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279 zynchrotronRb−sνΣEπ−rRinπr−rνΣEspνctroscopyEoπEojXuaElxtνnΣνΣEroRvibr−tion−lE−n−lysisE−nΣEnνwE
linνElistEupEtoEXX[UEcmâ��VSEJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferQE2022QEW]9QEVU_UYY 2.1

278 n−sRph−sνEiΣνntiπic−tionEoπEMNRVQWRνthνnνΣiolQE−EkνyEprνbioticEintνrmνΣi−tνEinEthνEπormosνErν−ctionSSE
ChemicalhCommunicationsQE2022QE 5.8 3

277 nνst−pνltQEnichtEυνklνbtaElnthˆ…llunυEΣνrEˇ�Reˇ�ORWνchsνlwirkunυEmithilπνEΣνsE
iνnzoπur−nRmorm−lΣνhyΣRromplνxνsSEAngewandtehChemieQE2022QEVXYQEνWUWVVX]X] 3.6

276 wrνcursorsEoπEthνEyuhEWorlΣEinEzp−cνaEkνtνctionEoπEM–NRVQWRνthνnνΣiolEinEthνEpntνrstνll−rEtνΣiumQE−E
rνyEpntνrmνΣi−tνEinEzuυ−rEmorm−tionSEAstrophysicalhJournalhLettersQE2022QE9W9QEsVV 7.9 6

275 zpνctroscopicEjh−r−ctνriz−tionEoπEXRhminoisox−zolνQE−EwrνbioticEwrνcursorEoπEyibonuclνotiΣνsSE
MoleculesQE2022QEW]QEXW]_ 4.8 0

274
junjhzE−nΣEjunjhzRmVWEtoΣνlsaEw−r−mνtνrRπrννElππiciνntEyνtEhccur−tνEjompositνEzchνmνsEπorE
lnνrυiνsE−nΣEztructurνsEoπEuoncov−lνntEjomplνxνsSEJournalhofhChemicalhTheoryhandhComputationQE
2021QEV]QE[9]YR[99W

6.4 4

273
lxtνnΣinυEthνEhpplic−bilityEoπEthνEzνmiRνxpνrimνnt−lEhppro−chEbyEtν−nsEoπEG{νmpl−tνEtolνculνGE
−nΣEGsinν−rEyνυrνssionGEtoΣνlsEonE{opEoπEkm{Ejomput−tionsSEJournalhofhPhysicalhChemistryhAQE2021QE
VWZQE99UYR99V[

2.8 2

272 morm−tionEoπEwhosphorusEtonoxiΣνEMwvNEinEthνEpntνrstνll−rEtνΣiumaEpnsiυhtsEπromE
xu−ntumRchνmic−lE−nΣErinνticEj−lcul−tionsSEAstrophysicalhJournalQE2021QE9WWQEV[9 4.7 2

271 hnEimprovνΣEstuΣyEoπEojvE−nΣEoνEsystνmaEpntνr−ctionEpotνnti−lQEcollision−lErνl−x−tionQE−nΣEprνssurνE
bro−ΣνninυSSEJournalhofhChemicalhPhysicsQE2021QEVZZQEWXYXU[ 3.9 0

270 ztructur−lE−nΣEVibr−tion−lEwropνrtiνsEoπEhminoEhciΣsEπromEjompositνEzchνmνsE−nΣEkoublνRoybriΣE
km{aEoyΣroυνnEionΣinυEinEzνrinνE−sE−E{νstEj−sνSEJournalhofhPhysicalhChemistryhAQE2021QEVWZQE9U99R9VVY 2.8 2

269 lxplorinυEthνEt−zνEoπEjyclosνrinνEjonπormνrsEinEthνEn−sEwh−sνEnuiΣνΣEbyEticrow−vνEzpνctroscopyE
−nΣExu−ntumEjhνmistrySEJournalhofhPhysicalhChemistryhAQE2021QEVWZQEWVWVRWVW9 2.8 9

268 pmprovνΣEcνntriπuυ−lE−nΣEhypνrπinνE−n−lysisEoπEukWoE−nΣEuoWkE−nΣEitsE−pplic−tionEtoEthνEspνctr−lE
linνEsurvνyEoπEsVZYYSEJournalhofhMolecularhSpectroscopyQE2021QEX]]QEVVVYXV 1.3 2

267 }nvνilinυEiiπunction−lEoyΣroυνnEionΣinυEwithEthνEoνlpEoπExu−ntumEjhνmistryaE{hνE
pmiΣ−zolνRW−tνrEhΣΣuctE−sE{νstEj−sνSEJournalhofhPhysicalhChemistryhAQE2021QEVWZQEW9_9RW99_ 2.8 3

266 jomput−tion−lEmolνcul−rEspνctroscopySENaturehReviewshMethodshPrimersQE2021QEVQE 18

265 YRmluoroR{hrνoninνaEmromEki−stνrνosνlνctivνEzynthνsisEtoEpoRkνpνnΣνntEjonπorm−tion−lE
lquilibriumEinEhquνousEzolutionSEACShOmegaQE2021QE[QEVXV]URVXV_V 3.9 0

264 hnEimprovνΣErovibr−tion−lElinνlistEoπEπorm−lΣνhyΣνQEoWVWjV[vSEJournalhofhQuantitativeh
SpectroscopyhandhRadiativehTransferQE2021QEW[[QEVU]Z[X 2.1 7

263 pnsolublνEorυ−nicEm−ttνrEinEchonΣritνsaEhrchνtyp−lEmνl−ninRlikνEwhoRb−sνΣEmultiπunction−lityE−tEthνE
oriυinEoπEliπνfSEPhysicshofhLifehReviewsQE2021QEX]QE[ZR9X 2.1 8
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262 sookinυEπorEthνEllusivνEpminνE{−utomνrEoπEjrν−tininνaEkiππνrνntEzt−tνsEoπEhυυrνυ−tionEztuΣiνΣEbyE
xu−ntumEjhνmistryE−nΣEtolνcul−rEzpνctroscopySEChemPlusChemQE2021QE_[QEVX]YRVX_[ 2.8 4

261 pnEsν−rchEoπEphosphorusEinE−stronomic−lEνnvironmνntsaE{hνErν−ctionEbνtwννnEthνEjwEr−Σic−lEM“˛£NE
−nΣEmνth−niminνSEJournalhofhChemicalhPhysicsQE2021QEVZYQEUZYXU[ 3.9 3

260 oiυhErνsolutionEm{pyEstuΣyEoπEthνE˛‰ZQE˛‰[QE−nΣE˛‰9EπunΣ−mνnt−lEb−nΣsEoπEjoWkX]jlSEJournalhofh
QuantitativehSpectroscopyhandhRadiativehTransferQE2021QEW]UQEVU]]V9 2.1 0

259 oypνrπinνRyνsolvνΣEuν−rRpnπr−rνΣEzpνctr−EoπEovSEJournalhofhPhysicalhChemistryhAQE2021QEVWZQE]__YR]_9U 2.8 2

258
pntνυr−tionEoπEthνoryQEsimul−tionQE−rtiπici−lEintνlliυνncνE−nΣEvirtu−lErν−lityaE−EπourRpill−rE−ppro−chEπorE
rνconcilinυE−ccur−cyE−nΣEintνrprνt−bilityEinEcomput−tion−lEspνctroscopySEPhysicalhChemistryh
ChemicalhPhysicsQE2021QEWXQEV]U]9RV]U9[

3.6 5

257
yot−tion−lEzpνctroscopyEtννtsExu−ntumEjhνmistryEπorEhn−lyzinυEzubstituνntElππνctsEonE
uonRjov−lνntEpntνr−ctionsaE{hνEj−sνEoπEthνE{riπluoro−cνtophνnonνRW−tνrEjomplνxSEMoleculesQE
2020QEWZQE

4.8 5

256
jollision−lEbro−ΣνninυE−nΣEhypνrπinνEstructurνEoπErot−tion−lEtr−nsitionsSEyνplyEtoEthνEcommνntsEonE
GhEnνvνrRνnΣinυEstoryEinEthνEskyaE{hνEsνcrνtsEoπEchνmic−lEνvolutionGSEPhysicshofhLifehReviewsQE2020QE
XWQEVWYRVW_

2.1

255 hEcomput−tion−lEjournνyEinEthνEjoWvWzEl−nΣaE−nE−ccur−tνErot−tion−lE−nΣEroRvibr−tion−lE−n−lysisEoπE
thνEsulπνnνEmolνculνE−nΣEthνEvQzRE−nΣEvQvRmonothioc−rbonicE−ciΣsSEMolecularhPhysicsQE2020QEVV_QEνV][[]U]1.7

254
hEtwistEonEthνErν−ctionEoπEthνEjuEr−Σic−lEwithEmνthyl−minνEinEthνEintνrstνll−rEmνΣiumaEnνwEhintsE
πromE−Est−tνRoπRthνR−rtEqu−ntumRchνmic−lEstuΣySEMonthlyhNoticeshofhthehRoyalhAstronomicalhSocietyQE
2020QEY9[QEYW9_RYXVU

4.3 11

253 nr−nΣEjh−llνnυνsEinEhstrochνmistrySEFrontiershinhAstronomyhandhSpacehSciencesQE2020QE]QE 3.8 3

252 {hνEch−llνnυinυEpl−yυrounΣEoπE−strochνmistryaE−nEintνυr−tνΣErot−tion−lEspνctroscopyEREqu−ntumE
chνmistryEstr−tνυySEPhysicalhChemistryhChemicalhPhysicsQE2020QEWWQE[ZU]R[ZWX 3.6 24

251 lxplorinυEthνEt−zνEoπEjWuWoZEy−Σic−lsE−nΣE{hνirEmr−υmνntsEinEthνEpntνrstνll−rEtνΣiumEwithEthνE
oνlpEoπExu−ntumRjhνmic−lEjomput−tionsSEACShEarthhandhSpacehChemistryQE2020QEYQE]]YR]_W 3.2 9

250
zt−tνRoπRthνRhrtExu−ntumEjhνmistryEtννtsEV−ri−blνEyν−ctionEjoorΣin−tνE{r−nsitionEzt−tνE{hνoryE
toEzolvνEthνEwuzzlinυEj−sνEoπEthνEozEPEjlEzystνmSEJournalhofhChemicalhTheoryhandhComputationQE2020
QEV[QEZU9URZVUY

6.4 11

249 {hνEyolνEoπEzt−tνRoπRthνRhrtExu−ntumRjhνmic−lEj−lcul−tionsEinEhstrochνmistryaEmorm−tionEyoutνE
−nΣEzpνctroscopyEoπElth−niminνE−sE−Ew−r−Σiυm−ticEj−sνSEMoleculesQE2020QEWZQE 4.8 7

248 {hνEch−llνnυinυEνquilibriumEstructurνEoπEozzoaEhnothνrEsuccνssEoπEthνErot−tion−lEspνctroscopyETE
qu−ntumEchνmistryEsynνrυismSEJournalhofhMolecularhStructureQE2020QEVWVVQEVW]9XX 3.4 5

247 {hνoryEmννtsEνxpνrimνntEπorEνluciΣ−tinυEthνEstructurνE−nΣEst−bilityEoπEnonRcov−lνntEcomplνxνsaE
w−tνrR−minνEintνr−ctionE−sE−EprooπEoπEconcνptSEPhysicalhChemistryhChemicalhPhysicsQE2020QEWWQEZUWYRZUXW 3.6 9

246 yichEjollνctionEoπEnRwropyl−minνE−nΣEpsopropyl−minνEjonπormνrsaEyot−tion−lEminυνrprintsE−nΣE
zt−tνRoπRthνRhrtExu−ntumEjhνmic−lEpnvνstiυ−tionSEJournalhofhPhysicalhChemistryhAQE2020QEVWYQEVX]WRVX_V 2.8 8

245 sookinυEπorEthνEbricksEoπEthνEliπνEinEthνEintνrstνll−rEmνΣiumaE{hνEπ−scin−tinυEworlΣEoπE
−strochνmistrySEEPJhWebhofhConferencesQE2020QEWY[QEUUUWV 0.3 1

(2020-2021)

3



244 {hνExuνstEπorE−Ewl−usiblνEmorm−tionEyoutνEoπEmormylEjy−niΣνEinEthνEpntνrstνll−rEtνΣiumaE−E
zt−tνRoπRthνR−rtExu−ntumRchνmic−lE−nΣErinνticEhppro−chSEAstrophysicalhJournalQE2020QE9UUQE_Z 4.7 7

243 tνth−niminνE−sE−ErνyEwrνcursorEoπEpminνsEinEthνEpntνrstνll−rEtνΣiumaE{hνEj−sνEoπEwrop−rυyliminνSE
AstrophysicalhJournalhLettersQE2020QE9UXQEsXZ 7.9 7

242 zystνm−ticEztuΣyEonEthνEhbsorptionEmν−turνsEoπEpntνrstνll−rEpcνsEinEthνEwrνsνncνEoπEpmpuritiνsSEACSh
EarthhandhSpacehChemistryQE2020QEYQE9WUR9Y[ 3.2 4

241 {hνEch−llνnυνEoπEnonRcov−lνntEintνr−ctionsaEthνoryEmννtsEνxpνrimνntEπorErνconcilinυE−ccur−cyE−nΣE
intνrprνt−tionSEJournalhofhPhysicshCondensedhMatterQE2020QEXWQEXYXUUW 1.8 9

240 lxtνnsionEoπEthνEGjhν−pGEjompositνEhppro−chEtoEuoncov−lνntEpntνr−ctionsaE{hνEjunRjhzEzchνmνSE
JournalhofhChemicalhTheoryhandhComputationQE2020QEV[QE9__RVUU[ 6.4 32

239
jh−llνnυνsEinE−strochνmistryaE{hνEspνctroscopicEpointEoπEviνwaEjommνntEonEGwrνbioticEchνmistryE
−nΣEoriυinsEoπEliπνErνsν−rchEwithE−tomisticEcomputνrEsimul−tionsGEbyEhSEwˆ'rνzRVill−QEmSEwiνtrucciQE−nΣE
hStSEz−itt−SEPhysicshofhLifehReviewsQE2020QEXYRXZQEVYXRVY[

2.1 1

238 m−rRinπr−rνΣEl−bor−toryEspνctroscopyEoπE−mino−cνtonitrilνE−nΣEπirstEintνrstνll−rEΣνtνctionEoπEitsE
vibr−tion−llyEνxcitνΣEtr−nsitionsSEAstronomyhandhAstrophysicsQE2020QE[YVQEhV[U 5.1 7

237 kνutνriumEhypνrπinνEsplittinυsEinEthνErot−tion−lEspνctrumEoπEuoWkE−sErνvν−lνΣEbyEs−mbRΣipE
spνctroscopySEJournalhofhMolecularhSpectroscopyQE2020QEX]UQEVVVW9V 1.3 7

236 hEqournνyEπromE{hνrm−llyE{un−blνEzynthνsisEtoEzpνctroscopyEoπEwhνnylmνth−niminνEinEn−sEwh−sνE
−nΣEzolutionSEChemistryhyhAhEuropeanhJournalQE2020QEW[QEVZUV[RVZUWW 4.8 2

235 hEnνvνrRνnΣinυEstoryEinEthνEskyaE{hνEsνcrνtsEoπEchνmic−lEνvolutionSEPhysicshofhLifehReviewsQE2020QEXWQEZ9R9Y2.1 15

234 hstrochνmistryE−nΣEhstrobioloυyaEt−tνri−lsEzciνncνinEWonΣνrl−nΣfSEInternationalhJournalhofh
MolecularhSciencesQE2019QEWUQE 6.3 17

233 }nbi−sνΣEkνtνrmin−tionEoπEhbsolutνEjonπiυur−tionsEbyEvisRˆ RvisEjomp−risonEoπElxpνrimνnt−lE−nΣE
zimul−tνΣEzpνctr−aE{hνEjh−llνnυinυEj−sνEoπEkiplopyronνSEJournalhofhPhysicalhChemistryhBQE2019QEVWXQE9WXUR9WX]3.4 20

232 hccur−cyE−nΣEpntνrprνt−bilityaE{hνEkνvilE−nΣEthνEoolyEnr−ilSEuνwEyoutνsE−crossEvlΣEiounΣ−riνsEinE
jomput−tion−lEzpνctroscopySEChemicalhReviewsQE2019QEVV9QE_VXVR_V9V 68.1 103

231 pntνrprνt−bilityEtννtsEhccur−cyEinEjomput−tion−lEzpνctroscopyaE{hνEVirtu−lEtultiπrνquνncyE
zpνctromνtνrE2019QEVRYW

230 zt−tνRoπRthνR−rtEcomput−tionEoπEthνErot−tion−lE−nΣEpyEspνctr−EoπEthνEmνthylRcyclopropylEc−tionaE
hintsEonEitsEΣνtνctionEinEsp−cνSEPhysicalhChemistryhChemicalhPhysicsQE2019QEWVQEXYXVRXYX9 3.6 13

229 {hνE}nνxplorνΣEWorlΣEoπEjyclo−lkνnνâ��W−tνrEjomplνxνsaEwrim−ryE−nΣEhssistinυEpntνr−ctionsE
}nr−vνlνΣEbyElxpνrimνnt−lE−nΣEjomput−tion−lEzpνctroscopySEAngewandtehChemieQE2019QEVXVQEVYU]XRVYU]93.6 2

228
{hνE}nνxplorνΣEWorlΣEoπEjyclo−lkνnνRW−tνrEjomplνxνsaEwrim−ryE−nΣEhssistinυEpntνr−ctionsE
}nr−vνlνΣEbyElxpνrimνnt−lE−nΣEjomput−tion−lEzpνctroscopySEAngewandtehChemiehyhInternationalh
EditionQE2019QEZ_QEVX9XZRVX9YV

16.4 18

227 wrνbioticEmolνculνsEinEintνrstνll−rEsp−cνaEyot−tion−lEspνctroscopyE−nΣEqu−ntumEchνmistrySE
ProceedingshofhthehInternationalhAstronomicalhUnionQE2019QEVZQE[ZR]U 0.1
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226 kivinυEπorEhccur−tνEztructurνsEinEthνEvcν−nEoπEtolνcul−rEzystνmsEwithEthνEoνlpEoπEzpνctroscopyE
−nΣExu−ntumEjhνmistrySEAccountshofhChemicalhResearchQE2018QEZVQEZY_RZZ[ 24.3 50

225 yot−tion−lE−nΣEpnπr−rνΣEzpνctroscopyEoπElth−niminνaEhEyoutνEtow−rΣEptsEhstrophysic−lE−nΣE
wl−nνt−ryEkνtνctionSEAstrophysicalhJournalQE2018QE_ZZQEVWX 4.7 24

224 {hνEnνnν−loυic−lE{rννEoπElth−nolaEn−sRph−sνEmorm−tionEoπEnlycol−lΣνhyΣνQEhcνticEhciΣQE−nΣEmormicE
hciΣSEAstrophysicalhJournalQE2018QE_ZYQEVXZ 4.7 71

223
hccur−cyEoπEyot−tion−lEw−r−mνtνrsEwrνΣictνΣEbyEoiυhRsνvνlExu−ntumRjhνmic−lEj−lcul−tionsaEj−sνE
ztuΣyEoπEzulπurRjont−ininυEtolνculνsEoπEhstrochνmic−lEpntνrνstSEJournalhofhChemicalhTheoryhandh
ComputationQE2018QEVYQEZX[URZX]V

6.4 25

222 {hνoryEtννtsElxpνrimνntEπorEuoncov−lνntEjomplνxνsaE{hνEwuzzlinυEj−sνEoπEwnicoυνnEpntνr−ctionsSE
AngewandtehChemiehyhInternationalhEditionQE2018QEZ]QEVX_ZXRVX_Z] 16.4 48

221 jomput−tion−lEch−llνnυνsEinEhstrochνmistrySEWileyhInterdisciplinaryhReviews:hComputationalh
MolecularhScienceQE2018QE_QEνVXY9 7.9 19

220 jovνrEpm−υνQEVolumνE_QEpssuνEXSEWileyhInterdisciplinaryhReviews:hComputationalhMolecularhScienceQE
2018QE_QEνVX[_ 7.9 1

219 s−bor−toryEmν−surνmνntsE−nΣE−stronomic−lEsν−rchEπorEcy−nomνth−niminνSEAstronomyhandh
AstrophysicsQE2018QE[U9QE 5.1 24

218 hccur−tνErνstEπrνquνnciνsEπorEprop−rυyl−minνEinEthνEυrounΣE−nΣElowRlyinυEvibr−tion−lEst−tνsSE
AstronomyhandhAstrophysicsQE2018QE[VZQEhV][ 5.1 7

217 {hνoryEtννtsElxpνrimνntEπorEuoncov−lνntEjomplνxνsaE{hνEwuzzlinυEj−sνEoπEwnicoυνnEpntνr−ctionsSE
AngewandtehChemieQE2018QEVXUQEVYUY9RVYUZX 3.6 6

216 }nvνilinυEthνEzulπurRzulπurEiriΣυνaEhccur−tνEztructur−lE−nΣElnνrυνticEjh−r−ctνriz−tionEoπE−E
oomoch−lcoυνnEpntνrmolνcul−rEionΣSEAngewandtehChemiehyhInternationalhEditionQE2018QEZ]QEVZ_WWRVZ_W[16.4 36

215 }nvνilinυEthνEzulπurâ��zulπurEiriΣυνaEhccur−tνEztructur−lE−nΣElnνrυνticEjh−r−ctνriz−tionEoπE−E
oomoch−lcoυνnEpntνrmolνcul−rEionΣSEAngewandtehChemieQE2018QEVXUQEV[UY_RV[UZW 3.6 5

214 uoncov−lνntEpntνr−ctionsE−nΣEpntνrn−lEkyn−micsEinEwyriΣinνRhmmoni−aEhEjombinνΣE
xu−ntumRjhνmic−lE−nΣEticrow−vνEzpνctroscopyEztuΣySEChemistryhyhAhEuropeanhJournalQE2017QEWXQEY_][RY__X4.8 33

213 hccur−tνEVibr−tion−lRyot−tion−lEw−r−mνtνrsE−nΣEpnπr−rνΣEpntνnsitiνsEoπEVRiromoRVRπluoroνthνnνaEhE
qointElxpνrimνnt−lEhn−lysisE−nΣEhbEpnitioEztuΣySEJournalhofhPhysicalhChemistryhAQE2017QEVWVQEXXUZRXXV] 2.8 15

212
iνnchm−rkEstuΣyEoπEthνEstructur−lE−nΣEspνctroscopicEp−r−mνtνrsEoπEthνEhyΣroxymνthylEpνroxyE
MovjovvNEr−Σic−lE−nΣEitsEΣνcompositionErν−ctionEtoEovE−nΣEojvSEJournalhofhChemicalhPhysicsQE2017
QEVY[QEVYYXUX

3.9 3

211 jollisionEinΣucνΣEbro−ΣνninυEoπE˛‰VEb−nΣE−nΣEυrounΣEst−tνEspνctr−lElinνsEoπEsulπurEΣioxiΣνEpνrturbνΣE
byEuWE−nΣEvWSEJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferQE2017QEV9_QEVZZRV[X 2.1 2

210
vnEthνEcompνtitionEbνtwννnEwν−kEvRo´•´•´•mE−nΣEjRo´•´•´•mEhyΣroυνnEbonΣsQEinEcoopνr−tionEwithEjRo´•´•´•vE
cont−ctsQEinEthνEΣiπluoromνth−nνERERbutylE−lcoholEclustνrSEJournalhofhMolecularhSpectroscopyQE2017QE
XX]QE9UR9Z

1.3 20

209 jvWRQEoνRE−nΣEoWRbro−ΣνninυEcoνππiciνntsEoπEzvWEπorE˛‰VEb−nΣE−nΣEυrounΣEst−tνEtr−nsitionsEπorE
−strophysic−lE−pplic−tionsSEJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferQE2017QEWUXQEX[]RX][2.1 11

(2017-2018)
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208 hstronomic−lEcomplνxEorυ−nicEmolνculνsaExu−ntumEchνmistryEmννtsErot−tion−lEspνctroscopySE
InternationalhJournalhofhQuantumhChemistryQE2017QEVV]QEVW9RVX_ 2.1 14

207 –ννm−nEνππνctEinEsulπurEmonoxiΣνaEhEtoolEtoEprobνEm−υnνticEπiνlΣsEinEst−rEπorminυErνυionsSE
AstronomyhandhAstrophysicsQE2017QE[UZQE 5.1 3

206 jorrνctEtoΣνlinυEoπEjispl−tinaE−Ew−r−Σiυm−ticEj−sνSEAngewandtehChemieQE2017QEVW9QEVYUW[RVYUW9 3.6

205 jorrνctEtoΣνlinυEoπEjispl−tinaE−Ew−r−Σiυm−ticEj−sνSEAngewandtehChemiehyhInternationalhEditionQE
2017QEZ[QEVX_X_RVX_YV 16.4 18

204
VtzRyv{aEhEuνwEtoΣulνEoπEthνEVirtu−lEtultiπrνquνncyEzpνctromνtνrEπorEzimul−tionQE
pntνrprνt−tionQE−nΣEmittinυEoπEyot−tion−lEzpνctr−SEJournalhofhChemicalhTheoryhandhComputationQE2017
QEVXQEYX_WRYX9[

6.4 30

203 zpνctroscopicEjh−r−ctνriz−tionEoπErνyEhrom−ticEtolνculνsaEhEyoutνEtow−rΣE{hνEvriυinEoπEsiπνSE
AstronomicalhJournalQE2017QEVZYQE 4.9 9

202 uνwEqu−ntumEchνmic−lEcomput−tionsEoπEπorm−miΣνEΣνutνr−tionEsupportE−Eυ−sRph−sνEπorm−tionEoπE
thisEprνbioticEmolνculνSEMonthlyhNoticeshofhthehRoyalhAstronomicalhSociety:hLettersQE2017QEslxUVW 4.3 25

201 hccur−tνEspνctroscopicEch−r−ctνriz−tionEoπEthνEovjMvNvEr−Σic−laEhEroutνEtow−rΣEitsEνxpνrimνnt−lE
iΣνntiπic−tionSEJournalhofhChemicalhPhysicsQE2017QEVY]QEUWYXUW 3.9 4

200 zννΣsEoπEsiπνEinEzp−cνEMzvspzNSEAstronomyhandhAstrophysicsQE2017QE[UZQEsX 5.1 67

199 hccur−tνEmolνcul−rEstructurνsEoπEsm−llRE−nΣEmνΣiumRsizνΣEmolνculνsSEInternationalhJournalhofh
QuantumhChemistryQE2016QEVV[QEVZVXRVZV9 2.1 34

198 s−bor−toryEmν−surνmνntsE−nΣE−stronomic−lEsν−rchEπorEthνEozvEr−Σic−lSEAstronomyhandhAstrophysics
QE2016QEZ9VQE 5.1 18

197 uuclν−rEzpinEjonvνrsionEinEjoYaEhEtultich−nnνlEyνl−x−tionEtνch−nismSEJournalhofhPhysicalh
ChemistryhAQE2016QEVWUQEV]XR_W 2.8 8

196 {hνErot−tion−lEspνctrumEoπEV]vWEupEtoEthνE{ozErνυionSEJournalhofhQuantitativehSpectroscopyhandh
RadiativehTransferQE2016QEV[_QEVURV[ 2.1

195 ztructurνE−nΣEspνctroscopicEpropνrtiνsEoπElowRlyinυEst−tνsEoπEthνEovjMvNvEr−Σic−lSEJournalhofh
ChemicalhPhysicsQE2016QEVYYQEU_YXU[ 3.9 1

194
jorrνctionEtoEzνmiRlxpνrimνnt−lElquilibriumEztructurνEkνtνrmin−tionsEbyElmployinυEiXs”wTzuzkE
hnh−rmonicEmorcνEmiνlΣsaEV−liΣ−tionE−nΣEhpplic−tionEtoEzνmiriυiΣEvrυ−nicEtolνculνsSEJournalhofh
PhysicalhChemistryhAQE2016QEVWUQEX]ZY

2.8 1

193 ztructur−lE−nΣElnνrυνticEjh−r−ctνriz−tionEoπEwrνbioticEtolνculνsaE{hνEj−sνEztuΣyEoπEmorm−miΣνE
−nΣEptsEkimνrSEJournalhofhPhysicalhChemistryhAQE2016QEVWUQEZWZ]R[X 2.8 16

192
zt−tνRoπRthνRhrtE{hνrmochνmic−lE−nΣErinνticEjomput−tionsEπorEhstrochνmic−lEjomplνxEvrυ−nicE
tolνculνsaEmorm−miΣνEmorm−tionEinEjolΣEpntνrstνll−rEjlouΣsE−sE−Ej−sνEztuΣySEJournalhofhChemicalh
TheoryhandhComputationQE2016QEVWQEZX_ZRZX9]

6.4 40

191
{olEo”wlympulEz{y}j{}ylEvmE{olEyv{h{pvuhsEzwlj{y}tEvmEokvEhukEp{zEl“{luzpvuE{vE
{olE{ozEylnpvuaEhjj}yh{lEylz{Emylx}lujplzEhukEzwlj{yvzjvwpjEwhyhtl{lyzEmvyE
hz{yvwo”zpjhsEvizlyVh{pvuzSEAstrophysicalhJournalQE2015QE_U[QEVUU

4.7 5

Cristina Puzzarini
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190 xu−ntumEjhνmistryEtννtsEzpνctroscopyEπorEhstrochνmistryaEpncrν−sinυEjomplνxityEtow−rΣE
wrνbioticEtolνculνsSEAccountshofhChemicalhResearchQE2015QEY_QEVYVXRWW 24.3 61

189 {hνEiornâ��vppνnhνimνrEνquilibriumEbonΣEΣist−ncνEoπEnνvEπromEmillimνtrνRE−nΣE
submillimνtrνRw−vνEspνctr−E−nΣEqu−ntumRchνmic−lEc−lcul−tionsSEMolecularhPhysicsQE2015QEVVXQE_UVR_U] 1.7 3

188 psomνrismEoπEjy−nomνth−niminνaEhccur−tνEztructur−lQElnνrυνticQE−nΣEzpνctroscopicE
jh−r−ctνriz−tionSEJournalhofhPhysicalhChemistryhAQE2015QEVV9QEVV[VYRWW 2.8 19

187
jjTkm{EyoutνEtow−rΣEhccur−tνEztructurνsE−nΣEzpνctroscopicEmν−turνsEπorEvbsνrvνΣE−nΣEllusivνE
jonπormνrsEoπEmlνxiblνEtolνculνsaEwyruvicEhciΣE−sE−Ej−sνEztuΣySEJournalhofhChemicalhTheoryhandh
ComputationQE2015QEVVQEYXYWR[X

6.4 65

186 yhylEpzv{vwpjEzwljplzEvmEz}sm}yEtvuv“pklaE{olEyv{h{pvuhsEzwlj{y}tEpuE{olE{ozE
ylnpvuSEAstrophysicalhJournalQE2015QE_VXQEY 4.7 7

185 hccur−tνEstructur−lE−nΣEspνctroscopicEch−r−ctνriz−tionEoπEprνbioticEmolνculνsaE{hνEnνutr−lE−nΣE
c−tionicE−cνtylEcy−niΣνE−nΣEthνirErνl−tνΣEspνciνsSEJournalhofhChemicalhPhysicsQE2015QEVYXQEV_YXVY 3.9 7

184 {hνEhypνrπinνEstructurνEinEthνErot−tion−lEspνctr−EoπEkWMV]NvE−nΣEokMV]NvaEjonπirm−tionEoπEthνE
−bsolutνEnuclν−rEm−υnνticEshiνlΣinυEsc−lνEπorEoxyυνnSEJournalhofhChemicalhPhysicsQE2015QEVYWQEVWYXU_ 3.9 14

183
vrυ−nicEchνmistryEinE{it−nfsEuppνrE−tmosphνrνE−nΣEitsE−strobioloυic−lEconsνquνncνsaEpSEViνwsE
tow−rΣsEj−ssiniEpl−sm−EspνctromνtνrEMjhwzNE−nΣEionEnνutr−lEm−ssEspνctromνtνrEMputzNE
νxpνrimνntsEinEsp−cνSEPlanetaryhandhSpacehScienceQE2015QEVU9RVVUQEY[R[X

2 29

182
zνmiRνxpνrimνnt−lEνquilibriumEstructurνEΣνtνrmin−tionsEbyEνmployinυEiXs”wTzuzkE−nh−rmonicE
πorcνEπiνlΣsaEv−liΣ−tionE−nΣE−pplic−tionEtoEsνmiriυiΣEorυ−nicEmolνculνsSEJournalhofhPhysicalhChemistryh
AQE2015QEVV9QEWUZ_R_W

2.8 101

181 pmp−ctEoπEsubRkopplνrEmν−surνmνntsEonEcνntriπuυ−lRΣistortionEtνrmsaErot−tion−lEspνctrumEoπE
mνthylEπluoriΣνErνvisitνΣSEJournalhofhPhysicalhChemistryhAQE2015QEVV9QEV][ZR]X 2.8 3

180 ticrosolv−tionEoπEWRthiour−cilaEmolνcul−rEstructurνE−nΣEspνctroscopicEp−r−mνtνrsEoπEthνE
thiour−cilRw−tνrEcomplνxSEJournalhofhPhysicalhChemistryhAQE2015QEVV9QEZX_[R9Z 2.8 22

179 {ow−rΣsEthνEcomput−tionsEoπE−ccur−tνEspνctroscopicEp−r−mνtνrsE−nΣEvibr−tion−lEspνctr−EπorE
orυ−nicEcompounΣsSEMolecularhPhysicsQE2015QEVVXQEV[[VRV[]X 1.7 13

178 ztructurνEwrνΣictionE2015QE

177 {hνorνtic−lEspνctroscopicEch−r−ctνriz−tionE−tElowEtνmpνr−turνsEoπEΣνtνct−blνEsulπurRorυ−nicE
compounΣsaEνthylEmνrc−pt−nE−nΣEΣimνthylEsulπiΣνSEJournalhofhChemicalhPhysicsQE2014QEVYUQEVWYXUW 3.9 22

176 hjj}yh{lEzwlj{yvzjvwpjEjohyhj{lyp–h{pvuEvmEwyv{vuh{lkEv“pyhulaEhEwv{lu{phsE
wylipv{pjEzwljplzEpuE{p{huLzEh{tvzwolylSEAstrophysicalhJournalQE2014QE]9WQE 4.7 12

175
hccur−tνEjh−r−ctνriz−tionEoπEthνEwνptiΣνEsink−υνEinEthνEn−sEwh−sνaEhEqointExu−ntumRjhνmic−lE−nΣE
yot−tion−lEzpνctroscopyEztuΣyEoπEthνEnlycinνEkipνptiΣνEhn−loυuνSEJournalhofhPhysicalhChemistryh
LettersQE2014QEZQEZXYRYU

6.4 70

174 {hνErot−tion−lEspνctrumEoπEhyΣroυνnEsulπiΣνaE{hνEoWSEJournalhofhMolecularhSpectroscopyQE2014QEW9_QEXVRX]1.3 12

173 tolνcul−rEstructurνE−nΣEspνctroscopicEsiυn−turνsEoπE−crolνinaEthνoryEmννtsEνxpνrimνntSEJournalhofh
PhysicalhChemistryhAQE2014QEVV_QE[[Y_RZ[ 2.8 28

(2014-2015)
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172 jomput−tion−lEhstrochνmistryE−nΣEtolνcul−rEhstrophysicsE2014QE

171 y−rνEisotopicEspνciνsEoπEhyΣroυνnEsulπiΣνaEthνErot−tion−lEspνctrumEoπEoWX[zSEAstronomyhandh
AstrophysicsQE2014QEZ[[QEhZW 5.1 13

170 jomput−tion−lEzpνctroscopyE{oolsEπorEtolνcul−rEztructurνEhn−lysisE2014QEW]R[Y 3

169 zνlπRQEuWRQEvWRbro−ΣνninυEcoνππiciνntsE−nΣElinνEp−r−mνtνrsEoπEomjRXWEπorE˛‰]Eb−nΣE−nΣEυrounΣEst−tνE
tr−nsitionsEπromEinπr−rνΣE−nΣEmicrow−vνEspνctroscopySEMolecularhPhysicsQE2014QEVVWQEWX_YRWX9[ 1.7 13

168 {hνorνtic−lEspνctroscopicEch−r−ctνriz−tionE−tElowEtνmpνr−turνsEoπEzRmνthylEthioπorm−tνE−nΣE
vRmνthylEthioπorm−tνSEJournalhofhChemicalhPhysicsQE2014QEVYVQEVUYXUX 3.9 9

167 hccur−tνEmolνcul−rEstructurνsE−nΣEinπr−rνΣEspνctr−EoπEtr−nsRWQXRΣiΣνutνrooxir−nνQEmνthyloxir−nνQE
−nΣEtr−nsRWQXRΣimνthyloxir−nνSEJournalhofhChemicalhPhysicsQE2014QEVYVQEUXYVU] 3.9 51

166
hjj}yh{lEzwlj{yvzjvwpjEjohyhj{lyp–h{pvuEvmEl{o”sEtlyjhw{huEhukEkptl{o”sE
z}smpklEpzv{vwvsvn}lzaEhEyv}{lE{vWhykE{olpyEhz{yvwo”zpjhsEkl{lj{pvuSEAstrophysicalh
JournalQE2014QE]9[QEZU

4.7 15

165
hjj}yh{lEzwlj{yvzjvwpjEjohyhj{lyp–h{pvuEvmEv“pyhulaEhEVhs}hislEyv}{lE{vEp{zE
pklu{pmpjh{pvuEpuE{p{huLzEh{tvzwolylEhukE{olEhzzpnutlu{EvmE}upklu{pmplkEpumyhylkE
ihukzSEAstrophysicalhJournalQE2014QE]_ZQE

4.7 39

164
hccur−tνEmolνcul−rEstructurνE−nΣEspνctroscopicEpropνrtiνsEoπEnuclνob−sνsaE−EcombinνΣE
comput−tion−lRmicrow−vνEinvνstiυ−tionEoπEWRthiour−cilE−sE−Ec−sνEstuΣySEPhysicalhChemistryhChemicalh
PhysicsQE2013QEVZQEV[9[ZR]Z

3.6 60

163 hnh−rmonicEthνorνtic−lEsimul−tionsEoπEinπr−rνΣEspνctr−EoπEh−loυνn−tνΣEorυ−nicEcompounΣsSEJournalh
ofhChemicalhPhysicsQE2013QEVX9QEU]YXVU 3.9 64

162 zubRkopplνrErνsolutionEinEthνE{ozEπrνquνncyEΣom−inaEVEkozE−ccur−cyE−tEVE{ozEbyEνxploitinυEthνE
s−mbRΣipEtνchniquνSEJournalhofhPhysicalhChemistryhAQE2013QEVV]QEVX]Z9R[[ 2.8 29

161 jyclopropνnylEc−tionEâ��EthνEsimplνstEouckνlLsE−rom−ticEmolνculνEâ��E−nΣEitsEcyclicEmνthylEΣνriv−tivνsE
inE{it−nLsEuppνrE−tmosphνrνSEPlanetaryhandhSpacehScienceQE2013QE_]QE9[RVUZ 2 22

160 nlycinνEconπormνrsaE−EnνvνrRνnΣinυEstoryfSEPhysicalhChemistryhChemicalhPhysicsQE2013QEVZQEVXZ_R[X 3.6 75

159
jh−r−ctνriz−tionEoπEthνEllusivνEjonπormνrsEoπEnlycinνEπromEzt−tνRoπRthνRhrtEztructur−lQE
{hνrmoΣyn−micQE−nΣEzpνctroscopicEjomput−tionsaE{hνoryEjomplνmνntsElxpνrimνntSEJournalhofh
ChemicalhTheoryhandhComputationQE2013QE9QEVZXXRY]

6.4 66

158 yot−tion−lEspνctroscopyEmννtsEthνorySEPhysicalhChemistryhChemicalhPhysicsQE2013QEVZQE[Z9ZR[U] 3.6 55

157
hccur−tνEstructurνQEthνrmoΣyn−micE−nΣEspνctroscopicEp−r−mνtνrsEπromEjjE−nΣEjjTkm{EschνmνsaE
thνEch−llνnυνEoπEthνEconπorm−tion−lEνquilibriumEinEυlycinνSEPhysicalhChemistryhChemicalhPhysicsQE
2013QEVZQEVUU9YRVVV

3.6 102

156
hEcomplνtνElistinυEoπEsulπurEΣioxiΣνEsνlπRbro−ΣνninυEcoνππiciνntsEπorE−tmosphνricE−pplic−tionsEbyE
couplinυEinπr−rνΣE−nΣEmicrow−vνEspνctroscopyEtoEsνmicl−ssic−lEc−lcul−tionsSEJournalhofhQuantitativeh
SpectroscopyhandhRadiativehTransferQE2013QEVXUQEWXXRWY_

2.1 11

155 hnEintνυr−tνΣEνxpνrimνnt−lE−nΣEqu−ntumRchνmic−lEinvνstiυ−tionEonEthνEvibr−tion−lEspνctr−EoπE
chloroπluoromνth−nνSEJournalhofhChemicalhPhysicsQE2013QEVX9QEV[YXUW 3.9 32

Cristina Puzzarini
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154
hccur−tνEstructurνQEthνrmoΣyn−micsQE−nΣEspνctroscopyEoπEmνΣiumRsizνΣEr−Σic−lsEbyEhybriΣEcouplνΣE
clustνrTΣνnsityEπunction−lEthνoryE−ppro−chνsaEthνEc−sνEoπEphνnylEr−Σic−lSEJournalhofhChemicalhPhysics
QE2013QEVX_QEWXYXUX

3.9 27

153 XXzEhypνrπinνEintνr−ctionsEinEoWzE−nΣEzvWE−nΣErνvisionEoπEthνEsulπurEnuclν−rEm−υnνticEshiνlΣinυE
sc−lνSEJournalhofhChemicalhPhysicsQE2013QEVX9QEWYYXU_ 3.9 21

152 {hνEbrominνEnuclν−rEqu−ΣrupolνEmomνntErνvisitνΣSEMolecularhPhysicsQE2013QEVVVQEVX_WRVX_9 1.7 7

151 xu−ntumRchνmic−lEΣνtνrmin−tionEoπEiornâ��vppνnhνimνrEbrν−kΣownEp−r−mνtνrsEπorErot−tion−lE
const−ntsaEthνEopνnRshνllEspνciνsEjuQEjvPE−nΣEivSEMolecularhPhysicsQE2013QEVVVQEWWUYRWWVU 1.7 7

150 hEthνorνtic−lEstuΣyEonEjoWuWEisomνrsaEstructurνE−nΣEνnνrυνticsSEHighlightshinhTheoreticalhChemistryQE
2013QEXVRYU

149 pntνυr−tνΣEcomput−tion−lE−ppro−chνsEπorEspνctroscopicEstuΣiνsEoπEmolνcul−rEsystνmsEinEthνEυ−sE
ph−sνE−nΣEinEsolutionaEpyrimiΣinνE−sE−EtνstEc−sνSEHighlightshinhTheoreticalhChemistryQE2013QEXV9RXX]

148
uWRQEvWRQEoWRQE−nΣEoνRbro−ΣνninυEoπEzvWErot−tion−lElinνsEinEthνEmmRTsubmmRw−vνE−nΣE{ozE
πrνquνncyErνυionsaE{hνEqE−nΣEr−EΣνpνnΣνncνSEJournalhofhQuantitativehSpectroscopyhandhRadiativeh
TransferQE2012QEVVXQEVUZVRVUZ]

2.1 18

147 tolνcul−rEstructurνEoπEthiourν−SEJournalhofhPhysicalhChemistryhAQE2012QEVV[QEYX_VR] 2.8 21

146 yot−tion−lEspνctrumEoπEsilylEchloriΣνaEhypνrπinνEstructurνE−nΣEνquilibriumEυνomνtrySEMolecularh
PhysicsQE2012QEVVUQEWXZ9RWX[9 1.7 3

145 mirstRorΣνrEpropνrtiνsE−nΣEiuckinυh−mEbirνπrinυνncνEoπEuWvE−nΣEvjzEâ��EhEcomput−tion−lE
MrνNinvνstiυ−tionSEMolecularhPhysicsQE2012QEVVUQEWZYXRWZZZ 1.7 1

144 hEthνorνtic−lEstuΣyEonEjoWuWEisomνrsaEstructurνE−nΣEνnνrυνticsSETheoreticalhChemistryhAccountsQE
2012QEVXVQEV 1.9 9

143 pntνυr−tνΣEcomput−tion−lE−ppro−chνsEπorEspνctroscopicEstuΣiνsEoπEmolνcul−rEsystνmsEinEthνEυ−sE
ph−sνE−nΣEinEsolutionaEpyrimiΣinνE−sE−EtνstEc−sνSETheoreticalhChemistryhAccountsQE2012QEVXVQEV 1.9 63

142 wyljpzlE{ozEtlhz}yltlu{zEvmEojvEPEQEuEWEoEPEQEhukEjmEPEmvyEhz{yvwo”zpjhsE
vizlyVh{pvuzSEAstrophysicalhJournalwhSupplementhSeriesQE2012QEWUXQEVV 8 32

141 hEthνorνtic−lEstuΣyEoπEthνEj“WuEr−Σic−lsEM“EdEmQEjlQEirNaEthνEνππνctEoπEh−loυνnEsubstitutionEonE
structurνQEisomνriz−tionQE−nΣEνnνrυνticsSEJournalhofhChemicalhPhysicsQE2012QEVX[QEUYYXV[ 3.9 1

140
yot−tion−lEspνctr−EoπEr−rνEisotopicEspνciνsEoπEπluoroioΣomνth−nνaEΣνtνrmin−tionEoπEthνEνquilibriumE
structurνEπromErot−tion−lEspνctroscopyE−nΣEqu−ntumRchνmic−lEc−lcul−tionsSEJournalhofhChemicalh
PhysicsQE2012QEVX]QEUWYXVU

3.9 23

139 {hνErot−tion−lEspνctr−EoπEokV]vE−nΣEkWMV]NvaEνxpνrimνntE−nΣEqu−ntumRchνmic−lEc−lcul−tionsSE
JournalhofhChemicalhPhysicsQE2012QEVX]QEVZYXVV 3.9 46

138
jomp−risonEoπEthνEνxpνrimνnt−lQEsνmiRνxpνrimνnt−lE−nΣE−bEinitioEνquilibriumEstructurνsEoπE
−cνtylνnνaEinπluνncνEoπErνl−tivisiticEνππνctsE−nΣEoπEthνEΣi−υon−lEiornRvppνnhνimνrEcorrνctionsSE
JournalhofhChemicalhPhysicsQE2011QEVXYQEU[YVV9

3.9 47

137 hccur−tνEhnh−rmonicEVibr−tion−lEmrνquνnciνsEπorE}r−cilaE{hνEwνrπorm−ncνEoπEjompositνEzchνmνsE
−nΣEoybriΣEjjTkm{EtoΣνlSEJournalhofhChemicalhTheoryhandhComputationQE2011QE]QEX]UWRVU 6.4 96

(2011-2013)
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136 jomput−tion−lEhppro−chEtoEyot−tion−lEzpνctroscopyE2011QEW[VRXU] 2

135 lxtνnΣinυEthνEmolνcul−rEsizνEinE−ccur−tνEqu−ntumRchνmic−lEc−lcul−tionsaEthνEνquilibriumEstructurνE
−nΣEspνctroscopicEpropνrtiνsEoπEur−cilSEPhysicalhChemistryhChemicalhPhysicsQE2011QEVXQE]V_9R9] 3.6 97

134 {hνErot−tion−lEspνctrumEoπEtr−nsRkjvvkaEs−mbRΣipEmν−surνmνntsQE{ozEspνctroscopyE−nΣE
qu−ntumRchνmic−lEc−lcul−tionsSEChemicalhPhysicshLettersQE2011QEZUWQEYWRY] 2.5 3

133 yot−tion−lEspνctroscopyEπorE−strophysic−lEinvνstiυ−tionsSERendicontihLinceiQE2011QEWWQEV[ZRV]W 1.7 3

132 {hνEprotonE−ππinityE−nΣEυ−sRph−sνEb−sicityEoπEsulπurEΣioxiΣνSEChemPhysChemQE2011QEVWQEVVWRZ 3.2 27

131 hccur−tνEthνrmochνmistryE−nΣEspνctroscopyEoπEthνEoxyυνnRproton−tνΣEsulπurEΣioxiΣνEisomνrsSE
PhysicalhChemistryhChemicalhPhysicsQE2011QEVXQEWVXV9RW] 3.6 15

130 ticrow−vνQEhiυhRrνsolutionEinπr−rνΣQE−nΣEqu−ntumEchνmic−lEinvνstiυ−tionsEoπEjoirmWaEυrounΣE−nΣE
vYEdEVEst−tνsSEJournalhofhPhysicalhChemistryhAQE2011QEVVZQEYZXR9 2.8 24

129 pmprovνΣEυrounΣRst−tνEspνctroscopicEp−r−mνtνrsEoπEjoWmpE−nΣE−ssiυnmνntEoπEthνErot−tion−lE
spνctrumEoπEthνEˇ�E[EdEVEst−tνSEMolecularhPhysicsQE2011QEVU9QEWWYZRWWY9 1.7 2

128 hssiυnmνntE−nΣE−n−lysisEoπEthνErot−tion−lEspνctr−EoπEthνEv]dVQEvVWdVE−nΣEvVXdVEvibr−tion−lEst−tνsE
oπEjoXjjjjoSEJournalhofhMolecularhSpectroscopyQE2011QEW[]QEVV_RVWW 1.3

127
zpνctroscopicEinvνstiυ−tionEoπEπluoroioΣomνth−nνQEjoWmpaEmouriνrRtr−nsπormEmicrow−vνE−nΣE
millimνtνrRTsubmillimνtνrRw−vνEspνctroscopyE−nΣEqu−ntumRchνmic−lEc−lcul−tionsSEJournalhofh
ChemicalhPhysicsQE2011QEVXYQEV]YXVW

3.9 22

126 wyljpzlEshivyh{vy”Etlhz}yltlu{zEvmE{yhuzRkjvvoEhukE{yhuzRojvvkEmvyE
hz{yvwo”zpjhsEvizlyVh{pvuzSEAstrophysicalhJournalwhSupplementhSeriesQE2011QEV9[QEVU 8 4

125 oypνrπinνEstructurνEinEthνErot−tion−lEspνctr−EoπEtr−nsRπormicE−ciΣaEs−mbRΣipEmν−surνmνntsE−nΣE
qu−ntumRchνmic−lEc−lcul−tionsSEAstronomyhandhAstrophysicsQE2010QEZWUQEh[Y 5.1 13

124 {hνEhypνrπinνEstructurνEinEthνErot−tion−lEspνctr−EoπEkWvaEs−mbRΣipEmν−surνmνntsE−nΣE
qu−ntumRchνmic−lEc−lcul−tionsSEMolecularhPhysicsQE2010QEVU_QEWXXZRWXYW 1.7 11

123 xu−ntumRchνmic−lEc−lcul−tionEoπEspνctroscopicEp−r−mνtνrsEπorErot−tion−lEspνctroscopySE
InternationalhReviewshinhPhysicalhChemistryQE2010QEW9QEW]XRX[] 7 237

122 xu−ntumRchνmic−lEc−lcul−tionEoπEiornâ��vppνnhνimνrEbrν−kΣownEp−r−mνtνrsEtoErot−tion−lE
const−ntsSEMolecularhPhysicsQE2010QEVU_QEW[9RW]] 1.7 14

121 {ow−rΣEspνctroscopicE−ccur−cyEπorEopνnRshνllEsystνmsaEmolνcul−rEstructurνE−nΣEhypνrπinνEcouplinυE
const−ntsEoπEoWjuQEoWjwQEuoWQE−nΣEwoWE−sEtνstEc−sνsSEJournalhofhChemicalhPhysicsQE2010QEVXXQEV_YXUV 3.9 33

120 jlustνrsEoπE−tmosphνricErνlνv−ncνaEoMWNvTojlTouvMXNSEwrνΣictionEoπEpyEKEtWEspνctr−SEPhysicalh
ChemistryhChemicalhPhysicsQE2010QEVWQEY[V]RWY 3.6 6

119 yot−tion−lEspνctr−EoπEjmP−nΣVXjmPaE−ccur−tνErνstEπrνquνnciνsE−nΣEspνctroscopicEp−r−mνtνrsSE
AstronomyhandhAstrophysicsQE2010QEZU9QEhV 5.1 10
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118
hccur−tνEo−rmonicThnh−rmonicEVibr−tion−lEmrνquνnciνsEπorEvpνnRzhνllEzystνmsaEwνrπorm−ncνsEoπE
thνEiXs”wTuU]kEtoΣνlEπorEzνmiriυiΣEmrννEy−Σic−lsEiνnchm−rkνΣEbyEjjzkM{NEjomput−tionsSE
JournalhofhChemicalhTheoryhandhComputationQE2010QE[QE_W_RX_

6.4 109

117 yot−tion−lEspνctr−EoπEisotopicEspνciνsEoπEsilylEπluoriΣνSEw−rtEpaEs−mbRΣipEmν−surνmνntsE−nΣE
qu−ntumRchνmic−lEc−lcul−tionsSEJournalhofhMolecularhSpectroscopyQE2010QEWZ9QE9XR99 1.3 4

116 yot−tion−lEspνctr−EoπEisotopicEspνciνsEoπEsilylEπluoriΣνSEw−rtEppaE{hνorνtic−lE−nΣEsνmiRνxpνrimνnt−lE
νquilibriumEstructurνSEJournalhofhMolecularhSpectroscopyQE2010QEW[WQEX]RYV 1.3 11

115 iνnchm−rkEc−lcul−tionsEπorEmolνculνsEinEthνEυ−sEph−sνaEzt−tνRoπRthνR−rtEcouplνΣRclustνrE
comput−tionsSEInternationalhJournalhofhQuantumhChemistryQE2010QEVVUQE[X]R[ZZ 2.1 23

114 hEthνorνtic−lEstuΣyEoπEthνEjoWuEisomνrsaEtolνcul−rEstructurνE−nΣEνnνrυνticsSEInternationalhJournalh
ofhQuantumhChemistryQE2010QEVVUQEnT−RnT− 2.1 2

113 lquilibriumEstructurνEoπEproton−tνΣEcy−noυνnQEoujjuPSEJournalhofhMolecularhSpectroscopyQE2009QE
WZ[QEZXRZ[ 1.3 7

112 yot−tion−lEspνctrumEoπEthνEvVVEdEVE−nΣEvVYEdEVEvibr−tion−lEst−tνsEoπEjoXjjjjoSEJournalhofh
MolecularhSpectroscopyQE2009QEWZXQEVU[RVVV 1.3 2

111
wrνssurνRbro−ΣνninυEoπEw−tνrElinνsEinEthνE{ozEπrνquνncyErνυionaEpmprovνmνntsE−nΣEconπirm−tionsE
πorEspνctroscopicEΣ−t−b−sνsSEw−rtEppSEJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferQE
2009QEVVUQE[U9R[V_

2.1 11

110 {hνErolνEoπE−ccur−tνEqu−ntumEmνch−nic−lEcomput−tionsEinEthνE−ssiυnmνntEoπEvibr−tion−lEspνctr−EπorE
unst−blνEπrννEr−Σic−lsaEoWjuE−nΣEmWjuE−sEtνstEc−sνsSEChemicalhPhysicshLettersQE2009QEY[]QEW][RW_U 2.5 16

109 {hνEhypνrπinνEstructurνEinEthνErot−tion−lEspνctrumEoπEw−tνraEs−mbRΣipEtνchniquνE−nΣE
qu−ntumRchνmic−lEc−lcul−tionsSEChemicalhPhysicshLettersQE2009QEY]XQEWVRWZ 2.5 37

108 {hνorνtic−lEztuΣyEoπEthνE“WuvEzystνmsEM“EdEmQEjlQEirQEpNaElππνctsEoπEo−loυνnEzubstitutionEonE
ztructur−lE−nΣEzpνctroscopicEwropνrtiνsSEJournalhofhChemicalhTheoryhandhComputationQE2009QEZQEWX]_R_] 6.4 13

107 uuclν−rEspinEconvνrsionEinEuoXSEPhysicalhReviewhAQE2009QE_UQE 2.6 19

106 lxtr−pol−tionEtoEthνEcomplνtνEb−sisEsνtElimitEoπEstructur−lEp−r−mνtνrsaEcomp−risonEoπEΣiππνrνntE
−ppro−chνsSEJournalhofhPhysicalhChemistryhAQE2009QEVVXQEVYZXURZ 2.8 73

105 hEnνwEνxpνrimνnt−lE−bsolutνEnuclν−rEm−υnνticEshiνlΣinυEsc−lνEπorEoxyυνnEb−sνΣEonEthνErot−tion−lE
hypνrπinνEstructurνEoπEoMWNMV]NvSEJournalhofhChemicalhPhysicsQE2009QEVXVQEWXYXUY 3.9 63

104 vnEthνEst−bilityEoπE“WuvEr−Σic−lsEM“EdEmQEjlQEirQEpNSEPhysicalhChemistryhChemicalhPhysicsQE2009QEVVQEVVY[XR]U3.6 9

103 {hνEhypνrπinνEstructurνEoπEthνEinvνrsionRrot−tionEtr−nsitionEqrEdEI{V}é{U}IEIlνπt−rrowIEI{U}é{U}IEoπE
uoXEinvνstiυ−tνΣEbyEs−mbRΣipEspνctroscopySEAstronomyhandhAstrophysicsQE2009QEZU]QEV]U]RV]VU 5.1 17

102 {hνE−ccur−cyEoπErot−tion−lEconst−ntsEprνΣictνΣEbyEhiυhRlνvνlEqu−ntumRchνmic−lEc−lcul−tionsSEpSE
molνculνsEcont−ininυEπirstRrowE−tomsSEJournalhofhChemicalhPhysicsQE2008QEVW_QEV9YVU_ 3.9 121

101
hssνssmνntEoπE−Ecomput−tion−lEstr−tνυyE−ppro−chinυEspνctroscopicE−ccur−cyEπorEstructurνQE
m−υnνticEpropνrtiνsE−nΣEvibr−tion−lEπrνquνnciνsEoπEorυ−nicEπrννEr−Σic−lsaEthνEmMWNjuE−nΣEmMWNivE
c−sνSEPhysicalhChemistryhChemicalhPhysicsQE2008QEVUQE[99VR]

3.6 33

(2008-2010)
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100 {hνEhypνrπinνEstructurνEinEthνErot−tion−lEspνctr−EoπEbromoπluoromνth−nνaEs−mbRΣipEtνchniquνE−nΣE
qu−ntumRchνmic−lEc−lcul−tionsSEMolecularhPhysicsQE2008QEVU[QEVV_VRVV9W 1.7 29

99 {ow−rΣEspνctroscopicE−ccur−cyEπorEorυ−nicEπrννEr−Σic−lsaEtolνcul−rEstructurνQEvibr−tion−lEspνctrumQE
−nΣEm−υnνticEpropνrtiνsEoπEmMWNuvSEJournalhofhChemicalhPhysicsQE2008QEVW9QEU_YXU[ 3.9 43

98 n−l−tryEvνrsusEspννΣRΣνpνnΣνntEVoiυtEproπilνsEπorEmillimνtνrElinνsEoπEvXEinEcollisionEwithEuWE−nΣE
vWSEJournalhofhMolecularhSpectroscopyQE2008QEWZVQEW_WRW9W 1.3 44

97 hbEinitioEch−r−ctνriz−tionEoπE“oXEM“EdEuQwNSEw−rtEppSEllνctricQEm−υnνticE−nΣEspνctroscopicEpropνrtiνsE
oπE−mmoni−E−nΣEphosphinνSETheoreticalhChemistryhAccountsQE2008QEVWVQEVRVU 1.9 22

96 hbEinitioEch−r−ctνriz−tionEoπE“oXEM“duQEwNSEpSEhmmoni−QEphosphinνE−nΣEthνirErνl−tνΣEionsE−nΣE
r−Σic−lsaEstructurνE−nΣEthνrmochνmistrySETheoreticalhChemistryhAccountsQE2008QEVWUQEXWZRXX[ 1.9 10

95 wrνssurνRbro−ΣνninυEinEthνE{ozEπrνquνncyErνυionaE{hνEVSVVXE{ozElinνEoπEw−tνrSEJournalhofh
QuantitativehSpectroscopyhandhRadiativehTransferQE2008QEVU9QEVZ[XRVZ]Y 2.1 20

94
wrνssurνRbro−ΣνninυEoπEw−tνrElinνsEinEthνE{ozEπrνquνncyErνυionaEpmprovνmνntsE−nΣEconπirm−tionsE
πorEspνctroscopicEΣ−t−b−sνsSaEw−rtEpSEJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferQE
2008QEVU9QEW_WURW_XV

2.1 12

93 yot−tion−lEspνctr−EoπEΣνutνr−tνΣE−cνtylνnνsaEkjjoQEkVXjjoE−nΣEkjVXjoSEJournalhofhMolecularh
SpectroscopyQE2008QEWY]QEVVZRVV_ 1.3 20

92
yot−tion−lEspνctrumEoπEjoXjVXjjjoaEkνtνrmin−tionEoπEthνEνquilibriumEstructurνEoπE
mνthylΣi−cνtylνnνEπromEmicrow−vνEspνctroscopyE−nΣE−bEinitioEc−lcul−tionsSEJournalhofhMolecularh
SpectroscopyQE2008QEWZVQEWW9RWXY

1.3 9

91 hEcritic−lE−n−lysisEoπEthνEstructurνE−nΣEvibr−tion−lEπrνquνnciνsEoπEmWuvPE−nΣEjlWuvPEπromE−ccur−tνE
qu−ntumEchνmic−lEcomput−tionsSEChemicalhPhysicshLettersQE2008QEY[WQEY9RZW 2.5 5

90 hEthνorνtic−lEinvνstiυ−tionEonEthνEojjzEr−Σic−lE−nΣEitsEionsSEChemicalhPhysicsQE2008QEXY[QEYZRZW 2.3 21

89 s−mbRΣipEspνctrumEoπEmνthyl−cνtylνnνE−nΣEmνthylΣi−cνtylνnνaEprνcisνErot−tion−lEtr−nsitionE
πrνquνnciνsE−nΣEp−r−mνtνrsEoπEthνEm−inEisotopicEspνciνsSEAstronomyhandhAstrophysicsQE2008QEY_]QEVV9]RVWUW5.1 18

88 oiυhRrνsolutionEm{pyQEmicrow−vνQE−nΣE−bEinitioEinvνstiυ−tionsEoπEjoWE]9irmaEυrounΣQEvMZNEdEVQE−nΣE
vM[NEdEVQEWEst−tνEconst−ntsSEJournalhofhPhysicalhChemistryhAQE2007QEVVVQE]U9UR] 2.8 20

87 lxpνrimνnt−lE−nΣEthνorνtic−lEinvνstiυ−tionEonEprνssurνRbro−ΣνninυE−nΣEprνssurνRshiπtinυEoπEthνE
WWSWnozElinνEoπEw−tνrSEJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferQE2007QEVUZQEYX_RYY9 2.1 23

86 kνtνrmin−tionEoπEthνEmolνcul−rEΣipolνEmomνntEoπEbromoπluoromνth−nνaEticrow−vνEzt−rkEspνctr−E
−nΣE−bEinitioEc−lcul−tionsSEJournalhofhMolecularhSpectroscopyQE2007QEWYVQEVVWRVVZ 1.3 14

85 hbEinitioE−nh−rmonicEπorcνEπiνlΣE−nΣEνquilibriumEstructurνEoπEthνEsulπoniumEionSEJournalhofhMolecularh
SpectroscopyQE2007QEWYWQE]UR]Z 1.3 8

84 zpνctroscopicEconst−ntsEoπEthνEυrounΣE−nΣElowνrEvibr−tion−lEst−tνsEoπEjoW_VirmaEhEcombinνΣEhiυhE
rνsolutionEinπr−rνΣE−nΣEmicrow−vνEstuΣySEJournalhofhMolecularhSpectroscopyQE2007QEWY[QEVW[RVXW 1.3 6

83
yot−tion−lEspνctr−EoπEr−rνEisotopicEspνciνsEoπEbromoπluoromνth−nνaEΣνtνrmin−tionEoπEthνE
νquilibriumEstructurνEπromE−bEinitioEc−lcul−tionsE−nΣEmicrow−vνEspνctroscopySEJournalhofhChemicalh
PhysicsQE2007QEVW]QEV[YXUW

3.9 23
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82 {hνEs−mbRΣipEspνctrumEoπEphosphinνaE{hνEnuclν−rEhypνrπinνEstructurνEΣuνEtoEhyΣroυνnE−nΣE
phosphorusSEJournalhofhMolecularhSpectroscopyQE2006QEWX9QE[YR]U 1.3 20

81 {hνEs−mbRΣipEspνctrumEoπEmνthylcy−niΣνaEwrνcisνErot−tion−lEtr−nsitionEπrνquνnciνsE−nΣEimprovνΣE
υrounΣRst−tνErot−tion−lEp−r−mνtνrsSEJournalhofhMolecularhSpectroscopyQE2006QEWYUQEVZXRV[X 1.3 61

80 lquilibriumEstructurνEoπEmνthylcy−niΣνSEJournalhofhMolecularhSpectroscopyQE2006QEWYUQEW[URW[Y 1.3 26

79 yot−tion−lEspνctr−EoπEVRchloroRWRπluoroνthylνnνSEppSElquilibriumEstructurνsEoπEthνEcisE−nΣEtr−nsE
isomνrSEJournalhofhChemicalhPhysicsQE2006QEVWZQEUZYXU] 3.9 42

78 {hνEnuclν−rRspinRrot−tionEconst−ntsEoπEoj”QEozi”QE−nΣEzi”MWNEM”dmQEjlNaE−nE−bEinitioEstuΣySEJournalhofh
ChemicalhPhysicsQE2006QEVWYQE[YXUW 3.9 18

77 yot−tion−lEspνctr−EoπEVRchloroRWRπluoroνthylνnνSEpSEt−inEisotopoloυuνsE−nΣEΣνutνr−tνΣEspνciνsEoπE
thνEtr−nsEisomνrSEJournalhofhChemicalhPhysicsQE2006QEVWZQEUZYXVX 3.9 18

76 tillimνtrνRw−vνEspνctroscopyE−nΣE−bEinitioEc−lcul−tionsEπorEπluorophosph−νthynνEMmjwNSEMolecularh
PhysicsQE2006QEVUYQEW[W]RW[YU 1.7 10

75 zixRΣimνnsion−lEpotνnti−lEνnνrυyEsurπ−cνE−nΣErovibr−tion−lEνnνrυiνsEoπEthνEojjuEr−Σic−lEinEthνE
υrounΣEνlνctronicEst−tνSEJournalhofhPhysicalhChemistryhAQE2006QEVVUQEZZWUR9 2.8 19

74 {hνorνtic−lEmoΣνlsEonEthνEjuWvWEtorturνEtr−ckaEmνch−nisticEimplic−tionsEπorEoxytyrosin−sνE−nΣE
sm−llRmolνculνE−n−loυuνsSEJournalhofhPhysicalhChemistryhAQE2006QEVVUQEV99VRWUUY 2.8 157

73 uuclν−rEspinEconvνrsionEoπEπorm−lΣνhyΣνEinEprotost−rEνnvironmνntsEinΣucνΣEbyEnonErν−ctivνE
collisionsSEAstronomyhandhAstrophysicsQE2006QEYZXQE]ZZR]Z9 5.1 15

72 vbsνrv−tionEoπEvkERE}sinυEticrow−vνEzpνctroscopyaEhEuνwEj−nΣiΣ−tνEπorEhstrophysic−lEkνtνctionfSE
AstrophysicalhJournalQE2006QE[Y_QEs]9Rs_V 4.7 7

71 pmprovνΣEυrounΣEst−tνErot−tion−lEp−r−mνtνrsEoπEΣνutνriumEπluoriΣνQEkmSEJournalhofhMolecularh
SpectroscopyQE2006QEWXZQEW[ZRW[] 1.3 5

70 nrounΣEst−tνErot−tion−lEspνctrumEoπEnitroυνnEtriπluoriΣνaE{hνErdXEsplittinυsEoπEVYumXE−nΣEVZumXSE
JournalhofhMolecularhSpectroscopyQE2006QEWX9QEZ9R[X 1.3 12

69 {hνorνtic−lEstuΣyEoπE“wvEM“doQmQjlQirNEmolνculνsaEztructur−lE−nΣEmolνcul−rEpropνrtiνsSEJournalhofh
MolecularhStructureQE2006QE]_UR]_VQEWX_RWY[ 3.4 8

68 ticrow−vνEspνctrumEoπEwVYuE−nΣEwVZuaEzpνctroscopicEconst−ntsE−nΣEmolνcul−rEstructurνSEJournalh
ofhMolecularhStructureQE2006QE]_UR]_VQEW[URW[] 3.4 22

67 wrνssurνRiro−ΣνninυEoπEthνEWWSWEnozEsinνEoπEW−tνraEi−sicEyνsultsEπorEyνmotνEzνnsinυEoπEthνE
htmosphνrνE2006QEWX]RWZZ

66 oowE−ccur−tνlyEc−nEstructur−lQEspνctroscopicE−nΣEthνrmochνmic−lEpropνrtiνsEbνEprνΣictνΣEbyE−bE
initioEcomput−tionsfE2006QEYV[RYWZ

65 hnE−bEinitioEstuΣyEoπEthνEstructurνQEtorsion−lEpotνnti−lEνnνrυyEπunctionQE−nΣEνlνctricEpropνrtiνsEoπE
Σisil−nνQEνth−nνQE−nΣEthνirEΣνutνr−tνΣEisotopomνrsSEJournalhofhChemicalhPhysicsQE2005QEVWWQEZYXVZ 3.9 32

(2005-2006)
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64 {hνEy−rνEpsotopomνrsEoπEojuaEojEVZEuE−nΣEkjEVZEuSEyot−tion−lEzpνctrumE−nΣEyνsolvνΣEuuclν−rE
oypνrπinνEztructurνsEΣuνEtoEVZEuE−nΣEkSEAstrophysicalhJournalwhSupplementhSeriesQE2005QEVZ9QEV_VRV__ 8 24

63
lxpνrimνnt−lEΣνtνrmin−tionEoπE−irRbro−ΣνninυEp−r−mνtνrsEoπEpurνErot−tion−lEtr−nsitionsEoπEouvXaE
intνrcomp−risonEoπEmν−surνmνntsEbyEusinυEΣiππνrνntEtνchniquνsSEJournalhofhMolecularhSpectroscopy
QE2005QEWW9QEVZ_RV[9

1.3 18

62 hEsνnsitivityEstuΣyEonEspνctroscopicEp−r−mνtνrE−ccur−ciνsEπorE−EmmTsubRmmElimbEsounΣνrE
instrumνntSEJournalhofhMolecularhSpectroscopyQE2005QEWW9QEW[[RW]Z 1.3 28

61 {hνEs−mbRΣipEspνctrumEoπEthνEqEdEVEcREUEtr−nsitionEoπEkmaEjrossinυErνson−ncνsE−nΣEhypνrπinνE
componνntsSEJournalhofhMolecularhSpectroscopyQE2005QEWXVQEVWYRVXU 1.3 6

60 pntνrcomp−risonEbνtwννnEozonνRbro−ΣνninυEp−r−mνtνrsErνtriνvνΣEπromEmillimνtrνRw−vνE
mν−surνmνntsEbyEusinυEΣiππνrνntEtνchniquνsSEJournalhofhMolecularhSpectroscopyQE2005QEWXVQEV]VRV_] 1.3 31

59 {hνEs−mbRΣipEspνctrumEoπEthνEqPVcRqEMqdUQEVQEXâ��_NEtr−nsitionsEoπEoVXjuaE{hνEnuclν−rEhypνrπinνE
structurνEΣuνEtoEoQEVXjQE−nΣEVYuSEJournalhofhMolecularhSpectroscopyQE2005QEWXXQEW_URW_9 1.3 27

58 oiυhErνsolutionEmouriνrEtr−nsπormEinπr−rνΣEspνctrumEoπE]9irVYuV_vaE−n−lysisEoπEthνE˛‰VEb−nΣSE
JournalhofhMolecularhStructureQE2005QE]YWQEX]RYV 3.4

57 tultiplνEbonΣsEtoEυolΣaE−Ethνorνtic−lEinvνstiυ−tionEoπE“hujEM“EdEmQEjlQEirQEpNEmolνculνsSEChemicalh
PhysicsQE2005QEXVVQEV]]RV_[ 2.3 43
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