2.0) 6.46, d (2.4) 

4' 6.26, s   

5'  6.34, dd (8.4, 2.0) 6.53, dd (8.4, 2.4) 

6' 6.26, s 6.85, d (8.4) 7.00, d (8.4) 

1''    

2'' 6.66, s 6.83, s  

3''   6.49, s 

4''  6.83, s  

5'' 6.72, d (8.0)   

6'' 6.60, d (8.0) 6.89, s 6.63, s 

OCH2O 5.92, s  5.91, d (1.6) 

CH3 2.63, s   

OH3' 13.00, s   

OH5' 5.78, br s   

OH2',2''   6.65, br s 

OCH34'   3.76, s 

OCH33''  3.84, s  

 

Table S2.  13
C NMR spectroscopic data of 13 [100 MHz, ( C, Type)] 
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Position 1 (CDCl3) 2 (CDCl3CD3OD) 3 (CDCl3) 

1 35.5, CH2 78.0, CH 78.0, CH 

2 31.5, CH2 30.1, CH2 27.9, CH2 

3 28.8, CH2 24.6, CH2 24.4, CH2 

4 29.4, CH2   

5 32.1, CH2   

6 36.2, CH2   

1' 147.7, C 113.1, C 114.0, C 

2' 115.3, C 155.6, C 154.4, C 

3' 161.0, C 103.2, CH 101.8, CH 

4' 101.7, CH 155.9, C 159.1, C 

5' 165.9, C 108.2, CH 108.5, CH 

6' 110.6, CH 129.9, CH 130.2, CH 

1'' 136.4, C 133.4, C 117.2, C  

2'' 109.0, CH 119.1, CH 150.0, C 

3'' 147.4, C 147.1, C 99.4, CH 

4'' 145.4, C 114.6, CH 148.0, C 

5'' 108.1, CH 145.5, C 141.3, C 

6'' 121.1, CH 109.2, CH 106.3, CH 

CO 204.2, C   

OCH2O 100.7, CH2  101.2, CH2 

CH3 32.1, CH3   

OCH34'   55.4, CH3 

OCH33''  55.8, CH3   

 

 

 

 

Table S3.  Cytotoxicity of selected compounds  
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Compound 
Cytotoxicity (µg/mL) 

KB MCF-7 NCI-H187 

1 17.48 inactive
 a
 18.42 

4 8.47 6.68 3.08 

5 inactive
 a
 inactive

 a
 18.09 

7 29.79 ND
b
 30.11 

8 inactive
 a
 inactive

 a
 inactive

 a
 

9 25.16 33.50 24.94 

10 25.61 43.55 9.20 

Ellipticine 3.27  3.70 

Doxorubicin 0.658 9.72 0.087 

Tamoxifen  8.45  

a
 Inactive at > 50 μg/mL 

b 
No Data 

 

 

 

 

Figure S1 Key HMBC and 
1
H

1
H COSY correlations of 13 
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Figure S2 IR spectrum of 1 

 

 
 

Figure S3 1
H NMR spectrum of 1 
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Figure S4 13
C NMR spectrum of 1 

 

 
 

Figure S5 1
H

1
H COSY spectrum of 1 
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Figure S6 NOESY spectrum of 1 

 

 
 

Figure S7 HMQC spectrum of 1 
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Figure S8 HMBC spectrum of 1 

 

 
 

Figure S9 Mass spectrum of 1 
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Figure S10 IR spectrum of 2 

 
 

Figure S11 1
H NMR spectrum of 2 
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Figure S12 13
C NMR spectrum of 2 

 

 
Figure S13 1

H
1
H COSY spectrum of 2 
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Figure S14 NOESY spectrum of 2 

 
 

Figure S15 HMQC spectrum of 2 



S13 
 

   
 

Figure S16 HMBC spectrum of 2 

 

 

Figure S17 Mass spectrum of 2 
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Figure S18 IR spectrum of 3  

 
 

Figure S19 1
H NMR spectrum of 3 
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Figure S20 13
C NMR spectrum of 3 

 

 
 

Figure S21 1
H

1
H COSY spectrum of 3 
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Figure S22 NOESY spectrum of 3 

 
 

Figure S23 HMQC spectrum of 3 
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Figure S24 HMBC spectrum of 3 

 

 
 

Figure S25 Mass spectrum of 3 

 


