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Compound 3 LCMS Double Deprotected Linear Pentapeptide HO-D-Phe-Leu-Leu-Val-N-Me-

Leu-NH (MW=618) 
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Compound 3 NMR Cyclized Pentapeptide D-Phe-D-Leu-Val-Leu-N-Me-Leu 
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Compound 3 LCMS Cyclized Pentapaptide D-Phe-D-Leu-Val-Leu-N-Me-Leu (MW=600) 
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Compound 3 HPLC Cyclized Pentapeptide D-Phe-D-Leu-Val-Leu-N-Me-Leu 
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Compound 4 LCMS Double Deprotected Linear Pentapeptide HO-N-Me-Phe-D-Leu-D-Val-Leu-

Leu-NH2 (MW=618) 
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Compound 4 NMR Cyclized Pentapeptide N-Me-Phe-D-Leu-D-Val-Leu-Leu 
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Compound 4 LCMS Cyclized Pentapeptide N-Me-Phe-D-Leu-D-Val-Leu-Leu   
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Compound 4 HPLC Cyclized Pentapeptide N-Me-Phe-D-Leu-D-Val-Leu-Leu   
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Compound 5 LCMS Double Deprotected Linear Pentapeptide HO-Phe-N-Me-Leu-D-Val-D-Leu-

Leu-NH2 Leu  (MW=618)  
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Compound 5 NMR Cyclized Pentapeptide Phe-N-Me-Leu-D-Val-D-Leu-Leu 
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Compound 5 LCMS Cyclized Pentapeptide Phe-N-Me-Leu-D-Val-D-Leu-Leu (MW=600) 
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Compound 5 HPLC Cyclized Pentapeptide Phe-N-Me-Leu-D-Val-D-Leu-Leu  
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Compound 6 NMR Didpeptide MeO-D-Phe-Leu- NHBoc 
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Compound 6 NMR Tripeptide MeO-D-Phe-Leu-Val-NHBoc 
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Compound 6 NMR Dipeptide MeO-Leu-D-Leu-NHBoc 
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Compound 6 NMR Linear Pentapeptide MeO-D-Phe-Leu-Val-Leu-D-Leu-NHBoc 
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Compound 6 LCMS Linear Pentapeptide MeO-D-Phe-Leu-Val-Leu-D-Leu-NHBoc (MW = 717.9) 
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Compound 6 LCMS Double Deprotected Linear Pentapeptide HO-D-Phe-Leu-Val-Leu-D-Leu-

NH2 (MW = 603.8) 
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Compound 6 NMR Cyclized Pentapeptide D-Phe-Leu-Val-Leu-D-Leu 
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Compound 6 LCMS Cyclized Pentapeptide D-Phe-Leu-Val-Leu-D-Leu 

(MW = 585.8) 
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Compound 6 HPLC Cyclized Pentapeptide D-Phe-Leu-Val-Leu-D-Leu  
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Compound 7 NMR Dipeptide MeO-D-Phe-Leu-NHBoc 
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Compound 7 NMR Tripeptide MeO-D-Phe-Leu-N-Me-Val-Boc 
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Compound 7 NMR Tetrapeptide MeO-D-Phe-Leu-N-Me-Val-N-Me-D-Leu-NBoc 
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Compound 7 NMR Linear Pentapeptide MeO-D-Phe-Leu-N-Me-Val-N-Me-D-Leu-D-Phe-NHBoc 
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Compound 7 LCMS Double Deprotected Pentapeptide HO-D-Phe-Leu-N-Me-Val-N-Me-D-Leu-D-

Phe-NH2 (MW=665.86) 
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Compound 7 NMR Cyclized Pentapeptide D-Phe-Leu-N-Me-Val-N-Me-D-Leu-D-Phe 
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Compound 7 LCMS Cyclized Pentapeptide D-Phe-Leu-N-Me-Val-N-Me-D-Leu-D-Phe 

(MW=647.8) 
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Compound 7 HPLC Cyclized Pentapeptide D-Phe-Leu-N-Me-Val-N-Me-D-Leu-D-Phe 
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Compound 10 NMR Dipeptide MeO-D-Phe-D-Leu-NHBoc 
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Compound 10 NMR Tripeptide MeO-D-Phe-D-Leu-Val-NHBoc  
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Compound 10 NMR Dipeptide MeO-Leu-Leu-NHBoc 
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Compound 10 NMR Linear Pentapeptide MeO-D-Phe-D-Leu-Val-Leu-Leu-NHBoc 
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Compound 10 LCMS Linear Pentapeptide MeO-D-Phe-D-Leu-Val-Leu-Leu-NHBoc (MW=718) 
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Compound 10 LCMS Double Deprotected Linear Pentapeptide HO-D-Phe-D-Leu-Val-Leu-Leu-

NH2 (MW=604) 
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Compound 10 NMR Cyclized Pentapeptide D-Phe-D-Leu-Val-Leu-Leu  
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Compound 10 LCMS Cyclized Pentapeptide D-Phe-D-Leu-Val-Leu-Leu (MW=586) 
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Compound 10 HPLC Cyclized Pentapeptide D-Phe-D-Leu-Val-Leu-Leu 
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Compound 12 NMR Tripeptide MeO-Phe-Leu-Val-NHBoc  
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Compound 12 NMR Dipeptide MeO-D-Leu-D-Phe-NHBoc 
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Compound 12 NMR Linear Pentapeptide MeO-Phe-Leu-Val-D-Leu-D-Phe-NHBoc 
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Compound 12 LCMS Linear Pentapeptide MeO-Phe-Leu-Val-D-Leu-D-Phe-NHBoc (MW=751) 
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Compound 12 LCMS Double Deprotected Linear Pentapeptide HO-Phe-Leu-Val-D-Leu-D-Phe-

NH2 (MW=638) 
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Compound 12 NMR Cyclized Pentapeptide Phe-Leu-Val-D-Leu-D-Phe  
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Compound 12 LCMS Cyclized Pentapeptide Phe-Leu-Val-D-Leu-D-Phe (MW=620) 
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Compound 12 HPLC Cyclized Pentapeptide Phe-Leu-Val-D-Leu-D-Phe 
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Compound 15 NMR Dipeptide MeO-Phe-N-Me-D-Phe-Boc 
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Compound 15 NMR Tripeptide MeO-Phe-N-Me-D-Phe-Val-NHBoc 
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Compound 15 NMR Linear Pentapeptide MeO-Phe-N-Me-D-Phe-Val-Leu-N-Me-Leu-Boc 
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Compound 15 LCMS Linear Pentapeptide MeO-Phe-N-Me-D-Phe-Val-Leu-N-Me-Leu-Boc 

(MW=780) 
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Compound 15 LCMS Double Deprotected Linear Pentapeptide HO-Phe-N-Me-D-Phe-Val-Leu-N-

Me-Leu-H (MW=665.8) 
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Compound 15 NMR Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-N-Me-Leu 
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Compound 15 LCMS Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-N-Me-Leu (MW=647.85) 
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Compound 15 HPLC Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-N-Me-Leu 
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Compound 18 NMR Dipeptide MeO-Phe-D-Phe-NHBoc 
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Compound 18 NMR Tripeptide MeO-Phe-D-Phe-D-Val-NHBoc 
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Compound 18 NMR Dipeptide MeO-Leu-Leu-NHBoc 
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Compound 18 NMR Linear Pentapeptide MeO-Phe-D-Phe-D-Val-Leu-Leu-NHBoc 
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Compound 18 LCMS Linear Pentapeptide MeO-Phe-D-Phe-D-Val-Leu-Leu-NHBoc (MW=752) 
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Compound 18 LCMS Double Deprotected Linear Pentapeptide HO-Phe-D-Phe-D-Val-Leu-Leu-

NH2 (MW=638) 
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Compound 18 NMR Cyclized Pentapeptide Phe-D-Phe-D-Val-Leu-Leu 
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Compound 18 LCMS Cyclized Pentapeptide Phe-D-Phe-D-Val-Leu-Leu (MW=620) 
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Compound 18 HPLC Cyclized Pentapeptide Phe-D-Phe-D-Val-Leu-Leu 
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Compound 20 LCMS Double Deprotected Linear Pentapeptide HO-D-Phe-D-Val-Cha-Ser(Bzl)-

Phe-NH2 (MW=742) 
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Compound 20 NMR Cyclized Pentapeptide Phe-D-Phe-D-Val-Cha-Ser(Bzl) 
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Compound 20 LCMS Cyclized Pentapeptide Phe-D-Phe-D-Val-Cha-Ser(Bzl) (MW=726) 
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Compound 20 HPLC Cyclized Pentapeptide Phe-D-Phe-D-Val-Cha-Ser(Bzl) 
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Compound 21 LCMS Double Deprotected Pentapeptide HO-Phe-N-Me-D-Phe-D-Val-Cha-

Ser(Bzl)-NH2 (MW=757) 
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Compound 21 NMR Cyclized Protected Pentapeptide Phe-N-Me-D-Phe-D-Val-Cha-Ser(Bzl) 
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Compound 21 NMR Cyclized Pentapeptide Phe-N-Me-D-Phe-D-Val-Cha-Ser 
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Compound 21 LCMS Cyclized Pentapeptide Phe-N-Me-D-Phe-D-Val-Cha-Ser 
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Compound 21 HPLC Cyclized Pentapeptide Phe-N-Me-D-Phe-D-Val-Cha-Ser 
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Compound 23 NMR Dipeptide MeO-D-Tyr-Leu-NHBoc 
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Compound 23 NMR Tripeptide MeO-D-Tyr-Leu-Val-NHBoc 
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Compound 23 NMR Dipeptide MeO-Lys(Cbz)-Leu-NHBoc 
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Compound 23 NMR Linear Pentapeptide MeO-D-Tyr-Leu-Val-Lys(Cbz)-Leu-NHBoc 
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Compound 23 NMR Cyclized Pentapeptide D-Tyr-Leu-Val-Lys(Cbz)-Leu 
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Compound 23 LCMS Cyclized Pentapeptide D-Tyr-Leu-Val-Lys(Cbz)-Leu (MW=751) 
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Compound 24 NMR Dipeptide MeO-D-Tyr-Leu-NHBoc 
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Compound 24 NMR Tripeptide MeO-D-Tyr-Leu-Val-NHBoc 
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Compound 24 NMR Dipeptide MeO-Lys(Cbz)-Leu-NHBoc 
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Compound 24 NMR Linear Pentapeptide MeO-D-Tyr-Leu-Val-Lys(Cbz)-Leu-NHBoc 
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Compound 24 NMR Cyclized Pentapeptide D-Tyr-Leu-Val-Lys-Leu 
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Compound 24 LCMS Cyclized Pentapeptide D-Tyr-Leu-Val-Lys-Leu (MW=616.8) 
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Compound 26 NMR Dipeptide MeO-D-Trp-Leu-NHBoc 
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Compound 26 NMR Tripeptide MeO-D-Trp-Leu-Val-NHBoc 
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Compound 26 NMR Dipeptide MeO-Arg(2Cbz)-Leu-NHBoc 
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Compound 26 NMR Linear Pentapeptide MeO-D-Trp-Leu-Val-Arg(2Cbz)-Leu-NHBoc 

 

 

 



Sellers et al. Supplementary Material 

 S94 

 

Compound 26 NMR Cyclized Pentapeptide D-Trp-Leu-Val-Arg(2Cbz)-Leu 
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Compound 26 LCMS Cyclized Pentapeptide D-Trp-Leu-Val-Arg(2Cbz)-Leu (MW=802) 
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Compound 27 NMR Dipeptide MeO-D-Trp-Leu-NHBoc 
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Compound 27 NMR Tripeptide MeO-D-Trp-Leu-Val-NHBoc 
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Compound 27 NMR Dipeptide MeO-Arg(2Cbz)-Leu-NHBoc 
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Compound 27 NMR Linear Pentapeptide MeO-D-Trp-Leu-Val-Arg(2Cbz)-Leu-NHBoc 
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Compound 27 NMR Cyclized Pentapeptide D-Trp-Leu-Val-Arg-Leu 
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Compound 27 LCMS Cyclized Pentapeptide D-Trp-Leu-Val-Arg-Leu (MW=668) 
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Compound 28 NMR Dipeptide MeO-Phe-N-Me-D-Phe-NBoc 
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Compound 28 NMR Tripeptide MeO-Phe-N-Me-D-Phe-Val-NHBoc 
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Compound 28 NMR Dipeptide MeO-Leu-Lys(Cbz)-NHBoc 
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Compound 28 NMR Linear Pentapeptide MeO-Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz)-NHBoc 
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Compound 28 LCMS Linear Pentapeptide MeO-Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz)-NHBoc 

(MW=915.1) 
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Compound 28 LCMS Double Deprotected Linear Pentapeptide HO-Phe-N-Me-D-Phe-Val-Leu-

Lys(Cbz)-NH2 (MW=801) 
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Compound 28 NMR Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz) 
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Compound 28 LCMS Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz) (MW=783) 
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Compound 29 LCMS Double Deprotected Linear Pentapeptide HO-Phe-N-Me-D-Phe-Val-Leu-

Lys(Boc)-NH2 (MW = 767)   
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Compound 29 NMR Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys(Boc) 
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Compound 29 LCMS Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys(Boc) (MW=749) 

 



Sellers et al. Supplementary Material 

 S113 

 
 

Compound 29 HPLC Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys(Boc) 
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Compound 30 NMR Dipeptide MeO-Phe-N-Me-D-Phe-NBoc 
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Compound 30 NMR Tripeptide MeO-Phe-N-Me-D-Phe-Val-NHBoc 
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Compound 30 NMR Dipeptide MeO-Leu-Lys(Cbz)-NHBoc 
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Compound 30 NMR Linear Pentapeptide MeO-Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz)-NHBoc 
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Compound 30 LCMS Linear Pentapeptide MeO-Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz)-NHBoc 

(MW=915) 
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Compound 30 LCMS Double Deprotected Linear Pentapeptide HO-Phe-N-Me-D-Phe-Val-Leu-

Lys(Cbz)-NH2 (MW=801) 
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Compound 30 NMR Cyclized Protected Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz) 
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Compound 30 LCMS Cyclized Protected Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys(Cbz) 

(MW=783) 
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Compound 30 NMR Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys 
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Compound 30 LCMS Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys (MW=649) 
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Compound 30 HPLC Cyclized Pentapeptide Phe-N-Me-D-Phe-Val-Leu-Lys 
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Compound 31 LCMS Double Deprotected Linear Pentapeptide HO-Phe-Leu-Val-Leu-Lys(Boc)-

NH2 (MW = 719) 
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Compound 31 NMR Cyclized Pentapeptide Phe-Leu-Val-Leu-Lys(Boc) 
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Compound 31 LCMS Cyclized Pentapeptide Phe-Leu-Val-Leu-Lys(Boc) (MW+Na=724.3) 
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Compound 32 LCMS Double Deprotected Linear Pentapeptide HO-Phe-Leu-Val-Leu-Lys(Boc)-

NH2 (MW = 719) 
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Compound 32 NMR Cyclized Pentapeptide Phe-Leu-Val-Leu-Lys 
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Compound 32 LCMS Cyclized Pentapeptide Phe-Leu-Val-Leu-Lys (MW=601.7) 
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Compound 34 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Lys(Boc)-Phe-Leu-

Val-NH2 (MW = 719) 
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Compound 34 NMR Cyclized Pentapeptide Phe-Leu-Val-Leu-N-Me-Lys(Boc) 
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Compound 34 LCMS Cyclized Pentapeptide Phe-Leu-Val-Leu-N-Me-Lys(Boc) (MW = 715) 
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Compound 34 HPLC Cyclized Pentapeptide Phe-Leu-Val-Leu-N-Me-Lys(Boc) 
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Compound 35 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Lys(Boc)-Phe-Leu-

Val-NH2 (MW = 719) 
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Compound 35 NMR Cyclized Pentapeptide Phe-Leu-Val-Leu-N-Me-Lys 
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Compound 35 LCMS Cyclized Pentapeptide Phe-Leu-Val-Leu-N-Me-Lys (MW = 615) 
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Compound 35 HPLC Cyclized Pentapeptide Phe-Leu-Val-Leu-N-Me-Lys 
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Compound 36 LCMS Double Deprotected Linear Pentapeptide HO-Leu-Lys(Boc)-Phe-Leu-D-

Val-NH2 (MW = 719) 
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Compound 36 NMR Cyclized Pentapeptide Phe-Leu-D-Val-Leu-Lys(Boc) 
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Compound 36 LCMS Cyclized Pentapeptide Phe-Leu-D-Val-Leu-Lys(Boc) (MW = 702) 
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Compound 36 HPLC Cyclized Pentapeptide Phe-Leu-D-Val-Leu-Lys(Boc) 
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Compound 37 LCMS Double Deprotected Linear Pentapeptide HO-Leu-Lys(Boc)-Phe-Leu-D-

Val-NH2 (MW = 719) 
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Compound 37 NMR Cyclized Pentapeptide Phe-Leu-D-Val-Leu-Lys 
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Compound 37 LCMS Cyclized Pentapeptide Phe-Leu-D-Val-Leu-Lys (MW = 602) 
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Compound 37 HPLC Cyclized Pentapeptide Phe-Leu-D-Val-Leu-Lys 
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Compound 39 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Val-Lys(2-Cl-Z)-

D-Phe-Phe-NH2  (MW = 835.4) 
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Compound 39 NMR Cyclized Pentapeptide Phe-Leu-N-Me-Val-Lys(2-Cl-Z)-D-Phe  
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Compound 39 LCMS Cyclized Pentapeptide Phe-Leu-N-Me-Val-Lys(2-Cl-Z)-D-Phe (MW=817.4) 
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Compound 39 HPLC Cyclized Pentapeptide Phe-Leu-N-Me-Val-Lys(2-Cl-Z)-D-Phe 
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Compound 40 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Val-D-Lys(Cbz)-

D-Phe-Phe-NH2  (MW = 801) 
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Compound 40 NMR Cyclized Pentapeptide Phe-Leu-N-Me-Val-D-Lys(Cbz)-D-Phe 
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Compound 40 LCMS Cyclized Pentapeptide Phe-Leu-N-Me-Val-D-Lys(Cbz)-D-Phe (MW= 783) 
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Compound 40 HPLC Cyclized Pentapeptide Phe-Leu-N-Me-Val-D-Lys(Cbz)-D-Phe 
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Compound 41 LCMS Double Deprotected Linear Pentapeptide HO-Phe-Leu-Val-N-Me-D-Lys(2-

Cl-Cbz)-D-Phe-NH2 (MW=835) 
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Compound 41 NMR Cyclized Pentapeptide Phe-Leu-Val-N-Me-D-Lys(2-Cl-Cbz)-D-Phe 
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Compound 41 LCMS Cyclized Pentapeptide Phe-Leu-Val-N-Me-D-Lys(2-Cl-Cbz)-D-Phe 

(MW=817) 
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Compound 41 HPLC Cyclized Pentapeptide Phe-Leu-Val-N-Me-D-Lys(2-Cl-Cbz)-D-Phe 
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Compound 42 NMR Linear Pentapeptide MeO-Leu-Val-D-Lys(2-Cl-Z)-N-Me-D-Phe-Phe-NHBoc 
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Compound 42 LCMS Linear Pentapeptide MeO-Leu-Val-D-Lys(2-Cl-Z)-N-Me-D-Phe-Phe-

NHBoc (MW = 950) 
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Compound 42 LCMS Double Deprotected Linear Pentapeptide HO-Leu-Val-D-Lys(2-Cl-Z)-N-

Me-D-Phe-Phe-NH2 (MW = 836) 
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Compound 42 NMR Cyclized Pentapeptide Phe-Leu-Val-D-Lys(2-Cl-Z)-N-Me-D-Phe 
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Compound 42 LCMS Cyclized Pentapeptide Phe-Leu-Val-D-Lys(2-Cl-Z)-N-Me-D-Phe 

(MW=818.4) 
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Compound 42 HPLC Cyclized Pentapeptide Phe-Leu-Val-D-Lys(2-Cl-Z)-N-Me-D-Phe 
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Compound 43 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Val-D-Leu-D-Phe-

-OH-Phe-NH2 (MW=668) 
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Compound 43 NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 43 ROESY NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 43 TOSCY NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 43 LCMS Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 

(MW=740) 
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Compound 43 HPLC Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 44 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Val-D-Leu-D-Phe-

-OH-Phe-NH2 (MW=668) 
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Compound 44 NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 

 

 

 

 

 

 



Sellers et al. Supplementary Material 

 S173 

 
 

Compound 44 ROESY NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 44 TOSCY NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 44 LCMS Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 

(MW=740) 
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Compound 44 HPLC Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 45 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Val-D-Leu-D-Phe-

-OH-D-Phe-NH2 (MW=668) 

 

 



Sellers et al. Supplementary Material 

 S178 

 

Compound 45 NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 45 LCMS Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 

(MW=740) 
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Compound 45 HPLC Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 46 LCMS Double Deprotected Linear Pentapeptide HO-Leu-N-Me-Val-D-Leu-D-Phe-

-OH-Phe-NH2 (MW=668) 
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Compound 46 NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 46 ROSEY NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 46 TOSCY NMR Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe 
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Compound 46 LCMS Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe  

(MW=740)   
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Compound 46 HPLC Cyclized Pentapeptide -benzoxy-Phe-Leu-N-Me-Val-D-Leu-D-Phe   

 


