convert sdf to pdbqt batch

# -*- coding: utf-8 -*-
"""
Created on Sat Sep 22 16:04:27 2012

@author: Desktop
"""

ipath = 'ligand_info_subset_8.sdf'
opath = 'part'
number = 3000

counter = 0
fid2 = open(opath+'1.SDF','w')
j = 1
for i in open(ipath,'r'):
if counter != number: 
fid2.write(i)
if i == '$$$$\n': counter = counter + 1
else:
j = j + 1
counter = 0
fid2.close()
fid2 = open(opath+str(j)+'.SDF','w')
fid2.write(i)
print 'DONE PART ',j 

Is there any tool for conversion of compound library from sdf (3D) to pdbqt (3D) format? - ResearchGate. Available from: https://www.researchgate.net/post/Is_there_any_tool_for_conversion_of_compound_library_from_sdf_3D_to_pdbqt_3D_format [accessed Jan 20, 2017].

loop through prepare_ligand4.py from autodock
Just make sure prepare_ligand4.py is in your path

[bookmark: _GoBack]#! /bin/bash

for f in *.pdb; do
	b=`basename $f .pdb`
	echo Processing ligand $b
	prepare_ligand4.py -l $b.pdb
done

it is a shell script save it as: name.sh
