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Figure S1. Paenibacillus sp. DE2SH growing on ISP2 pH 5.5 agar plate. 
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Figure S2. Schematic representation of feasible fragmentation pathway for Paenidigyamycin A (1) 
under HRESI-LC-MS conditions. 
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Figure S3. HRESI-LC-MS shows chromatogram that confirms the fragmentation pathway for 
Paenidigyamycin A (1). 

 

Figure S4. HRESI-LC-MS for crude FM extracts of strain DE2SH. 
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Figure S5. Effect of different concentrations of compound 1 on the viability of Schistosoma mansoni 
cercariae. 

Table S1a. Full 1D and 2D NMR Spectroscopic data for Paenidigyamycin A (1) in CD3OD,  in ppm. 

# δ 13C (ppm) 13C mult δH Mult (J Hz) 
1H-1H 
COSY 

1H-1H 
TOCSY 

NOESY HMBC 

1-N  - - - - -  

2 135.4 C - - - - 8, 10 

3-N  - - - - -  

4 128.4 C - - - - 10, 6 

5 128.4 C - - - - 8, 7 

6 8.1 CH3 2.27, s - - 10, 11  

7 8.1 CH3 2.22, s - - 8, 9  

8 49.7 CH2 4.40, t (6.8) 9 9 7, 2', 6', 9 9 

9 36.7 CH2 3.12, t (6.7) 8 8 8, 7, 2', 6' 8, 2', 6' 

10 46.4 CH2 4.03, m 11 11, 13, 14 13, 14, 11, 6 12, 11 

11 39.5 CH2 1.57, m 10 10, 13, 14 10, 6 13, 14, 10, 12 

12 26.5 CH 1.48, n (6.8) 13, 14 13, 14  13, 14, 10 

13 22.5 CH3 0.96, d (6.6) 12 12, 11, 10 10 14 

14 22.5 CH3 0.96, d (6.6) 12 12, 11, 10 10 13 

1' 137.8 C -    9, 8, 3', 5' 

2' 130.0 CH 7.10, m 3', 4' 3', 4' 8, 9 9, 4', 3', 5' 

3' 130.0 CH 7.31, m 2' 2'  2', 6' 

4' 128.4 CH 7.29, m 2', 6' 2', 6'  2', 6' 

5' 130.0 CH 7.31, m 6' 6'  2', 6' 

6' 130.0 CH 7.10, m 5', 4' 5', 4' 8, 9 9, 4', 3', 5' 
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Table S1b. Full 1D and 2D NMR Spectroscopic data for Paenidigyamycin A (1) in CD3OD,  in ppm (Cont.). 

# δ 13C (ppm) 13C mult 
δH Mult  
(J Hz) 

1H-1H 
COSY 

1H-1H 
TOCSY 

NOESY HMBC 

1'-N - - - - - - - 

2' 135.5 C - - - - 8', 10' 

3'-N - - - - - - - 

4' 128.5 C - - - - 10', 6' 

5' 128.5 C - - - - 8', 7' 

6' 8.2 CH3 2.31, s - - 10', 11'  

7' 8.0 CH3 2.06, s - - 8', 9'  

8' 49.2 CH2 4.33, t (6.9) 9' 9' 2'', 6'', 7', 9' 9' 

9' 37.1 CH2 3.04, t (6.9) 8' 8' 2'', 6'', 8', 7' 8' 

10' 46.6 CH2 4.13, m 11' 11', 13', 14' 13', 14', 12', 11', 6' 12', 11' 

11' 39.5 CH2 1.73, m 10' 10', 13', 14' 10', 6' 13', 14', 12', 10' 

12' 26.9 CH 1.67, n (6.8) 13', 14' 13', 14' 10' 13', 14', 11', 10' 

13' 22.5 CH3 1.02, d (6.5) 12' 12', 11', 10' 10' 14' 

14' 22.5 CH3 1.02, d (6.5) 12' 12', 11', 10' 10' 13' 

1'' 137.8 C -    3'', 5'', 9', 8' 

2'' 130.0 CH 7.10, m 3'', 4'' 3'', 4'' 9', 8' 4'', 3'', 5'', 9' 

3'' 130.0 CH 7.31, m 2'' 2''  2'', 6'' 

4'' 128.4 CH 7.29, m 2'', 6'' 2'', 6''  2'', 6'' 

5'' 130.0 CH 7.31, m 6'' 6''  2'', 6'',  

6'' 130.0 CH 7.10, m 5'', 4'' 5'', 4'' 9', 8' 4'', 3'', 5'', 9' 

 



Mar. Drugs 2018, 16, 9 7 of 18 

 

 
Figure S6. 1H NMR spectrum (500 MHz) of Paenidigyamycin A (1) in CD3OD. 
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Figure S7. DEPT135° spectrum of Paenidigyamycin A (1) in CD3OD. 
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Figure S8. HSQC spectrum (500 MHz) of Paenidigyamycin A (1) in CD3OD. 
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Figure S9. COSY spectrum (500 MHz) of Paenidigyamycin A (1) in CD3OD. 
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Figure S10. 2D-TOCSY spectrum (500 MHz) of Paenidigyamycin A (1) in CD3OD. 
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Figure S11. HMBC spectrum (500 MHz) of Paenidigyamycin A (1) in CD3OD. 
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Figure S12. NOESY spectrum (500 MHz) of Paenidigyamycin A (1) in CD3OD. 
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Figure S13. Modified Kupchan solvent partitioning of the crude extract of Paenibacillus sp. DE2SH 
gives FH, FD, FM, and WB fractions. 
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Figure S14. Sephadex LH-20 Chromatography of FM fraction followed by Semi-preparative HPLC 
gives pure Paenidigyamycin A (1). 
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Figure S15. Schematic representation of a feasible fragmentation pathway for possible 
Paenidigyamycin A (1) analogue under HRESI-LC-MS-MS conditions. 
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Figure S16. HRESI-LC-MS shows the possible presence of a Paenidigyamycin A (1) analogue. 
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Figure S17. HPLC Chromatogram of Paenidigyamycin A (1) with UV profile. 


