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The	ques(on

• Where	do	I	find	such	and	such	Mar1ni	file?	

• Which	version	is	this	DOPC?	Who	wrote	it?	Who	modified	it?	
When?	

• Why	is	the	DOPC	used	in	this	paper	different	from	the	one	I	just	
downloaded?
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• Which	version	is	this	DOPC?	Who	wrote	it?	Who	modified	it?	
When?	

• Why	is	the	DOPC	used	in	this	paper	different	from	the	one	I	just	
downloaded?

The	answer:	a	database!
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Web browser: https://mad.ibcp.fr

NGL viewer

Hardware/soMware	infrastructure
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React

Web browser: https://mad.ibcp.fr

NGL viewer

Computation & storage

Web server

https://github.com/MMSB-MOBI

100+	physical	cores	(more	coming	soon)	

Two	high	performance	storage	units	

Local	backup	+	remote	backup

Hardware/soMware	infrastructure

https://mad.ibcp.fr
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How	does	it	look	like?
hPps://mad.ibcp.fr
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• Browsing	the	DB	and	downloading	files	does	not	require	authen1ca1on	

• Organized	by	molecular	classes	(Glycolipids,	pep1des,	…	)	

• At	the	moment:	174	biomolecules	(Lipids	subset	from	Mar1ni	website)	

• Per	molecule	Version	Tracking	system:		
‣Subsequent	versions	of	parameter	files	
‣Force	field	versions	
‣Submission	author

Mul(ple	search	fields

Explore	the	database	
https://mad.ibcp.fr/explore

https://mad.ibcp.fr/explore
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Explore	the	databaseExplore	the	database	
https://mad.ibcp.fr/molecule/DPG3
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• Submission	of	new	biomolecules	requires	
authen1ca1on		

• Two	types	of	user	accounts:	standard	and	
administrator

Two	modes	of	molecule	inser1on:

Individual	molecule Batch	of	molecules

➡		Takes	a	folders	bundle	as	input	
					Performed	in	command	line	by	administrators

➡		Interac(ve	uploading	in	the	browser	
						SubmiXed	by	standard	users,	approved	by	admins	

Database:	inser(on	of	molecules
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Mandatory

publication ID / doi

Database:	individual	inser(on	
https://mad.ibcp.fr/explore
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Database:	batch	inser(on

‣ Insert	many	molecules	at	the	same	1me	
‣Used	to	fill	the	DB	ini1ally	
‣ Inspired	from	the	mar1ni	website	data	layout	

Molecule class is 
subdirectory name

Input bundle of biomolecules

Each bottom folder contains a 
single molecule information with :

One coordinates file

Potentially many parameter version files

Optional mapping files

Database:	batch	inser(on	
https://mad.ibcp.fr/explore
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Potentially many parameter version files
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Database:	batch	inser(on	
https://mad.ibcp.fr/explore

martini_vX.Y_MoleculeName_VersionNumber.itp
where a version number 01 is mandatory

The name of the ITP file must fulfil the syntax:

https://mad.ibcp.fr/explore


Luca	Mon(celli CNRS	/	U.	LYON

MAD:	web	servers

Molecule	builder	

‣ GUI	for	mar$nize.py	(vermouth	0.7)	

‣ PLUS:	interac1ve	edi1ng	of	GO	and	elas1c	bonds

System	builder	

‣		GUI	for	insane.py	
‣		PLUS:	automa1c	inser1on	of	mar1nized	biomolecules

Using	the	servers	requires	authen/ca/on!	

MAD:	web	servers
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Requires authentication!

MAD:	the	Molecule	builder	
https://mad.ibcp.fr/builder
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MAD:	the	Molecule	builder

Visualizing	and	manually	edi1ng	constraints

MAD:	the	Molecule	builder	
https://mad.ibcp.fr/builder
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MAD: the System builder
Any	previously	mar(nized	
molecule	can	be	inserted	in	

membrane	

Choose	membrane	
composi(on

Edit	Insane	membrane	
parameters

then then

MAD:	the	System	builder	
https://mad.ibcp.fr/membrane_builder
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MAD: the System builderMAD:	the	System	builder	
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Perspec(ves

On	the	3	currently	exis(ng	tools:		

• Later	retrieval	of	job	results	

• Possible:	pH	slider	for	Molecule	builder	(and	System	builder?)	

• Possible:	more	changes	based	on	construc$ve	feedback	from	users	

Implementa(on	of	addi(onal	tools:	

1.	Mappingbuilder	(designed	by	J.	Barnoud)		

2.	A	GUI	for	polyply	

3.	A	GUI	for	TS2CG		

Perspec(ves


