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Table S1. Structures of fixed natural and unnatural amino acids used in the combinatorial 

library. 

No Structure + code No Structure + code No Structure + code 
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LC-MS analysis of synthesized chemical compounds 

Ac-Leu-Arg-Gly-Gly-ACC 

HRMS for C29H41N9O8 (m/z calcd = 644.3151; m/z found = 644.3158) 

 

 
 

  



 
 

Ac-Abu(Bth)-Dap-Gly-Gly-ACC 

HRMS for C31H34N8O8S (m/z calcd = 679.23; m/z found = 679.12) 

 

 
  



 

Ac-Abu(Bth)-Dab-Gly-Gly-ACC 

HRMS for C32H36N8O8S (m/z calcd = 693.25; m/z found = 693.13) 

 

 

 
  



 

Ac-hTyr-Phe(guan)-Gly-Gly-ACC 

HRMS for C37H41N9O9 (m/z calcd = 756.31; m/z found = 756.23) 

 

 
  



 

Ac-hTyr-Dap-Gly-Gly-ACC 

HRMS for C30H35N7O9 (m/z calcd = 638.26; m/z found = 638.13) 

 

 
  



 

Ac-hPhe-Dap-Gly-Gly-ACC 

HRMS for C30H35N7O8 (m/z calcd = 622.26; m/z found = 622.12) 

 

 
  



 
 

Ac-Abu(Bth)-Dap-Gly-Gly-VME 
HRMS for C23H30N6O6S (m/z calcd = 519.2026; m/z found = 519.2034) 
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Ac-hTyr-Dap-Gly-Gly-VME 

HRMS for C22H31N5O7 (m/z calcd = 478.2302; m/z found = 478.2291) 

 

 

  



 

Ub-ACC 

HRMS for C389H637N107O120S 

charge m/z calcd m/z found 
+6 1461.6221 1461.8839 
+7 1252.9628 1253.2618 
+8 1096.4684 1096.7080 
+9 974.7505 974.9593 

+10 877.3762 877.6428 
+11 797.7063 797.8460 
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Biot-6-Ahx-Ub-VME 

HRMS for C397H658N108O121S2 

charge m/z calcd m/z found 
+6 1491.4778 1491.8063 
+7 1278.5535 1278.8268 
+8 1118.8602 1119.2485 
+9 994.6543 994.8820 

+10 895.2896 895.3971 
+11 813.9912 814.0791 
+12 746.2426 746.3508  
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