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j Paper IF Citations

347
yΠrmut−tion−llyCinv−ri−ntCpolynomi−lCrΠνrΠssionCΣorCΠnΠrνiΠsC−nΔCνr−ΔiΠntsOCusinνCrΠvΠrsΠC
ΔiΣΣΠrΠnti−tionOC−chiΠvΠsCorΔΠrsCoΣCm−νnituΔΠCspΠΠΔPupCwithChiνhCprΠcisionCcomp−rΠΔCtoCothΠrC
m−chinΠClΠ−rninνCmΠthoΔsQQCJournalkofkChemicalkPhysicsOC2022OCTXYOCSWWTUS

3.9 4

346 v“u’rvxmnOC’hΠCnPvoΔΠC†ΠprΠsΠnt−tionCoΣCthΠCyotΠnti−lC−nΔCrllustr−tionsCtoCr†C‘pΠctr−CoΣCplycinΠC
−nΔC’woCyroton−tΠΔC–−tΠrCllustΠrsC2022OCUbYPVVb 1

345 jCll‘mK’LPk−sΠΔCWPkoΔyCyotΠnti−lCΣorC–−tΠrQCJournalkofkPhysicalkChemistrykLettersOC2021OCTUOCTSVTaPTSVUW6.4 3

344 krΠ−kinνCthΠClouplΠΔCllustΠrCk−rriΠrCΣorCv−chinΠPuΠ−rnΠΔCyotΠnti−lsCoΣCu−rνΠCvolΠculΠscC’hΠCl−sΠC
oΣCTXPjtomCjcΠtyl−cΠtonΠQCJournalkofkPhysicalkChemistrykLettersOC2021OCTUOCWbSUPWbSb 6.4 13

343
v“u’rvxmnCl−lcul−tionsCoΣC”ibr−tion−lC‘pΠctroscopyC−nΔCTΔCrntΠrconΣormΠrC’unnΠlinνCmyn−micsC
inCplycinΠC“sinνC−CoullPmimΠnsion−lCyotΠnti−lCnnΠrνyC‘urΣ−cΠQCJournalkofkPhysicalkChemistrykAOC2021OC
TUXOCXVWYPXVXW

2.8 1

342 oullPΔimΠnsion−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorC−cΠtyl−cΠtonΠC−nΔCtunnΠlinνCsplittinνsQCPhysicalk
ChemistrykChemicalkPhysicsOC2021OCUVOCZZXaPZZYZ 3.6 14

341 zu−sicl−ssic−lCsimul−tionsCb−sΠΔConCclustΠrCmoΔΠlsCrΠvΠ−lCvibr−tionPΣ−cilit−tΠΔCro−minνCinCthΠC
isomΠriz−tionCoΣClxC−ΔsorbΠΔConCw−llQCNaturekChemistryOC2021OCTVOCUWbPUXW 17.6 6

340 ˛�Pm−chinΠClΠ−rninνCΣorCpotΠnti−lCΠnΠrνyCsurΣ−cΠscCjCyryC−ppro−chCtoCbrinνC−Cmo’Pb−sΠΔCyn‘CtoC
ll‘mK’LClΠvΠlCoΣCthΠoryQCJournalkofkChemicalkPhysicsOC2021OCTXWOCSXTTSU 3.9 34

339 lrossovΠrCΣromChyΔroνΠnCtoCchΠmic−lCbonΔinνQCScienceOC2021OCVZTOCTYSPTYW 33.3 48

338 mΠcoΔinνCthΠCUmCr†CspΠctrumCoΣCthΠC−quΠousCprotonCwithChiνhPlΠvΠlC”‘loR”lrCc−lcul−tionsQCJournalk
ofkChemicalkPhysicsOC2020OCTXVOCTUWXSY 3.9 14

337 xbsΠrv−tionCoΣCthΠCuowPorΠquΠncyC‘pΠctrumCoΣCthΠC–−tΠrC’rimΠrC−sC−C‘ΠnsitivΠC’ΠstCoΣCthΠC
–−tΠrP’rimΠrCyotΠnti−lC−nΔCthΠCmipolΠPvomΠntC‘urΣ−cΠQCAngewandtekChemieOC2020OCTVUOCTTWbYPTTXSW 3.6

336 jCv−chinΠCuΠ−rninνCjppro−chCΣorC†−tΠClonst−ntsQCrrQCllustΠrinνOC’r−ininνOC−nΔCyrΠΔictionsCΣorCthΠC
xKyLCNCqllCPgCxqCNCllC†Π−ctionQCJournalkofkPhysicalkChemistrykAOC2020OCTUWOCXZWYPXZXX 2.8 16

335 nΣΣiciΠntCpΠnΠr−tionCoΣCyΠrmut−tion−llyCrnv−ri−ntCyotΠnti−lCnnΠrνyC‘urΣ−cΠsCΣorCu−rνΠCvolΠculΠsQC
JournalkofkChemicalkTheorykandkComputationOC2020OCTYOCVUYWPVUZU 6.4 21

334 yΠrmut−tion−llyCinv−ri−ntCpolynomi−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCΣorCtropolonΠC−nΔCqC−nΔCmC−tomC
tunnΠlinνCΔyn−micsQCJournalkofkChemicalkPhysicsOC2020OCTXVOCSUWTSZ 3.9 12

333 lollisionPinΔucΠΔC−nΔCcomplΠxPmΠΔi−tΠΔCro−minνCΔyn−micsCinCthΠCqCNClqCPgCqCNClqCrΠ−ctionQC
ChemicalkScienceOC2020OCTTOCUTWaPUTXW 9.4 13

332
xbsΠrv−tionCoΣCthΠCuowPorΠquΠncyC‘pΠctrumCoΣCthΠC–−tΠrC’rimΠrC−sC−C‘ΠnsitivΠC’ΠstCoΣCthΠC
–−tΠrP’rimΠrCyotΠnti−lC−nΔCthΠCmipolΠPvomΠntC‘urΣ−cΠQCAngewandtekChemiek-kInternationalkEditionOC
2020OCXbOCTTVbbPTTWSZ

16.4 4

331 ’r−ckinνCqyΔroniumR–−tΠrC‘trΠtchΠsCinCv−νicCqxKqxLCllustΠrsCthrouνhCqiνhPlΠvΠlCzu−ntumC
”‘loR”lrCl−lcul−tionsQCJournalkofkPhysicalkChemistrykAOC2020OCTUWOCTTYZPTTZX 2.8 14
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330
oullPΔimΠnsion−lOC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorCνlycinΠCwithCch−r−ctΠriz−tionCoΣCst−tion−ryC
pointsC−nΔCzΠroPpointCΠnΠrνyCc−lcul−tionsCbyCmΠ−nsCoΣCΔiΣΣusionCvontΠCl−rloC−nΔCsΠmicl−ssic−lC
Δyn−micsQCJournalkofkChemicalkPhysicsOC2020OCTXVOCUWWVST

3.9 11

329 l−pturinνCro−minνCmolΠcul−rCΣr−νmΠntsCinCrΠ−lCtimΠQCScienceOC2020OCVZSOCTSZUPTSZZ 33.3 22

328 nnΠrνyCtr−nsΣΠrCbΠtwΠΠnCvibr−tion−llyCΠxcitΠΔCc−rbonCmonoxiΔΠCb−sΠΔConC−ChiνhlyC−ccur−tΠC
sixPΔimΠnsion−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠQCJournalkofkChemicalkPhysicsOC2020OCTXVOCSXWVTS 3.9 11

327 †ot−tion−lCrΠson−ncΠsCinCthΠCqlxCro−minνCrΠ−ctionC−rΠCrΠvΠ−lΠΔCbyCΔΠt−ilΠΔCcorrΠl−tionsQCScienceOC
2020OCVYbOCTXbUPTXbY 33.3 16

326
’woPl−yΠrCp−ussi−nPb−sΠΔCvl’mqCstuΔyCoΣCthΠC‘TCePC‘SCvibronicC−bsorptionCspΠctrumCoΣC
Σorm−lΔΠhyΔΠCusinνCmultiplic−tivΠCnΠur−lCnΠtworkCpotΠnti−lsQCJournalkofkChemicalkPhysicsOC2019OC
TXTOCSYWTUT

3.9 8

325 misΠnt−nνlinνCthΠClomplΠxC”ibr−tion−lCvΠch−nicsCoΣCthΠCyroton−tΠΔC–−tΠrC’rimΠrCbyC†−tion−lC
lontrolCoΣCrtsCqyΔroνΠnCkonΔsQCJournalkofkPhysicalkChemistrykAOC2019OCTUVOCZbYXPZbZU 2.8 10

324
mirΠctCΔi−b−tiz−tionC−nΔC−n−lyticCrΠprΠsΠnt−tionCoΣCcouplΠΔCpotΠnti−lCΠnΠrνyCsurΣ−cΠsC−nΔCcouplinνsC
ΣorCthΠCrΠ−ctivΠCquΠnchinνCoΣCthΠCΠxcitΠΔC˛£Cst−tΠCoΣCxqCbyCmolΠcul−rChyΔroνΠnQCJournalkofkChemicalk
PhysicsOC2019OCTXTOCTSWVTT

3.9 19

323 ll−ssic−lOC’hΠrmost−tΠΔC†inνCyolymΠrOC−nΔCzu−ntumC”‘loR”lrCl−lcul−tionsCoΣCr†C‘pΠctr−CoΣCqxC−nΔC
qxCKniνΠnLC−nΔClomp−risonCwithCnxpΠrimΠntQCJournalkofkPhysicalkChemistrykAOC2019OCTUVOCTVbbPTWSb 2.8 25

322 zu−ntumC−ppro−chΠsCtoCvibr−tion−lCΔyn−micsC−nΔCspΠctroscopycCisCΠ−sΠCoΣCintΠrprΠt−tionCs−criΣicΠΔC
−sCriνorCincrΠ−sΠshQCPhysicalkChemistrykChemicalkPhysicsOC2019OCUTOCVVbZPVWTV 3.6 27

321 “sinνCpr−ΔiΠntsCinCyΠrmut−tion−llyCrnv−ri−ntCyolynomi−lCyotΠnti−lCoittinνcCjCmΠmonstr−tionCΣorClqC
“sinνC−sCoΠwC−sCTSSClonΣiνur−tionsQCJournalkofkChemicalkTheorykandkComputationOC2019OCTXOCUaUYPUaVX 6.4 25

320 jCΣr−νmΠntΠΔOCpΠrmut−tion−llyCinv−ri−ntCpolynomi−lC−ppro−chCΣorCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCoΣC
l−rνΠCmolΠculΠscCjpplic−tionCtoCwPmΠthylC−cΠt−miΔΠQCJournalkofkChemicalkPhysicsOC2019OCTXSOCTWTTST 3.9 26

319 xbsΠrv−tionCoΣCthΠCuowPorΠquΠncyC‘pΠctrumCoΣCthΠC–−tΠrCmimΠrC−sC−C‘ΠnsitivΠC’ΠstCoΣCthΠC–−tΠrC
mimΠrCyotΠnti−lC−nΔCmipolΠCvomΠntC‘urΣ−cΠsQCAngewandtekChemieOC2019OCTVTOCTVUXVPTVUYS 3.6 4

318 jCv−chinΠCuΠ−rninνCjppro−chCΣorCyrΠΔictionCoΣC†−tΠClonst−ntsQCJournalkofkPhysicalkChemistryk
LettersOC2019OCTSOCXUXSPXUXa 6.4 15

317 qiνhPuΠvΠlC”‘loR”lrCl−lcul−tionsCmΠcoΔΠCthΠC”ibr−tion−lC‘pΠctrumCoΣCthΠCjquΠousCyrotonQCJournalk
ofkPhysicalkChemistrykBOC2019OCTUVOCZUTWPZUUW 3.4 16

316 xbsΠrv−tionCoΣCthΠCuowPorΠquΠncyC‘pΠctrumCoΣCthΠC–−tΠrCmimΠrC−sC−C‘ΠnsitivΠC’ΠstCoΣCthΠC–−tΠrC
mimΠrCyotΠnti−lC−nΔCmipolΠCvomΠntC‘urΣ−cΠsQCAngewandtekChemiek-kInternationalkEditionOC2019OCXaOCTVTTbPTVTUY16.4 19

315 qC−tomCyroΔuctClh−nnΠlsCinCthΠC“ltr−violΠtCyhotoΔissoci−tionCoΣCthΠCUPyropΠnylC†−Δic−lQCJournalkofk
PhysicalkChemistrykAOC2019OCTUVOCbbXZPbbYX 2.8 5

314 oullC−nΔCΣr−νmΠntΠΔCpΠrmut−tion−llyCinv−ri−ntCpolynomi−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCΣorCtr−nsC−nΔC
cisCwPmΠthylC−cΠt−miΔΠC−nΔCisomΠriz−tionCs−ΔΔlΠCpointsQCJournalkofkChemicalkPhysicsOC2019OCTXTOCSaWVSY 3.9 24

313
jssΠssinνCthΠCrmport−ncΠCoΣCthΠCqPqxPqxC’hrΠΠPkoΔyCrntΠr−ctionConCthΠC”ibr−tion−lCorΠquΠncyC
‘hiΣtCoΣCqCinCthΠCsrrCll−thr−tΠCqyΔr−tΠC−nΔClomp−risonCwithCnxpΠrimΠntQCJournalkofkPhysicalk
ChemistrykAOC2019OCTUVOCVUbPVVX

2.8 5

(2019-2020)
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312 miΣΣusionCvontΠCl−rloCl−lcul−tionsCoΣCZΠroPyointCnnΠrνiΠsCoΣCvΠth−nolC−nΔCmΠutΠr−tΠΔCvΠth−nolQC
JournalkofkComputationalkChemistryOC2019OCWSOCVUaPVVU 3.5 3

311 yΠrmut−tion−llyCrnv−ri−ntCyotΠnti−lCnnΠrνyC‘urΣ−cΠsQCAnnualkReviewkofkPhysicalkChemistryOC2018OCYbOCTXTPTZX15.7 107

310 oullPmimΠnsion−lCzu−ntumCmyn−micsCoΣC‘ixCinClollisionCwithCqQCJournalkofkPhysicalkChemistrykAOC2018
OCTUUOCTXTTPTXUS 2.8 16

309 tΠijiCvorokum−QCJournalkofkPhysicalkChemistrykAOC2018OCTUUOCaaSPaaT 2.8

308 mΠconstructinνCyrominΠntCk−nΔsCinCthΠC’Πr−hΠrtzC‘pΠctr−CoΣCqxC−nΔCqxcCrntΠrmolΠcul−rCvoΔΠsCinC
niνΠnCllustΠrsQCJournalkofkPhysicalkChemistrykLettersOC2018OCbOCZbaPaSV 6.4 27

307 zu−ntumC−nΔCcl−ssic−lCr†CspΠctr−CoΣCKqlxxqLOCKmlxxqLC−nΔCKmlxxmLCusinνC−bCinitioCpotΠnti−lC
ΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsQCFaradaykDiscussionsOC2018OCUTUOCVVPWb 3.6 13

306
r†C‘pΠctr−CoΣCKqlxxqLC−nΔCKmlxxqLcCnxpΠrimΠntOC”‘loR”lrOC−nΔCjbCrnitioCvolΠcul−rCmyn−micsC
l−lcul−tionsC“sinνCoullPmimΠnsion−lCyotΠnti−lC−nΔCmipolΠCvomΠntC‘urΣ−cΠsQCJournalkofkPhysicalk
ChemistrykLettersOC2018OCbOCUYSWPUYTS

6.4 15

305
qiνhPΔimΠnsion−lCΣittinνCoΣCsp−rsΠCΔ−t−sΠtsCoΣCll‘mK’LCΠlΠctronicCΠnΠrνiΠsC−nΔCvyUCΔipolΠC
momΠntsOCillustr−tΠΔCΣorCthΠCΣormicC−ciΔCΔimΠrC−nΔCitsCcomplΠxCr†CspΠctrumQCJournalkofkChemicalk
PhysicsOC2018OCTWaOCUWTZTV

3.9 16

304
jΔi−b−ticC‘witchinνCjppliΠΔCtoCthΠC”ibr−tionsCoΣCsynPlqVlqxxC−nΔCrmplic−tionsCΣorCâ��ZΠroPyointC
uΠ−kâ��C−nΔCrsomΠriz−tionCinCzu−sicl−ssic−lC’r−jΠctoryCl−lcul−tionsQCAdvanceskinkChemicalkPhysicsOC
2018OCTXTPTYY

1

303
kΠnchm−rkCnlΠctronicC‘tructurΠCl−lcul−tionsCΣorCqxKqxLCOCnCfCSPXOCllustΠrsC−nΔC’ΠstsCoΣC−nCnxistinνC
TOUOVPkoΔyCyotΠnti−lCnnΠrνyC‘urΣ−cΠCwithC−CwΠwCWPkoΔyClorrΠctionQCJournalkofkChemicalkTheorykandk
ComputationOC2018OCTWOCWXXVPWXYY

6.4 26

302 rnΠl−sticCvibr−tion−lCΔyn−micsCoΣCl‘CinCcollisionCwithCqCusinνC−CΣullPΔimΠnsion−lCpotΠnti−lCΠnΠrνyC
surΣ−cΠQCPhysicalkChemistrykChemicalkPhysicsOC2018OCUSOCUaWUXPUaWVW 3.6 6

301
’−νPorΠΠC−nΔCrsotopomΠrP‘ΠlΠctivΠC”ibr−tion−lC‘pΠctroscopyCoΣCthΠClryoνΠnic−llyCloolΠΔCqxC
l−tionCwithC’woPlolorOCr†Pr†CmoublΠP†Πson−ncΠCyhotoΠxcit−tioncCrsol−tinνCthΠC‘pΠctr−lC‘iνn−turΠCoΣC
−C‘inνlΠCxqCproupCinCthΠCqyΔroniumCronClorΠQCJournalkofkPhysicalkChemistrykAOC2018OCTUUOCbUZXPbUaW

2.8 19

300
jssΠssinνCp−ussi−nCyrocΠssC†ΠνrΠssionC−nΔCyΠrmut−tion−llyCrnv−ri−ntCyolynomi−lCjppro−chΠsC’oC
†ΠprΠsΠntCqiνhPmimΠnsion−lCyotΠnti−lCnnΠrνyC‘urΣ−cΠsQCJournalkofkChemicalkTheorykandk
ComputationOC2018OCTWOCVVaTPVVbY

6.4 57

299 yrΠΔissoci−tionCΔyn−micsCoΣCthΠCqllPKqxLCtΠtr−mΠrcCjnCΠxpΠrimΠnt−lC−nΔCthΠorΠtic−lCinvΠstiν−tionQC
JournalkofkChemicalkPhysicsOC2018OCTWaOCUSWVSV 3.9 2

298 ’Π−chinνCvibr−tion−lCspΠctr−CtoC−ssiνnCthΠmsΠlvΠsQCFaradaykDiscussionsOC2018OCUTUOCYXPaU 3.6 3

297 ‘pΠctr−lC−n−lysΠsCoΣCtr−nsPC−nΔCcisPmxlxCtr−nsiΠntsCvi−CcombCspΠctroscopyQCMolecularkPhysicsOC2018OC
TTYOCVZTSPVZTZ 1.7 5

296 ’hΠC†ovibr−tion−lC‘pΠctr−CoΣCtr−nsPC−nΔCcisPqxlxOCl−lcul−tΠΔCbyCv“u’rvxmnCwithC−bCrnitioC
yotΠnti−lCnnΠrνyC−nΔCmipolΠCvomΠntC‘urΣ−cΠsQCJournalkofkPhysicalkChemistrykAOC2017OCTUTOCTYTYPTYUY 2.8 3

295 oorm−lΔΠhyΔΠCro−minνCΔyn−micscClomp−risonCoΣCqu−siPcl−ssic−lCtr−jΠctoryCc−lcul−tionsC−nΔC
ΠxpΠrimΠntsQCJournalkofkChemicalkPhysicsOC2017OCTWZOCSTVbVY 3.9 16
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294 lommunic−tioncC”‘loR”lrCvibr−tion−lCspΠctroscopyCoΣCqxC−nΔCqxCusinνChiνhPlΠvΠlOCm−nyPboΔyC
potΠnti−lCΠnΠrνyCsurΣ−cΠC−nΔCΔipolΠCmomΠntCsurΣ−cΠsQCJournalkofkChemicalkPhysicsOC2017OCTWYOCTUTTSU 3.9 41

293
jCnΠwCKmultiPrΠΣΠrΠncΠCconΣiνur−tionCintΠr−ctionLCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorCqlxC−nΔCprΠlimin−ryC
stuΔiΠsCoΣCro−minνQCPhilosophicalkTransactionskSerieskAykMathematicalykPhysicalykandkEngineeringk
SciencesOC2017OCVZXOC

3 29

292 ’hΠoriΠsC−nΔCsimul−tionsCoΣCro−minνQCChemicalkSocietykReviewsOC2017OCWYOCZYTXPZYUW 58.5 51

291
misΠnt−nνlinνCthΠClomplΠxC”ibr−tion−lC‘pΠctrumCoΣCthΠCyroton−tΠΔC–−tΠrC’rimΠrOCqKqxLOCwithC
’woPlolorCr†Pr†CyhotoΔissoci−tionCoΣCthΠCk−rΠCronC−nΔCjnh−rmonicC”‘loR”lrC’hΠoryQCJournalkofk
PhysicalkChemistrykLettersOC2017OCaOCVZaUPVZab

6.4 36

290 ’woPcomponΠntOC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorClxPqxOCΠxtΠnsionCtoCthΠChyΔr−tΠCcl−thr−tΠOC
lxiKqxLOC−nΔC”‘loR”lrCvibr−tion−lC−n−lysΠsCoΣCbothQCJournalkofkChemicalkPhysicsOC2017OCTWZOCTYTZTW 3.9 19

289 qiνhPuΠvΠlCzu−ntumCl−lcul−tionsCoΣCthΠCr†C‘pΠctr−CoΣCthΠCniνΠnOCZunΔΠlOC−nΔC†inνCrsomΠrsCoΣCqKqxLC
oinΔC−C‘inνlΠCv−tchCtoCnxpΠrimΠntQCJournalkofkthekAmericankChemicalkSocietyOC2017OCTVbOCTSbaWPTSbaZ 16.4 32

288 yhotoΔissoci−tionCoΣClqlqxC−tCUWaCnmcCiΔΠntiΣic−tionCoΣCthΠCch−nnΠlsCoΣCro−minνOCtriplΠC
Σr−νmΠnt−tionC−nΔCthΠCtr−nsitionCst−tΠQCPhysicalkChemistrykChemicalkPhysicsOC2017OCTbOCTaYUaPTaYVW 3.6 19

287 l−lcul−tinνCoΠshb−chCrΠson−ncΠsCinCqlxCusinνC−nCΠxtΠnsionCoΣCzimPp−thCthΠoryQCInternationalk
JournalkofkQuantumkChemistryOC2017OCTTZOCTVbPTWX 2.1 7

286 ’r−nsΣΠr−blΠC−bCrnitioCmipolΠCvomΠntCΣorC–−tΠrcC’hrΠΠCjpplic−tionsCtoCkulkC–−tΠrQCJournalkofk
PhysicalkChemistrykBOC2016OCTUSOCTZVXPWU 3.4 25

285
jnC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorCthΠCΣormicC−ciΔCΔimΠrcCzΠroPpointCΠnΠrνyOCsΠlΠctΠΔC
−nh−rmonicCΣunΔ−mΠnt−lCΠnΠrνiΠsOC−nΔCνrounΔPst−tΠCtunnΠlinνCsplittinνCc−lcul−tΠΔCinCrΠl−xΠΔC
TPWPmoΔΠCsubsp−cΠsQCPhysicalkChemistrykChemicalkPhysicsOC2016OCTaOCUWaVXPUWaWS

3.6 53

284 qowCthΠCZunΔΠlCKqxLCyotΠnti−lCl−nCkΠC“sΠΔCtoCyrΠΔictCthΠCyrotonC‘trΠtchC−nΔCkΠnΔCorΠquΠnciΠsCoΣC
u−rνΠrCyroton−tΠΔC–−tΠrCllustΠrsQCJournalkofkPhysicalkChemistrykLettersOC2016OCZOCXUXbPXUYX 6.4 18

283 zu−ntumCuoc−lCvonomΠrCr†C‘pΠctrumCoΣCuiquiΔCmUxC−tCVSSCtCΣromCSCtoCWSSSCcmKPTLCrsCinC
wΠ−rPzu−ntit−tivΠCjνrΠΠmΠntCwithCnxpΠrimΠntQCJournalkofkPhysicalkChemistrykBOC2016OCTUSOCUaUWPa 3.4 19

282 †ΠvisitinνCjΔi−b−ticC‘witchinνCΣorCrniti−lClonΔitionsCinCzu−siPll−ssic−lC’r−jΠctoryCl−lcul−tionscC
jpplic−tionCtoClqWQCJournalkofkPhysicalkChemistrykAOC2016OCTUSOCWbaaPbV 2.8 25

281 †o−minνC“nΔΠrCthΠCvicroscopΠcC’r−jΠctoryC‘tuΔyCoΣCoorm−lΔΠhyΔΠCmissoci−tionQCJournalkofkPhysicalk
ChemistrykAOC2016OCTUSOCXTSVPTW 2.8 38

280 jbCrnitioOCnmbΠΔΔΠΔCuoc−lPvonomΠrCl−lcul−tionsCoΣCvΠth−nΠC”ibr−tion−lCnnΠrνiΠsCinCll−thr−tΠC
qyΔr−tΠsQCJournalkofkPhysicalkChemistrykCOC2016OCTUSOCVTYZPVTZX 3.8 16

279 nnΠrνΠticsC−nΔCyrΠΔissoci−tionCmyn−micsCoΣC‘m−llC–−tΠrOCqllOC−nΔCvixΠΔCqllP–−tΠrCllustΠrsQC
ChemicalkReviewsOC2016OCTTYOCWbTVPVY 68.1 41

278 oullPΔimΠnsion−lCqu−ntumCΔyn−micsCoΣClxCinCcollisionCwithCqUQCJournalkofkChemicalkPhysicsOC2016OC
TWXOCSVWVSa 3.9 23

277 oivΠC−bCinitioCpotΠnti−lCΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsCΣorChyΔr−tΠΔCw−llC−nΔCw−oQCrQC’woPboΔyC
intΠr−ctionsQCJournalkofkChemicalkPhysicsOC2016OCTWWOCTTWVTT 3.9 10

(2016-2017)
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276 oullPΔimΠnsion−lCqu−ntumCΔyn−micsCoΣCrovibr−tion−llyCinΠl−sticCsc−ttΠrinνCbΠtwΠΠnClwC−nΔCqQC
JournalkofkChemicalkPhysicsOC2016OCTWXOCUUWVSZ 3.9 18

275 ”ΠlocityCm−pCim−νinνCoΣCxqCr−Δic−lCproΔuctsCΣromCr†C−ctiv−tΠΔCKlqVLUlxxClriΠνΠΠCintΠrmΠΔi−tΠsQC
JournalkofkChemicalkPhysicsOC2016OCTWXOCTSWVSZ 3.9 9

274 “nimolΠcul−rCΔissoci−tionCΔyn−micsCoΣCvibr−tion−llyC−ctiv−tΠΔClqVlqxxClriΠνΠΠCintΠrmΠΔi−tΠsCtoC
xqCr−Δic−lCproΔuctsQCNaturekChemistryOC2016OCaOCXSbPTW 17.6 115

273 “ltr−violΠtCyhotoΔissoci−tionCmyn−micsCoΣCthΠCTPyropΠnylC†−Δic−lQCJournalkofkPhysicalkChemistrykAOC
2016OCTUSOCXUWaPXY 2.8 8

272 miΣΣΠrΠncΠsCinCthΠC”ibr−tion−lCmyn−micsCoΣCqKULxC−nΔCmKULxcCxbsΠrv−tionCoΣC‘ymmΠtricC−nΔC
jntisymmΠtricC‘trΠtchinνC”ibr−tionsCinCqΠ−vyC–−tΠrQCJournalkofkPhysicalkChemistrykLettersOC2016OCZOCTZYbPZW6.4 49

271 jbCrnitioCyotΠnti−lCΣorCqxCPgCqCNCqxcCjC‘tΠpCtoC−Cv−nyPkoΔyC†ΠprΠsΠnt−tionCoΣCthΠCqyΔr−tΠΔC
yrotonhQCJournalkofkChemicalkTheorykandkComputationOC2016OCTUOCXUaWPXUbU 6.4 24

270 ’woCy−thw−ysCΣorCmissoci−tionCoΣCqiνhlyCnnΠrνizΠΔCsynPlqVlqxxCtoCxqCylusC”inoxyQCJournalkofk
PhysicalkChemistrykLettersOC2016OCZOCVVXbPYW 6.4 10

269 moΠsCrnΣr−rΠΔCvultiphotonCmissoci−tionCoΣC”inylClhloriΔΠCYiΠlΔClolΔC”inyliΔΠnΠhQCJournalkofkPhysicalk
ChemistrykLettersOC2015OCYOCUWXZPYU 6.4 4

268 zu−ntumCΔyn−micsCoΣClxPqâ��CinCΣullCΔimΠnsion−lityQCNaturekCommunicationsOC2015OCYOCYYUb 17.4 46

267 oullPΔimΠnsion−lOChiνhPlΠvΠlC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCΣorCqUKqUxLC−nΔCqUKqUxLUCwithC
−pplic−tionCtoChyΔroνΠnCcl−thr−tΠChyΔr−tΠsQCJournalkofkChemicalkPhysicsOC2015OCTWVOCSaWVSU 3.9 29

266
lrossΠΔCvolΠcul−rCkΠ−msC−nΔCzu−sicl−ssic−lC’r−jΠctoryC‘urΣ−cΠCqoppinνC‘tuΔiΠsCoΣCthΠC
vultich−nnΠlCwon−Δi−b−ticCxKKVLyLCNCnthylΠnΠC†Π−ctionC−tCqiνhClollisionCnnΠrνyQCJournalkofkPhysicalk
ChemistrykAOC2015OCTTbOCTUWbaPXTT

2.8 42

265 zu−ntumCc−lcul−tionsCoΣCthΠCr†CspΠctrumCoΣCliquiΔCw−tΠrCusinνC−bCinitioC−nΔCmoΔΠlCpotΠnti−lC−nΔC
ΔipolΠCmomΠntCsurΣ−cΠsC−nΔCcomp−risonCwithCΠxpΠrimΠntQCJournalkofkChemicalkPhysicsOC2015OCTWUOCTbWXSU3.9 41

264 ’r−jΠctoryC−nΔCvoΔΠlC‘tuΔiΠsCoΣClollisionsCoΣCqiνhlyCnxcitΠΔCvΠth−nΠCwithC–−tΠrC“sinνC−nC−bCrnitioC
yotΠnti−lQCJournalkofkPhysicalkChemistrykAOC2015OCTTbOCTUVSWPTZ 2.8 17

263 ”ibr−tion−lCsΠconΔPorΔΠrCpΠrturb−tionCthΠoryCK”y’ULCusinνCloc−lCmonomΠrCnorm−lCmoΔΠsQC
MolecularkPhysicsOC2015OCTTVOCVbYWPVbZT 1.7 15

262 kΠnΔCnxcit−tionCrsCyrΠΔictΠΔCtoCprΠ−tlyCjccΠlΠr−tΠCrsomΠriz−tionCoΣCtr−nsPqyΔroxymΠthylΠnΠCtoC
oorm−lΔΠhyΔΠCinCthΠCmΠΠpC’unnΠlinνC†ΠνionQCJournalkofkPhysicalkChemistrykLettersOC2015OCYOCTUWPa 6.4 7

261 lommunic−tioncC‘pΠctroscopicCconsΠquΠncΠsCoΣCprotonCΔΠloc−liz−tionCinCxlqlxNQCJournalkofk
ChemicalkPhysicsOC2015OCTWVOCSZTTSU 3.9 39

260 EyluνC−nΔCpl−yECΣullPΔimΠnsion−lC−bCinitioCpotΠnti−lCΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsC−nΔC
−nh−rmonicCvibr−tion−lC−n−lysisCΣorClqWPqUxQCPhysicalkChemistrykChemicalkPhysicsOC2015OCTZOCaTZUPaT 3.6 47

259 yΠrmut−tion−llyCrnv−ri−ntCoittinνCoΣCv−nyPkoΔyOCwonPcov−lΠntCrntΠr−ctionsCwithCjpplic−tionCtoC
’hrΠΠPkoΔyCvΠth−nΠP–−tΠrP–−tΠrQCJournalkofkChemicalkTheorykandkComputationOC2015OCTTOCTYVTPa 6.4 54
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258 rnΣr−rΠΔCiΔΠntiΣic−tionCoΣCthΠClriΠνΠΠCintΠrmΠΔi−tΠsCsynPC−nΔC−ntiPlqâ��lqxxOC−nΔCthΠirCΔistinctC
conΣorm−tionPΔΠpΠnΔΠntCrΠ−ctivityQCNaturekCommunicationsOC2015OCYOCZSTU 17.4 65

257 jCcombinΠΔCcrossΠΔCmolΠcul−rCbΠ−mC−nΔCqu−sicl−ssic−lCtr−jΠctoryCstuΔyCoΣCthΠC’it−nPrΠlΠv−ntCwKUmLC
NCmUxCrΠ−ctionQCMolecularkPhysicsOC2015OCTTVOCUUbYPUVST 1.7 8

256 jCmoΔΠlCΣorCΠnΠrνyCtr−nsΣΠrCinCcollisionsCoΣC−tomsCwithChiνhlyCΠxcitΠΔCmolΠculΠsQCJournalkofkPhysicalk
ChemistrykAOC2015OCTTbOCWYbXPZTS 2.8 11

255 ‘tructurΠOCjnh−rmonicC”ibr−tion−lCorΠquΠnciΠsOC−nΔCrntΠnsitiΠsCoΣCwwqwwKNLQCJournalkofkPhysicalk
ChemistrykAOC2015OCTTbOCTTYUVPVT 2.8 64

254 yruninνCthΠCq−miltoni−nCv−trixCinCv“u’rvxmncC’ΠstCΣorClUqWC−nΔCjpplic−tionCtoClqVwxUC“sinνC−C
wΠwCjbCrnitioCyotΠnti−lCnnΠrνyC‘urΣ−cΠQCJournalkofkPhysicalkChemistrykAOC2015OCTTbOCTTYVUPWS 2.8 18

253 rsol−tinνCthΠCspΠctr−lCsiνn−turΠCoΣCqVxKNLCinCthΠCsm−llΠstCΔroplΠtCoΣCΔissoci−tΠΔCqllC−ciΔQCPhysicalk
ChemistrykChemicalkPhysicsOC2015OCTZOCYUUUPY 3.6 26

252 ”isiblΠRrnΣr−rΠΔCmissoci−tionCoΣCwxVcC†o−minνCinCthΠCm−rkCorC†o−minνConCthΠCprounΔhQCJournalkofk
PhysicalkChemistrykAOC2015OCTTbOCZTYVPa 2.8 16

251 jbCrnitioCzu−ntumCjppro−chΠsCtoCthΠCr†C‘pΠctroscopyCoΣC–−tΠrC−nΔCqyΔr−tΠsQCJournalkofkPhysicalk
ChemistrykLettersOC2015OCYOCVYYPZV 6.4 25

250 †o−minνQCMolecularkPhysicsOC2014OCTTUOCUXTYPUXUa 1.7 97

249 lhΠmic−lC−ctiv−tionCthrouνhCsupΠrCΠnΠrνyCtr−nsΣΠrCcollisionsQCJournalkofkthekAmericankChemicalk
SocietyOC2014OCTVYOCTYaUPX 16.4 22

248 uoc−lPmonomΠrCc−lcul−tionsCoΣCthΠCintr−molΠcul−rCr†CspΠctr−CoΣCthΠCc−νΠC−nΔCprismCisomΠrsCoΣC
qxmKmUxLXC−nΔCqxmC−nΔCmUxCicΠCrhQCJournalkofkPhysicalkChemistrykBOC2014OCTTaOCTWTUWPVT 3.4 17

247 nxpΠrimΠntC−nΔCthΠoryCΠluciΔ−tΠCthΠCmultich−nnΠlCprΠΔissoci−tionCΔyn−micsCoΣCthΠCqllCtrimΠrcC
brΠ−kinνCupCisCh−rΔCtoCΔoQCJournalkofkPhysicalkChemistrykAOC2014OCTTaOCaWSUPTS 2.8 17

246 nΣΣΠctsCoΣCZΠroPyointCmΠloc−liz−tionConCthΠC”ibr−tion−lCorΠquΠnciΠsCoΣCvixΠΔCqllC−nΔC–−tΠrC
llustΠrsQCJournalkofkPhysicalkChemistrykLettersOC2014OCXOCUUWZPXV 6.4 26

245 nxpΠrimΠnt−lC−nΔCthΠorΠtic−lCinvΠstiν−tionsCoΣCΠnΠrνyCtr−nsΣΠrC−nΔChyΔroνΠnPbonΔCbrΠ−kinνCinC
sm−llCw−tΠrC−nΔCqllCclustΠrsQCAccountskofkChemicalkResearchOC2014OCWZOCUZSSPb 24.3 37

244 †Π−ctionCΔyn−micsCoΣCmΠth−nΠCwithCoOCxOCllOC−nΔCkrConC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠsQCJournalk
ofkPhysicalkChemistrykAOC2014OCTTaOCUaVbPYW 2.8 85

243
zu−sicl−ssic−lC’r−jΠctoryCl−lcul−tionsCoΣCthΠCwKKULmLCNCqUxC†Π−ctionCnluciΔ−tinνCthΠCoorm−tionC
vΠch−nismCoΣCqwxC−nΔCqxwC‘ΠΠnCinCvolΠcul−rCkΠ−mCnxpΠrimΠntsQCJournalkofkPhysicalkChemistryk
LettersOC2014OCXOCVXSaPTV

6.4 16

242 qiνhPuΠvΠlOCoirstPyrinciplΠsOCoullPmimΠnsion−lCzu−ntumCl−lcul−tionCoΣCthΠC†oPvibr−tion−lC‘pΠctrumC
oΣCthΠC‘implΠstClriΠνΠΠCrntΠrmΠΔi−tΠCKlqUxxLQCJournalkofkPhysicalkChemistrykLettersOC2014OCXOCUVYWPb 6.4 79

241
zu−sicl−ssic−lC’r−jΠctoryCl−lcul−tionsCoΣCthΠC†−tΠClonst−ntCoΣCthΠCxqCNCqkrCPgCkrCNCqUxC†Π−ctionC
“sinνC−CoullPmimΠnsion−lCjbCrnitioCyotΠnti−lCnnΠrνyC‘urΣ−cΠCxvΠrCthΠC’ΠmpΠr−turΠC†−nνΠCXCtoCXSSC
tQCJournalkofkPhysicalkChemistrykLettersOC2014OCXOCZSYPTU

6.4 33

(2014-2015)
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240 l−lcul−tionsCoΣCvoΔΠP‘pΠciΣicC’unnΠlinνCoΣCmoublΠPqyΔroνΠnC’r−nsΣΠrCinCyorphycΠnΠCjνrΠΠCwithC
−nΔCrllumin−tΠCnxpΠrimΠntQCJournalkofkPhysicalkChemistrykLettersOC2014OCXOCUZUVPZ 6.4 17

239 jbCinitioCpotΠnti−lCΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsCoΣCthΠCoKPLKqUxLCcomplΠxQCSpectrochimicak
Actak-kPartkA:kMolecularkandkBiomolecularkSpectroscopyOC2014OCTTbOCXbPYU 4.4 17

238 jbCinitioCΔΠconstructionCoΣCthΠCvibr−tion−lCrΠl−x−tionCp−thw−ysCoΣCΔilutΠCqxmCinCicΠCrhQCJournalkofk
thekAmericankChemicalkSocietyOC2014OCTVYOCXaaaPbT 16.4 16

237
yhotoΔissoci−tionCΔyn−micsCoΣCnitromΠth−nΠC−nΔCmΠthylCnitritΠCbyCinΣr−rΠΔCmultiphotonC
Δissoci−tionCim−νinνCwithCqu−sicl−ssic−lCtr−jΠctoryCc−lcul−tionscCsiνn−turΠsCoΣCthΠCro−minνCp−thw−yQC
JournalkofkChemicalkPhysicsOC2014OCTWSOCSXWVSX

3.9 43

236 lommunic−tioncCxnCthΠCconsistΠncyCoΣC−pproxim−tΠCqu−ntumCΔyn−micsCsimul−tionCmΠthoΔsCΣorC
vibr−tion−lCspΠctr−CinCthΠCconΔΠnsΠΔCph−sΠQCJournalkofkChemicalkPhysicsOC2014OCTWTOCTaTTST 3.9 64

235 lommunic−tioncCv“u’rvxmnCc−lcul−tionsCoΣClowPlyinνCvibr−tion−lCst−tΠsCoΣCwxVCusinνC−nC−Δi−b−ticC
potΠnti−lCΠnΠrνyCsurΣ−cΠQCJournalkofkChemicalkPhysicsOC2014OCTWTOCTYTTSW 3.9 8

234 lommunic−tioncCjCbΠnchm−rkPqu−lityOCΣullPΔimΠnsion−lC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorC
jrPqxlxQCJournalkofkChemicalkPhysicsOC2014OCTWSOCTXTTST 3.9 33

233 mipolΠCsurΣ−cΠC−nΔCinΣr−rΠΔCintΠnsitiΠsCΣorCthΠCcisPC−nΔCtr−nsPqxlxC−nΔCmxlxCr−Δic−lsQCJournalkofk
PhysicalkChemistrykAOC2013OCTTZOCYbVUPb 2.8 26

232 nxpΠrimΠnt−lC−nΔC’hΠorΠtic−lC‘tuΔiΠsCoΣC†o−minνCmyn−micsCinCthΠC“nimolΠcul−rCmissoci−tionCoΣC
lqVwxUCtoClqVxCNCwxQCZeitschriftkFurkPhysikalischekChemieOC2013OCTVSZSaSSSVTSSSa 3.1 3

231 v“u’rvxmnCc−lcul−tionsCoΣCthΠCinΣr−rΠΔCspΠctr−CoΣCqCNZC−nΔCmCNZCusinνC−bCinitioCpotΠnti−lCΠnΠrνyC
−nΔCΔipolΠCmomΠntCsurΣ−cΠsQCTheoreticalkChemistrykAccountsOC2013OCTVUOCT 1.9 11

230 ”−ri−tion−lCc−lcul−tionsCoΣCvibr−tion−lCΠnΠrνiΠsC−nΔCr†CspΠctr−CoΣCtr−nsPC−nΔCcisPqxlxCusinνCnΠwC−bC
initioCpotΠnti−lCΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsQCJournalkofkPhysicalkChemistrykAOC2013OCTTZOCbVWVPXU 2.8 22

229 jCnovΠlCp−ussi−nCkinninνCKTpkLC−n−lysisCoΣCvibr−tion−lCst−tΠCΔistributionsCinChiνhlyCΠxcitΠΔCqUxC
ΣromCrΠ−ctivΠCquΠnchinνCoΣCxqMCbyCqUQCJournalkofkChemicalkPhysicsOC2013OCTVbOCSWWTSW 3.9 21

228 r†C‘pΠctr−CoΣCthΠC–−tΠrCqΠx−mΠrcC’hΠoryOCwithCrnclusionCoΣCthΠCvonomΠrCkΠnΔCxvΠrtonΠOC−nΔC
nxpΠrimΠntCjrΠCinCjνrΠΠmΠntQCJournalkofkPhysicalkChemistrykLettersOC2013OCWOCTTSWPa 6.4 52

227 nxpΠrimΠnt−lC−nΔCthΠorΠtic−lCinvΠstiν−tionsCoΣCthΠCΔissoci−tionCΠnΠrνyCKmSLC−nΔCΔyn−micsCoΣCthΠC
w−tΠrCtrimΠrOCKqUxLVQCJournalkofkPhysicalkChemistrykAOC2013OCTTZOCZUSZPTY 2.8 40

226 zu−sicl−ssic−lCtr−jΠctoryCstuΔyCoΣClqVwxUCΔΠcompositionCvi−Cro−minνCmΠΔi−tΠΔCisomΠriz−tionC
usinνC−Cνlob−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠQCJournalkofkPhysicalkChemistrykAOC2013OCTTZOCTTYYXPZU 2.8 53

225 ll−ssic−lCtr−jΠctoryCstuΔyCoΣCΠnΠrνyCtr−nsΣΠrCinCcollisionsCoΣChiνhlyCΠxcitΠΔC−llylCr−Δic−lCwithC−rνonQC
JournalkofkPhysicalkChemistrykAOC2013OCTTZOCTWSUaPWT 2.8 27

224 louplinνCoΣCuowPC−nΔCqiνhPorΠquΠncyC”ibr−tion−lCvoΔΠscCkro−ΔΠninνCinCthΠCrnΣr−rΠΔC‘pΠctrumCoΣC
oâ��KqUxLUQCJournalkofkPhysicalkChemistrykLettersOC2013OCWOCUbYWPUbYb 6.4 14

223
ZΠroPpointCnnΠrνyCisCwΠΠΔΠΔCinCvolΠcul−rCmyn−micsCl−lcul−tionsCtoCjccΠssCthΠC‘−ΔΔlΠCyointCΣorC
qNqlwPgqUlwMC−nΔCcisRtr−nsPqlwqMConC−CwΠwCyotΠnti−lCnnΠrνyC‘urΣ−cΠQCJournalkofkChemicalkTheoryk
andkComputationOC2013OCbOCbSTPa

6.4 20
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222 zu−sicl−ssic−lC’r−jΠctoryC‘tuΔiΠsCoΣCthΠCyhotoΔissoci−tionCmyn−micsCoΣCwxVCΣromCthΠCmSC−nΔCmTC
yotΠnti−lCnnΠrνyC‘urΣ−cΠsQCJournalkofkChemicalkTheorykandkComputationOC2013OCbOCabVPbSS 6.4 21

221 voΔΠPspΠciΣicCtunnΠlinνCusinνCthΠCzimCp−thcCthΠoryC−nΔC−nC−pplic−tionCtoCΣullPΔimΠnsion−lC
m−lon−lΔΠhyΔΠQCJournalkofkChemicalkPhysicsOC2013OCTVbOCTXWVSV 3.9 35

220 oullPΔimΠnsion−lOC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorClqVxqCPgClqVNxqQCMolecularkPhysicsOC2013OC
TTTOCTbYWPTbZT 1.7 8

219 jnh−rmonicCrovibr−tion−lCc−lcul−tionsCoΣCsinνlΠtCcyclicClWCusinνC−CnΠwC−bCinitioCpotΠnti−lC−nΔC−C
qu−rticCΣorcΠCΣiΠlΔQCJournalkofkChemicalkPhysicsOC2013OCTVbOCUUWVSU 3.9 8

218 zu−ntumCl−lcul−tionsCoΣCrntr−molΠcul−rCr†C‘pΠctr−CoΣCrcΠCvoΔΠlsC“sinνCjbCrnitioCyotΠnti−lC−nΔC
mipolΠCvomΠntC‘urΣ−cΠsQCJournalkofkPhysicalkChemistrykLettersOC2012OCVOCVYZTPY 6.4 34

217 viΔPC−nΔCo−rPr†C‘pΠctr−CoΣCqXKNLC−nΔCmXKNLClomp−rΠΔCtoCthΠCyrΠΔictionsCoΣCjnh−rmonicC’hΠoryQC
JournalkofkPhysicalkChemistrykLettersOC2012OCVOCVTYSPY 6.4 40

216
voΔΠC‘ΠlΠctivityCΣorC−CElΠntr−lECk−rriΠrC†Π−ctioncCniνhtPmimΠnsion−lCzu−ntumC‘tuΔiΠsCoΣCthΠC
xKKVLyLCNClqWCPgCxqCNClqVC†Π−ctionConC−nCjbCrnitioCyotΠnti−lCnnΠrνyC‘urΣ−cΠQCJournalkofkPhysicalk
ChemistrykLettersOC2012OCVOCVZZYPaS

6.4 83

215 rntΠrsystΠmCcrossinνC−nΔCΔyn−micsCinCxKVyLCNClUqWCmultich−nnΠlCrΠ−ctioncCΠxpΠrimΠntCv−liΔ−tΠsC
thΠoryQCProceedingskofkthekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaOC2012OCTSbOCbZVVPa11.5 86

214 lommunic−tioncC−CchΠmic−llyC−ccur−tΠCνlob−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΣorCthΠCqxCNClxCPgCqCNClxUC
rΠ−ctionQCJournalkofkChemicalkPhysicsOC2012OCTVYOCSWTTSV 3.9 95

213 nxpΠrimΠnt−lC−nΔCthΠorΠtic−lCinvΠstiν−tionsCoΣCΠnΠrνyCtr−nsΣΠrC−nΔChyΔroνΠnPbonΔCbrΠ−kinνCinCthΠC
w−tΠrCΔimΠrQCJournalkofkthekAmericankChemicalkSocietyOC2012OCTVWOCTXWVSPX 16.4 74

212 ’hΠCw−tΠrChΠx−mΠrcCc−νΠOCprismOCorCbothQCoullCΔimΠnsion−lCqu−ntumCsimul−tionsCs−yCbothQCJournalkofk
thekAmericankChemicalkSocietyOC2012OCTVWOCTTTTYPb 16.4 114

211 oirstPprinciplΠsCc−lcul−tionsCoΣCrovibr−tion−lCΠnΠrνiΠsOCΔipolΠCtr−nsitionCintΠnsitiΠsC−nΔCp−rtitionC
ΣunctionCΣorCΠthylΠnΠCusinνCv“u’rvxmnQCJournalkofkChemicalkPhysicsOC2012OCTVZOCTXWVST 3.9 35

210 louplΠΔPmonomΠrsCinCmolΠcul−rC−ssΠmbliΠscCthΠoryC−nΔC−pplic−tionCtoCthΠCw−tΠrCtΠtr−mΠrOC
pΠnt−mΠrOC−nΔCrinνChΠx−mΠrQCJournalkofkChemicalkPhysicsOC2012OCTVYOCTWWTTV 3.9 45

209 jccur−tΠCyotΠnti−lCnnΠrνyC‘urΣ−cΠsC−nΔCkΠyonΔcClhΠmic−lC†Π−ctivityOCkinΔinνOCuonνP†−nνΠC
rntΠr−ctionsOC−nΔC‘pΠctroscopyQCAdvanceskinkPhysicalkChemistryOC2012OCUSTUOCTPW 8

208 ’r−nsl−tion−lCΠnΠrνyCΔΠpΠnΔΠncΠCoΣCthΠCllCNClqWKvCbCfCSOCTLCrΠ−ctionscC−CjointCcrossΠΔPbΠ−mC−nΔC
qu−sicl−ssic−lCtr−jΠctoryCstuΔyQCMolecularkPhysicsOC2012OCTTSOCTYTZPTYUY 1.7 26

207 vultimoΔΠCc−lcul−tionsCoΣCrovibr−tion−lCΠnΠrνiΠsCoΣClUqWC−nΔClUmWQCMolecularkPhysicsOC2012OCTTSOCZZXPZaT1.7 24

206 zu−sicl−ssic−lCtr−jΠctoryCstuΔyCoΣCΣ−stCqP−tomCcollisionsCwithC−cΠtylΠnΠQCJournalkofkChemicalkPhysicsOC
2012OCTVYOCUTWVTV 3.9 14

205 ’hΠCJv“u’rvxmnJC−ppro−chCtoCroPvibr−tion−lCspΠctroscopyC2012OC 5

(2012-2013)
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204 zu−ntumCvibr−tion−lC−n−lysisC−nΔCinΣr−rΠΔCspΠctr−CoΣCmicrohyΔr−tΠΔCsoΔiumCionsCusinνC−nC−bCinitioC
potΠnti−lQCJournalkofkChemicalkPhysicsOC2011OCTVWOCTTWVTT 3.9 22

203 †o−minνCrΠ−ctionscC’hΠCthirΔCw−yQCPhysicskTodayOC2011OCYWOCVVPVZ 0.9 68

202 ’hrΠΠPst−tΠCtr−jΠctoryCsurΣ−cΠChoppinνCstuΔiΠsCoΣCthΠCphotoΔissoci−tionCΔyn−micsCoΣCΣorm−lΔΠhyΔΠC
onC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠsQCJournalkofkthekAmericankChemicalkSocietyOC2011OCTVVOCZbXZPYa 16.4 77

201 †o−minνCr−Δic−lsQCAnnualkReviewkofkPhysicalkChemistryOC2011OCYUOCXVTPXV 15.7 175

200 qiνhPΔimΠnsion−lC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCΣorCrΠ−ctionCΔyn−micsCc−lcul−tionsQCPhysicalk
ChemistrykChemicalkPhysicsOC2011OCTVOCaSbWPTTT 3.6 219

199 vultimoΔΠCc−lcul−tionsCoΣCrovibr−tion−lCΠnΠrνiΠsC−nΔCΔipolΠCtr−nsitionCintΠnsitiΠsCΣorCpoly−tomicC
molΠculΠsCwithCtorsion−lCmotioncC−pplic−tionCtoCqUxUQCJournalkofkChemicalkPhysicsOC2011OCTVXOCSTWVSa 3.9 17

198 zu−sicl−ssic−lC’r−jΠctoryCl−lcul−tionsCoΣCthΠCmissoci−tionCmyn−micsCoΣClqVlqxC−tCqiνhCnnΠrνyCYiΠlΔC
v−nyCyroΔuctsQCJournalkofkPhysicalkChemistrykLettersOC2011OCUOCTZTXPTZTb 6.4 35

197 jrΠC†o−minνC−nΔClonvΠntion−lC‘−ΔΔlΠCyointsCΣorCqUlxC−nΔClqVlqxCmissoci−tionCtoCvolΠcul−rC
yroΔuctsCrsol−tΠΔCΣromCn−chCxthΠrhQCJournalkofkPhysicalkChemistrykLettersOC2011OCUOCaVWPaVa 6.4 39

196 moCqXNC−nΔCrtsCrsotopoloνuΠsCq−vΠC†ot−tion−lC‘pΠctr−hQCJournalkofkPhysicalkChemistrykLettersOC2011OC
UOCTWSXPTWSZ 6.4 14

195 ’hΠCΔyn−micsCoΣC−llylCr−Δic−lCΔissoci−tionQCJournalkofkPhysicalkChemistrykAOC2011OCTTXOCYZbZPaSW 2.8 18

194 myn−micsCoΣCthΠCrΠ−ctionCoΣCmΠth−nΠCwithCchlorinΠC−tomConC−nC−ccur−tΠCpotΠnti−lCΠnΠrνyCsurΣ−cΠQC
ScienceOC2011OCVVWOCVWVPY 33.3 152

193 olΠxiblΠOC−bCinitioCpotΠnti−lOC−nΔCΔipolΠCmomΠntCsurΣ−cΠsCΣorCw−tΠrQCrQC’ΠstsC−nΔC−pplic−tionsCΣorC
clustΠrsCupCtoCthΠCUUPmΠrQCJournalkofkChemicalkPhysicsOC2011OCTVWOCSbWXSb 3.9 207

192 jbCinitioCpotΠnti−lC−nΔCΔipolΠCmomΠntCsurΣ−cΠsCΣorCw−tΠrQCrrQCuoc−lPmonomΠrCc−lcul−tionsCoΣCthΠC
inΣr−rΠΔCspΠctr−CoΣCw−tΠrCclustΠrsQCJournalkofkChemicalkPhysicsOC2011OCTVWOCTXWXTS 3.9 115

191 lommunic−tionscCll−ssic−lCtr−jΠctoryCstuΔyCoΣCthΠCpostquΠnchinνCΔyn−micsCoΣCxqCjCU‘iνm−NCbyCqUC
initi−tΠΔC−tCconic−lCintΠrsΠctionsQCJournalkofkChemicalkPhysicsOC2010OCTVUOCSbTTSU 3.9 18

190
lollision−lCquΠnchinνCoΣCxmCjCU˛£NCbyCqUcCΠxpΠrimΠnt−lC−nΔCthΠorΠtic−lCstuΔiΠsCoΣCthΠC
st−tΠPrΠsolvΠΔCxmC£CU˛ CproΔuctCΔistributionC−nΔCbr−nchinνCΣr−ctionQCJournalkofkChemicalkPhysicsOC
2010OCTVVOCTYWVSZ

3.9 18

189 zu−sicl−ssic−lCtr−jΠctoryCstuΔyCoΣCthΠCpostquΠnchinνCΔyn−micsCoΣCxqCjCU˛£NCbyCqURmUConC−Cνlob−lC
potΠnti−lCΠnΠrνyCsurΣ−cΠQCJournalkofkChemicalkPhysicsOC2010OCTVVOCTYWVSY 3.9 46

188 nviΔΠncΠCΣorC”inyliΔΠnΠCyroΔuctionCinCthΠCyhotoΔissoci−tionCoΣCthΠCjllylC†−Δic−lQCJournalkofkPhysicalk
ChemistrykLettersOC2010OCTOCTaZXPTaaS 6.4 38

187 †o−minνCy−thw−yCuΠ−ΔinνCtoC“nΠxpΠctΠΔC–−tΠrCNC”inylCyroΔuctsCinClUqWxqCmissoci−tionQCJournalk
ofkPhysicalkChemistrykLettersOC2010OCTOCVSXaPVSYX 6.4 54
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186 yΠrmut−tion−llyCrnv−ri−ntCyolynomi−lCk−sisCΣorCvolΠcul−rCnnΠrνyC‘urΣ−cΠCoittinνCvi−Cvonomi−lC
‘ymmΠtriz−tionQCJournalkofkChemicalkTheorykandkComputationOC2010OCYOCUYPVW 6.4 191

185 jbPrnitioPk−sΠΔCyotΠnti−lCnnΠrνyC‘urΣ−cΠsCΣorClomplΠxCvolΠculΠsC−nΔCvolΠcul−rClomplΠxΠsQC
JournalkofkPhysicalkChemistrykLettersOC2010OCTOCTaYYPTaZW 6.4 87

184 l−lcul−tionsCoΣCrovibr−tion−lCΠnΠrνiΠsC−nΔCΔipolΠCtr−nsitionCintΠnsitiΠsCΣorCpoly−tomicCmolΠculΠsC
usinνCv“u’rvxmnQCJournalkofkChemicalkPhysicsOC2009OCTVTOCUUWTSY 3.9 53

183 †o−minνCΔyn−micsCinCΣorm−lΔΠhyΔΠPΔUCΔissoci−tionQCJournalkofkPhysicalkChemistrykAOC2009OCTTVOCTXVTXPb 2.8 16

182 ‘uΔΔΠnC−pproxim−tionCthΠoryCoΣCvibr−tion−lCΠxcit−tionQCInternationalkJournalkofkQuantumkChemistryOC
2009OCTYOCWaZPXSS 2.1 1

181 mi−tomPΔi−tomCrΠ−ctivΠCsc−ttΠrinνCinChypΠrcylinΔric−lCcoorΔin−tΠsQCInternationalkJournalkofkQuantumk
ChemistryOC2009OCVYOCTTXPTUY 2.1 1

180 yrotonC−ΣΣinityC−nΔCΠnth−lpyCoΣCΣorm−tionCoΣCΣorm−lΔΠhyΔΠQCInternationalkJournalkofkQuantumk
ChemistryOC2009OCTSbOCUVbVPUWSb 2.1 32

179 oullPΔimΠnsion−lOC−bCinitioCpotΠnti−lCΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsCΣorCw−tΠrQCJournalkofk
ChemicalkPhysicsOC2009OCTVTOCSXWXTT 3.9 122

178 †ΠΔucΠΔPΔimΠnsion−lCqu−ntumC−ppro−chCtoCtunnΠlinνCsplittinνsCusinνCs−ΔΔlΠPpointCnorm−lC
coorΔin−tΠsQCJournalkofkPhysicalkChemistrykAOC2009OCTTVOCZXXYPYU 2.8 19

177 yΠrmut−tion−llyCinv−ri−ntCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCinChiνhCΔimΠnsion−lityQCInternationalkReviewskink
PhysicalkChemistryOC2009OCUaOCXZZPYSY 7 597

176 qiνhCtorsion−lCvibr−tion−lCΠnΠrνiΠsCoΣCqUxUC−nΔClqVxqCstuΔiΠΔCbyCv“u’rvxmnCwithC−Cl−rνΠC
−mplituΔΠCmotionCcouplΠΔCtoCtwoCΠΣΣΠctivΠCcontr−ctionCschΠmΠsQCMolecularkPhysicsOC2009OCTSZOCZUZPZVZ 1.7 17

175 jccur−tΠC−bCinitioC−nΔCEhybriΔECpotΠnti−lCΠnΠrνyCsurΣ−cΠsOCintr−molΠcul−rCvibr−tion−lCΠnΠrνiΠsOC−nΔC
cl−ssic−lCirCspΠctrumCoΣCthΠCw−tΠrCΔimΠrQCJournalkofkChemicalkPhysicsOC2009OCTVSOCTWWVTW 3.9 146

174 ’hrΠΠCrΠ−ctionCp−thw−ysCinCthΠCqCNCqlxCPPgCqUCNClxCrΠ−ctionQCJournalkofkPhysicalkChemistrykAOC2009OC
TTVOCWTVaPWW 2.8 41

173 E†o−minνECΔyn−micsCinClqVlqxCphotoΔissoci−tionCrΠvΠ−lΠΔConC−Cνlob−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠQC
JournalkofkPhysicalkChemistrykAOC2008OCTTUOCbVWWPXT 2.8 77

172 yhotoΔissoci−tionCΔyn−micsCoΣCΣorm−lΔΠhyΔΠCiniti−tΠΔC−tCthΠC’TR‘SCminimumCΠnΠrνyCcrossinνC
conΣiνur−tionsQCJournalkofkPhysicalkChemistrykAOC2008OCTTUOCTVUYZPZS 2.8 32

171 oullPΔimΠnsion−lCqu−ntumCc−lcul−tionsCoΣCνrounΔPst−tΠCtunnΠlinνCsplittinνCoΣCm−lon−lΔΠhyΔΠCusinνC
−nC−ccur−tΠC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠQCJournalkofkChemicalkPhysicsOC2008OCTUaOCUUWVTW 3.9 126

170 lhΠmistryQCkΠyonΔCkornPxppΠnhΠimΠrQCScienceOC2008OCVTbOCWSPT 33.3 11

169 †o−minνCisCthΠCΔomin−ntCmΠch−nismCΣorCmolΠcul−rCproΔuctsCinC−cΠt−lΔΠhyΔΠCphotoΔissoci−tionQC
ProceedingskofkthekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaOC2008OCTSXOCTUZTbPUW 11.5 169

(2008-2010)
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168 wΠwC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠC−nΔCthΠCvibr−tionProt−tionPtunnΠlinνClΠvΠlsCoΣCKqUxLUC−nΔC
KmUxLUQCJournalkofkChemicalkPhysicsOC2008OCTUaOCSVWVTU 3.9 97

167 xnΠPΔimΠnsion−lCtunnΠlinνCc−lcul−tionsCinCthΠCim−νin−ryPΣrΠquΠncyOCrΠctilinΠ−rCs−ΔΔlΠPpointCnorm−lC
moΔΠQCJournalkofkChemicalkPhysicsOC2008OCTUbOCTUTTSV 3.9 34

166 lomp−risonCoΣCqu−ntumOCcl−ssic−lOC−nΔCrinνPpolymΠrCmolΠcul−rCΔyn−micsCinΣr−PrΠΔCspΠctr−CoΣC
llâ��KqUxLC−nΔCqNKqUxLUQCChemicalkPhysicskLettersOC2008OCWXSOCUXVPUXZ 2.5 25

165 ”−ri−tion−lCqu−ntumC−ppro−chΠsCΣorCcomputinνCvibr−tion−lCΠnΠrνiΠsCoΣCpoly−tomicCmolΠculΠsQC
MolecularkPhysicsOC2008OCTSYOCUTWXPUTaU 1.7 357

164
zu−sicl−ssic−lCtr−jΠctoryCc−lcul−tionsCoΣC−cΠt−lΔΠhyΔΠCΔissoci−tionConC−Cνlob−lCpotΠnti−lCΠnΠrνyC
surΣ−cΠCinΔic−tΠCsiνniΣic−ntCnonPtr−nsitionCst−tΠCΔyn−micsQCJournalkofkPhysicalkChemistrykAOC2007OC
TTTOCaUaUPX

2.8 83

163 ”ibr−tion−lClΠvΠlsCoΣCmΠth−nolCc−lcul−tΠΔCbyCthΠCrΠ−ctionCp−thCvΠrsionCoΣCv“u’rvxmnOCusinνC−nC−bC
initioOCΣullPΔimΠnsion−lCpotΠnti−lQCJournalkofkPhysicalkChemistrykAOC2007OCTTTOCZVTZPUT 2.8 50

162 oullCΔimΠnsion−lCqu−ntumCc−lcul−tionsCoΣCvibr−tion−lCΠnΠrνiΠsCoΣCwPmΠthylC−cΠt−miΔΠQCJournalkofk
PhysicalkChemistrykAOC2007OCTTTOCXXbVPa 2.8 25

161 †ΠΔucΠΔCmimΠnsion−lityC’hΠoriΠsCoΣCzu−ntumC†Π−ctivΠC‘c−ttΠrinνQCAdvanceskinkChemicalkPhysicsOC
2007OCTTXPTYZ 73

160 oorm−lΔΠhyΔΠCphotoΔissoci−tioncCΔΠpΠnΔΠncΠConCtot−lC−nνul−rCmomΠntumC−nΔCrot−tion−lC
−liνnmΠntCoΣCthΠClxCproΔuctQCJournalkofkChemicalkPhysicsOC2007OCTUYOCTVWVSX 3.9 25

159 nnΠrνyCΔΠpΠnΔΠncΠCoΣCthΠCro−minνC−tomCp−thw−yCinCΣorm−lΔΠhyΔΠCΔΠcompositionQCJournalkofk
ChemicalkPhysicsOC2007OCTUYOCSWWVTW 3.9 50

158 ’hΠCc−lcul−tΠΔCinΣr−rΠΔCspΠctrumCoΣCllPqUxCusinνC−CnΠwCΣullCΔimΠnsion−lC−bCinitioCpotΠnti−lCsurΣ−cΠC
−nΔCΔipolΠCmomΠntCsurΣ−cΠQCJournalkofkChemicalkPhysicsOC2006OCTUXOCTVVUSY 3.9 42

157 ’hΠCro−minνC−tomCp−thw−yCinCΣorm−lΔΠhyΔΠCΔΠcompositionQCJournalkofkChemicalkPhysicsOC2006OCTUXOCWWVSV3.9 82

156 ‘kirtinνCthΠCtr−nsitionCst−tΠOC−CnΠwCp−r−ΔiνmCinCrΠ−ctionCr−tΠCthΠoryQCProceedingskofkthekNationalk
AcademykofkScienceskofkthekUnitedkStateskofkAmericaOC2006OCTSVOCTYSYTPU 11.5 33

155 ‘iνn−turΠsCoΣCqUlxCphotoΔissoci−tionCΣromCtwoCΠlΠctronicCst−tΠsQCScienceOC2006OCVTTOCTWWVPY 33.3 65

154 ”ibr−tion−lC−n−lysisCoΣCthΠCqXxUNCinΣr−rΠΔCspΠctrumCusinνCmolΠcul−rC−nΔCΔrivΠnCmolΠcul−rC
Δyn−micsQCJournalkofkPhysicalkChemistrykAOC2006OCTTSOCUbVVPb 2.8 82

153 jllPjtomCl−lcul−tionCoΣCthΠCworm−lCvoΔΠsCoΣCk−ctΠriorhoΔopsinC“sinνC−C‘liΔinνCklockCrtΠr−tivΠC
mi−νon−liz−tionCvΠthoΔQCJournalkofkChemicalkTheorykandkComputationOC2006OCUOCTYYPZW 6.4 17

152 ’hΠCΔΠtΠrmin−tionCoΣCmolΠcul−rCpropΠrtiΠsCΣromCv“u’rvxmnCwithC−nC−pplic−tionCtoCthΠCc−lcul−tionC
oΣCor−nckâ��lonΔonCΣ−ctorsCΣorCphotoioniz−tionCoΣCloVCtoQCMolecularkPhysicsOC2006OCTSWOCVVPWX 1.7 33

151 jbCinitioCpotΠnti−lCΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsCoΣCKqUxLUQCJournalkofkPhysicalkChemistrykAOC
2006OCTTSOCWWXPXT 2.8 106
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150 jnC−bCinitioCb−sΠΔCνlob−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠCΔΠscribinνClqXNCPPgClqVNCNCqUQCJournalkofk
PhysicalkChemistrykAOC2006OCTTSOCTXYbPZW 2.8 91

149 wΠwCinsiνhtsConCrΠ−ctionCΔyn−micsCΣromCΣorm−lΔΠhyΔΠCphotoΔissoci−tionQCPhysicalkChemistryk
ChemicalkPhysicsOC2006OCaOCVUTPVU 3.6 62

148 jbCinitioCpotΠnti−lCΠnΠrνyC−nΔCΔipolΠCmomΠntCsurΣ−cΠsCΣorCqXxUCNQCJournalkofkChemicalkPhysicsOC
2005OCTUUOCWWVSa 3.9 226

147 oullPΔimΠnsion−lCvibr−tion−lCc−lcul−tionsCΣorCqXxUNCusinνC−nC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠQC
JournalkofkChemicalkPhysicsOC2005OCTUUOCSYTTST 3.9 88

146
jrνonCprΠΔissoci−tionCspΠctroscopyCoΣCthΠCxqPQqUxC−nΔCllPQqUxCcomplΠxΠsCinCthΠCTSSSPTbSSC
cmKPTLCrΠνioncCintr−molΠcul−rCbΠnΔinνCtr−nsitionsC−nΔCthΠCsΠ−rchCΣorCthΠCsh−rΠΔPprotonC
ΣunΔ−mΠnt−lCinCthΠChyΔroxiΔΠCmonohyΔr−tΠQCJournalkofkPhysicalkChemistrykAOC2005OCTSbOCXZTPX

2.8 54

145 nnh−ncΠmΠntCoΣCtunnΠlinνCΔuΠCtoCrΠson−ncΠsCinCprΠPb−rriΠrCwΠllsCinCchΠmic−lCrΠ−ctionsQCChemicalk
PhysicsOC2005OCVSaOCUXXPUXZ 2.3 11

144 jbCinitioCνlob−lCpotΠnti−lPΠnΠrνyCsurΣ−cΠCΣorCqXKNLCPPgCqVKNLCNCqUQCJournalkofkChemicalkPhysicsOC2005OC
TUUOCUUWVSZ 3.9 103

143 zu−sicl−ssic−lCtr−jΠctoryCstuΔyCoΣCΣorm−lΔΠhyΔΠCunimolΠcul−rCΔissoci−tioncCqKULlxPPgqUCNClxOCqCNC
qlxQCJournalkofkChemicalkPhysicsOC2005OCTUUOCTTWVTV 3.9 62

142
’hΠCvibr−tion−lCprΠΔissoci−tionCspΠctr−CoΣCthΠCqXxUCN†pnK†pCfCjrOwΠLCclustΠrscCcorrΠl−tionCoΣCthΠC
solvΠntCpΠrturb−tionsCinCthΠCΣrΠΠCxqC−nΔCsh−rΠΔCprotonCtr−nsitionsCoΣCthΠCZunΔΠlCionQCJournalkofk
ChemicalkPhysicsOC2005OCTUUOCUWWVST

3.9 215

141
lxw‘’†“l’rxwCxoCjCpuxkjuCyx’nw’rjuCnwn†pYC‘“†ojlnCo†xvCwx”nuCjkCrwr’rxC
vxunl“uj†CmYwjvrl‘Cox†C’qnCxKVyLCNClVqVC†njl’rxwQCJournalkofkTheoreticalkandk
ComputationalkChemistryOC2005OCSWOCTYVPTZV

1.8 12

140 jCrΠΔucΠΔCΔimΠnsion−lityCqu−sicl−ssic−lC−nΔCqu−ntumCstuΔyCoΣCthΠCprotonCtr−nsΣΠrCrΠ−ctionC
qVxKNLNqUxPPgqUxNqVxKNLQCJournalkofkChemicalkPhysicsOC2004OCTUSOCZSTaPUV 3.9 14

139 worm−lCmoΔΠC−n−lysisCusinνCthΠCΔrivΠnCmolΠcul−rCΔyn−micsCmΠthoΔQCrrQCjnC−pplic−tionCtoCbioloνic−lC
m−cromolΠculΠsQCJournalkofkChemicalkPhysicsOC2004OCTUTOCXYWYPXV 3.9 28

138 jCplob−lC−bCrnitioCyotΠnti−lCnnΠrνyC‘urΣ−cΠCΣorCoorm−lΔΠhyΔΠâ� QCJournalkofkPhysicalkChemistrykAOC
2004OCTSaOCabaSPabaY 2.8 127

137 EvorphinνECoΣC−bCinitioPb−sΠΔCintΠr−ctionCpotΠnti−lsCtoCspΠctroscopicC−ccur−cycCjpplic−tionCtoC
llPKqUxLQCPurekandkAppliedkChemistryOC2004OCZYOCUbPVX 2.1 21

136 jbCrnitioCmiΣΣusionCvontΠCl−rloCl−lcul−tionsCoΣCthΠCzu−ntumCkΠh−viorCoΣClqXNCinCoullC
mimΠnsion−lityQCJournalkofkPhysicalkChemistrykAOC2004OCTSaOCWbbTPWbbW 2.8 76

135 ’hΠCro−minνC−tomcCstr−yinνCΣromCthΠCrΠ−ctionCp−thCinCΣorm−lΔΠhyΔΠCΔΠcompositionQCScienceOC2004OC
VSYOCTTXaPYT 33.3 476

134 v“u’rvxmncCjCcoΔΠCtoCc−lcul−tΠCrovibr−tion−lCΠnΠrνiΠsCoΣCpoly−tomicCmolΠculΠsQCInternationalk
ReviewskinkPhysicalkChemistryOC2003OCUUOCXVVPXWb 7 379

133 oullPΔimΠnsion−lityCqu−ntumCc−lcul−tionsCoΣC−cΠtylΠnΠâ��vinyliΔΠnΠCisomΠriz−tionQCJournalkofk
ChemicalkPhysicsOC2003OCTTaOCTSSTUPTSSUV 3.9 62
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132 ll−ssic−lC−nΔCqu−sicl−ssic−lCspΠctr−lC−n−lysisCoΣClqXNCusinνC−nC−bCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠQC
JournalkofkChemicalkPhysicsOC2003OCTTbOCaZbSPaZbV 3.9 94

131 zu−ntumCc−lcul−tionsCoΣCthΠCr−tΠCconst−ntCΣorCthΠCxKVyLNqllCrΠ−ctionConCnΠwC−bCinitioCVjhC−nΔCVjhC
surΣ−cΠsQCJournalkofkChemicalkPhysicsOC2003OCTTbOCbYSTPbYSa 3.9 39

130 worm−lPmoΔΠC−n−lysisCwithoutCthΠCqΠssi−ncCjCΔrivΠnCmolΠcul−rPΔyn−micsC−ppro−chQCJournalkofk
ChemicalkPhysicsOC2003OCTTbOCYWYPYXS 3.9 34

129 jbCinitioCpotΠnti−lCΠnΠrνyCsurΣ−cΠC−nΔCrovibr−tion−lCΠnΠrνiΠsCoΣCqVxNC−nΔCitsCisotopomΠrsQCJournalk
ofkChemicalkPhysicsOC2003OCTTaOCXWVTPXWWT 3.9 55

128 jCthΠorΠtic−lCstuΔyCoΣCvibr−tion−lCmoΔΠCcouplinνCinCqXxUNQCJournalkofkChemicalkPhysicsOC2003OCTTbOCYXZTPYXaS3.9 74

127 ’hΠCintΠrn−lCcoorΔin−tΠCp−thCq−miltoni−ndC−pplic−tionCtoCmΠth−nolC−nΔCm−lon−lΔΠhyΔΠQCMoleculark
PhysicsOC2003OCTSTOCVXTVPVXUX 1.7 47

126 xvΠrviΠwCoΣCrΠΔucΠΔCΔimΠnsion−lityCqu−ntumC−ppro−chΠsCtoCrΠ−ctivΠCsc−ttΠrinνQCTheoreticalk
ChemistrykAccountsOC2002OCTSaOCTUXPTVV 1.9 55

125 oullCΔimΠnsion−lCc−lcul−tionsCoΣCvibr−tion−lCΠnΠrνiΠsCoΣCqVxNC−nΔCmVxNQCSpectrochimicakActak-kPartk
A:kMolecularkandkBiomolecularkSpectroscopyOC2002OCXaOCaVbPWa 4.4 28

124 †Πson−ncΠsCinCthΠCxKVyLNqllCrΠ−ctionCΔuΠCtoCv−nCΔΠrC–−−lsCminim−QCJournalkofkChemicalkPhysicsOC
2002OCTTYOCZWYTPZWYZ 3.9 55

123 xnCusinνCpotΠnti−lOCνr−ΔiΠntOC−nΔCqΠssi−nCΔ−t−CinClΠ−stCsqu−rΠsCΣitsCoΣCpotΠnti−lscCjpplic−tionC−nΔC
tΠstsCΣorCqUxQCJournalkofkChemicalkPhysicsOC2002OCTTZOCTSWaZPTSWbU 3.9 20

122 oullCΔimΠnsion−lityCqu−ntumCc−lcul−tionsCoΣC−cΠtylΠnΠRvinyliΔΠnΠCisomΠriz−tionQCJournalkofkChemicalk
PhysicsOC2002OCTTZOCXXSZPXXTS 3.9 34

121 †ΠΔucΠΔCΔimΠnsion−lityCqu−ntumCc−lcul−tionsCoΣC−cΠtylΠnΠePgvinyliΔΠnΠCisomΠriz−tionQCJournalkofk
ChemicalkPhysicsOC2002OCTTYOCYYYZPYYZV 3.9 29

120 jbCrnitioCyotΠnti−lCnnΠrνyC‘urΣ−cΠC−nΔC”ibr−tion−lCnnΠrνiΠsCoΣCqVxNC−nΔCrtsCrsotopomΠrsâ� QCJournalk
ofkPhysicalkChemistrykBOC2002OCTSYOCaTaUPaTaa 3.4 33

119 ’hΠClh−llΠnνΠCoΣCqiνhP†ΠsolutionCmyn−micscC†ot−tion−llyCvΠΔi−tΠΔC“nimolΠcul−rCmissoci−tionCoΣC
qxllQCACSkSymposiumkSeriesOC2002OCVWYPVYS 0.4

118 ”ibr−tion−lCspΠctrumCoΣCthΠCΣormicC−ciΔCΔimΠrCinCthΠCxqCstrΠtchCrΠνionQCjCmoΔΠlCVmCstuΔyQCChemicalk
PhysicskLettersOC2001OCVWbOCXYUPXZS 2.5 49

117 jCrΠΔucΠΔCΔimΠnsion−lityOCsixPΔΠνrΠΠPoΣPΣrΠΠΔomOCqu−ntumCc−lcul−tionCoΣCthΠCqNlqWPgqUNlqVC
rΠ−ctionQCJournalkofkChemicalkPhysicsOC2001OCTTXOCUSXXPUSYT 3.9 99

116 jΔi−b−ticC†ot−tionOClΠntriΣuν−lC‘uΔΔΠnOC−nΔCnx−ctCl−lcul−tionsCoΣC†ot−tion−llyCvΠΔi−tΠΔCoΠrmiC
†Πson−ncΠsCinCqxllâ� QCJournalkofkPhysicalkChemistrykAOC2001OCTSXOCUWUVPUWUY 2.8 6

115 ’hΠrm−lC−nΔC‘t−tΠP‘ΠlΠctΠΔC†−tΠCloΠΣΣiciΠntsCΣorCthΠCxKVyLCNCqllC†Π−ctionC−nΔCwΠwCl−lcul−tionsCoΣC
thΠCk−rriΠrCqΠiνhtC−nΔC–iΔthâ� QCJournalkofkPhysicalkChemistrykAOC2001OCTSXOCUUbaPUVSZ 2.8 21
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114 ‘t−tΠPtoP‘t−tΠC†Π−ctivΠC‘c−ttΠrinνCvi−C†Π−lCuUC–−vΠCy−ckΠtCyrop−ν−tionCΣorC†ΠΔucΠΔC
mimΠnsion−lityCjkCNClmC†Π−ctionsâ� QCJournalkofkPhysicalkChemistrykAOC2001OCTSXOCUXSUPUXSa 2.8 5

113 ’hΠorΠtic−lCstuΔyCoΣCthΠCphotoΔΠt−chmΠntCspΠctroscopyCoΣCthΠCrqkrC−nΔCrmkrC−nionsQCJournalkofk
ChemicalkPhysicsOC2000OCTTVOCbWZbPbWaZ 3.9 10

112 jCcomp−r−tivΠCstuΔyCoΣCthΠCqu−ntumCΔyn−micsC−nΔCr−tΠCconst−ntsCoΣCthΠCxKVyLNqllCrΠ−ctionC
ΔΠscribΠΔCbyCtwoCpotΠnti−lCsurΣ−cΠsQCJournalkofkChemicalkPhysicsOC2000OCTTVOCUUZPUVY 3.9 29

111 jCw−vΠPp−ckΠtCc−lcul−tionCoΣCthΠCΠΣΣΠctCoΣCrΠ−ct−ntCrot−tionC−nΔC−liνnmΠntConCproΔuctCbr−nchinνCinC
thΠCxKTmLNqllPgllxNqOCxqNllCrΠ−ctionsQCJournalkofkChemicalkPhysicsOC2000OCTTVOCTPV 3.9 78

110 mirΠctC−bCinitioCv−ri−tion−lCc−lcul−tionCoΣCvibr−tion−lCΠnΠrνiΠsCoΣCthΠCqUxhllâ��CcomplΠxC−nΔC
rΠsolutionCoΣCΠxpΠrimΠnt−lCΔiΣΣΠrΠncΠsQCJournalkofkChemicalkPhysicsOC2000OCTTVOCaWSTPaWSV 3.9 61

109 zu−ntumCsc−ttΠrinνCc−lcul−tionsCoΣCΠnΠrνyCtr−nsΣΠrC−nΔCisomΠriz−tionCoΣCqlwRqwlCinCcollisionsC
withCjrQCJournalkofkChemicalkPhysicsOC2000OCTTUOCWWbYPWXSX 3.9 17

108 jCrΠΔucΠΔCΔimΠnsion−lityCqu−ntumCc−lcul−tionCoΣCthΠCrΠ−ctionCoΣCqUCwithCΔi−monΔCKTTTLCsurΣ−cΠQC
JournalkofkChemicalkPhysicsOC2000OCTTVOCZZbPZaa 3.9 3

107 zu−ntumCc−lcul−tionsCoΣCthΠCΠΣΣΠctCoΣCbΠnΔCΠxcit−tionCinCmΠth−nΠConCthΠCqllCrot−tion−lCΔistributionC
inCthΠCrΠ−ctionClqWNllPglqVNqllQCJournalkofkChemicalkPhysicsOC2000OCTTVOCWWbXPWWbZ 3.9 23

106 ”ibr−tion−lCΔyn−micsCupCtoCthΠCΔissoci−tionCthrΠsholΔcCjCc−sΠCstuΔyCoΣCtwoPΔimΠnsion−lCqxllQC
JournalkofkChemicalkPhysicsOC2000OCTTVOCbYTSPbYUT 3.9 28

105 lhΠmistryQCkΠyonΔCpl−tonicCmolΠculΠsQCScienceOC2000OCUbSOCZUWPX 33.3 33

104 –−vΠp−ckΠtCprop−ν−tionCΣorCrΠ−ctivΠCsc−ttΠrinνCusinνCrΠ−lCuUCΠiνΠnΣunctionsCwithCΔ−mpinνQC
PhysicalkChemistrykChemicalkPhysicsOC2000OCUOCWbXPXSS 3.6 9

103 ”−ri−tion−lCc−lcul−tionsCoΣCrovibr−tion−lCΠnΠrνiΠsCoΣClqWC−nΔCisotopomΠrsCinCΣullCΔimΠnsion−lityC
usinνC−nC−bCinitioCpotΠnti−lQCJournalkofkChemicalkPhysicsOC1999OCTTSOCaWTZPaWUV 3.9 86

102 ”−ri−tionCoΣCthΠCrΠson−ncΠCwiΔthCoΣCqxllKY˛‰xqLCwithCtot−lC−nνul−rCmomΠntumcClomp−risonC
bΠtwΠΠnC−bCinitioCthΠoryC−nΔCΠxpΠrimΠntQCJournalkofkChemicalkPhysicsOC1999OCTTSOCbZabPbZbU 3.9 25

101 wonsΠp−r−blΠCtr−nsitionCst−tΠCthΠoryCΣorCnonzΠroCtot−lC−nνul−rCmomΠntumcCrmplic−tionsCΣorCsC
shiΣtinνC−nΔC−pplic−tionCtoCthΠCxqNqUCrΠ−ctionQCJournalkofkChemicalkPhysicsOC1999OCTTSOCWWUaPWWVW 3.9 25

100 lomplΠxCuUCc−lcul−tionCoΣCthΠCv−ri−tionCoΣCrΠson−ncΠCwiΔthsCoΣCqxllCwithCtot−lC−nνul−rCmomΠntumQC
JournalkofkChemicalkPhysicsOC1999OCTTTOCWbVVPWbWT 3.9 15

99 ”ibr−tion−lC−n−lysisCoΣCqxllCupCtoCbaHCoΣCthΠCΔissoci−tionCΠnΠrνyCwithC−CoΠrmiCrΠson−ncΠC
q−miltoni−nQCJournalkofkChemicalkPhysicsOC1999OCTTTOCYaSZPYaUS 3.9 40

98 jCthΠorΠtic−lCstuΔyCoΣCthΠCvibr−tion−lCΠnΠrνyCspΠctrumCoΣCthΠCqxllRqllxCsystΠmConC−nC−ccur−tΠC−bC
initioCpotΠnti−lCΠnΠrνyCsurΣ−cΠQCJournalkofkChemicalkPhysicsOC1999OCTTTOCZWWYPZWXY 3.9 77

97 ’hΠorΠtic−lCstuΔiΠsCoΣCrot−tionCinΔucΠΔCoΠrmiCrΠson−ncΠsCinCqxllQCJournalkofkChemicalkPhysicsOC1999
OCTTTOCZUbSPZUbZ 3.9 4
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96 yΠrturb−tivΠCinvΠrsionCoΣCthΠCqxllCpotΠnti−lCΠnΠrνyCsurΣ−cΠCvi−Csinνul−rCv−luΠCΔΠcompositionQC
ChemicalkPhysicskLettersOC1999OCVTUOCWbWPXSU 2.5 32

95 yotΠnti−lCΠnΠrνyCsurΣ−cΠC−nΔCvibr−tion−lCΠiνΠnst−tΠsCoΣCthΠCqUâ��lwK£CU˛£NLCv−nCΔΠrC–−−lsCcomplΠxQC
JournalkofkChemicalkPhysicsOC1999OCTTSOCTSVaSPTSVbU 3.9 20

94 nxtΠnsionsC−nΔCtΠstsCoΣCâ��multimoΔΠâ��cC−CcoΔΠCtoCobt−inC−ccur−tΠCvibr−tionRrot−tionCΠnΠrνiΠsCoΣC
m−nyPmoΔΠCmolΠculΠsQCTheoreticalkChemistrykAccountsOC1998OCTSSOCTbTPTba 1.9 358

93 ’hΠC−Δi−b−ticCrot−tionC−pproxim−tionCΣorCrovibr−tion−lCΠnΠrνiΠsCoΣCm−nyPmoΔΠCsystΠmscC
mΠscriptionC−nΔCtΠstsCoΣCthΠCmΠthoΔQCJournalkofkChemicalkPhysicsOC1998OCTSaOCWVbZPWWSW 3.9 105

92 †Πson−ncΠscCCkriΔνΠCbΠtwΠΠnC‘pΠctroscopyC−nΔCmyn−micsQCJournalkofkPhysicalkChemistrykAOC1998OC
TSUOCVSSYPVSTZ 2.8 58

91 â��‘pΠct−torâ��CmoΔΠsCinCrΠson−ncΠPΔrivΠnCrΠ−ctionscC’hrΠΠPΔimΠnsion−lCqu−ntumCc−lcul−tionsCoΣC
qxlxCrΠson−ncΠsQCJournalkofkChemicalkPhysicsOC1998OCTSaOCXTTPXTa 3.9 30

90 zu−ntumCc−lcul−tionsCoΣCinΠl−sticC−nΔCΔissoci−tivΠCsc−ttΠrinνCoΣCqlxCbyCjrQCJournalkofkChemicalk
PhysicsOC1998OCTSbOCTZVWPTZWU 3.9 11

89 jnC−ccur−tΠC−bCinitioCqxllCpotΠnti−lCΠnΠrνyCsurΣ−cΠOCvibr−tion−lC−nΔCrot−tion−lCc−lcul−tionsOC−nΔC
comp−risonCwithCΠxpΠrimΠntQCJournalkofkChemicalkPhysicsOC1998OCTSbOCUYYUPUYZT 3.9 100

88 jpproxim−tionsCb−sΠΔConCthΠC−Δi−b−ticCtrΠ−tmΠntCoΣCrot−tionCΣorCrΠson−ncΠsQCJournalkofkChemicalk
PhysicsOC1997OCTSZOCbbYSPbbYX 3.9 10

87 ”ibr−tion−lCsΠlΣPconsistΠntCΣiΠlΔCmΠthoΔCΣorCm−nyPmoΔΠCsystΠmscCjCnΠwC−ppro−chC−nΔC−pplic−tionC
toCthΠCvibr−tionsCoΣClxC−ΔsorbΠΔConCluKTSSLQCJournalkofkChemicalkPhysicsOC1997OCTSZOCTSWXaPTSWYb 3.9 453

86 rnvΠrsΠCpΠrturb−tionCvi−Csinνul−rCv−luΠCΔΠcompositioncCjpplic−tionCtoCcorrΠctionCoΣCpotΠnti−lC
surΣ−cΠCΣorCqlwQCJournalkofkChemicalkPhysicsOC1997OCTSZOCVYSUPVYTS 3.9 26

85 jbCinitioCl−lcul−tionsCoΣCthΠCrntΠr−ctionCyotΠnti−lsCoΣCjrPqlwC−nΔCjrPqlxQCACSkSymposiumkSeriesOC
1997OCTXSPTZU 0.4 1

84
’woCnovΠlC−pplic−tionsCoΣC‘hΠp−rΔPtypΠCintΠrpol−tionCΣorCpoly−tomicCsystΠmscC†ΠΔucΠΔC
ΔimΠnsion−lityCqxlxC−nΔCΣullCΔimΠnsion−lityCjrPqlxQCInternationalkJournalkofkQuantumkChemistryOC
1997OCYXOCbYXPbZV

2.1 10

83 zu−ntumCl−lcul−tionCoΣCthΠC†Πcombin−tionC†−tΠClonst−ntCoΣCqCNClxCPgCqlxQCThekJournalkofkPhysicalk
ChemistryOC1996OCTSSOCTXTYXPTXTZS 21

82 zu−sicl−ssic−lCtr−jΠctoryCc−lcul−tionsCoΣCphotoΔissoci−tionCoΣCjrâ��qUxK£Câ��jCLC−nΔCqUxK£Câ��jCLQCJournalk
ofkChemicalkPhysicsOC1996OCTSWOCaVWaPaVXY 3.9 30

81 wΠwCvibr−tion−lCsΠlΣPconsistΠntCΣiΠlΔCproνr−mCΣorCl−rνΠCmolΠculΠsQCJournalkofkComputationalk
ChemistryOC1996OCTZOCTYWXPTYXU 3.5 22

80 †ΠcovΠrinνC−CΣullCΔimΠnsion−lCqu−ntumCr−tΠCconst−ntCΣromC−CrΠΔucΠΔCΔimΠnsion−lityCc−lcul−tioncC
jpplic−tionCtoCthΠCxqNlxPgqNlxUCrΠ−ctionQCJournalkofkChemicalkPhysicsOC1996OCTSXOCUUaSPUUaY 3.9 33

79 ’hΠCΠΣΣΠctCoΣCrot−tionConCrΠson−ncΠscCjpplic−tionCtoCqlxQCJournalkofkChemicalkPhysicsOC1996OCTSXOCbaaWPbaab3.9 40
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78 †Πson−ncΠsCinCthΠCcumul−tivΠCrΠ−ctionCprob−bilityCΣorC−CmoΔΠlCΠlΠctronic−llyCnon−Δi−b−ticCrΠ−ctionQC
JournalkofkChemicalkPhysicsOC1996OCTSWOCZXWXPZXXV 3.9 11

77 zu−ntumCsc−ttΠrinνCc−lcul−tionsCoΣCΠnΠrνyCtr−nsΣΠrC−nΔCΔissoci−tionCoΣCqlxCinCcollisionsCwithCjrQC
JournalkofkChemicalkPhysicsOC1995OCTSVOCbYYTPbYYa 3.9 24

76 zu−ntumCsc−ttΠrinνCc−lcul−tionsCΣorCvibr−tion−lC−nΔCrot−tion−lCΠxcit−tionCoΣClxCbyChotChyΔroνΠnC
−tomsQCJournalkofkChemicalkPhysicsOC1995OCTSUOCaaSSPaaSY 3.9 18

75 zu−ntumCc−lcul−tionsCoΣCunusu−lCmoΔΠCspΠciΣicityCinCqNlUqUPgqUNlUqQCJournalkofkChemicalkPhysicsOC
1994OCTSTOCaYWYPaYYU 3.9 32

74 jpplic−tionCoΣCcomplΠxCuUCΣunctionsCtoCthΠCc−lcul−tionCoΣCphotoΔissoci−tionCprocΠssΠsQCJournalkofk
ChemicalkPhysicsOC1994OCTSSOCZUUbPZUVa 3.9 17

73 lollisionCinΔucΠΔCisomΠriz−tionCoΣC−CsΠmiriνiΔCbΠnΔΠrChyΔroνΠnCcy−niΔΠQCJournalkofkChemicalkPhysics
OC1994OCTSTOCaXYWPaXZT 3.9 15

72 uUCc−lcul−tionsCoΣCrΠson−ncΠsC−nΔCΣin−lCrot−tion−lCΔistributionsCΣorCqlxPgqNlxQCJournalkofkChemicalk
PhysicsOC1994OCTSSOCTSUTPTSUZ 3.9 68

71 jbCinitioCc−lcul−tionCoΣC−Cνlob−lCpotΠnti−lOCvibr−tion−lCΠnΠrνiΠsOC−nΔCw−vΠCΣunctionsCΣorCqlwRqwlOC
−nΔC−Csimul−tionCoΣCthΠCjCâ��£CCΠmissionCspΠctrumQCJournalkofkChemicalkPhysicsOC1993OCbbOCVSaPVUV 3.9 163

70 zu−ntumCc−lcul−tionsCoΣCmoΔΠCspΠciΣicityCinCrΠ−ctionsCoΣCqCwithCqxmC−nΔCqUxQCJournalkofkChemicalk
PhysicsOC1993OCbaOCYUVXPYUWZ 3.9 50

69 voΔΠCsΠlΠctivityCinCrΠ−ctionsCoΣCqCwithCqxmKTSSLOCqxmKSSTLOC−nΔCqxmKSSULQCJournalkofkChemicalk
PhysicsOC1992OCbYOCZaXUPZaXW 3.9 76

68 ’hΠorΠtic−lCstuΔiΠsCoΣCthΠCrΠ−ctivityC−nΔCspΠctroscopyCoΣCqNlxfqlxQCrQC‘t−biliz−tionC−nΔCsc−ttΠrinνC
stuΔiΠsCoΣCrΠson−ncΠsCΣorCsfSConCthΠCq−rΔinνC−bCinitioCsurΣ−cΠQCJournalkofkChemicalkPhysicsOC1992OCbYOCUZbbPUaTT3.9 36

67 †ΠΔucΠΔCΔimΠnsion−lityCqu−ntumCc−lcul−tionsCoΣCmoΔΠCspΠciΣicityCinCxqNqUePgqUxNqQCJournalkofk
ChemicalkPhysicsOC1992OCbYOCabSYPabTV 3.9 64

66 rsol−tΠΔCrΠson−ncΠCΔΠcompositionCoΣC−Cmultich−nnΠlC‘Cm−trixcCjCtΠstCΣromCthΠCsc−ttΠrinνCoΣC
qNlxfqlxQCJournalkofkChemicalkPhysicsOC1992OCbYOCUaTUPUaTa 3.9 16

65 ’imΠCΔΠpΠnΔΠncΠCoΣCxqCovΠrtonΠCrΠl−x−tionCinCthΠChyΔropΠroxylCr−Δic−lQCJournalkofkChemicalk
PhysicsOC1992OCbYOCTbTbPTbVS 3.9 20

64 qwUC−nΔCmwUC†Πson−ncΠC‘pΠctr−QCACSkSymposiumkSeriesOC1992OCVZPWZ 0.4

63 jCtrunc−tionRrΠcouplinνCmΠthoΔCΣorCΠiνΠnv−luΠsC−nΔCΠiνΠnvΠctorsCiΔΠ−lCΣorCp−r−llΠlCcomput−tionQC
TheoreticakChimicakActaOC1991OCZbOCUTXPUUW 17

62 voΔΠlCc−lcul−tionsCoΣCΠlΠctronicCΠxcit−tionCoΣCuiC−ΔsorbΠΔConCuioKSSTLQCJournalkofkChemicalkPhysicsOC
1991OCbWOCaSTPaSX 3.9 1

61 jCsimplΠCmΠthoΔCtoC−ΔjustCpotΠnti−lCΠnΠrνyCsurΣ−cΠscCjpplic−tionCtoCqlxQCJournalkofkChemicalk
PhysicsOC1991OCbWOCaTYPaTZ 3.9 67
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60 ’hΠorΠtic−lCst−biliz−tionC−nΔCsc−ttΠrinνCstuΔiΠsCoΣCrΠson−ncΠsCinCthΠC−ΔΔitionCrΠ−ctionCqNlxCfCqlxQC
JournalkofkChemicalkPhysicsOC1991OCbWOCWTbUPWTbW 3.9 31

59 jnC−ΔjustΠΔCνlob−lCpotΠnti−lCsurΣ−cΠCΣorCqlwCb−sΠΔConCriνorousCvibr−tion−lCc−lcul−tionsQCJournalkofk
ChemicalkPhysicsOC1991OCbXOCYVSbPYVTY 3.9 59

58 jCtrunc−tionRrΠcouplinνCmΠthoΔCΣorCb−sisCsΠtCc−lcul−tionsCoΣCΠiνΠnv−luΠsC−nΔCΠiνΠnvΠctorsQCJournalk
ofkChemicalkPhysicsOC1991OCbWOCWXWPWYS 3.9 98

57 †ΠΔucΠΔCΔimΠnsion−lityCthΠoryCoΣCqu−ntumCrΠ−ctivΠCsc−ttΠrinνQCThekJournalkofkPhysicalkChemistryOC
1991OCbXOCWbYSPWbYa 397

56
†Π−ctionCy−thw−yscCrntr−molΠcul−rCvotionC−nΔClhΠmic−lC†Π−ctionCQCrQCvQCvillsOCvQC‘QClhilΔOC−nΔC†QCjQC
v−rcusOCnΔsQC†oy−lC‘ociΠtyOCuonΔonOCTbbSQCviiiOCTbaCppQOCillusQC´£WSQCoromC−CmΠΠtinνOCuonΔonOCoΠbQC
TbbSQC†ΠprintΠΔCΣromCthΠCyhilosophic−lC’r−ns−ctionsCoΣCthΠC†oy−lC‘ociΠtyCoΣCuonΔonCOCsΠriΠsCjOCvolQC
VVUOCnoQCTYUXCKTbbSLQQCScienceOC1991OCUXUOCXabPXab

33.3

55 jCnΠwCΣunction−lCΣormCΣorCνlob−lCpotΠnti−lsCoΣCΣloppyCmolΠculΠsQCJournalkofkMolecularkStructureOC
1990OCUUWOCTVVPTVb 3.4 7

54 †ΠΔucΠΔCΔimΠnsion−lityCqu−ntumCrΠ−ctivΠCsc−ttΠrinνcCqUNlwPgqNqlwQCJournalkofkChemicalkPhysicsOC
1990OCbUOCXUSTPXUTS 3.9 101

53 nxpΠrimΠnt−lC−nΔCrΠΔucΠΔCΔimΠnsion−lityCqu−ntumCr−tΠCcoΠΣΣiciΠntsCΣorCqUKmULNlwPgqKmLlwNqKmLQC
JournalkofkChemicalkPhysicsOC1990OCbVOCWZVSPWZVb 3.9 84

52 jCmov−blΠCb−sisCmΠthoΔCtoCc−lcul−tΠCvibr−tion−lCΠnΠrνiΠsCoΣCmolΠculΠsQCJournalkofkChemicalkPhysicsOC
1990OCbVOCTZZWPTZaW 3.9 36

51 †ΠΔucΠΔCΔimΠnsion−lityCΔi−tomâ��Δi−tomCrΠ−ctivΠCsc−ttΠrinνcCjpplic−tionCtoC−CmoΔΠlCqUNjUPgqNqjUC
rΠ−ctionQCJournalkofkChemicalkPhysicsOC1990OCbUOCTSUTPTSUb 3.9 21

50 jCmΠthoΔCtoCconstr−inCvibr−tion−lCΠnΠrνyCinCqu−sicl−ssic−lCtr−jΠctoryCc−lcul−tionsQCJournalkofk
ChemicalkPhysicsOC1989OCbTOCUaXbPUaYU 3.9 136

49 rnvΠstiν−tionsCoΣCtr−nsΣormΠΔCm−ssPsc−lΠΔCs−cobiCcoorΔin−tΠsCΣorCvibr−tionsCoΣCpoly−tomicC
molΠculΠsCwithC−pplic−tionCtoCqUxQCJournalkofkChemicalkPhysicsOC1989OCbSOCUZSaPUZTV 3.9 26

48 wΠwCnumΠric−lC−ppro−chΠsCtoCthΠCsolutionCoΣCthΠCwPwΠllC‘chrˆ¶ΔinνΠrCΠqu−tionQCInternationalk
JournalkofkQuantumkChemistryOC1989OCVXOCUbZPVSV 2.1 2

47 jCthrΠΠPΔimΠnsion−lCuUCsimul−tionCoΣCthΠCphotoΔΠt−chmΠntCspΠctr−CoΣClrqlrâ��C−nΔCrqrâ��QCJournalkofk
ChemicalkPhysicsOC1989OCbTOCWYTXPWYUW 3.9 50

46 jpplic−tionCoΣC−Δi−b−ticCswitchinνCtoCvibr−tion−lCΠnΠrνiΠsCoΣCthrΠΠPΔimΠnsion−lCqlxOCqUxOC−nΔC
qUlxQCJournalkofkChemicalkPhysicsOC1988OCabOCVTUWPVTVS 3.9 19

45
†Π−ctionCΔyn−micsCΣorCxKVyLNqmQC”QC†ΠΔucΠΔCΔimΠnsion−lityCqu−ntumC−nΔCqu−sicl−ssic−lCrΠ−ctionC
prob−bilitiΠsC−nΔCr−tΠCconst−ntsCwithC−nC−Δi−b−ticCincorpor−tionCoΣCthΠCbΠnΔinνCmotionQCJournalkofk
ChemicalkPhysicsOC1987OCaYOCTbYZPTbZX

3.9 26

44 †Π−ctionCΔyn−micsCΣorCxKVyLNqUOCmUOC−nΔCqmQC”rQClomp−risonCoΣC’‘’C−nΔCrΠΔucΠΔCΔimΠnsion−lityC
qu−ntumC−nΔCqu−sicl−ssic−lCisotopΠCΠΣΣΠctsCwithCΠxpΠrimΠntQCJournalkofkChemicalkPhysicsOC1987OCaYOCTbZYPTbaT3.9 17

43 ‘ΠlΣPconsistΠntCΣiΠlΔCinvΠstiν−tionCoΣCvibr−tionsCoΣC−tomicC−Δsorb−tΠsQCJournalkofkChemicalkPhysicsOC
1987OCaZOCUVYVPUVYb 3.9 9

JoelwBowman

18



42 ll−ssic−lCΠnΠrνyCtr−nsΣΠrCinCΣorcΠΔCoscill−torCmoΔΠlsCoΣCinΠl−sticCsc−ttΠrinνQCJournalkofkChemicalk
PhysicsOC1987OCaZOCYYTaPYYUU 3.9 3

41 nviΔΠncΠCΣorC−Crot−tion−lCr−inbowCinCinΠl−sticChotC−tomCΠxpΠrimΠntshQCJournalkofkChemicalkPhysicsOC
1987OCaYOCVSWYPVSWY 3.9 7

40 ’hΠCinΣr−rΠΔCspΠctrumCoΣCthΠChyΔroνΠnCbiΣluoriΔΠC−nioncCunprΠcΠΔΠntΠΔCv−ri−tionCwithClΠvΠlCoΣC
thΠoryQCChemicalkPhysicskLettersOC1986OCTVTOCVXUPVXa 2.5 47

39 †ot−tion−lCΔistributionsCΣromCrΠson−ncΠsCinCqCNCqUQCInternationalkJournalkofkQuantumkChemistryOC
1986OCVSOCYaTPYaZ 2.1 4

38 louplΠΔCch−nnΠlCc−lcul−tionCoΣCrΠson−ncΠsCinCqNlxQCJournalkofkChemicalkPhysicsOC1986OCaWOCWaaaPWabV 3.9 62

37 †ot−tion−lCΔistributionsC−nΔCcollisionCliΣΠtimΠsCinCqNlxCsc−ttΠrinνQCJournalkofkChemicalkPhysicsOC1986
OCaXOCYUUXPYUUY 3.9 26

36 †ΠΔucΠΔCmimΠnsion−lityC’hΠoriΠsCoΣCzu−ntumC†Π−ctivΠC‘c−ttΠrinνcCjpplic−tionsCtoCvuNqUOCqNqUOC
xKVyLNqUOCmUC−nΔCqmC1986OCWZPZY 20

35 jbCinitioCc−lcul−tionsCoΣCΠlΠctronicC−nΔCvibr−tion−lCΠnΠrνiΠsCoΣCqlxC−nΔCqxlQCJournalkofkChemicalk
PhysicsOC1986OCaXOCbTTPbUT 3.9 204

34 ’hΠCsΠlΣPconsistΠntPΣiΠlΔC−ppro−chCtoCpoly−tomicCvibr−tionsQCAccountskofkChemicalkResearchOC1986OC
TbOCUSUPUSa 24.3 502

33 rnclusionC−nΔC−ssΠssmΠntCoΣC†ΠnnΠrâ��’ΠllΠrCcouplinνCinCtr−nsitionCst−tΠCthΠoryCΣorC˛ Cst−tΠscC
jpplic−tionCtoCxKVyLNqUQCJournalkofkChemicalkPhysicsOC1985OCaUOCTaYYPTaZU 3.9 16

32 ”ibr−tion−lCΠnΠrνyClΠvΠlsCoΣCΣorm−lΔΠhyΔΠQCJournalkofkChemicalkPhysicsOC1985OCaUOCWTXXPWTYX 3.9 178

31 jpproxim−tΠCzu−ntumCjppro−chΠsCtoCthΠCl−lcul−tionCoΣC†Πson−ncΠsCinC†Π−ctivΠC−nΔCwonrΠ−ctivΠC
‘c−ttΠrinνQCACSkSymposiumkSeriesOC1984OCWVPYU 0.4 1

30 voΔΠlCstuΔiΠsCoΣC−tomC−nΔCmolΠculΠCΔiΣΣusionConCsurΣ−cΠsQCJournalkofkChemicalkPhysicsOC1984OCaSOCUTbTPUTbY3.9 10

29
†Π−ctionCΔyn−micsCΣorCxKVyLNqUC−nΔCmUQCr”QC†ΠΔucΠΔCΔimΠnsion−lityCqu−ntumC−nΔCqu−sicl−ssic−lC
r−tΠCconst−ntsCwithC−nC−Δi−b−ticCincorpor−tionCoΣCthΠCbΠnΔinνCmotionQCJournalkofkChemicalkPhysicsOC
1984OCaTOCTZVbPTZXU

3.9 45

28 ll−ssic−lCtr−jΠctoryPqu−ntumCΣorcΠΔCoscill−torCstuΔyCoΣCν−sâ��surΣ−cΠCphononCsc−ttΠrinνcC
qΠR‘iKTSSLâ��KUˆ�TLQCJournalkofkChemicalkPhysicsOC1984OCaTOCYUZZPYUaS 3.9 9

27 zu−sicl−ssic−lCtr−jΠctoryCstuΔiΠsCoΣCriνiΔCrotorâ��riνiΔCsurΣ−cΠCsc−ttΠrinνQCrrQClorruν−tΠΔCsurΣ−cΠQC
JournalkofkChemicalkPhysicsOC1984OCaSOCUTaVPUTbS 3.9 16

26 lomplΠxCcoorΔin−tΠCc−lcul−tionsCoΣCoΠshb−chCrΠson−ncΠCΠnΠrνiΠsC−nΔCwiΔthsCΣorC−CcollinΠ−rC
tri−tomicCsystΠmQCJournalkofkChemicalkPhysicsOC1983OCZaOCVbXUPVbXa 3.9 75

25 zu−sicl−ssic−lCtr−jΠctoryCstuΔiΠsCoΣCriνiΔCrotorâ��riνiΔCsurΣ−cΠCsc−ttΠrinνQCrQCol−tCsurΣ−cΠQCJournalkofk
ChemicalkPhysicsOC1982OCZZOCXWWTPXWWb 3.9 32

(1982-1987)
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24
jCcomp−r−tivΠCstuΔyCoΣCthΠCrΠ−ctionCΔyn−micsCoΣCthΠCxKVyLNqUCPgCxqNqCrΠ−ctionConCsΠvΠr−lC
potΠnti−lCΠnΠrνyCsurΣ−cΠsQCrrrQClollinΠ−rCΠx−ctCqu−ntumCtr−nsmissionCcoΠΣΣiciΠntCcorrΠctionCtoC
tr−nsitionCst−tΠCthΠoryQCJournalkofkChemicalkPhysicsOC1982OCZYOCVXaVPVXbY

3.9 33

23
jCcomp−r−tivΠCstuΔyCoΣCthΠCrΠ−ctionCΔyn−micsCoΣCsΠvΠr−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCΣorC
xKVyLNqUCPgCxqNqQCrrQClollinΠ−rCΠx−ctCqu−ntumC−nΔCqu−sicl−ssic−lCrΠ−ctionCprob−bilitiΠsQCJournalkofk
ChemicalkPhysicsOC1982OCZYOCVXYVPVXaU

3.9 45

22 lomplΠxCcoorΔin−tΠOCsΠlΣPconsistΠntCΣiΠlΔCc−lcul−tionsCoΣCvibr−tion−lCrΠson−ncΠCΠnΠrνiΠsQCJournalkofk
ChemicalkPhysicsOC1982OCZYOCXVZSPXVZW 3.9 11

21 zu−sitr−ppinνC−nΔCr−inbowCmΠch−nismsCinCmoΔΠlCriνiΔProtorâ��riνiΔPCsurΣ−cΠCsc−ttΠrinνQCJournalkofk
ChemicalkPhysicsOC1982OCZYOCTTYaPTTZS 3.9 25

20 rnvΠstiν−tionsCoΣCsΠlΣPconsistΠntCΣiΠlΔOCscΣCciC−nΔCvirtu−lCst−tΠconΣiνur−tionCintΠr−ctionCvibr−tion−lC
ΠnΠrνiΠsCΣorC−CmoΔΠlCthrΠΠPmoΔΠCsystΠmQCChemicalkPhysicskLettersOC1982OCaXOCUUSPUUW 2.5 251

19 zu−ntumC−nΔCcl−ssic−lCΔyn−micsCoΣC−CcouplΠΔCΔoublΠCwΠllCoscill−torQCJournalkofkChemicalkPhysicsOC
1981OCZWOCXSXZPXSZX 3.9 38

18 †ΠplyCtoClommΠntCbyC’hom−sConCâ��â��xnCr−inbowCsc−ttΠrinνCinCinΠl−sticCmolΠcul−rCcollisionsâ��â��QCJournalk
ofkChemicalkPhysicsOC1981OCZWOCUYYWPUYYX 3.9 10

17 ’ΠstsCoΣCcollinΠ−rCqu−sicl−ssic−lCtr−jΠctoryCtr−nsmissionCcoΠΣΣiciΠntCcorrΠctionCtoCtr−nsitionCst−tΠC
thΠoryQCJournalkofkChemicalkPhysicsOC1981OCZXOCTWTPTWZ 3.9 23

16 jCcomp−r−tivΠCstuΔyCoΣCthΠCrΠ−ctionCΔyn−micsCoΣCsΠvΠr−lCpotΠnti−lCΠnΠrνyCsurΣ−cΠsCoΣC
xKVyLNqUPgxqNqQCrQCJournalkofkChemicalkPhysicsOC1981OCZWOCWbaWPWbbY 3.9 55

15 wΠwC−pproxim−tΠCqu−ntumCcrossCsΠctionsCΣorCthΠCqNqUCrΠ−ctionQCJournalkofkChemicalkPhysicsOC1981OC
ZXOCXTbbPXUST 3.9 38

14 –−vΠCvΠctorCmoΔiΣic−tionCoΣCthΠCinΣinitΠCorΔΠrCsuΔΔΠnC−pproxim−tionQCJournalkofkChemicalkPhysicsOC
1980OCZVOCVYbbPVZSa 3.9 10

13 ‘uΔΔΠnCrot−tionCrΠ−ctivΠCsc−ttΠrinνcC’hΠoryC−nΔC−pplic−tionCtoCVPmCqNqUQCJournalkofkChemicalk
PhysicsOC1980OCZUOCXSZTPXSaa 3.9 88

12 ‘ΠlΣPconsistΠntCΣiΠlΔCΠnΠrνiΠsC−nΔCw−vΠΣunctionsCΣorCcouplΠΔCoscill−torsQCJournalkofkChemicalkPhysics
OC1978OCYaOCYSaPYTS 3.9 504

11 u−pl−cΠCtr−nsΣorm−tionCoΣCthΠC‘chrˆ¶ΔinνΠrCΠqu−tioncCjpplic−tionCtoCsc−ttΠrinνQCJournalkofkChemicalk
PhysicsOC1978OCYaOCUaUX 3.9 1

10 ‘uΔΔΠnC−pproxim−tionCc−lcul−tionsCoΣCrΠ−ctivΠCsc−ttΠrinνcC’hΠCqNqUCrΠ−ctionQCJournalkofkChemicalk
PhysicsOC1978OCYaOCVbWSPVbWT 3.9 28

9 zu−sicl−ssic−lCstuΔiΠsCoΣCriνiΔCrotorâ��soliΔCsurΣ−cΠCΔiΣΣr−ctionCsc−ttΠrinνQCJournalkofkChemicalkPhysicsOC
1977OCYYOCTTUUPTTUY 3.9 31

8 ‘uΔΔΠnCrot−tionCc−lcul−tionsCoΣC−tomâ��molΠculΠCsc−ttΠrinνQCJournalkofkChemicalkPhysicsOC1977OCYYOCUaaPUbX3.9 67

7 ‘uΔΔΠnCrot−tionCtot−lCrot−tion−lCinΠl−sticCcrossCsΠctionsCΣorCWqΠNrUMCQCJournalkofkChemicalkPhysicsOC
1977OCYYOCUbYPUbZ 3.9 20
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6 jnCimprovΠΔCqu−sicl−ssic−lChistoνr−mCmΠthoΔQCJournalkofkChemicalkPhysicsOC1977OCYYOCTZXYPTZXZ 3.9 10

5 xnCthΠCusΠCoΣC−nC−Δi−b−ticityCcritΠrionCtoCrΠΔucΠCcomput−tionCtimΠCinCqu−sicl−ssic−lCtr−jΠctoryC
c−lcul−tionsQCJournalkofkChemicalkPhysicsOC1976OCYWOCWUUbPWUVS 3.9 4

4 zu−sicl−ssic−lCtr−jΠctoryCc−lcul−tionsCoΣCqΠâ��uioCKSSTLCΔiΣΣr−ctionCsc−ttΠrinνQCJournalkofkChemicalk
PhysicsOC1975OCYVOCXUVTPXUVW 3.9 15

3 p−sCyh−sΠC”ibr−tion−lC‘pΠctroscopyCoΣC‘tronνCqyΔroνΠnCkonΔsXVPZa 1

2 miΣΣusionCvontΠCl−rloCwithCΣictitiousCm−ssΠsCΣinΔsCholΠsCinCpotΠnti−lCΠnΠrνyCsurΣ−cΠsQCMoleculark
PhysicsO 1.7 1

1
qPjz“jcCjCv−nyPkoΔyCll‘mK’LC–−tΠrCyotΠnti−lOCrncluΔinνCoourPkoΔyCrntΠr−ctionsOCmΠmonstr−tΠsC
thΠCzu−ntumCw−turΠCoΣC–−tΠrCΣromCllustΠrsCtoCthΠCuiquiΔCyh−sΠQCJournalkofkPhysicalkChemistryk
LettersOXSYaPXSZW

6.4 6
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