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S2. Complete phylogenetic tree for taxonomic identification of UIC 10035 

 

Evolutionary distances were determined using the minimum evolution method with 1,000 replicate 

bootstrap re-sampling to construct the phylogenetic tree.  Strains denoted with an asterisk (*) are 

“Bergey’s” reference strains. Strains were obtained from NCBI with the accession number given in 

parentheses.  Only bootstrap values greater than or equal to 75% are displayed.    
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S3. Complete NMR data for minutissamide E (1) in DMSO-d6 

 
Minutissamide E (1) 

δC
a δH

b 
mult. 

(J in Hz) 
COSYb HMBCb ROESYb 

Ahmoo 

1 169.6      
2 69.6 4.17 d (4.8) H-3 1 NH 
3 56.0 3.92 td (10.8, 4.8) H-2, H-4, NH 1, 2, 4, 4-Me H-2, H2-5, 4-Me 
4 32.2 1.68 m H-3. H-5, 4-Me  H-2 

5 33.4
1.17 m 

H-4  H-3, 4-Me 
1.62 m 

6 25.5
1.17 m 

overlapped 

 

overlapped 

1.25 m 
 7 29.7 1.25 m  
 8 29.3 1.25 m  
 9 29.1 1.25 m  
 10 29.0 1.25 m  
 11 28.9 1.25 m  
 12 28.6 1.25 m  
 13 23.3 1.44 m H-14, H-12 12, 14, 15  
 14 41.9 2.37 t (7.2) H-13 12, 13   
 15 210.6      
 16 43.8 2.36 t (7.2) H-17 15, 17, 18  
 17 16.7 1.47 s (7.2) H-16, H-18 15, 16, 18  
 18 13.6 0.83 t (7.2) H-17 16, 17  
 3-NH  6.77 d (10.8)  3, 1Pro H-2, H-4, 4-Me, H-2NMeAsn

 4-Me 16.0 0.57 d (6.6)  3, 5 H-3, H-5 
       
Pro 1 171.2      
 2 59.9 4.25 dd (8.4, 2.4) H-3 1, 3, 4 H-3, H-4, NHAhmoo 

 3 30.1
1.94 m 

H-2, H-4   
1.99 m 

 4 23.4
1.71 m 

H-3, H-5   
1.84 m 

 5 46.7
3.11 m 

H-4  H-2, H-3, H-4, H-2NMeAsn 4.21 m 
        
NMeAsn 1 167.4      

 2 49.7 5.52 dd (11.4, 3.6) H-3 1, 3, 4, N-Me, 1OMeThr
H-3, NHThr2, H-5Pro, H-2Th2, 

NHThr2, NHAhmoo 

 3 33.7
1.97 overlapped 

H-2 1, 2, 4 H-2 
3.00 dd (15.6, 12.0) 

 4 171.5      
 N-Me 30.5 2.93 s  2, 1OMeThr H-2OMeThr, H-3OMeThr 

 NH2 
5.99 s 

 3, 4 H-3, H-3Dhb 7.49 s 
       
OMeThr 1 169.6      
 2 52.6 4.79 dd (9.0, 1.8) NH, H-3 3, 4, 1Ala H-3, H-4, NH, NMe 
 3 75.1 3.71 qd (6.0, 1.8) H-2, H-4 OMe H-2, H-4, NMe, H2-5Pro 
 4 14.7 0.95 d (6.0) H-3 2, 3 H-2, H-3, OMe 
 O-Me 55.6 3.13 s  3 H-3 
 NH 6.74 d (9.0) H-2 1Ala NHAla 
       
Ala 1 171.9      
 2 49.1 4.19 p (7.8) H-3, NH 3 NH 
 3 16.3 1.29 d (7.8) H-2 1, 2 H-2  
 NH 7.58 d (7.8) H-2 2, 3, 1Gln H-2, H-3, NHOMeThr, H-2Gln

       
Gln 1 171.1      
 2 52.9 4.08 m H-3, NH 3 H-3, H-4, NH 

 3 26.5
1.78 m 

H-2, H-4  H-2 
2.03 m 

 4 31.8 2.15 m H-3 2, 3, 5 H-2, H-4Thr 
 5 173.9      
 NH 7.25 d (9.0) H-2 2, 3, 1Thr1 H-2, H-3, H-2Thr1, H-3Thr2 
 NH2 6.80 s  4, 5 H-4 
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7.27 s 
       
Thr1 1 170.4      
 2 61.3 3.90 m H-3, NH 3 H-3, H-4 
 3 65.2 4.17 overlapped H-2, H-4   
 4 20.6 1.25 overlapped H-3 2, 3 H-2 

 NH 8.84 brs H-2  
H-2, H-3, H-2Thr2, H-3Thr2, 

NHGln 
       
Thr2 1 174.2      
 2 56.6 5.02 dd (10.2, 2.4) H-3, NH 1, 3, 1Dhb H-3, H-4, NH, NHThr1 

 3 70.3 4.57 brm H-2, H-4  
H-2, H-4, H-2OMeThr, NHGln 

,NHThr1 
 4 19.0 1.25 overlapped H-3 2, 3 H-3, H-5Pro 
 NH 8.37 d (10.2) H-2 1Dhb H-2, H-2NMeAsn, NHOMeThr 
       
Dhb 1 163.9      
 2 132.4      
 3 117.3 5.38 q (7.2) H-4 1, 2, 4 H-4, NH, NH2NMeAsn 
 4 13.2 1.75 d (7.2) H-3 2, 3 H-3, H-4Thr2 
 NH 9.08 s  1, 2, 3, 1Val H-3, H-2Val 
       
Val 1 168.8      
 2 55.5 4.31 dd (9.0, 6.0) H-3, NH 3, 4, 4’ H-3, H-4, H-4’, NH, NHDhb

 3 32.7 1.81 m H-2, H-4, H-4’ 1, 2, 4, 4’  
 4 18.4 0.83 d (6.0) H-3 2, 3, 4’ H-2, H-3 
 4’ 19.0 0.89 d (6.0) H-3 2, 3, 4 H-2, H-3 
 NH 6.85 d (9.0)   H-2, H-3, H-4, H-2Ahmoo 
aCarbon chemical shifts were assigned from the DEPT-Q spectrum (226 MHz), bMeasured at 600 MHz 
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S6. 1H NMR spectrum (600 MHz, DMSO-d6) of 1 
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S7. DEPTQ spectrum (226 MHz, DMSO-d6) of 1 
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S8. COSY spectrum (600 MHz, DMSO-d6) of 1 
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S9. TOCSY spectrum (600 MHz, DMSO-d6) of 1 
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S10. HSQC spectrum (600 MHz, DMSO-d6) of 1 

 

ppm

0.51.01.52.02.53.03.54.04.55.05.56.0 ppm
130

120

110

100

90

80

70

60

50

40

30

20

10



 15

S11. HMBC spectrum (600 MHz, DMSO-d6) of 1 
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S12. T-ROESY spectrum (600 MHz, DMSO-d6) of 1 
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S13. 1H NMR spectrum (600 MHz, DMSO-d6) of 2 

 1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.5 ppm
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S14. DEPTQ spectrum (226 MHz, DMSO-d6) of 2 
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S15. COSY spectrum (600 MHz, DMSO-d6) of 2 

ppm
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S16. TOCSY spectrum (600 MHz, DMSO-d6) of 2 

ppm
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S17. HSQC spectrum (600 MHz, DMSO-d6) of 2 

ppm
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S18. HMBC spectrum (600 MHz, DMSO-d6) of 2 

ppm
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S19. 1H NMR spectrum (600 MHz, DMSO-d6) of 3 
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S20. COSY spectrum (600 MHz, DMSO-d6) of 3 

ppm
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S21. TOCSY spectrum (600 MHz, DMSO-d6) of 3 

ppm
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S22. HSQC spectrum (600 MHz, DMSO-d6) of 3 

ppm

6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

10

20

30

40

50

60

70

80

90

100

110

120



 27

S23. 1H NMR spectrum (600 MHz, DMSO-d6) of 4 
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S24. COSY spectrum (600 MHz, DMSO-d6) of 4 

ppm
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S25. TOCSY spectrum (600 MHz, DMSO-d6) of 4 

ppm
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S26. HSQC spectrum (600 MHz, DMSO-d6) of 4 

ppm

0.51.01.52.02.53.03.54.04.55.05.56.0 ppm
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S27. HMBC spectrum (600 MHz, DMSO-d6) of 4 
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S28. 1H NMR spectrum (600 MHz, DMSO-d6) of 5 

 1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.5 ppm
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S29. DEPTQ spectrum (226 MHz, DMSO-d6) of 5 
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S30. COSY spectrum (600 MHz, DMSO-d6) of 5 

ppm
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S31. TOCSY spectrum (600 MHz, DMSO-d6) of 5 

ppm
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S32. HSQC spectrum (600 MHz, DMSO-d6) of 5 

ppm

0.51.01.52.02.53.03.54.04.55.05.56.0 ppm
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S33. HMBC spectrum (600 MHz, DMSO-d6) of 5 

ppm

0.51.01.52.02.53.03.54.04.55.05.56.0 ppm
200

180

160

140

120

100

80

60

40

20



 38

S34. Selective HMBC spectrum (900 MHz, DMSO-d6) of 5 

ppm

0.51.01.52.02.53.03.54.04.55.05.56.0 ppm

166

167

168

169

170

171

172

173

174

175

176

177



 39

S35. 1H NMR spectrum (600 MHz, DMSO-d6) of 6 
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S36. COSY spectrum (600 MHz, DMSO-d6) of 6 

ppm
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S37. TOCSY spectrum (600 MHz, DMSO-d6) of 6 

ppm
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S38. HSQC spectrum (600 MHz, DMSO-d6) of 6 

ppm
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S39. HMBC spectrum (600 MHz, DMSO-d6) of 6 

  

ppm

0.51.01.52.02.53.03.54.04.55.05.56.0 ppm
220

200

180

160

140

120

100

80

60

40

20



 44

S40. 1H NMR spectrum (600 MHz, DMSO-d6) of inseparable mixture of 7 and 8 
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S41. COSY spectrum (600 MHz, DMSO-d6) of inseparable mixture of 7 and 8 

ppm

10 9 8 7 6 5 4 3 2 1 ppm
10

9

8

7

6

5

4

3

2

1



 46

S42. TOCSY spectrum (600 MHz, DMSO-d6) of inseparable mixture of 7 and 8 

ppm
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S43. HSQC spectrum (600 MHz, DMSO-d6) of inseparable mixture of 7 and 8 

ppm
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S44. HMBC spectrum (600 MHz, DMSO-d6) of inseparable mixture of 7 and 8 

 

ppm
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