
Issues	
A	user	perspective	of	VAMDC	

•  How	to	report	issues	?		
•  How	do	we	know	that	an	issue	is	taken	under	
consideration	?	

•  And	who	decide	about	solutions	?	STB	?	
Individuals	?	

Most	of	the	following	issues	have	been	found	
while	debugging	the	SPECTCOL	tool	(Y.A.	Ba	et	
al,	2024)			
à	so	it	is	the	perspective	of	a	VAMDC	user	



Issues	

•  Species	Database	(under	investigation)	
•  Query	Store	(under	investigation)	
•  General	Issue	with	Stoechiometric	formula	
•  Exemple	of	case-by-case	issues	in	Databases		
– Different	cases	for	a	molecule	that	seems	identical	
in	both	DB		

– Current	case-by-case	does	not	cover	some	
description	of	theoretical	data		



Issues	with	Species	DB	
DEPRECATED	:	NOT	in	BASECOL	
									(will	stay	for	45	days)	

Values	come	from	another	DB	

But	Pb	in	BASECOL	node	software	as	well	



Issues	with	Species	DB	
how	to	report	those	issues	?	To	who	?	STB	?	

•  Add	Mass	Number	and	Ion	Charge	in	the	output	
of	molecular	species	–	this	is	useful	additional	
information	that	is	displayed	on	“species	DB”	

•  Improve	process	for	“species	database”	in	order	
to	avoid	displaying	wrong	information	that	are	
not	provided	by	the	databases	(Mass	number	=	0	
when	DB	provides	the	right	information)	

•  Non-existing	species	stay	for	45	days	after	it	
disappear	from	DB	– Disturbing	for	users	–	
Solution	?	



Issues	with	Query	Store	
•  It	stores	VAMDC	queries	(only	for	the	DB	where	it	is	

implemented)	with	various	metadata,	the	XSAMS	and	the	
references	are	extracted.	à	Interest	to	get	a	DOI	from	
ZENODO	to	identify	the	query,	the	XSAMS	and	the	set	of	
references		

•  QS	impact	is	minor	in	the	community	right	now	à	it	is	
possible	to	find	a	good	use	but	it	requests	to	solve	issues	

•  Scientific	UseCase	:	Currently	I	am	writing	the	SPECTCOL	
paper	and	I	want	to	use	the	QS	to	store	the	result	of	the	
queries	in	ZENODO,		have	a	DOI		

•  Objective	:		
à To	give	a	snapshot	at	time	T	of	what	is	retrieved	from	VAMDC	
à The	DOI	allows	to	cite	the	producers	of	data	



Issues	with	Query	Store	
	

This	issue	prevents	sometimes	the	creation	of		
PID	and	of	this	landing	page		
																	à	(not	yet	understood)	
	
In	this	case	the	landing	page	is	created,	
But	the	bibliographic	references	are	
absent	à	QS	cannot	be	used	to	cite		the		
Producers’	references	!	

Query	from	Portal	:			Stoechiometric	formula	=	CH+	



Portal	Output		
(Molecular	XSAMS	to	HTML	processor)	



Portal	Output	(XSAMS	to	BIBTEX		processor)	



Example	
«	New	analysis	of	the	Douglas-Herzberg	system	(A1?-	X1?+)	in	
the	CH+	ion	radical	»		à	XSAMS	content	(displayed	as	such	by	
the	processors	and	by	SPECTCOL)	



Example	
«	New	analysis	of	the	Douglas-Herzberg	system	(A1?-	X1?+)	in	
the	CH+	ion	radical	»		à	XSAMS	content	(displayed	as	such	by	
the	processors	and	by	SPECTCOL)	

[No	bibtex	Option]	

[Image]	

[Already	different	
In	Journal	itself]	



QS	Issue	
how	to	report	those	issues	?	To	who	?	STB	?	

•  Some	ideas	under	investigation	:		
– Ask	the	DB	to	check	all	their	references	for	wrong	
characters	in	the	title		
•  Con	:	Humans	understand	«	New	analysis	of	the	Douglas-
Herzberg	system	(A1?-	X1?+)	in	the	CH+	ion	radical	

•  Con	:	A	lot	of	manpower	
– Make	the	QS	the	same	as	the	2	processors	and	
SPECTCOL		
•  Pro	:		Title	is	not	commonly	included	in	the	list	of	references	
in	publications	and	therefore	does	not	define	the	
uniqueness	of	the	reference.	

•  Con	:	we	write	wrong	Title	in	ZENODO	



General	Issue	with	implementation	in	DB	
how	to	report	?	To	STB	?	

•  Stoechiometric	formula	has	charge	sign	in	
some	databases	and	no	charge	sign	in	other	
databases	

•  For	example	:	CDMS/JPL/BASECOL	have	charge	sign	:	
‘CN-‘		à	interesting	to	have	charge	because	it	
narrows	the	search	

Questions	:	
– What	is	the	implementation	in	the	various	DB	?	
– What	shall	we	do	?	

Reported	by	Giacomo	to	MLD	in	June	2023	



Issues	with	implemention	in	DB	
how	to	report	those	issues	?	To	who	?	STB	?	

•  CNCN	is	lpos	in	CDMS	
•  CNCN	is	lpcs	in	BASECOL		
•  It	seems	that	it	is	the	same	state	(ground	
state)	in	both	databases	

•  Reported	to	CDMS	à	in	standby	



Current	issues	with	case-by-case	
	«	extension	»		

(Annual	meeting	for	report	?)	

•  Need	of	a	process	to	handle	changes	and	to	follow	up	
with	the	different	libraries	

•  Currently	3	molecules	have	issues	in		BASECOL	:	
–  The	case	"hundb"	has	been	assigned	to	the	C$_4$	
(X$^3\Sigma_g^-$)	because	the	
"SpinComponentLabel"	label	does	not	exist	in	the	
"lpos"	(linear	polyatomic	open	shell)	case	
•  ADD	“SpinComponentLabel”	To	lpos	



Current	issues	with	case-by-case	

–  the		"hunda"	has	been	assigned	to	the	C$_6$H	
(X$^2\Pi$)		because	the	authors	used		($J$,$\Omega$)	
quantum	numbers	and	the	"lpos"	case	does	not	
include	$\Omega$	
•  ADD	$\Omega$	to	lpos	

–  The	CH$_3$OH	molecule	is	described	with	a	"stcs"	
case	in	which	the	label	"rovibSym"	is	used	for	the	
symmetry	of	the	ro-torsional	function	
•  Symmetry	of	the	ro-torsion	is	not	rovibsym,	should	
we	add	“rotorSym”	?	


