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Figure S1. 1H NMR spectrum of Aplyzanzine C (1) in MeOD (500 MHz) 
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Figure S2. 13C NMR spectrum of Aplyzanzine C (1) in MeOD (500 MHz) 
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Figure S3. 1H-1H COSY NMR spectrum of Aplyzanzine C (1) in MeOD (500 MHz) 
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Figure S4. HSQC NMR spectrum of Aplyzanzine C (1) in MeOD (500 MHz) 
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Figure S5. HMBC NMR spectrum of Aplyzanzine C (1) in MeOD (500 MHz) 
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Figure S6. HR-ESI mass spectrum of Aplyzanzine C (1) 
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Figure S7. 1H NMR spectrum of Aplyzanzine D (2) in MeOD (500 MHz) 
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Figure S8. 1H-1H COSY NMR spectrum of Aplyzanzine D (2) in MeOD (500 MHz) 
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Figure S9. HSQC NMR spectrum of Aplyzanzine D (2) in MeOD (500 MHz) 
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Figure S10. HMBC NMR spectrum of Aplyzanzine D (2) in MeOD (500 MHz) 
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Figure S11. HR-ESI mass spectrum of Aplyzanzine D (2)
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Figure S12. 1H NMR spectrum of Aplyzanzine E (3) in MeOD (600 MHz) 
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Figure S13. 1H-1H COSY NMR spectrum of Aplyzanzine E (3) in MeOD (600 MHz) 
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Figure S14. HSQC NMR spectrum of Aplyzanzine E (3) in MeOD (600 MHz) 
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Figure S15. HMBC NMR spectrum of Aplyzanzine E (3) in MeOD (600 MHz) 
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Figure S16. HR-ESI mass spectrum of Aplyzanzine E (3)
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Figure S17. 1H NMR spectrum of Aplyzanzine F (4) in MeOD (600 MHz) 
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Figure S18. 1H-1H COSY NMR spectrum of Aplyzanzine F (4) in MeOD (600 MHz) 
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Figure S19. HSQC NMR spectrum of Aplyzanzine F (4) in MeOD (600 MHz) 
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Figure S20. HMBC NMR spectrum of Aplyzanzine F (4) in MeOD (600 MHz) 
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Figure S21. HR-ESI mass spectrum of Aplyzanzine F (4)
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Figure S22. 1H NMR spectrum of 5 in MeOD (300 MHz) 
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Figure S23. HR-ESI mass spectrum of 5
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Table S1. Comparison of the spectroscopic data of the compound 5 with the data from the 

literature concerning the purealidin A54 and the lipopurealin D56. 

 Compound 5 Purealidin A 

      MS data 

 

HRESIMS data showed the [M+H]+ ion as a cluster at m/z 517, 519, 521, 

in a 1:2:1 ratio, indicating the presence of two bromine atoms in the 

molecule. Analysis of the pic [M+H]+ at m/z 519.0208 (m/z 519.0178 

calcd. for C17H23N6O379Br81Br, = 5.8ppm) allowed us to propose the 

molecular formula of 5 as C17H22N6O3Br2. 

FABMS (positive ion, glycerol matrix) m/z 559, 557, 555 [ca. 

1:2:1, (M + K)+], 521,519, 517 [ca. 1:2:1, (M + H)+], 505, 503,501 

[ca. 1:2:1, (M + H-NH2)+], 441, and 439 [ca. 1:1, (M-Br)+]; 

HRFABMS (positive) found m/z 517.0241, calcd for 

C17H23N6O379Br2 (M + H) 517.0198. 

     1D and 2D NMR data 

 in CD3OD in DMSO-d6 

Position Lipopurealin D56 5 Purealidin A54  

No δ H mult, (J in Hz) δ H mult δ C, type δ H mult, (J in Hz) 1H-1H COSY 

1 3.43, t (7) 3.31, m            36.5, CH2 3.06, m NH2-1, 2 

NH2-1    7.83, br s 1 

2 2.03, m 2.20, m         27.9, CH2 2.02, m 1, 3 

3 4.00, t (6) 4.09, m        70.4, CH2 3.98, t (6) 2 

4   150.5, C   

5, 5’   117.1, C   

6, 6’ 7.46, s 7.51, s           132.9, CH 7.45, s 8 

7   136.4, C   

8 3.82, s 3.84, s          27.7, CH2 3.75, s 6, 6’ 

9   150.9, C   

NOH-9    12.03, s  

10   163.1, C   

NH-10    8.15, t (6) 11 

11 3.45, t (7) 3.45, m          37.3, CH2 3.36, dt (6) NH-10, 12 

12 2.66, t (7) 2.71, m          24.4, CH2 2.59, t (6) 11 

13   124.3, C   

NH-13    11.77, br s 14 

14 6.41, s 6.53, s            109.2, CH 6.57, s NH-13, NH-14 

NH-14    12.16, br s 14 

15   146.9, C   

 

Figure S24: Lipopurealin D56 and general key COSY for purealidin A in DMSO-d6.54 
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Figure S25. 1H NMR spectrum of 6 in MeOD (500 MHz) 
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Figure S26. HR-ESI mass spectrum of 6



S29 

 

 

Table S2. Comparison of the spectroscopic data of the compound 6 with the data from the 

literature.55 

 Compound 6 Compound 11 in Ciminiello et al.55 

 MS data 

 

HRESIMS data showed the [M+H]+ ion as a cluster at m/z 443, 445, 

447, in a 1:2:1 ratio, indicating the presence of two bromine atoms in 

the molecule. Analysis of the pic [M+H]+ at m/z 444.9745 (m/z 

444.9698 calcd. for C15H17N4O2
79Br81Br, = 10.6ppm) allowed us to 

propose the neutral molecular formula of 6 as C15H16N4O2Br2. 

Compound 11 showed intense M+ ions in the ratio of about 1:2:1 at m/z 

443, 445, 447 in the positive fabms, which indicated the presence of two 

bromine atoms in the molecule. Combined analysis of the low-

resolution ms and the 1H and 13C nmr spectra indicated a molecular 

formula of C15H17N4O2Br2 for compound 11. 

Position 1D NMR data in CD3OD 

No δ H mult, (J in Hz) δ C δ H mult, (J in Hz) 

1  136.4  

2, 6 7.79, s 133.0 7.82, s 

3, 5  119.5  

4  154.5  

7 7.40, d (15.5) 138.4 7.42, d (15.5) 

8 6.53, d (15.5) 123.9 6.57, d (15.5) 

9  167.5  

10 3.53, t 39.3 3.56, t (7) 

11 2.74, t 25.9 2.77, t (7) 

12  125.9  

13 6.56, s 110.9 6.59, s 

14  146.4  

15 3.88, s 61.3 3.91, s 

 

Figure S27: Structure of the compound 11 in Ciminiello et al.55 

 


