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OnbIT peweHus MHPOPMaLMOHHbIX 3a4aY B KOJIMMeCTBEHHOMU CNeKTpoCcKonuu
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB
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lNoyemy HyXHO undpoBOoe coxpaHeHue?

3. CeMaHTU4YeCKuUu crion: MH(hopMaLUOHHbIN OO BLEKT
(Kak uHTepnpeTupoBaTb AaHHbie (MHPOPMaLUnio, 3HaHUA) B
obbekTax? NI3aMeHeHUsa TEPMUHOB, UBMEHEHNE NOHATUN,
MoanduKaumm yCTPOUCTB, UCTOYHUKN UBMEHEHUN, KOHTEKCT
0OBbEKTOB U T.4.). AYyTEHTUYHOCTb U MHTepnpeTaumsa. KoppektHas
NHTepnpeTauns n NoHMMaHue Yepes ANUTENbHbIN NepUoL BPEMEHWN.

= Ponb Semantic Web



OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos

Yn poLlleHHaA MoAeJib BellecCTBa

l ATOMHbLIN cocTaB |<—| Monekyna H OcHoBHoOWM usoTonosnor

A

\

Mpynna cummeTpumn N Knacc monekynbli (Hitran)
(Cop --) _ (HenMHeWHble TpexaTOMHbIE)

CnekTpockonunyeckasa mogenb
(ACUMMETPUYHbIN BOMYOK, ...)

Knacc monekynbl (VAMDC)
(3amkHyTasa obonouka,
HeNMUHEeMNHbIe TPeXaTOMHbIe)

InChl " InChiKey
(18/H20/h1H2, ...) [ (XLYOFNOQVPJINP-UHFFFAOYSA-N, ..)
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OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU }
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos 3

YnpoweHHasa uepapxumsa 3agaqy Konm4eCtBeHHOU CNEeKTPOCKONUMU

Mpsamasa 3agava O6partHas 3agava

YpoBHU 3Heprumn, BoNHOBbIE (pyHKLUN
YpaBHeHue LLpeauHrepa

(TS)

CnektpanbHble (pyHKUUM (KoadpuumeHT
NornoLweHusi, Ce4eHue NormnoLeHus, ...)

| (T1) _
BonHoBble unucna, koacpuumeHTbl AMHWTENHA ' ' 5OMHOBbIE d, KO3 BHTL BUH3
BbluncneHne MaTpUyHbIX 3IEMEHTOB =1 EHWe BOJTHOBE : 03P EHTOE
MYJITUNONIbHBLIX MOMEHTOB C
\"} MapameTpbl KOHTYpa CNeKTpanbHOWN JIMHUK ' MapameTpbl KOHTYpa cnekTpansHOW NIMHUK
BLIuMCneHnsa napameTpoB KOHTYpa BbluncneHus napameTpoB KOHTypa CneKTparibHoOMn
< (T3) . JINHUN N3 cNeKTparnbHbIX (PYHKUUN

CnektpanbHble (pyHKUuU (KoadpcpuumeHT
NornoLweHusi, Ce4eHne NorroLweHus, ...)
N3mepeHus cnekTpanbHbIX PYHKLMA

BbluncneHue cnekrpanbHbIX PYHKLUA
(T4)

(ET)
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OnbIT peweHUna MHPOPMaLMOHHBIX 3afaY B KOJIMYECTBEHHOM CNEeKTPOCKOoNUuU
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

YnpouweHHasa Mogenb AaHHbIX
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OnbIT peweHUna MHPOPMaLMOHHBIX 3afaY B KOJIMYECTBEHHOM CNEeKTPOCKOoNUuU
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

UHdopMaLUOHHbIEe OOBLEKTDI

MepBUYHLIN NMepBUYHbLIA UCTOYHUK
~ UICTOYHMK AAHHbIX nHcpopmauumn

MepBUYHLIN

Bubnuorpacunyeckasn MCTOYHUK AaHHbIX

CCblJIKa

Monekyna

CneKkTpockonu4yeckas 3agada
(T1-T7)

MeToa peweHus

PeweHue CI'IeKTpOCKOﬂI/I'-IeCKOﬁ
3agaviu
(URI)
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OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos y

KayecTBO gaHHbIX, UH(bOpMaLUKM N 3HAHUUN

dopmanbHble OrpaHUYEHUS

Tun daHHbIX — KBaHTOBbLIE Yncna — positivelnteger,

MHTEHCUBHOCTb, BOSTHOBbLIE YKCIa, YPOBHU aHeprumn — positiveFloat, ....
UHmepeanbl usmeHeHusi — 0 < BonHoBble Yncna < 100000 cm-', 101 cm/mol
< MHTeHcmBHOCTb <10-32 cm/mol , ToYHble kBaHTOBbIE Yncna —J < 60,0 <s <

dopmanbHble HAnBUAYarnbHble KpuTepun: npasusia ombéopa — k,+k =J nnu
J+1, ...

CoanacoeaHue daHHbIX (A, o, Ay, Aoty Aqg)

dopmanbHbIN OTHOCUTENBHBIN KPUTEPUN: A=| A, — A, |

dopmanbHbIn oTHOCUTENLHBIN KpUTepun : CKO (o)

dopmarbHbI OTHOCUTENBHBLIN KPUTEPUU : dpakTopbl yropagodeHns (Ayg, Agq,
As)
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OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU }
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos 3

Knaccudpukauma KBaHTOBbIX Yucen v npaBusn otboopa

CocTosiHuA
Vi, Vo, V3
Keanmoenie yucna kosiebamesibHO20 COCMOSIHUS
|,\\l/|(())rdr22| SV EZISTSO’ HDZ117% HDZ1:3% HDD::8’ :.?11678’ v, is the excitation multiplicity of the 1st vibration, integer.
16 216 1 T2 M E2 ' v, is the excitation multiplicity of the 2nd vibration, integer.
DT'0, T2 0, v5 is the excitation multiplicity of the 3rd vibration, integer.
o H2324S, H23328, H,3S, HD%2S, HD3S,
v I-;D?’ S, D,32S,
3 81602’ 3231702’ 3281802’ 328170180, J, k,,k,
3381602’ 333160170, 333160180, KeaHmosble 4ucna epaujamesisH0O20 COCMOSIHUS
Normal RSO0, U510, BT, S0, L mene iomoro ymosoro wouena vonen o sveuee
Modes 348170, 348180 poeky y y y
1 2 2 HauMeHbLUMM MOMEHTOM uHepummn( k, =< J). k, — 3Ha4eHne npoekumn
1603, MOSTHOrO YrIoBOrO MOMEHTA Ha rMaBHY OCb MOMEKyIbl ¢ HanbonbLINM
MOMEHTOM nHepumm (k, =< J).
Mepexoabl
H,'60, H,'70, H,'80, HD'60, HD'70,
HD®0, D,160, D,70, D,'80, HT'€0, . ;
DT'0, T,10 (BepxHee (') n HWxKHee (") cocTosIHMSA)
’ ’ KeaHmoenblie Yucna nepexodos
H,%28, H, S, H,™8, HD32S, DS, oo B e e e o »
Normal HD*S, D,%2S v, Vo', Vet J KK - v, vyt g JY, KK,
TAb 325160). 32Q17, 32g18 32gQ17() 18
Modes C2v 1 S1%0,, #8170, 28190, ¥SVO 0, |\ o and lower (*) states)
335160, 335160170 335160180 PP
21 ) ) Py
BIITOBO.  BSITO. BS180 Quantum numbers of the transitions
) 25 29 ] ' [T ] ) " n "o n
4g160,, #3170, 343180, Vi Vo', Vit I KK - v Vo' v 0T Kk
160
3 —
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OnbIT peweHus MHPOPMaLMOHHbIX 3a4aY B KOJIMMeCTBEHHOMU CNeKTpoCcKonuu
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

Knaccudukauua nnaeun otoobna
w’ll\“q'lll n lv“l—l'l' 1 Wil vvr'u
Subject Ab N NIeS)y Rule
of rule
PaspelueHHble nepexoabl
T Ab 0 AJ=0or-1or+1
Pa3spelueHbl nepexoabl C KBaHTOBbIMM
T Ab C2v 1 yncnamu, yaoBreTBOPSAOLLNMN
paseHcTBY (|k.' - k.| =2n+1)
Sibjest " se NUMBErNE e
of rule
PaspelueHbl COCTOsAHMSA BpawaTenbHble
KBaHTOBbIE YMCMa KOTOPbIX
S C2v 1 yOoBneTBopsAoT paBeHCTBY (K +k, =

Jork,+k, = J+1).
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Molecules

12C18Q,, all isotopologues ,

H,'60, H,70, H,'80, HD'60, HD'70, HD 80, D,'€0,
D,'70, D,'80, HT'60, DT'60, T,'60,

H,%2S, H,33S, H,S, HD32S, HD%S, HD3S, D,32S,
3281602, 3281702’ 3281802’ 328170 180’ 3381602’ 338160170,
338160180, 338170180, 3381702’ 3381802, 3481602’ 3481702’
3481802, 16C)3

H,160, H,'70, H,'80, HD'60, HD'70, HD'80, D, 60,
D,'70, D,'80, HT'60, DT60, T,"60, H,%2S, H,33S, H,*S,
HD32S, HD3S, HD¥S, D,%2S,

3231602, 3231702’ 3281802’ 328170 180’ 3331602’ 338160170,
333160180, 338170180, 3381702, 3381802, 3481602’ 3481702,
345180, 160, ...

Molecules

H,'60, H,70, H,'80, HD'60, HD'70, HD80, D,'¢0,
D,"70, D,"80, HT'60, DT'60, T,™60, H,32S, H,%3S, H,3S,
HDSZS’ HDSSS, HD34S’ D2328, 3281602, 3281702’ 3281802,
328170 180’ 3381602’ 338160170, 338160180’

338170180, 3381702’ 3381802, 34S1602’ 34S1702, 3481802,
160,,
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OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos

XKN3HEeHHbIN UMKN OaHHbIX, UHbopMaLUun N 3HaHUN

Retrieve

De Roure D., Jennings N., Shadbolt N. A Future e-Science Infrastructure // Report commissioned for EPSRC/DTI Core e-Science Programme. 2001. 78 p.
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OnbIT peweHUna MHPOPMaLMOHHBIX 3afaY B KOJIMYECTBEHHOM CNEeKTPOCKOoNUuU
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

Nepapxmnsa matemaTU4eCKUX Teopum

|_ TaBTONoOrnu }

. g \

AHTUCUMMETpPUA H TpaH3UTUBHOCTbL I PecdnekcuBHOCTb H CummeTpusn

YacTtnuyHoe ynopsigoyeHue OKBUBANEHTHOCTb

depeBbs

JluHenHoe ynopspoyeHue . Konnekuuu

Mepeonorus

‘ MNocnepoBaTenLHOCTH | Yucna |

| LUensie ‘ ‘ BellecTBeHHble

‘ MHoxecTBa HeimaHa ‘ MHoxecTtBa Liepmeno

Sowa J.F. Knowledge Representation: Logical, Philosophical, and Computational Foundations, Brooks Cole Publishing Co., Pacific Grove, CA, 2000. 594 p.
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o
OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU )
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos :

OTHoOLWeHUA TPaH3UTUBHOCTU U pedhJIeKCUBHOCTU B
KONMM4YeCTBEHHON CNEeKTPOCKOMNMUun

TpPaH3NTUBHOCTb
a=b & b=c => a=c
PednekCcMBHOCTb

CummeTpus
a=b => b=a
AHTUCUMMETPUS
a=<b&b=<a=>a=b
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OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos

LCTaTncTnka gocTo BepPHbIX AICTOYHUKOB

A H:0
Bewecreo
TR e ot v roeasi 12; Do henchne kit szt
FRERE AR napaMeTpos

Bewecrao Hopmanbubie | Hotauwsa HopMmanbhbie Hopmanoubie BT2 Hopmanbubie BT2 HopMmanbubie BT2 Hopmanbubie | Hotaums

BET2 noTauwAa e WseHKs ET2 HoTauwA e ET2 HoTauwA e e e rrEwe e T e WeexKka

A B C A B C A|B|C A B C A B C (A B C A B C (A |B|C A B C|A|B|C A B C|A|B|C A B C|A|B|(C
H:0 8182 g 4 [2]|2]|2| 8 4| 6|10 6 |0|6 |6 (20 (26|10 |0 |- |-|314(314 267 |0|-|-(122(122( 73 (0|11 32 |33 | 29 |([0|-]|-]| 33
H**0H 3|13 |2 4 4 [1|1|1| 4|4 |43 7 6 |0|4|3|15|19 |17 |0|-|-|©60 |60 |53 |0|-|-|76 |76 42 |0(-|-|18 | 18| 18 |O|-|-| 18
HY0OH 3|3 1 3 3 112)12]1 2] 4 4 2 51 5 o4 |3 4 8 51 o|-1|-| 31| 31 30 (0f-|-| 55| 55 36 (0-|-| 18 18 15 (0| -|-]| 18
HOD 1(1(1 2 1 |0j1f1(1|2|2]|4 5] 5|03 |3]|6 9 7 |0|-|-|16| 16 | 15 |0O|-|-|106|106( 54 (0| -|-[32 | 32 | 28 (0| -]|-| 32
H50D - -1 1 1 |0|-(-[1|22]1 3 2 (0|22 ]|3 5 4 |0|-|-|16 |16 | 16 (O)|-|-| 26|26 25 (0O|-|-| 9 9 8 [0|-]-] 9
D:0 - -2 2 2 (0|-|-12|3|3|1 4 3 (0|3 |3]|2 5 4 |0|-|-| 9 9 8 [0|-|-|41 )41 33 |0|-|-|19 | 19| 10 |O|-|-]| 19
D:**0 - -1 1 1 |0)-[-[1 211 3 0 2|2 4 3 == = 3 3 [0|-]-] © 5] S5 [(0)-]- 5 5 5 [0|-]-] 3
H¥0D 2|12 0 2 2 02|21 3 |0|-|-12 |12 | 12 |O|-|-| 12 (12| 10 (O|-|-[ 3 3 3 [(0)|-]-] 3
D:Y70 2120 2 2 (02|21 3 3 |0|-|-| 2 2 2 [0|-]-] 2 2 2 [(0)-]- 1 1 1 |0(-|-] 1
HTO - | - 1 1 0O [0]- 1 1 0|0 -1-1 2 2 0 [0
Hroro 15|15 |10 21 |16 |4 |6|(6(19(25|25(19| 44 | 33 |0 (28|26 |55 |83 |57 |0|0|0|463|463|406|0(0|0|448|448| 280|0|1|1|137(138(117|0|0|(0|138

MpnmevaHwne:

A - UICTOYHMKM C XOTSI Bbl OQHUM MAEHTUULMPOBAHHBLIM NEPEXOOOM
B - UICTOYHUKM C MOEHTUDMLMPOBAHHBIMY NEpexoaamMu, yAOBNETBOPSOLLME BCeM NpaBunam otbopa
C - NCTOYHUKMN C HEMAEHTMULMPOBAHHBIMI Nepexoaamm
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ﬁpe.qCTaBHEHVIe NapHbIX OTHOLUEHUN UCTOYHUKOB AaHHbIX

OnbIT peweHUna MHPOPMaLMOHHBIX 3afaY B KOJIMYECTBEHHOM CNEeKTPOCKOoNUuU
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

L lNepexonnl. NpeacragneHMe napHbiX OTHOLEHHWH MCTOYHMKOB [laHHbIX

Janaiite napamMeTpbl NpeacTaBneHwA

Bewecreo

] HCTouHMKH OaHHBIX #23 #3232 #21 #20 #18 #17 #16|#15 #14 #13 #12 #9|#8 #7 #6 | #5 #4
1976_FIGi_HD_180 #1 9.338-3/17 1.81e-4/1 ﬁ
1978_Lovas_HD_180 #2 3.42e-5/27
1983_MeDeHe_HD_180 #3 3.42e-5/24
1985_Johns_HD_180 #4 5.19e-4/191
1993_Toth_HD_180 04 1.19e-4/397
2005_Tulh_HD_180 3.61e-4/67
2006_ZeBaKuRi_HD_180 |#7 8.10e-5/1
2007_JeDaReTy_HD_180 |#8 0/37
2007_MaToCa_HD_180 #9
2008_JlaScChCr_HD_180 |#12|4.78=-4/404 2.85e-4/70 |1.37e-4/433
2009_LiNaKaCa_HD_18B0 |#13 4.54e-3/1067 5.93e-3/314
2009_MiTaPuSt_HD180 #14 5.67e-3/787 |5.86e-3/6
2010_NaBeleCa_HD_180 |#15
2011_LeNaCa_HD_180 #16
2011_LiSoNiHu_a_HD_180|#17 [k 6.53e-4/1302
2011_LiSoNiHu_b_HD_180|#18
201 7_NaTenrch_HN_1R0 |#20
2012_LeMiMoKa_HD_180 |#21
2012_MiNaNivVa_HD_180 |#22
2012_OuReMiTh_HD_180 |#23

WCTOUHHKH AAHHBIX #23 #22 #21 #20 #18 #17 #16|#15 #14 #13 #12 #9|#8 #7 #6|#5 #4
‘ CKPbITE BRIOpaHHbE CTROKK || MoKazaTe BCe daHHule
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OnbIT peweHUna MHPOPMaLMOHHBIX 3afaY B KOJIMYECTBEHHOM CNEeKTPOCKOoNUuU
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

npeACTaBﬂeHMe MNapPHbIX OTHOLUEHUN UCTOYHUKOB AaHHbIX

L_‘ lMepexoabl. NpeacraBneHne NapHbiX OTHOLIEHWA UCTOYHHKOB [aHHbIX

2011 LiSoNiHu_b_HD_180 || MNepBuuHbIi MCTOUHWK

An-Wen Liu, Ke-Feng Song, Hong-Yu Ni, Shui-Ming Hu, Olga V. Naumenko, Irina A. Vasilenko, Semen N. Mikhailenko,

(0 0 0) and (0 1 0) energy levels of the HD'®0 and D2*%0 molecules from analysis of their vz bands,
Journal of Molecular Spectroscopy, 2011, Volume 265, Issue 1, Pages 26-38,
DOI: 10.1016/.jms.2010.10.007.

127511002 130327725 140335763 14607512 1551.10952 1504 . 03606

1275.11011 1303.27811 140335751 1da0. 747 1551.1108 1504 0357

] [ m | v

1993 _Toth_HD_180 | |MepBWYHbIA NCTOUHWMK

R.A.Toth,

HDlE‘O, HD]‘SO, and HDY70 Transition Frequencies and Strengths in the vz Bands,
Journal of Molecular Spectroscopy, 1993, Volume 162, Issue 1, Pages 20-40,
DOI: 10.1006/jmsp.1993.1266.

Taﬁ"-ua CpaBHEHHA HCTOYHHUKOB NaHHbIX
UKCNO HOEHTHUHBIX BaKyyMHble BONTHOBbIE YHCHa
nepexofos B NONOCAX Awmax CKO Aoo Ao1 Ao
346 1.50e+0 1.09e-1 4 4 4

Taﬁnuua CpaBHEHWA HCTOYHHKOB AdHHbIX MO HAEHTHYHbIM Koneﬁarenhuo—npamarenhnhln nonocaM

UNCIO MAEHTHUHBIX BaKyyMHbIE BOJTHOBBIE UHCNA
1 1 1 T T T Apo
Vi | v2' | v3 vy v2 | V3 nepexofoB B NONOCax A®max CKO Ao1 | Ao
0 1 0 0 0 0 346 1.50e+0 1.09e-1 0 4 4
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B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos y

V4_T1_102_2006_BaTeHaTo_c_H20

hasMethod DVR3D

hasSubstance H20

haslnputData_ MD V3_T1_102_T1-InputData_MD

isSolutionOf T1

hasOutputData_ MD V3_T1_102_T1-OutputData_MD

date 2009-03-25 18:18:00

publisher faz

comment Quantum numbers - BT2

label 2006_BaTeHaTo_c_H20

hasReference R.J.Barber, J. Tennyson, G.J. Harris, R.N.
Tolchenov, A High Accuracy Computed Water Line List -
BT2. /[ Mon. Not. R. Astron. Soc., 2006, v. 368, p. 1087-1094

21 statements

Subject-predicative structure

V4_T1_102_T1-InputData_MD V4_T1_102_T1-OutputData_MD
hasAtomicMass 10.1111/j.1365-2966.2006.10184.x hasQuantumNumber_MD V3_T1_102_QuantumNumbers_MD_for_BT2
hasBasicWaveFunction 10.1111/j.1365-2966.2006.10184.x hasEnergyLevel_ MD V3_T1_102_EnergyLevel_MD

hasPotentialEnergyFunction 10.1111/j.1365-2966.2006.10184.x

V4_T1_102_EnergylLevels_MD V4_T1_102_QuantumNumbers_MD_for_BT2
hasUnit cm-1 hasQuantumNumberType BT2
hasNumberOfEnergyLevels 221097 hasNumberOfNonunique QuantumNumbers 0
hasMinEnergyLevel 0 hasNumberOfUnlabeledQuantumNumbers 0
hasMaxEnergylLevel 29999.840396 hasNumberOfUniqueQuantumNumbers 221091
hasTotalMaxAngularMomentum 50
hasTotalMinAngularMomentum 0

XV Bcepoccuickas HayyHas koH(pepeHUUA “ONeKTPOoHHbIe 6UBNUOTEeKU: NepCNeKTUBHbIC MeTOAbI U TEXHOMONMU, ANIEKTPOHHbIE Konnekuun” RCDL2013



OnbIT peweHUna MHPOPMaLMOHHBIX 3afaY B KOJIMYECTBEHHOM CNEeKTPOCKOoNUuU
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

Individual «Information source
V4_T7_269_NaMalLeTe_D20_to_V4 T1_284 ShZoPo_D20_by_ EnergylLevels_on_NormalModes_RMSPair»

V4 _T7_269_NaMalLeTe_D20_to_V4_T1_284_ShZoPo_D20_by_EnergylLevels_on_NormalModes_R

MSPair

hasRMSMember V4 _T7_269 NaMalLeTe_D20

hasRMSMember V4 _T1_284 ShZoPo_D20

hasPhysicalQuantity EnergylLevels

hasRMSBandPair v4_T7_269 to_V4_T1_284 by_EnergyLevels_on_NormalModes_v1_v2_v3_RMSBandPair
hasTotalRMSDeviationValue 34.800

hasTotalMaxDifferenceValue 225.9971

hasTotalNumberCorrelationLines 530

v ¥

V4_T7_269_NaMalLeTe_D20_to_V4_T1_284_ShZoPo_D20_by_EnergyLevels_on_NormalModes_ident_v1_v2_v3_R V4_T1_284_ShZoPo_D20

msBandPair

hasRMSStateBand v4_T7_269 to_V4_T1_284_by EnergyLevels_on_NormalModes_0_3_3_RMSStateBand hasReference S.V. Shirin, N.F. Zobov, O.L.
hasRMSStateBand v4_T7_269 to_V4_T1_284_by EnergyLevels_on_NormalModes_1_1_3_RMSStateBand Polyansky, Theoretical line list of D,'°0 up to 16000

cm! with an accuracy close to experimental, J.

hasRMSStateBand v4_T7_269 to_V4_T1_284_by EnergyLevels_on_NormalModes_1_3_2 RMSStateBand Quant. Spectr. Rad. Trans., 109 (2008) 549

hasRMSStateBand v4_T7_269 to_V4_T1_284 by EnergylLevels_on_NormalModes_2_1_2_RMSStateBand

hasRMSStateBand v4_T7_269 to_V4_T1_284 by EnergylLevels_on_NormalModes_2_3_1_RMSStateBand Y

hasRMSStateBand v4_T7_269 to_V4_T1_284 by EnergylLevels_on_NormalModes_3_1_1_RMSStateBand V4_T7_269 NaMalLeTe_D20

hasRMSStateBand v4_T7_269 to_V4_T1_284_by EnergyLevels_on_NormalModes_3_3_0_RMSStateBand e OVN o, F. M i OM

hasRMSStateBand v4_T7_269 to_V4_T1_284_by EnergyLevels_on_NormalModes_4_1_0_RMSStateBand asnelorence ©.V.Naumento, . Wa2zotd, O.W.
Leshchishina, J. Tennyson and A. Campargue,

Intracavity laser absorption spectroscopy of D,0

hasNumberOfRMSBands 8 | | between 11 400 and 11 900 cm'. // Journal of Molecular

Spectroscopy, 2007, v. 242, no. 1, p. 1-9

V4 _T7_269 to_V4_T1_284_by EnergylLevels_on_llormalModes_1_1_3_RMSStateBand
V4_T7_269 _to_V4_T1_284_ by EnergylLevels_on_NormalModes_1_3_2_RMSStateBand
V4_T7_269_to_V4_T1_284 by _EnergylLe els_on_NormalModes_2_1_2_ RMSStateBand

lergyLeveis_on _NormalModes_2 3 1_RMSStateBand
© E=-~rgylLev>ls _on_NormalModes_3_1_1_RMSStateBand

'+ Enargyli:vels_on_NormalModes_4_1_0_RMSStateBand
V4_T7_269 to_V4_T1_284_ by EnergylLevels_on_NormalModes_0_3_3_RMSStateBand

_EnergyLevels_on_NormalModes_3_3_0_RMSStateBand

(131 + 5N ) statements

bands
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B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

KonebamenbHbie non0ockl 8 NPsIMbIX 3adaqyax

VibrationalBand and inverse hasQuantumNumbersOfBand some
(inverse hasVibrationalBand_MD some
(inverse hasTransitionQuantumNumbers_MD some
(inverse hasOutputData_MD some
(InformationSource and
(isSolutionOf value T2 or isSolutionOf value T3))))).

UcmoyHuKu OaHHbIX, codepxaujue rnepexoobl 8 ebI6GpPaHHOM
duarna3oHe 80JIHOB8bIX YyuceJs

(T2-1S or T3-IS or T5-IS or T6-IS) that
hasOutputData_ MD some
(hasWavenumbers_ MD some
(Wavenumbers_ MD and
((hasMinWavenumber some float[>=0.0,<10.0]) or
(hasMaxWavenumber some float[>=0.0,<10.0] ))))

MpumMepbl orpaHMYeHU Npu onpenerieHMu KnaccoB

XV Bcepoccuickas HayyHas koH(pepeHUUA “ONeKTPOoHHbIe 6UBNUOTEeKU: NepCNeKTUBHbIC MeTOAbI U TEXHOMONMU, ANIEKTPOHHbIE Konnekuun”
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B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos :

KayecTBO AaHHbIX, UH(bOpMaLMKM U 3HAHUN

HedopmanbHbie orpaHu4yeHus

[oBepue

HedopmarnbHbii nHaMBMayanbHbiv Kputepuit: Kputepun onybnvkosaHus (D,).
3KCI‘IepTHbIe AaHHblE coiep’KaT TOJ1bKO Oﬂy6J'IVIKOBaHHbIe OaHHbIE

HedopmarnbHbIn oTHOCUTENBHBLIN KpnTEpuin: OLeHKa 3KCNepToB

Ccbinku Ha cmamau, COOG,D)K&LL(UG nepexoab/ OMKIIOHEHHbIe 3Kcriepmamu

Booda

1. J. Tennyson, PF. Bernath, L.R. Brown, et al., IUPAC Critical Evaluation of the Rotational-Vibrational Spectra
of Water Vapor. Part I. Energy Levels and Transition Wavenumbers for H,'7O and H,'80, Journal of
Quantitative Spectroscopy and Radiative Transfer, July 2009, V.110, no.9-10, P.573-596.

2. J. Tennyson, PF. Bernath, L.R. Brown, et al., lUPAC Critical Evaluation of the Rotational-Vibrational Spectra
of Water Vapor. Part Il. Energy Levels and Transition Wavenumbers for HDO, HD'70 and H
Quantitative Spectroscopy and Radiative Transfer, 2010, v.111, no.15, p. 2160-2184.

3. J.Tennyson, Peter F. Bernath, L.R. Brown, et al., IUPAC Critical Evaluation of the Rotational-Vibrational
Spectra of Water Vapor. Part lll. Energy Levels and Transition Wavenumbers for H,'¢0, Journal of
Quantitative Spectroscopy and Radiative Transfer, 2013, v.117, p.29-58.

Cepoesodopod

1. E. R. Polovtseva, N. A. Lavrentiev, S. S. Voronina, et al., Information System for Molecular Spectroscopy.
5.Ro-vibrational Transitions and Energy Levels of the Hydrogen Sulfide Molecule, Atmospheric and
Oceanic Optics, 2012, Vol. 25, No. 2, pp. 157-165.
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OnbIT peweHUna MHPOPMaLMOHHBIX 3afaY B KOJIMYECTBEHHOM CNEeKTPOCKOoNUuU
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB
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OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos

Kputepun onyonukoBaHus

OrpaHunyeHune Ha pmM3nMveckne BeNnMYUHbI B KpUTEpUM onybnnkoBaHuA

| pi,expert_pi,primaryl < Dk’

30€Cb  Piexpert U Piprimary 3HAYEHWS SKCMEPTHbIX U MEPBUYHLIX BENUYMH, COOTBETCTBEHHO,
n D, — OTKNOHeHMe gonycTumoe B k-cnekTpanbHOM MHTepBane.
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OTKNOHEeHUs, JONyCTUMbIE B CNeKTparbHbIX MHTepBanax,
OnpenensdlTca MpuU peLleHMM KOHKPEeTHbIX 3agad. [ns
3aayn OUEHKM [OoBepus K ChnekTparnbHbiIM [AaHHbIM
NnpUMeHsieMbIM B 3ajadax pacdeTa BOCXOAALMX W
HUCXOOALWMX TMOTOKOB W3NyYeHUs B  MWUKPOBOSTHOBOM
AnanasoHe npepenbHas TodHocTb 0.00001 cm!, B
panbHem (Far IR), anvHHo-BonHoBoM (L-W IR), cpegHem
(MIR), 6nuwkHem UK (NIR) n Bugumom gmnanasoHax, D, =
0.005 cm-', B kopoTko-BONHOBOM WK (S-W IR), D, = 0.01
cm.

,D,GKOMI'IOSI/ILI,I/IH npoBOANTCA HECKOJIbKUMMA cnocobamu: gekomMmnoanuma no SKCnepmMMmeHTasribHbiM NepBUYHbIM
OaHHbIM, MO TeopeTn4eCkM nepBnyHbIM AaHHbIM, NO 3KCNepuMeHTaribHbiM U TEOPETUHECKUM OaAHHbIM U,
€CNnn BO3MOXHO, NO 3TaroHHbIM AaHHbIM. 3TN Crocobbl NPUMEHAITCA OAnA BCeX CbI/IBVI‘—IeCKI/IX BEITNYUNH.

Pe3yanaTb| JexkomMmno3nummn npeagHa3HavyeHbl

NPOrpaMMHbIX areHToB.
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OnbIT peweHus MHPOPMaLMOHHbIX 3a4aY B KOJIMMeCTBEHHOMU CNeKTpoCcKonuu
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

Humepstmw BaKyyMHble 6OJIHOBblE Yuc1a
Oexomnosuyuu Muxkpo- Janvruii Jlunno- Cpeonuii UK Kopomkxo- bnuosxcnuii | Bce unmepéansi
60IHOBOU UK 6oanoeol UK sonnogol UK UK
12¢160, 2009 _RoGoBaBe (128170)
13 | 53 84 26 27 202
2011_JaCrArBo (165181)
0 0 0 0 0 0
2005_JaScChGa (32692)
0 0 12 1017 157 1186
2005_RoJaBaBe (27979)
13 57 342 205 33 650
2009_RoGoBaBe (19264)
2C1010 | 38 | 187 29 926 0 1180
2011_JaCrArBo (18969)
0 0 0 6 0 6
2009 _RoGoBaBe (79958)
7 | 79 | 944 214 433 0 1677
2011_JaCrArBo (110136)
12c16Q18Q 0 0 0 0 0 0
2005_JaScChGa (13445)
0 0 3 906 0 909
2005_RoJaBaBe (17417)
7 377 944 216 905 0 2449
2009 _RoGoBaBe (49777)
i 0 ' 0 81 41 1 123
2011_JaCrArBo (66657)
1°C1%0, 0 0 0 0 0 0
2005_JaScChGa (11122)
0 0 0 162 1 163
2005_RoJaBaBe (8836)
0 0 81 250 1 332
2009 _RoGoBaBe (2953)
127 | 364 590 0 1089
2011_JaCrArBo (1584)
13C16Q17Q 0 0 0 0 0
2005_JaScChGa (1584)
128 375 590 219 1329
2005_RoJaBaBe (1593)
166 413 590 219 1388

XV Bcepoccuiickasi Hay4Hasa KOH(epeHUUs “OneKTPoHHbIe GUGNMOTEKN: NepCneKTUBHbIE MeTOAbI U TEXHONOMUU, INEKTPOHHbIE KonneKkuun”

Tabnuua 1. Pe3ynbTartbl
AekoMnosnumnm
9KCNEPTHBIX AaHHbIX Ans
NATU M30TOMOOroB
Avokcuaa yrnepoaa

2009_RoGoBaBe (128170 )

2009_RoGoBaBe — ccbinka Ha
nyénukaumio

128170 - yncno nepexodos B

BA

2009_RoGoBaBe

L.S. Rothman, et al., J.
Quant. Spectros. Rad.
Transfer, 2009, v. 110, no. 9,
p. 533-572

2005_RoJaBaBe

L.S. Rothman, et al., J.
Quant. Spectrosc.& Radiat.
Transfer, 2005, v 96, p. 139-
204

2011_JaCrArBo

N. Jacquinet-Husson, L. et
al., J.Quant. Spectros. Rad.
Transfer , 2011, v. 112,

p. 2395-2445

2005_JaScChGa

N. Jacquinet-Husson, et al.,
J. Quant. Spectrosc. &
Radiat. Transfer, 2005, v. 95,
p. 429-467
[lekomnoaunuus no
U3MepPeHHbIM U
BbIYMUCJIEHHbLIM

nepBUYHLIM AdHHLIM
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OnbIT peweHus MHPOPMaLMOHHbIX 3a4aY B KOJIMMeCTBEHHOMU CNeKTpoCcKonuu
B pamkax noaxoaa Semantic Web. AHanus nHdpopmMaLMOHHLIX peCypcoB

Monekyna \ BakyymHble 80/1HO8bIe Yucaa Tabnuua 2.
UHmepean dekomnosuyuu? PY MB AanbHuli 4B UK CpedHuli UK KB UK BauxHuld | Budumerii BauxcHul Bce pe3y neTaThbl
UK UK yo UHMepsanel [LEKOMMO3ULMN
HZO 2013_RoGoBaBa (142045) (nekomno3unuus c y4etom / 6e3 yueta IUPAC aTanoHHbIX Nepexonos) SKCMEPTHBIX AaHHBIX
H1Gr10 CoMHUTeNHBiX NepexoRos 11 | 111102 | 3446/839 | 51953 | 110117 | 739/359 | 9725/4571 | 4357/1758 | 38/22 | |19046/7672 ANs 4 M30TONONOTOB
2011_JaCrArBo (41147), 2008_JaScChCr (41148) ~_|__Monekynbl Boabl
16/16 616/57 426/40  1242/559  1909/559  1335/952  359/219  2/2 5905/1850 \\
2009_RoGoBaBe (37432)
111 6/6 612/8 4621 1131/7 134350  521/191 3N 0 4079/265 19046/7672
2005_RoJaBaBe (32365)
1 6/6 612/8 462/1 1131/7 1343/50  605/267  520/329  2/2 4682/671 A / B
2005_JaScChGa (36701)
16/16 619/197  420/21  1337/195  2691/1611  2221/1996  516/327 2/2  7822/4365 A
2013_RoGoBaBa (27544) (nekomnosuuums ¢ ydetom / 6e3 ydyeta IUPAC 3TanoHHbIX Nepexonos)
H,170 186 | 4691 | 2580 1280/0 2748/6 3151114 | 64727 | 8571/54 Aexounosuums no
2 U3MEepPEeHHbIM U
2011_JaCrArBo (5468) BEIYNCTEHHIM
111 135/43 51/11 199/30 388/42 386 /352 4/3 1164/482 NEPBUYHLIM AAHHBIM
2009_RoGoBaBe (6992)
117/33 45 /9 171/24 377/31  412/372 64/51 1186/520 B
2005_RoJaBaBe (6120)
117/33 48/9 171/24 377/31  356/329 1066/426 JlekoMnoanLms no
2005_JaScChGa (3874) U3MepeHHbIM K1
111 135/43 51/10 191/42  248/102  368/367 994/565 BbI4YMCAIEHHBIM
2013_RoGoBaBa (39903) (nekomnoaunums ¢ ydetom / 6e3 yueta IUPAC 3TanoHHbIX nepexonos) nepBU4HbLIM AaHHBIM U
H.180 11 209119 | 7029 | 414s5 1878/3 | 3377/47 | 5626/73 | 1335414 | 13362/571 3TanoHHLIM AaHHBIM
2 2011_JaCrArBo (8360)
11 176/97 66/17 130/65  297/171  674/651  20/20 1364/1022 2013_RoGoBaBa
2009_RoGoBaBe (9753) L.S. Rothman, et al,,
11 28/28 139/52 66/17 130/65  153/40  936/861  3/3 1456/1067 J. Quant. Spectrosc. &
2005_RoJaBaBe (9534) Rad/'at.. Transfer, 2013.
— (preliminary data (June
11 28/28 139/52 66/17 130/65 153/40  929/854  50/49 1496/1106 2013) were used for
2005_JaScChGa (7406) assessment of trust)
1/1 176/97 66/17 147/82  478/366  901/835 1769/1398
2013_RoGoBaBa (13237) 2008_JaScChCr
HDO 3 | 24 | 523 | 84 204 619 59 76 1602 D‘ 532?#"]382'1?;53?'&& al.,
2011_JaCrArBo (11980) R'adiat. 'I.'rar'?sfer 2068
3 24 644 107 713 1242 15 0 2748 V. 109, p. 10431059
2009_RoGoBaBe (13238)
3 24 523 84 204 620 59 76 1603
2005_RoJaBaBe (9628)
3 24 533 84 204 619 15 1482
2005_JaScChGa (10132)
3 24 644 107 749 1303 2830
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OHTONnornyeckoe npeacTaBrieHne OLEeHKU JoBepus

OnucaHne cBonUCTB U
http://wadis.saga.iao.ru).

kKrnaccoB  (Cm,

CTpykKkTypa MHOMBUAOB

The structure of an individual A describing a complete
assessment of trust in an expert data source is shown
in Fig.2 where the trust is assessed for expert data as
an example for the hydrogen sulphide molecule.
Notably, the structure is the same for all molecules.

The minimum cardinality of property
hasVacuumiWavenumberbDescriptionCiassifiedBy
PrimarylnformationSource is 1, whereas its maximum
cardinality is 3. The value of this property is an
individual B describing one of three expert data
decomposition techniques.

The maximum cardinality of property
hasVacuumWavenumberDecompositionDescription
ClassifiedByRange corresponding to hasP1 is 12,
whereas its minimum cardinality is 1.
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2009_RoGoBaBe_H25

ﬁ‘l — DecompasitioninformationSource

| hasVacuumWave numberDescription Classified ByP rimary InformationSource B1 |

B1 Experimental

hasP1C1 hasP1C2 hasP1C3 hasP1C4 hasP1C5 hasP2CR

C1

D1 - Mic!w‘we |

e /

D2 - FI W
DecompaositionAccuracy DecompositionAccurscy
0.00001 0.005
InitialRangeValue 0.1 InitizlRangeValus 10
FinalRangeVzlue 10 FinalRangeValue 630
E1 | fo EZ B
hasDT4 8 /| hosDT4 )
hasDT2 2.385 /| hosDT2 15.683
hasDT3 7.624 hasDT2 609328
T
DS1 W /  Ds4
isPartOf 1995_Ba¥aWiPo isPartOf 1934 JaKl
hasOTS 2 hosDTS 366
hasOT2 4 992 hasDT2 33.12%
hasDT3 5 838 hasDT3 255.735
r'd II
C3 / c4

D3 -1w | oy

CR

hasDT1 4983
hasDT2 2.985
hasDT2 4256.547

Fig.3

D4 - MIR Wy
0.005 0.005 0.005
InitialRangeValue 530 InitialRangeValue 1250 InitizlRangeValue 3300
FinalRangeValue 1250 FinalRzngeValue 3300 FinalRangeValue 7000
B v B4 | E5 -
hosDT4 62 hasDT4 1445 hasDT4 2504
hasDT2 994177 hasDT2 1250:024 hasDT2 2303.930
hasDT2 1249.221 hasDT2 3022307 hasOT3 4356.547
T
DS10\/ DS13 ), DS19
isPartOf 1954 Ben-Aryeh isPartOf 1998_BrCrrNz isPartOf 2005 _UILBeGr
has075 94 hasDT5 2820 hasDTS 202
haosDT2 1120.586 hasDT2 2142 835 hasD72 4000.586
hasDT3 1236.725 hasDT3 3009.993 hasDT2 4245934

Figure 2. Subject-predicate structure of an individual describing the
assessment of trust in the expert data on vacuum wavenumbers for the

H,S molecule.
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hasDecompositionRange DR5
hasDistrustedVacuumWavenumberDescription E5
(4) {hasTrustedVacuumWave numberDescription D519-22 }

———

o
mc
e

D5-12

DistrustedVacuum u&numb&rr
TrustedVecuumiWavenumbers

MinimumVacuumiVavenumber LT L-’aculﬁpwiwanmber

202 4000.586 2504 3303.930 0.005 3300
- _i5 Pfl Et Df_ - MzximumVecuumWavenumber hiaxmum?agﬁ'umbb‘auenumber Finalft ”,QEUEM
2005 UILiBeGr 4245934 4256.547 7000

\\__H______/,/

Figure 3. Fragment of Fig.2 with a detailed subject-predicate structure
of an individual C5 of class DecompositioninShortWavelnfraredRangeDescription.

Ceonctea nHgusmga 2005 UILiBeGr He nokasaHbl. O1oT mHamsug 2005 UILiBeGr ssnsaetcs
MHOpPMaLMK ONUCbIBaOLLNM pelueHne 3agadn T6 n cogepxmt okono 100 BbiCKa3biBaHUM.

2005_UILiBeGr: O.N. Ulenikov, A.-W. Liu, E.S. Bekhtereva, O.V. Gromova, L.-Y. Hao, S.-M. Hu, High resolution Fourier
transform spectrum of H,S in the region of the second hexade, Journal of Molecular Spectroscopy, 2005, Volume 234, Issue 2,

Pages 270-278, DOI: 10.1016/j.jms.2005.09.010.

XV Bcepoccuickas HayyHas koH(pepeHUUA “ONeKTPOoHHbIe 6UBNUOTEeKU: NepCNeKTUBHbIC MeTOAbI U TEXHOMONMU, ANIEKTPOHHbIE Konnekuun”

MCTOYHKOM




o
OnbIT peweHuna MHpopMaLUOHHBIX 3aQaY4 B KONIMYECTBEHHOM CNEKTPOCKONUU d
B pamkax nogxopa Semantic Web. Ananus nHdopmMmaumoHHbIX pecypcos y

TakcoHOMMSA U NpuMep onpeaerneHns Knacca

Bornblwasn 4YacTb KnaccoB onpeaensdercs orpaHnYeHnsMmn Ha ceonctBa. OrpaHuMyYyeHns Ha CBOWCTBa ANS
onpepeneHnsa knacca VacuumWavenumberDecompositioninVisibleRangeDescription, 3anucaHHoe B
MaH4YeCTEPCKOM CMHTAKCUCEe AaHO HUXKe:

(hasTrustedDescription some TrustedVacuumWavenumberDescription

or

hasUntrustedDescription some UntrustedVacuumWavenumberDescription)
and

(hasDecompositionRange value VisibleDecompositionRange).

JTOT Knacc coaoepXnuTt wuHOMBUAbI, Kagbln 13 KOTOPbIX CI'IeLI,I/Id.)I/ILI,I/IpyeT YNCNO [OOBEPUTESIbHbIX WU
COMHUTEITbHbLIX nNepexoaoB, yYKa3dblBaeT obnacTtb n3MeHeHus OOBEPUTESIbHbIX N COMHUTENbHbIX MNMepexonoB
B BUOMMOM AuanasoHe Anst oqHomn MOIneKyIbl 1 OQHOIo 3KCNepTHOro Ha6opa OaHHbIX.

OHTOMOrMsl OUEHKN OOBEPUS IKCNEPTHBLIM AAHHBLIM OfS1 KOFIMYEeCTBEHHOW CNeKTpocKkonum cogepxut 19
knaccos, 14 cBOMCTB N 9 TUMOB CTPYKTYP WHOMBWOOB, OMNUCHIBAKOLINX OLEHKY OOBEpUS ONS MOSEKynbl,
CNeKTpanbHOro [uanasoHa, OTHECEHHOro K 3TOW MOrieKyrie, U 4ucria nepBuYHbIX MCTOYHWKOB AaHHbIX
KoTopoe MoXeT MeHATbeA oT 20 o 150 B gaHHOM MHGOPMaLMOHHOW CUCTEME.

OueHka posepust gaHa gna 6onee yem 100 3KCNEepTHbIX WCTOYMHMKOB AaHHbIX, OTHOCAWMXCS K 35
nzortorornioram 9 Monekyr.
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OHTOJTO'NN

| n=3, m=5 .

—2 m=6

| n=1, m=7
Task Tm Descrlptlon of Individual

Properties of Data
Source

Individual Properties

Description of
of Data Source

Description of Relative
Properties of Data
Sources Tm vs Tm

Description of Relative
Properties of Data
Sources Tn vs Tn

Description of Relative
Properties of Data
Sources Tnvs Tm

[ Tn(Primary) — Tn(Primary) ] [ TniPrimary) vs Tm(Reference) ] [ Tm(Priary)vsTm(Referenoe) }

A Al

[ Tn(Primary) vs Tm(Expert) ] [ Tm(Primary) vs Tm(Expert) ]

/ /L

[ Tn(Primary) vs Tm(Primary) } [ Tm(Primary) vs Tm(Primary) }

L

{ Tm{Expert) vs Tm(Reference) }

[ Tm(Expert) vs Tm(Expert) ]

Bcero [osepue

Water (H,0) 1,600,000 30,000
Carbon Dioxide (CO,) 1,000,000 5,000
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Journal of Molecular Specroscopy 251 (2008) 339-357

Contents lists available at ScienceDirect

MOLECULAR
x SPECTROSCIPY
E V"’ LH. Coudert et al./Journal of Molecular Spectroscopy 251 (2008) 339-357 345
El Si Table 7 8 Calculation/!
I H 1
Asmg_rlrnents,_fre_quent'l Substance Output data
transitions within the (
H=0 Wawvenumbers
u i rf
ThE‘ ] J K'u Kc Method Unit 'CI'TI-]'
L H c i ; i UNDEFINED Wavenumbermin 2966.0064
spsauM 5 3 2 Reference
"Deutschq | 4 1 4 A.S.Pine, 8.].Coulombe, C.Camy-Ps h
Optical 1 4 4 0 temperature water spectrum in the 300 = — -
and Chemical Reference Data, 1983, v. -
2 2 0 OutputData
ARTI 8 8 1
— 8 8 0 An atlas of the high-temperature (1
Article Ris 5 5 1 R -1
Received vapor in the 3000 to 4000 cm’™* regd
Inrevised 5 5 0 was recorded at Doppler-limited re ] ] N
Available| o 7 ] frequency laser spectremster. The Transitions Viavenumbers Einstein Coefficient
the strong OH stretching fundamer HommalModes
Keywords| 7 7 0 overtone, 2vs, as well as associate
Water 6 6 1 been assigned using 2 model Hami
High-resof 6 0 agreement between calculated ang l,--‘_" ,
Line posit 14 3 12 Ka up to 14. The calculated eigenve . L
Line strer) operator predict the measured line K
J';::l’”‘d 5 2 3 should serve as a reference for ang
[_.imy:r'iid 8 5 4 sources such as combustion exhau
Second 1 9 6 4
Anomalo T=1200+/-30 K: P=0.8 ta 2.0 Torr;
Bending- 8 > o ! i = .
9 6 2 Root-mean squire deviations
Type: MNormalModes |Numt|
1. Introduction Number of transitions rejected by exper
i . Number of bands
The high-resolution spectrum o
ably one of the most studied sped|v1"F vz"P v3''P p oW g oW yglow
a large number of papers dealing
ical investigations of this spectruf + -
of these papers deal with measure o O
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Import list Ontologies list
In rows
rows all Show | 20 starting 1] 52:!1:« Contral
. Show | 20 starting 0 E from
Variables list from rows
M | Ontology name in english Edit | Download
— N |Substance Composition Task |Selec |, Cdit | Download
Sh 40 starti 1] i )
ow fruammg 1 |H2O Erimary T1 [l 5 Edit | Download
2 |H_170H Frimary T1 [l 2 | Data sources containing a vibrational band Edit | Cownload
D aeshic Ecipiains 2 |H_120H Primary T1 &l 4 | All data sources including the roct-mean- Edit | Cownload
1 | _VERSION_ Off Vs square deviation for selected vibrational
z | _onToLOGY_ on  httpi/fvm| ¢ | P29 Primary T ( bands
fentolegy 1 o Primary T1 F 5 |Data sources containing transitions in chosen | Edit | Downlead
3 | NAMESPACE_ On http /v range of wavenumbers
/saga2/ni & | D23 Primary T1 O 6 |Data sources containing one vibrational band | Edit | Download
4 | _RMSNS_ off D:ﬂggdnfi S Brimary T1 0 and =olutions computed by definite method
= 7 | Data sources which satisfy the set of Edit | Download
5 |_METHOD_ off  NULL g8 |HDS Primary T1 [l properties related to formal constraints
& |_RMSSOURCE_ | Off NULL g |soz Primary Ti | & |Data sources hawve no transitions which were | Edit | Download
7 | _RMSBAND_ Off  NULL rejected by experts
8 | _BANDNS_ Off MULL 10| B2_180 Primary T [ g | Data sources containing definite physical Edit | Download
i uanti
9 | _COMPOSITION_ | Off MULL 11| H_1800 Primary T1 [ q ty
10 | Data source containing the same transitions | Edit | Download
10| _TASK_ Off UL 12| H_335H Primary T O as in definite data suugrln::e
11| _SUBSTANCE_ off  NULL — : )
13 | H_=45H Primary T1 & 11 | Data sources containing only unigue Edit | Download
12 _El\.lu\ND_ Off MULL transitiuns
14 | HZO Erimary T7 [ — - -
rows 12 | Canonic information sources Edit | Download
Show | 40 fstarting 0 15| H_170H Primary 7 [l 12 | Pairs of information sources containing only | Edit | Download
rom ;
16| H_180H Brimary 17 B primary measured data
_ 14 | Pairs of information sources having only one | Edit | Download
17 |HOD Frimary T7 [ vibrational band
12 | D20 Primary T7 [ 15 | List of substances in the information system | Edit | Downlead
13 |H_180D Primary T7 [ 16 test Edit | Download
-0 | Hzs o - 17 1u"_il:rrEltil:bnElI bands which can be found in Edit | Download
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A list of classes corresponding to plausible user queries

1.Vibrational bands found in direct tasks.

2.Data sources containing a single vibrational band;

3.All data sources including the root-mean-square deviation for selected
vibrational bands ;

4.Data sources containing transitions in a selected range of wavenumbers;
5.Data sources that satisfy a set of properties related to formal constraints;
6.Data sources with no transitions rejected by experts;

7.Data sources containing the same transitions as in the data source;
8.Data sources containing only unique transitions;

9.Canonical information sources;

10.Pairs of correlated information sources containing only measured data;
11.Pairs of correlated information sources containing only a selected
vibrational band.
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3aKknw4vyeHue

[MpoBepeHa [OCTOBEPHOCTbL M [JaHa oOueHka [JoBepus WH(OPMaUMOHHBIM pecypcaM Mo  KONMYEeCTBEHHOM
crnekTpockonuu. MNHGOpMaLMOHHBIMK pecypcamn  ABMNSAIOTCA MEPBUYHbIE U COCTaBHblE WCTOYHUKU OaHHbIX,
ceasdaHHble ¢ 3500 nybnukaumamn. Bce NCTOYHMKM OaHHbIX 3arpyeHbl B MHopmaLumoHHyto cuctemy W@DIS n
CHabXeHbl CeMaHTUYeCKMMM aHHoTauuaMu. AHHOTauMM codepxaT WMHOopMauuilo O NpoBepkax opmarnbHbIX
MHOVBUAOYaNbHbLIX N OTHOCUTENBHbLIX KPUTEPUAX OOCTOBEPHOCTU U AOCTYMNHbI NOSb30BaTensaM Kak B TabnnyHom
Buge, Tak n B copme OWL oHTOnoruwn. lpeacraBneHbl CTPYKTYpbl WHAWBUAOB OHTOMOMMW, OMNUChbIBaKoLLnE
CBOWCTBa psfa 3agay CrneKkTPOCKOMNuN.

[nsi oueHKN [OOBepUsi 3KCMEPTHbIX PECYpCOB MPUMEHEH KPUTEPUI OnyGrMKOBaHUS, KONUYECTBEHHas!
XapakTepuCcTUKa KOTOPOro M3MeHsieTcst B 12 cnekTparbHbIX WMHTepBanax BaKyyMHbIX BOJIHOBbIX uYucen. [aHo
OonucCaHWe CTPYKTYpbl MHOMBMAA, XapaKTepu3yHOLWEero OLEeHKY [OBepus 3KCNepTHbIM AaHHbIM. CTpykTypa
COOEPXKUT MHAOPMALMIO O AOBEPUTENBHBIX M COMHUTENBHBLIX BaKyyMHbIX BOSHOBbIX YMcrax. KpaTko onucaHa
TAKCOHOMWSI KNacCoB U NPUBEAEH NpMMep ONpeaerneHns Knacca orpaHnYeHemM Ha 3Ha4YeHMs CBOMCTB.

PaboTta opueHTMpoBaHa Ha NMPUMEHEHME BbIMUCNSAEMON OHTOMNOrM4Yeckonm 6asbl 3HAaHUN B 3KCMEPTHOW CUCTEME
OS5 OLLEeHKM KayeCcTBa MHPOPMAaLIMOHHBIX PECYPCOB B KONMYECTBEHHOW CMEKTPOCKOMUK, a Takke Af1s opraHn3auum
CeMaHTMYecKoro rnoucka WHAOPMAUUOHHbLIX pecypcoB. basa 3HaHuUM aenaeT BO3MOXHbLIM MpeAcTaBrieHue
pes3ynbTaToB aHanu3a KayecTBa JaHHbIX 9KCMepTOoB, C OQHOM CTOPOHbI, 1 POPMUPOBAHNE IKCNEPTHLIX OAHHbIX,
cornacoBaHHbIX C NEPBUYHBIMU JAaHHBLIMU C OPYrOn CTOPOHLI. B Takon cucteme nonb3oBartenu (uccregoBatenu m
nporpaMmHble areHTbl) 06nagaroT KONMMYECTBEHHBbIMWN OLleHKaMX OCTOBEPHOCTU 1 AOBEPUS K MHOPMaLMOHHbIM
pecypcam, pellas OCHOBHY 3agady Semantic Web.

Pabota nogaepxaHa PO®PUN (MpaHTbl 11-07—-00660 and 13—-07-00411).

NHpopmaumoHHasa cuctema W@DIS goctynHa no agpecy: http://wadis.saga.iao.ru
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e
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Bonpocbi ?
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