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Table S1.  1H- and 13C-NMR data of isolated compounds 2-5 (DMSO-d6, 400Hz) 

Sr. no. 2 3 4 3 
 1H NMR δH (ppm, multi. J 

in Hz)  
13C NMR, δH (ppm) 

1H NMR δH (ppm, multi. J in 
Hz) 

13C NMR 1H NMR δH (ppm, multi. J in Hz) 13C 
NMR 

1H NMR δH (ppm, multi. J 
in Hz) 

13C 
NMR 

 Leucine  Valine  Leucine  Proline  
1  167.88  

(C) 
- 165.53  

(C) 
- 168.61 

(C) 
- 169.00 

(C) 
2 3.66 (dt, J = 9.5, 4.8 Hz, 1H) 55.75  

(CH) 
3.62 (ddd, J = 4.0, 2.7, 1.1 Hz, 

1H) 
59.96  
(CH) 

3.77 (m, 1H) 52.80 
(CH)  

4.07 (dd, J = 9.9, 7.0 Hz, 1H) 58.12 
(CH) 

3 δ 8.32 (dd, J = 7.5, 4.2 Hz, 
1H) 

-(NH) 8.04 (d, J = 2.5 Hz, 1H) - (NH) 8.17 (d, J= 2.67, 1H) - (NH)  - (NH) 

4 1.54 (td, J = 8.0, 3.1 Hz, 1H) 
1.81 (m, 1H) 

45.21 
(CH2) 

2.15 – 2.05 (m, 1H) 31.97  
(CH) 

1.63 (m, 1H) 
1.45 (ddd, J= 13.80, 8.60, 5.46, 1H) 

44.55 
(CH2) 

3.26 (dd, J = 11.8, 6.2 Hz, 2H) 44.36 
(CH2) 

5 1.81 (m, 1H) 24.37 
(CH) 

0.95 (d, J = 7.0 Hz, 3H) 19.14 
(CH3) 

1.84 (q, J= 7.34, 1H) 24.04 1.72 (td, J = 8.3, 4.2 Hz, 2H) 21.56 
(CH2) 

6 0.87 (d, J = 6.2 Hz, 3H) 22.09 
(CH3) 

0.86 (d, J = 4.6 Hz, 3H) 17.79 
(CH3) 

0.89 (d, J= 6.62, 3H) 23.48 
(CH3) 

2.01 (dq, J = 11.7, 5.4 Hz, 1H) 
1.43 (td, J = 12.9, 6.6 Hz, 1H) 

27.55 
(CH2) 

7 0.90 (d, J = 6.6 Hz, 3H) 22.43 
(CH3) 

  0.87 (dd, J= 6.71, 2.07, 3H) 22.38 
(CH3) 

  

 Phenylalanine  Phenylalanine  Valine  Phenylalanine  

1’ - 167.88 
(C) 

- 164.52 
(C) 

- 167.15 
(C) 

 165.02 
(C) 

2’ 3.84 (dt, J = 9.7, 5.1 Hz, 1H) 58.87 
(CH) 

4.35 (t, J = 4.9 Hz, 1H) 56.00  
(CH) 

3.62 (tt, J = 2.76, 1.25, 1H) 59.9 
(CH) 

4.35 (t, J = 5.2 Hz, 1H) 55.36 
(CH) 

3’ 8.03 (d, J = 4.6 Hz, 1H) - (NH) 8.04 (d, J = 2.5 Hz, 1H) - (NH) 8.04 (d, J = 2.68, 1H) - (NH) 7.97 (s, 1H) - (NH) 

4’ 3.12 (dd, J = 10.2, 7.5 Hz, 
2H) 

41.79 
(CH2) 

3.13 – 2.99 (m, 1H) 35.85 
(CH2) 

2.11 (td, J= 6.96, 4.08, 1H) 31.97 
(CH) 

3.05 (dd, J = 7.4, 5.1 Hz, 2H) 35.15 
(CH2) 

5’ - 138.44 (C) - 136.28 0.95 (d, J= 7.03, 3H) (C) 19.47 
(CH3) 

- 137.21 
(C) 

6’ 7.26 – 7.23 (m, 5H) 128.78 
(CH) 

7.36 – 7.10 (m, 5H) 128.38 
(CH) 

0.86 (d, J= 6.71, 2.07, 3H) 17.92 
(CH3) 

7.23 (dd, J = 6.1, 5.0 Hz, 5H) 129.75 
(CH) 

7’  126.75 
(CH) 

 126.77 
(CH) 

   127.68 
(CH) 

8’  130.27 
(CH) 

 130.16 
(CH) 

   126.69 
(CH) 

9’  126.75 
(CH) 

 126.77 
(CH) 

   127.68 
(CH) 

10’  128.78 
(CH) 

 128.38 
(CH) 

   129.75 
(CH) 
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Figure S1: Structures of the discriminating dereplicated metabolites detected from the 

OPLS-DA plot of sub-fractions listed in table 3.  
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Figure S2A: 2D correlations (COSY and HMBC) of compounds 2-5. 
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Figure S2B: ECD data of compounds 2-5 in methanol. 
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Figure S3: 1H NMR spectrum of 1 

 



 6

Figure S4: J Mod 13C NMR spectrum of 1 
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Figure S5: HMBC spectrum of 1 
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Figure S6: COSY spectrum of 1 
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Figure S7: HSQC spectrum of 1   
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Figure S8: LC-HRMS and MS/MS fragmentation of 1 
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1 C23 H38 N2 O8 471.27009 471.26988 6.0 0.46 -0.22 -0.46 0.999

Formula Calculated Mass Target Mass Double Bond Equivalence Absolute Error (ppm) Error (mDa) Error (ppm) Fitness
1 C23 H38 N2 O8 469.25554 469.25701 6.0 3.12 1.47 3.12 0.999
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Figure S9: ECD spectrum of compound 1 in methanol. 

 

 

Figure S10: Post-biofilm MBEC determination of Ciprofloxacin antibiotic against MRSA 

ATCC 29213. 
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