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Docking studies of peptides 1 (NOSO-95179), 50 and 53 

The Autodock Vina software1 was used to perform docking studies of peptide 1 

(NOSO-95179) and its analogues 50 and 53 in the Thermus thermophilus 70S ribosome 

(6CAE)2. An active region of 6CAE residues within 12 Å around the ligands was used for the 

docking studies. The conformations of the ligand 1, 50 and 53 structures were based on 

biologically active conformation of NOSO-95179. Rotation of amide bonds was restricted in 

ligands 50 and 53.  

 

Figure S1. Overlay of 1 (NOSO-95179; magenta), 50 (gray) and 53 (cyan) in primary binding 

site of Bacterial Ribosome decoding center. Orientation of -aminopropyl sidechain of D-Orn 

(for 1 and 50) and that of -hydroxypropyl residue (for 53) is marked by green-colored dotted 

circle (right-hand site). Positioning of Dab( sidechain (for 1 and 53) and that of N-methyl 

analog in 50 is marked by yellow-colored dotted circle (middle).  

  

                                                 

(1) Trott, O.; Olson, A., J. AutoDock Vina: Improving the speed and accuracy of docking with a new scoring 

function, efficient optimization, and multithreading. J. Comput. Chem. 2010, 31, 455–461. 

doi:10.1002/jcc.21334 

(2) PDB ID: 6CAE; See https://www.rcsb.org/structure/6CAE 

https://doi.org/10.1002/jcc.21334
https://www.rcsb.org/structure/6CAE
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Figure S2. Calculated distances in Å for the hydrogen bonding between peptides 1, 53 and 

sugar-phosphate backbone atoms of 16S rRNA helices 31, 32, and 34 

Interacting moieties 
Ribose oxygen O4’ of 16S 

rRNA residue C1214 

Oxygen of phosphate (P=O) between 

16S residues C1214 and G1215 

D-Orn residue of 1 
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-Hydroxypropyl 

residue of 53 
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Figure S3. Calculated distances in Å for the hydrogen bonding between peptides 1, 50 and 

sugar-phosphate backbone atoms of 16S rRNA helices 31, 32, and 34 
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LC-MS Spectra of analogues 40-59 
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1H and 13C NMR Spectra 
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