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Figure S1. Structure of cyclic peptides. (S3(B)) and (1–18) are cyclic lipopeptides 

Table S1. Peptide mass, HPLC retention time and purity. 

Peptide Mw a [MH+] b tR (min)c Purity 

S3(B) S3(B) 1333.68 1334.37 14.1 99.5% 

1 (C10)1 1487.82 1488.98 16.7 98.2% 

2 (C10)2 1390.70 1391.53 15.1 98.6% 

3 (C12)2 1418.75 1419.48 15.8 98.6% 

4 (C14)2 1446.81 1447.61 16.7 97.6% 

5 (C10)4 1487.82 1489.07 17.0 98.9% 

6 (C4)5 1280.50 1281.63 12.3 95.1% 

7 (C6)5 1308.55 1309.66 13.0 98.1% 

8 (C8)5 1336.61 1337.77 13.8 100% 

9 (C10)5 1364.66 1365.58 14.8 97.4% 

10 (C12)5 1392.72 1393.79 15.6 98.0% 

11 (C14)5 1420.77 1421.53 16.6 98.8% 

12 (C4)7 1306.54 1307.75 12.7 95.1% 

13 (C6)7 1334.59 1335.28 13.7 99.1% 

14 (C8)7 1362.65 1363.68 14.1 96.0% 

15 (C10)7 1390.70 1391.43 14.8 98.8% 

16 (C12)7 1418.75 1419.60 15.8 97.3% 

17 (C14)7 1446.81 1447.74 16.8 98.4% 

18 (C10)8 1487.82 1488.89 16.8 99.5% 

a Molecular weight of the peptides, g/mol; b Mass-to-charge value; c Retention time obtained by RP-HPLC. 
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Table S2. Overview of the analytical data obtained by MALDI-TOF-MS and the peptide purity after 

purification. 

Analytical 

HPLC 

chromatograms 

Cyclic 

Lipopeptide 
Analytical HPLC chromatograms  

(C10)1 
Crude 

tR: 16.7 min 

 

(C10)1 

Purified 

tR: 16.7 min 

Purity: 98.2% 

 

(C10)2 

Crude 

tR: 18.6 min 

(method 

Pep1) 
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(C10)2 

Purified 

tR: 18.1 min  

Purity: 98.6% 

 

(C12)2 
Crude 

tR: 15.7 min 

 

(C12)2 

Purified 

tR: 15.8 min 

Purity: 98.6% 
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(C14)2 
Crude 

tR: 16.6 min 

 

(C14)2 

Purified 

tR: 16.7 min 

Purity: 97.6% 

 

(C10)4 
Crude 

tR: 17.0 min 
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(C10)4 

Purified 

tR: 17.0 min 

Purity: 98.9% 

 

(C4)5 
Crude 

tR: 12.3 min 

 

(C4)5 

Purified 

tR: 12.3 min 

Purity: 95.1% 
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(C6)5 
Crude 

tR: 13.0 min 

 

(C6)5 

Purified 

tR: 13.0 min 

Purity: 98.1% 

 

(C8)5 
Crude 

tR: 13.8 min 
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(C8)5 

Purified 

tR: 13.8 min 

Purity: 100% 

 

(C10)5 

Crude 

tR: 18.2 min 

(method 

Pep1) 

 

(C10)5 

Purified 

tR:18.6 min 

(method 

Pep1(shown)

)/14.8 min 

(method 

0_100 %B) 

Purity: 97.4% 
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(C12)5 
Crude 

tR: 15.5 min 

 

(C12)5 

Purified 

tR: 15.6 min 

Purity: 98.0% 

 

(C14)5 
Crude 

tR: 16.5 min 
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(C14)5 

Purified 

tR: 16.6 min 

Purity: 98.8% 

 

(C4)7 
Crude 

tR: 12.7 min 

 

(C4)7 

Purified 

tR: 12.7 min 

Purity: 95.1% 
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(C6)7 
Crude 

tR: 13.4 min 

 

(C6)7 

Purified 

tR: 13.7 min 

Purity: 99.1% 

 

(C8)7 
Crude 

tR: 14.1 min 

 

(C8)7 

Purified 

tR: 14.1 min 

Purity: 96.0% 

 



Int. J. Mol. Sci. 2020, 21, x 19 of 28 

 

(C10)7 
Crude 

tR: 14.8 min 

 

(C10)7 

Purified 

tR: 14.8 min 

Purity: 98.8% 

 

(C12)7 
Crude 

tR: 15.8 min 
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(C12)7 

Purified 

tR: 15.8 min 

Purity: 97.3% 

 

(C14)7 
Crude 

tR: 16.7 min 

 

(C14)7 

Purified 

tR: 16.8 min 

Purity: 98.4% 
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(C10)8 
Crude 

tR:16.8 min 

 

(C10)8 

Purified 

tR: 16.8 min 

Purity: 99.5% 

 

S3(B) 

Purified 

tR: 14.1 min 

Purity: 99.5% 

 

tR: retention time. 
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Table S3. Analytical chromatograms before and after purification III: MALDI-TOF-MS spectra of all 

purified peptides. 

Cyclic Lipopeptide MALDI-TOF-MS Spectra 

FA1(C10)1 

Mw: 1487.82 g/mol 

[MH+]: 1488.981 

 

(C10)2 

Mw: 1390.70 g/mol 

[MH+]: 1391.532 

 

(C12)2 

Mw: 1418.75 g/mol 

[MH+]: 1419.477 

 



Int. J. Mol. Sci. 2020, 21, x 23 of 28 

 

(C14)2 

Mw: 1446.81 g/mol 

[MH+]: 1447.610 

 

(C10)4 

Mw: 1487.82 g/mol 

[MH+]: 1489.071 

 

(C4)5 

Mw: 1280.50 g/mol 

[MH+]: 1281.631 
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(C6)5 

Mw: 1308.55 g/mol 

[MH+]: 1309.657 

 

(C8)5 

Mw: 1336.61 g/mol 

[MH+]: 1337.765 

 

(C10)5 

Mw: 1364.66 g/mol 

[MH+]: 1365.575 
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(C12)5 

Mw: 1392.72 g/mol 

[MH+]: 1393.785 

 

(C14)5 

Mw: 1420.77 g/mol 

[MH+]: 1421.534 

 

(C4)7 

Mw: 1306.54 g/mol 

[MH+]: 1307.750 
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(C6)6 

Mw: 1334.59 g/mol 

[MH+]: 1335.280 

 

(C8)7 

Mw: 1362.65 g/mol 

[MH+]: 1363.683 

 

(C10)7 

Mw: 1390.70 g/mol 

[MH+]: 1391.426 
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(C12)7 

Mw: 1418.75 g/mol 

[MH+]: 1419.600 

 

(C14)7 

Mw: 1446.81 g/mol 

[MH+]: 1447.741 

 

(C10)8 

Mw: 1487.82 

[MH+]: 1488.890 
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S3(B) 

Mw: 1333.68 

[MH+]: 1332.910 

 
m/z: mass/charge ratio; S/N: Signal/Noise ratio; Mw: Molecular weight. 


