
Terms	of	use	
These	Terms	of	Use	are	applicable	to	all	users	of	FEPrepare.	Users	should	read,	understand	
and	accept	these	Terms	when	accessing	FEPrepare.	If	a	given	user	has	not	done	this,	or	does	
not	agree	with	the	contents	of	these	Terms	of	Use,	that	user	should	not	make	use	of	any	of	
the	services	provided	via	FEPrepare.	
By	accepting	these	Terms	of	Use,	the	user	enters	into	an	agreement	with	FEPrepare	made	
up	by	 the	 contents	 of	 these	 Terms,	 in	 order	 to	 regulate	 the	user’s	 access	 and	use	of	 the	
FEPrepare.	Users	which	accept	these	Terms	of	Use	hereby	represent	and	warrant	that:	
They	accept	to	be	bound	by	these	Terms	of	Use,	either	individually,	or	in	representation	of	
an	organisation;	
They	are	capable,	under	the	terms	of	the	law	applicable	to	them,	to	be	legally	bound	by	and	
comply	with	these	Terms	of	use;	
Their	 use	 of	 the	 FEPrepare	will	 be	 carried	 out	 in	 accordance	with	 all	 applicable	 laws	 and	
regulations;	
	
In	 the	 event	 of	 doubts	 concerning	 the	 Terms	 of	 Use,	 FEPrepare	 may	 be	 contacted	 at:	
zcournia@bioacademy.gr	or	zavitsanoustamatia@gmail.com.	
	
For	 information	 on	 the	 processing	 of	 personal	 data	 on	 users	which	 is	 carried	 out	 via	 the	
FEPrepare,	please	see	the	FEPrepare privacy policy.		
	
1.	Services	provided		
FEPreapre	 creates	 all	 the	 files	 needed	 to	 run	 a	 NAMD/FEP	 simulation.	 First,	 the	 aligned	
ligands	 need	 to	 be	 uploaded	 to	 LigParGen,	 which	 will	 provide	 the	 topology	 and	 the	
parameter	files	of	the	two	ligands	(PDB,	RTF,	PRM	files).	New	atom	names	need	to	be	given	
to	all	the	atoms	of	both	reference	and	mutant	ligands	for	consistency	reasons,	for	which	the	
algorithm	can	account.	Alternately	the	user	can	use	C-Gen-FF	,in	this	case	the	STR	file	should	
be	acquired.			
 
After	 	 the	Dual-Topology	 fie	 is	 created	 (hybrid.rtf	 file),	 the	 atoms	 of	 the	 reference	 ligand	
need	to	be	merged	with	the	atoms	of	the	mutant	ligand,	that	take	part	in	the	calculation,	in	
a	 hybrid.pdb	 file,	 and	 update	 the	 PRM	 file.	 Then,	 the	 complex.pdb	 file	 is	 created	 by	 the	
algorithm,	that	merges	the	hybrid.pdb	file	with	the	PDB	file	of	the	protein.	This	file	is	used	
as	an	input	to	VMD.	The	algorithm	will	generate	the	PSF,	solvate	the	system	in	a	water	box	
with	limits	that	are	in	a	10	A	distance	from	the	atom	with	the	greatest	coordinate	in	each	
direction,	 and	 insert	 counter-ions	 to	 electrically	 neutralize	 it.	 In	 addition,	 the	 script	 will	
measure	the	values	of	the	minimum,	the	maximum	and	the	centre	of	the	box.	The	final	PSF	
and	 PDB	 files	 from	 the	 preparation	 that	 VMD	 performed	 are	 the	 ionized.psf	 file	 and	 the	
ionized.pdb	file.	
		
Finally	a	FEP	file	is	created,	where	it	is	specified,	which	atoms	disappear,	which	atoms	stay	
the	same,	and	which	atoms	appear,	during	the	simulation.	These	are	the	atoms	selected	in	
the	 partial	 charge	 distribution	 step.	 These	 files	 are	 called	 “ionized_complex.pdb”	 and	
“ionized_complex.fep”,	 for	 the	 complex	 leg	 of	 the	 calculation	 and	 “ionized_solvent.pdb”	
and	 “ionized_solvent.fep”,	 for	 the	 solvent	 leg	of	 the	 calculation.	 	 In	 the	end	 the	user	 can	
download	all	these	files,	as	well	as	all	the	input	files	needed	to	run	the	simulation	in	NAMD.		



 
2.	Copyright	/	Intellectual	Property	
All rights are reserved by the Biomedical Research Foundation (BRFAA) of the Academy of 
Athens and are protected by international copyright laws. 
 
3.	Membership	or	subscription	fees	
FEPrepare is free for every user and no registration is required. 
	
4.	User	data	protection	
The output of FEPrepare belongs to the users and we have no authority to use these results for 
our own benefit or to share them with others. The output link and output data are kept for 2 (two) 
days and then they are automatically deleted. 
	
5.	Liability	
FEPrepare shall not be liable for any damages suffered as a result of your use of this website or 
your use, modification, submission, copying, distribution, or downloading of the materials. In 
addition, in no event shall FEPrepare be liable to you in association with the website or materials 
for any indirect, punitive, special, exemplary, incidental, or consequential damage (including loss 
of business, revenue, profits, use, data or other economic advantage) however it arises, whether 
for breach of contract or in tort, even FEPrepare has been previously advised of the possibility of 
such damage. 
 
6.	Disclaimer	
The materials on the website are provided "As is" and all express or implied conditions, 
representations and warranties are disclaimed by FEPrepare and its third party providers. 
Neither FEPrepare nor its third party providers make any representations, warranties, or 
guaranties as to the quality, suitability, truth, accuracy or completeness of any of the materials 
contained on the website. 
 


