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Table S1. Compounds identified by GC-MS in the hexane extract from X. fastidiosa 9a5c culture supernatant grown in PW 

medium. 

Compounds Peak M.W.* Rt** (min) m/z (%) ions 

cyclo(Val-Ala) 5 168 11.45 128 (100), 70 (60), 55 (38), 86 (32), 113 (32) 

cyclo(Val-Ala) 6 168 11.63 128 (100), 113 (38), 99 (25), 57 (22), 149 (20)  

cyclo(Pro-Val) 8 196 13.74 70 (100), 154 (58), 125 (28), 72 (30), 55 (25) 

cyclo(Pro-Val) 9 196 14.48 70 (100), 154 (50), 125 (42), 68 (18), 55 (15) 

cyclo(Pro-Leu) 10 211 16.41 70 (100), 154 (75), 86 (26), 125 (22), 68 (20) 

cyclo(Pro-Leu) 11 211 16.99 70 (100), 154 (70), 86 (28), 55 (12), 125 (20)  

cyclo(Pro-Ile) 12 211 17.30 70 (100), 154 (55), 125 (23), 55 (23), 86 (18) 

cyclo(Pro-Ile) 13 211 17.42 70 (100), 154 (68), 86 (28), 125 (20), 68 (17)  

Hexadecanoic acid 14 256 17.82 55 (100), 73 (85), 60 (82), 129 (25), 87 (23) 

cyclo(Val-Phe) 15 246 30.89 91 (100), 55 (58), 127 (42), 85 (37), 99 (30) 

1-Hexadecanol 16 252 32.17 55 (100), 69 (60), 83 (53), 97 (45), 111 (27) 

cyclo(Pro-Phe) 17 244 33.30 125 (100), 70 (80), 91 (45), 153 (32), 244 (12) 

cyclo(Pro-Phe) 18 244 34.70 125 (100), 70 (77), 91 (55), 153 (30), 244 (15) 

*M.W. Molecular Weight; ** Rt. Retention time; unfortunately by GC-MS at 70 eV, leucine and isoleucine were 

indistinguishable 

 



 

Figure S1. Total ion chromatogram (TIC-GC) of the hexane extract from X. fastidiosa 9a5c culture pellet 

residues grown in PW medium. 

 

 

Figure S2. The mass spectra of fatty acids obtained of culture pellet residues from X. fastidiosa 9a5c 

grown in PW medium (GC-MS 70 eV). Peaks were compared with the NIST library. 

 

 

 



 
Figure S3. A: Total ion chromatogram (TIC, GC-MS) of the hexane extract from X. fastidiosa 9a5c culture 

supernatant (black) grown in PW medium, and of negative control PW medium (red). B: The total ion 

chromatogram of diketopiperazines was amplified, and the numbers correspond to the 

diketopiperazines cited in Table S1. 

 

 
Figure S4. The mass spectra of dipeptides (m/z 245) obtained of culture pellet residues from X. fastidiosa 

9a5c grown in XFM medium (UFLC-ESI-IT, in positive ion mode). 

 



 

Figure S5. The mass spectra of dipeptides (m/z 274) obtained of culture pellet residues from X. fastidiosa 

9a5c grown in XFM medium (UFLC-ESI-IT, in positive ion mode). 

 

 
Figure S6. Total ion chromatogram (TIC-GC) of the methanol extract from X. fastidiosa 9a5c culture 

pellet residues grown in XFM medium (GC-MS 70 eV). 

 

 

Figure S7. The mass spectra of fatty acids obtained of culture pellet residues from X. fastidiosa 9a5c 

grown in XFM medium (GC-MS 70 eV). Peaks were compared with the NIST library, NIST/EPA/NIH 

Mass spectral Library (NIST 11): 13.92, similarity 95%, 15.13, 94%; 15.39, 92%; 15.83, 94%; 17.63, 92%. 
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Scheme S1. Fragmentation pathways of dipeptide isoleucyl (R = H, R1 = Me)-leucine (R2 = Me, R3 = H), 

or leucyl (R = Me, R1 = H)-isoleucine(R3 = Me, R2 = H), or isoleucyl (R = H, R1 = Me)-isoleucine (R2 = H, R3 

= Me), or leucyl (R = Me, R1 = H)-leucine (R2 = Me, R3 = H) determined by (+)-ESI-MS/MS. 
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Scheme S2. Fragmentation pathways of dipeptide valyl-arginine determined by (+)-ESI-MS/MS. 

 


