
Supplementary data 

Supplementary figure 1 

 

Cloning of LdOASS gene and affinity purification of the protein. (A) DNA ladder was run in 

lane1.Double digest of pET21c containing LdOASS construct with NdeI and NotI was run in 

lane 2. The fallout corresponds to 976 base pairs. (B) Lane M: molecular weight markers (kDa), 

lane 1 : flow through, lane 2 : wash, lanes 3-7: Ni-NTA purified fractions 
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Supplementary figure 2.  

 

Amino acid alignment of OASS  from L. donovani  with those of E. histolytica (Eh), T. 
maritima(Tm),  A. thaliana(At), M. tuberculosis (Mtb), S. typhimurium (St) and H. influenza(Hi). 
Sequences highlighted in green indicate the consensus amino acid residues of the pyridoxal 
phosphate-binding motif and active site lining aminoacids known to be important for binding 
the co-factor, PLP and substrates. The lysines important for sulfhydrylase activity are highlighted 
in orange. The red boxes indicate β8–β9 loop at the entrance of the active site. The positively 
charged residues involved in binding with SAT are highlighted in blue. The sequence highlighted 
in pink corresponds to the N-terminal variable loop from where maximum structural differences 
start. 

 



 

Supplementary figure 3 

 

        C-terminal ends of SATs from various organisms and their corresponding surface area 

           The last two peptides were designed and showed strong binding with LdOASS 

 

 

 

Supplementary table 1 

S.NO: PEPTIDES GLIDE_SCORE GOLD_SCORE CVDW 

1 DWSI -12.61 86.33 -68.1 

2 DYSI -12.23 80.8 -64.2 

3 DFSI -11.62 94.76 -63.7 

4 DTTI -10.96 73.41 -66.5 

5 DPTI -10.9 75.15 -62 

 

Ranking of peptides mimicking C-terminal sequence of SAT on the basis of different binding 

energies and interactions with LdOASS structure 

Supplementary table 2 



Peptide % inhibition 

1) DPTI 45.7±3  

2) DTTI 37.3±2 

3) DFSI 48.8±2 

4) DYSI 52.9±2 

5) DWSI 54.6±1 

6) LERDGSGI(derived from LdSAT) 48.8±4 

Inhibition of EhOASS with peptides mimicking the SAT C-terminal sequences. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Supplementary table 3 

 

List of contacts generated through GetNeares for interaction between the peptides DWSI and 

DGSGI. 

 


