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Current data model

Line Source
initalLevel finalLevel !
0.1 0 IineTi_t[e 0. | IAUName
Y A4 transitionType > Name
Level wavelength coordinates
- observedWavelength
totalStatWeight waveNumber
nuclearStatWeight airwavelength
landeFactor observedFlux
lifeTime 1| observedFluxWaveMin
energy observedFluxWaveMax
configuration intensity
nuclearSpinSymmetryType observedintensity i
parity cinsteinA Environment
symmeéreroup 1 qscillatorStrength o1 | temperature
energyorigin ImgStrength _ ~» opticalDepth 1
1 welghtedOSC|IIStr¢ngth . particleDensity
observedqua_demnnggfﬁment massDensity
1..* | quantumState observedShiftingCoefficient pressure
significanceOfDetection entro
QuantumState initialElement finalElemen A 1 masspy
normalizedProbability y Ot | metallicity
termSymbol i envModel
I SpeC|es extinctionCoefficient
T name
1...* | quantumNumber
QuantumNumber
label Is produced or PhySicaIMOdel :O...*
type modified by 0.." envModel
originl 4
origin2 Process model T 0..x
numeratorValue
denominatorValue tnygrie 1
description model
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\/- [\/E New data model

Line Source
1
upperL‘('v(;e.I“:L lowerLe eIO...l IineTi_t[e 1 0...*k IAUName
\ 4 transitionType > Name
Level wavelength coordinates
- observedWavelength
tota:StatS\{[V?\llglh'g " waveNumber
nuclearStatWeig airWavelength 1 0..*
landeFactor observedFlux > Reference
lifeTime 1| observedFluxWaveMin
energy observedFluxWaveMax
configuration intensity
nuclearSpinSymmetryType observedintensity i
parity osteinA Environment
symmeéreroup 1 qscillatorStrength . 0.1 | temperature
energyOrigin lineStrength = opticalDepth 1
1 welghtedOSC|IIStr¢ngth . particleDensity
observedqua_demngC_ogafﬁment massDensity
1..* | quantumState observedShiftingCoefficient pressure
significanceOfDetection entro
QuantumState upperHlement lowerlement 4 masspy
normalizedProbability y Ot | metallicity
termSymbol i envModel
n SpeCIeS extinctionCoefficient
T name
1..* | quantumNumber ionCharge : integer
QuantumNumber InChi - string
inChiKey : string -
type modified by 0..* envModel
originl 4
origin2 Process model T 0..x
numeratorValue
denominatorValue tnygri e 1
description model
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\/' [\/E Changes in the DM

« ALine has an upper and a lower level
« Aline has an upper and a lower element
« All atomic and molecular databases uses this notation rather than initial/final
« Species has 3 new attributes :
« lonCharge
» InChi : species description in InChi standard notation
* InChiKey : hash of InChi

« A Reference is either an URL or a bibtex description
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\/' l\/l: Input parameters

Add ION_CHARGE query parameter
.Charge interval
« Examples of requests with new parameter :
— Neutral CO :
http://someservice/slap.jsp?REQUEST=queryData&CHEMICAL ELEMENT=CO
&ION_CHARGE=0
— CO+:
?
REQUEST=queryData&CHEMICAL ELEMENT=CO&ION_CHARGE=1
— Neutral CO and CO+ :

http://someservice/slap.jsp?REQUEST=queryData&CHEMICAL ELEMENT=CO
&ION_CHARGE=0/1
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\/— l\/l: RESOURCE element

. The RESOURCE -element SHOULD —contain an INFO with
name="REQUEST_COMPLETED_TIMESTAMP". Its value attribute contains
the UNIX timestamp in seconds when the file was created by the service.

« The RESOURCE element SHOULD contain an INFO  with
name="SERVICE_VERSION",

* |ts value attribute contains the version of the service
« The format of this value is managed by the data provider.
It must be updated each time the database content evolves.

« The RESOURCE element SHOULD contain an INFO with
name="SERVICE_NAME". Its value attribute contains the name of the service
that was queried.The format of this value is managed by the data provider.

« The RESOURCE -element SHOULD contain an INFO with
name="REQUEST_DESCRIPTION". Its value attribute contains a text
description of the request that has been performed to obtain the data.
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\/- [\/E New optional fields

in TABLE element

« New optional fields corresponds to the new attributes of the Species class in
the data model

. New optional fields have utypes :
« ssldm:Line.lowerElement.inChiKey
« ssldm:Line.upperElement.inChiKey
« ssldm:LinelowerElement.inChi
« ssldm:Line.upperElement.inChi
« ssldm:Line.lowerElement.ionCharge
« ssldm:Line.upperElement.ionCharge
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\/- I\/I: Renamed optional fields
in TABLE element

« All fields that used initial/final level of initial/final element now uses
upper/lower notation instead

« They correspond to the renamed relations in the DM
« List for lowerElement and lowerLevel :

« ssldm:Line.lowerElement.name

« Ssldm:Line.lowerLevel.name

. ssldm:Line.lowerLevel.energy.value

. ssldm:Line.lowerLevel.configuration

. ssldm:Line.lowerLevel.quantumState

. ssldm:Line.lowerLevel.quantumState.quantumNumber.label

. ssldm:Line.lowerLevel.quantumState.quantumNumber.numeratorValue
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\/— l\/[ References of a Line in

TABLE element

. If alink to the reference is available :
« ucd="meta.bib:meta.ref.url"

. If there is no link available :
« ucd="meta.bib" and available informations related to this line are written
in bibtex
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\/' [\/[ Values of IDENTIFICATION_STATUS
corrected

« Possible values of ssldm:Line.identificationStatus in the document where not the
same in :
« chapter 6.1 : unidentified, identified and uncorrected
. the appendix : UNIDENTIFIED, IDENTIFICATION_UNCERTAIN,
IDENTIFICATION_PROVISIONAL, IDENTIFIED

« Values of appendix are the correct ones and are now used in chapter 6.1
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VAV

. Client applications needs to know what species are available to :
— Suggest species existing in a service to the user
— Suggest services for a given species

« VAMDC has a specific request "select species”

« Adding a new QuerySpecies operation in addition to QueryData

o It supports the FORMAT=METADATA parameter
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version="1.0" encoding="UTF-8"7>
xmlns:xsi="http://www.w3.0rg/2001/XMLSchema-instance
type="results">
name="QUERY STATUS" value="0K"/>
name="REQUEST COMPLETED TIMESTAMP" value="1487063789" />
name="SERVICE VERSION" value="2017 01 25"/>
name="SERVICE NAME" value="Queried line service name"/>

xmlns="http://www L/xml/VY0Table/v1.3" version="1.3">

name="SPECIES NAME" datatype="char" arraysize="*" ucd="phys.atmol.element" utype="ssldm:Species.name" />
name="I0N CHARGE" datatype="int" ucd="phys.atmol.ionization" utype="ssldm:Species.ionCharge" />
name="INCHIKEY" datatype="int" utype="ssldm:Species.inChiKey " />

>

>Fe</TD>

>0</TD>
>XEEYBQQBJWHFIM-UHFFFAOYSA-N</
>InChI=1S/Fe</TD>

>Fe</TD>

>1</TD>
>WZGNVVUXVXNNOX - UHFFFAOYNA -N</
>InChI=1/Fe/q+1</TD>
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