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I. Synthesis routes for CoA-peptides (1-7) 
	

 
Figure S1 For the synthesis of CoA-peptide 1-5 and 7, route 1 was performed providing 

hydrazide peptides 1a-5a and 7a as intermediates.  
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Figure S2 For CoA-peptide 6, route 2 was performed that did not result in isolation of a peptide 

hydrazide intermediate.	
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II. MS (ESI) data for peptide hydrazide intermediates 
 

Actinoidin-hydrazide (1a) 

 

	
 

Hydrazide HPLC trace: 
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Actinoidin-(Cl)-hydrazide (2a) 

 

	
 

Hydrazide HPLC trace: 
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Actinoidin-7-(b-3,5-Dpg)-hydrazide (3a) 

 

	
 

Hydrazide HPLC trace: 
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Actinoidin-(Cl)-7-(b-3,5-Dpg)-hydrazide (4a) 

 

	
 

Hydrazide HPLC trace: 
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Actinoidin-7-(b-3-Hpg)-hydrazide (5a) 

 

	
 

Hydrazide HPLC trace: 
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Actinoidin-3-(b-3,5-Dpg)-hydrazide (7) 
 

 
Hydrazide HPLC trace: 
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III. HPLC traces, 1H NMR and HRMS spectra for CoA-Peptides 
 

Actinoidin-CoA (1) 

	
 

HPLC trace 
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1H NMR spectrum 
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HRMS trace 
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Actinoidin-(Cl)-CoA (2) 

 

	
 

HPLC trace 
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1H NMR spectrum 
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HRMS trace 
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Actinoidin-7-(b-3,5-Dpg)-CoA (3)  

	

	
 

 HPLC trace 

	
 

 

H
N (S)(S)

(R)(R)N
H

(R)(R)
H
N

(S)(S)N
H

(R)(R)
H
N

O

O

O

O

(R)(R)

O
H2N N

H

O

HO

OH

OHOH

OH

(R)(R) S

O H
N

H
N

(R)(R)

O
O

O

OH

P O P O O
N

O OH
PO
OH

OH

N

N

N

NH2

O O

OH OH

HO OH

3/02/2018 10:15:42 AM  Page 1 / 2 

D:\LabSolutions\Data\AK\180130 AK MS 46 CoA.lcd 

Analysis Report

Sample Name : 180130 AK MS 46 CoA
Sample ID : 
Data Filename : 180130 AK MS 46 CoA.lcd
Method Filename : 15-45% in 30min.lcm
Batch Filename : 180130.lcb
Vial # : 1-65 Sample Type : Unknown
Injection Volume : 15 uL
Date Acquired : 30.01.2018 09:16:51 Acquired by : System Administrator
Date Processed : 03.02.2018 09:54:54 Processed by : System Administrator
 

<Chromatogram>

min

mV

0 5 10 15 20 25 30 35 40

-100

-50

0

50

Detector A Channel 1 214nm

 1
7.

45
8 

min

mV

0 5 10 15 20 25 30 35 40

-10

0

10

20 Detector A Channel 2 254nm

<Sample Information>



 S18 

1H NMR spectrum 
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HRMS trace 
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Actinoidin-(Cl)-7-(b-3,5-Dpg)-CoA (4) 

 

	
 

 HPLC trace 
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1H NMR spectrum 
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HRMS trace 
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Actinoidin-7-(b-3-Hpg)-CoA (5) 

 

	
 

 HPLC trace 
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1H NMR spectrum 

	



 S25 

HRMS trace 
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Teicoplanin-7-(b-4-Hpg)-CoA (6) 

 

	
 

HPLC trace 
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1H NMR spectrum 
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HRMS trace 
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Actinoidin-3-(b-3,5-Dpg)-CoA (7) 
 

	
	
HPLC trace 
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==== Shimadzu LabSolutions Data Image ====
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1H NMR spectrum 
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HRMS trace 
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IV. Calculation of turnover results 
 

	
Figure S3 Example for turnover with compound 1 using OxyBvan and OxyAris. 

 

Calculation of turnover yields in percent (%) 

The results are presented as percentage of specific peptide relative to the total amount of 

peptide that was detected. The yields were calculated as in the following example of 

determining the yield of monocyclic peptide:  

 

(Smonocyclic)/(Slinear+Smonocyclic+Sbicyclic)*100.  

 

Thus, OxyA activity is only expressed as a percentage of the total peptide, rather than as a 

percentage of the OxyA substrate that is the monocyclic peptides produced by OxyB. 

 

All experiments were performed as triplicates followed by calculation of average and standard 

deviation.  
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