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Figure S1. UHPLC-HR-ESIMS chromatogram for purified acyl-surugamide A2, including the 

UV plot, CAD detector, total ion chromatogram (TIC), extracted ion chromatogram (EIC) for 

acyl-surugamide A2 (m/z 954.6385 [M+H]+), and MS1 spectrum at 3.51 minutes. 

  

Figure S2. Proton (1H 600 MHz, 13C 150 MHz, DMSO-d6) for Acyl-Surugamide A2 (1). 

 

Figure S3. TOCSY (1H 600 MHz, 13C 150 MHz, DMSO-d6) for Acyl-Surugamide A2 (1). 
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Figure S4. HSQC (1H 600 MHz, 13C 150 MHz, DMSO-d6) for Acyl-Surugamide A2 (1). 

 

Figure S5. HMBC (1H 600 MHz, 13C 150 MHz, DMSO-d6) for Acyl-Surugamide A2 (1). 
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Figure S6. MS2 mirror plot comparing the MS2 spectrum of surugamide A (912) to acyl-

surugamide A2 (954). 

 

Figure S7. MS2 fragment structures of key acyl-surugamide A2 fragments. The fragments are 

structurally grouped; in blue are the iterative fragment structures N-terminus acetyl-lysine, in 

purple are the identified fragments ending with C-terminus acetyl-lysine, and red are fragments 

with exact matches for surugamide A fragments used to confirm the sequence without acetyl-

lysine. 
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Figure S8. MUSCLE protein alignment of the epimerization domains for the sur BGCs from S. 

albidoflavus RKJM0023 (CP133227), J1074 (BGC0001792, CP004370.1) and JAMM993 (surA 

AXN72677.1, surD AXN72680.1), compared to the first two epimerization domains of the 

gramicidin BGC (BGC000367, AP008955.1). Blue annotations indicate the highly conserved 

active site motifs for a functional epimerization domain. 


