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Dose-response curves of the standard erufosine, miltefosine and the hit compounds against L. donovani 

promastigote growth. The results are expressed as mean standard deviation values of duplicate 

experiments. 
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Templates retrieved for Sequence of IPCS of Leishmania donovani (Uniport ID: E9BT22)  

  



Sequence alignment of IPCS of Leishmania donovani (Uniport ID: E9BT22) to template (PDB ID: 5JWY chain A)  

5JWY_A Phosphatidylglycerophosphatase B (E.C.3.1.3.27, 3.1.3.81, 3.1.3.4; transmembrane helices, protein-lipid complex, enzyme; HET: MSE, 46E; 3.2A {Escherichia 
coli}; Related PDB entries: 4PX7_A 

Probability: 97.56%, E-value: 0.032, Score: 52.75, Aligned cols: 215, Identities: 12%, Similarity: -0.096, Template Neff: 9.9 

Q ss_pred  HHHHHHHHHHHHHHHHHHHHHHcCCCCccCCCCCchHHHhcCCCchhHHHHHHHHHHHHHHHHHHHHHHHHhcccccCCC 

Q 1 
3

6 
RFILLLLLTVMFLGVAILVANARMPDPKKVRPLPDLLLEWIPKVTLVENGSNVIIFLLNATTVVVGFKVFLLERHMNGLP   115 (385) 

Q Consensus 
3
6 

r~~~~lli~~~i~~~a~~~~~~r~Pd~~~~~PLpDl~fd~lP~i~~~~~i~d~~i~~l~~~~v~~~f~l~ll~r~r~~~~   115 (385) 

  +....+.+..++..+.....-..........+-.|-....+....... +....+.+..++ ..+..+.+  

T Consensus 4 ~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~----~~~~~~~~~~~~----~~~~~~~~----   71 (259) 

T 5JWY_A 4 IARRTAVGAALLLVMPVAVWISGWRWQPGEQSWLLKAAFWVTETVTQP----WGVITHLILFGW----FLWCLRFR----   71 (259) 

T ss_dssp  HHHHHHHHHHHHHHHHHHHHHHTCCCCSCCCHHHHHHHHHHHHTTSTT----THHHHHHHHHHH----HHHHTGGG---- 

T ss_pred  HHHHHHHHHHHHHHHHHHHHHcCCCCCCCCCchHHHHHHHHHHhCCCh----hHHHHHHHHHHH----HHHHhhhc---- 

Q ss_pred  CcccccCCCccchhhhhhccccCCCCCCCCCccchHHHHHHHHHHHHHH----HHHHHHHHHHhccCCCCccccCCCCcC 

Q 1 
1
1
6 

SVTFLVGIPKIGSFLNRIAFGVVDSGRRPFPLKNVFPIMTIRFLTSYAV----VMVFRTFVIMGTSYPATDNHCQNPQVI   191 (385) 

Q Consensus 
1
1
6 

~~~~~~~~p~v~~~~~~~w~~~~~~~~~~~~~~~~~~ii~rR~l~~~~i----lyllR~iti~vT~LP~P~~~C~~~~~~   191 (385) 

  .....+++....+ ..++-.+....+..|.|.....+.... 

T Consensus 
7
2 

------------------------------------~~~~~~~~~~~~~~~~~~~~~~~~lk~~~~~~rP~~~~~~~~~~   115 (259) 

T 5JWY_A 
7
2 

------------------------------------IKAAFVLFAILAAAILVGQGVKSWIKDKVQEPRPFVIWLEKTHH   115 (259) 

T ss_dssp  ------------------------------------HHHHHHHHHHHHHHHHHHHHHHHHHTTTCCCCCHHHHHHHHHTT 

T ss_pred  ------------------------------------HHHHHHHHHHHHHHHHHHHHHHHHHHHHhCCCCCeeHHHcccCC 

Q ss_pred  CCcHHHHHHH-------------------HHhhcCCCcccccchhHHHHHHHHHHHHHHHHcCCccchHHHHHHHHHHHH 

Q 1 

1

9
2 

EHPVLNVILT-------------------LVTLSSGAIHCGDLMFSGHTMILSLAFILAWDYSPFLHPWAVRVWVSALLP   252 (385) 

Q Consensus 
1
9
2 

~~~~~~~i~~-------------------~l~~g~~~~~CgDlifSGHT~~~~l~~l~~~~y~~~~~~~~~~~i~~~~~~   252 (385) 

  .......... ....+.....-+..++|||+........++..+..+..++....+..+..+ 

T Consensus 
1
1
6 

~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~fPSgh~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~   195 (259) 

T 5JWY_A 
1
1
6 

IPVDEFYTLKRAERGNLVKEQLAEEKNIPQYLRSHWQKETGFAFPSGHTMFAASWALLAVGLLWPRRRTLTIAILLVWAT   195 (259) 

T ss_dssp  CCHHHHHSSCHHHHHHHHHHHHHHCCSSCHHHHHHHHHHTTSCCCCHHHHHHHHHHHHCCCCCGGGTCHHHHHHHHHHHH 

T ss_pred  CChHHHhhccHHHHHHHHHHHHHccCCCCHHHHHhhhccCCCCCCHHHHHHHHHHHHHHHHHHCcccHHHHHHHHHHHHH 

Q ss_pred  HHHHHHHHhcccccHHHHHHHHHHHHHHHHHHHHccCCchhhHHHHHhccCCCCCcc 

Q 1 
2
5

3 

ISYYCILASRSHYTDDILVAMYVMIATYKLIDHAETGAPWQMQLLIRWMPWPGTNAI   309 (385) 

Q Consensus 
2
5
3 

~~~~~ii~~R~HYTIDVi~a~~it~~~~~~y~~~~~~~~~~~~~l~~ww~~~~~~~~   309 (385) 

  ...+..++.+.||-.|++.|..++.....+. ....+++.+...... 

T Consensus 
1
9
6 

~~~~s~v~~~~H~~~Dv~~g~~lg~~~~~~~-----------~~~~~~~~~~~~~~~   241 (259) 

T 5JWY_A 
1
9
6 

GVMGSRLLLGMHWPRDLVVATLISWALVAVA-----------TWLAQRICGPLTPPA   241 (259) 

T ss_dssp  HHHHHHHHHTCCCHHHHHHHHHHHHHHHHHH-----------HHHHHHHHCCCSCCH 

T ss_pred  HHHHHHHHhCCCcHHHHHHHHHHHHHHHHHH-----------HHHHHHHhCCCCCCh 



 

1H NMR spectra of compound 1a 

 

 

 
1H NMR spectra of compound 1b 

 

 

 



 
1H NMR spectra of compound 1c 

 

 

 

 
1H NMR spectra of compound 1d 

 

 



 
1H NMR spectra of compound 1e 

 

 

 

 

1H NMR spectra of compound 1f 

 

 



 

1H NMR spectra of compound 1g 

 

 

 

 

1H NMR spectra of compound 1h 

 

 



 

1H NMR spectra of compound 1i 

 

 

 

 

1H NMR spectra of compound 2a 

 

 



 

1H NMR spectra of compound 2b 

 

 

 

 

1H NMR spectra of compound 2c 

 

 



 

1H NMR spectra of compound 2d 

 

 

 

 

1H NMR spectra of compound 2e 

 

 



 

1H NMR spectra of compound 2f 

 

 

 

 

1H NMR spectra of compound 3a 

 

 



 

1H NMR spectra of compound 3b 

 

 

 

 

1H NMR spectra of compound 3c 

 

 



 

1H NMR spectra of compound 3d 

 

 

 

 

1H NMR spectra of compound 3e 

 

 



 

1H NMR spectra of compound 3f  

 

 


