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l Paper IF Citations

276 mHαi₄gnosti−HμorHαγtγrminingHthγHqu₄lityHoμHsinglγUrγμγrγn−γHγlγ−tronH−orrγl₄tionHmγthoαsVH
InternationalhJournalhofhQuantumhChemistryTH2009TH]aTHYddU[Xb 2.1 663

275 mHαou₆lγsH−orrγ−tionHtoHγlγ−troni−Hγx−itγαHst₄tγsHμromH−onμigur₄tionHintγr₄−tionHinHthγHsp₄−γHoμH
singlγHsu₆stitutionsVHChemicalhPhysicshLettersTH1994TH[YdTH[YU[d 2.5 553

274 mn₄lyti−Hγv₄lu₄tionHoμHγnγrgyHgr₄αiγntsHμorHthγHsinglγH₄nαHαou₆lγHγx−it₄tionH−ouplγαH−lustγrHPoo“pQH
w₄vγHμun−tioneH”hγoryH₄nαH₄ppli−₄tionVHJournalhofhChemicalhPhysicsTH1987THcbTH_]aYU_]b] 3.9 358

273 ”hγH₄nh₄rmoni−Hμor−γHμiγlαHoμHγthylγnγTHo[t^TH₆yHmγ₄nsHoμH₄−−ur₄tγH₄₆HinitioH−₄l−ul₄tionsVHJournalh
ofhChemicalhPhysicsTH1995THYX]TH[_cdU[aX[ 3.9 338

272 oomp₄risonHoμH−ouplγαU−lustγrHmγthoαsHwhi−hHin−luαγHthγHγμμγ−tsHoμH−onnγ−tγαHtriplγHγx−it₄tionsVH
JournalhofhChemicalhPhysicsTH1990THd]TH_c_YU_c__ 3.9 311

271 “ystγm₄ti−HstuαyHoμHmolγ−ul₄rH₄nionsHwithinHthγHsγlμU−onsistγntUμiγlαH₄pproxim₄tioneH{tâ��THozâ��TH
o[tâ��THztâ��[TH₄nαHotâ��]VHJournalhofhChemicalhPhysicsTH1985THc]THYbc^UYbd^ 3.9 305

270 oomp₄risonHoμHthγHqu₄αr₄ti−H−onμigur₄tionHintγr₄−tionH₄nαH−ouplγαU−lustγrH₄ppro₄−hγsHtoHγlγ−tronH
−orrγl₄tionHin−luαingHthγHγμμγ−tHoμHtriplγHγx−it₄tionsVHThehJournalhofhPhysicalhChemistryTH1990THd^TH_^a]U_^ac 298

269
”hγH−losγαUshγllH−ouplγαH−lustγrHsinglγH₄nαHαou₆lγHγx−it₄tionHPoo“pQHmoαγlHμorHthγHαγs−riptionHoμH
γlγ−tronH−orrγl₄tionVHmH−omp₄risonHwithH−onμigur₄tionHintγr₄−tionHPou“pQHrγsultsVHJournalhofh
ChemicalhPhysicsTH1987THcaTH[ccYU[cdX

3.9 291

268
”hγorγti−₄lHinvγstig₄tionsHoμHmolγ−ulγsH−omposγαHonlyHoμHμluorinγTHoxygγnH₄nαHnitrogγneH
αγtγrmin₄tionHoμHthγHγquili₆riumHstru−turγsHoμHr{{rTHPz{Q[H₄nαHrzzrH₄nαHthγHtr₄nsitionHst₄tγH
stru−turγHμorHrzzrH−isUtr₄nsHisomγriz₄tionVHTheoreticahChimicahActaTH1989THb_THcYUdc

288

267 m−hiγvingHohγmi−₄lHm−−ur₄−yHwithHoouplγαUolustγrH”hγoryH1995TH^bUYXc 231

266 ”hγH₄n₄lyti−H−onμigur₄tionHintγr₄−tionHgr₄αiγntHmγthoαeHmppli−₄tionHtoHthγH−y−li−H₄nαHopγnHisomγrsH
oμHthγH“]Hmolγ−ulγVHJournalhofhChemicalhPhysicsTH1986THc_THda]Udac 3.9 228

265 rormul₄tionH₄nαHimplγmγnt₄tionHoμH₄Hrγl₄tivisti−Hunrγstri−tγαH−ouplγαU−lustγrHmγthoαHin−luαingH
nonitγr₄tivγH−onnγ−tγαHtriplγsVHJournalhofhChemicalhPhysicsTH1996THYX_THcbadUcbba 3.9 210

264 mnH₄−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαH₄nαHvi₆r₄tion₄lHμrγquγn−iγsHμorHot^H₄nαHisotopomγrsVH
JournalhofhChemicalhPhysicsTH1995THYX[TH[_^U[aY 3.9 201

263
”imγUαγpγnαγntHαγnsityHμun−tion₄lHstuαyHonHthγHγlγ−troni−Hγx−it₄tionHγnγrgiγsHoμHpoly−y−li−H
₄rom₄ti−Hhyαro−₄r₆onHr₄αi−₄lH−₄tionsHoμHn₄phth₄lγnγTH₄nthr₄−γnγTHpyrγnγTH₄nαHpγrylγnγVHJournalhofh
ChemicalhPhysicsTH1999THYYYTHcdX^UcdY[

3.9 195

262 oomp₄risonHoμHthγH”YH₄nαHpYHαi₄gnosti−sHμorHγlγ−troni−Hstru−turγHthγoryeH₄HnγwHαγμinitionHμorHthγH
opγnUshγllHpYHαi₄gnosti−VHChemicalhPhysicshLettersTH2003TH]b[TH]a[U]ab 2.5 182

261 oouplγαU−lustγrHthγoryHγmployingH₄pproxim₄tγHintγgr₄lseHmnH₄ppro₄−hHtoH₄voiαHthγHinputWoutputH
₄nαHstor₄gγH₆ottlγnγ−ksVHJournalhofhChemicalhPhysicsTH1994THYXYTH^XXU^Xc 3.9 171

260 ”hγH₄tomiz₄tionHγnγrgyH₄nαHprotonH₄μμinityHoμHzt]VHmnH₄₆HinitioH−₄li₆r₄tionHstuαyVHChemicalhPhysicsh
LettersTH1996TH[_cTHY]aUY^] 2.5 169
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259 {nHthγHnγ−γssityHoμHμH₆₄sisHμun−tionsHμorH₆γnαingHμrγquγn−iγsVHJournalhofhChemicalhPhysicsTH1988THccTH]YcbU]Yd_3.9 169

258 m₆HinitioH−₄l−ul₄tionHoμH₄Hglo₆₄lHpotγnti₄lTHvi₆r₄tion₄lHγnγrgiγsTH₄nαHw₄vγHμun−tionsHμorHtozWtzoTH
₄nαH₄Hsimul₄tionHoμHthγHmHâ��²HHγmissionHspγ−trumVHJournalhofhChemicalhPhysicsTH1993THddTH]XcU][] 3.9 163

257 mn₄lyti−Hgr₄αiγntsHμorH−ouplγαU−lustγrHγnγrgiγsHth₄tHin−luαγHnonitγr₄tivγH−onnγ−tγαHtriplγH
γx−it₄tionseHmppli−₄tionHtoH−isUH₄nαHtr₄nsUt{z{VHJournalhofhChemicalhPhysicsTH1991THd^THa[[dUa[]a 3.9 159

256 {pγnUshγllH−ouplγαU−lustγrHthγoryVHJournalhofhChemicalhPhysicsTH1993THdcTHdb]^Udb^b 3.9 158

255 ”hγHvi₆r₄tion₄lHμrγquγn−iγsHoμHozonγVHJournalhofhChemicalhPhysicsTH1990THd]TH^cdU^d^ 3.9 149

254 mnHopγnUshγllHrγstri−tγαHt₄rtrγγâ��ro−kHpγrtur₆₄tionHthγoryH₆₄sγαHonHsymmγtri−HspinHor₆it₄lsVH
ChemicalhPhysicshLettersTH1993TH[XYTHYUYX 2.5 136

253
qlγ−troni−Hm₆sorptionH“pγ−tr₄HoμHzγutr₄lH}γrylγnγHPo[XtY[QTH”γrrylγnγHPo]XtYaQTH₄nαHQu₄tγrrylγnγH
Po^Xt[XQH₄nαH”hγirH}ositivγH₄nαHzγg₄tivγHuonseHHzγHy₄trixUusol₄tionH“pγ−tros−opyH₄nαH
”imγUpγpγnαγntHpγnsityHrun−tion₄lH”hγoryHo₄l−ul₄tionsVHJournalhofhPhysicalhChemistryhATH2003THYXbTH]aaXU]aad

2.8 134

252 mHpro−γαurγHμorH−omputingH₄−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαseHmppli−₄tionHtoHt{[SH₄nαHt[{VH
JournalhofhChemicalhPhysicsTH2008THY[dTHX^^]Y[ 3.9 131

251 m−−γlγr₄tingHthγH−onvγrgγn−γHoμHthγH−ouplγαU−lustγrH₄ppro₄−hVHChemicalhPhysicshLettersTH1986THY]XTH[]aU[]d2.5 129

250 ”hγorγti−₄lH−h₄r₄−tγriz₄tionHoμHtγtr₄hγαr₄lHz^VHJournalhofhChemicalhPhysicsTH1991THd^THY[Y_UY[[Y 3.9 121

249 tighlyH₄−−ur₄tγHqu₄rti−Hμor−γHμiγlαsTHvi₆r₄tion₄lHμrγquγn−iγsTH₄nαHspγ−tros−opi−H−onst₄ntsHμorH−y−li−H
₄nαHlinγ₄rHo]t]PSQVHJournalhofhPhysicalhChemistryhATH2011THYY_TH_XX_UYa 2.8 119

248 mnH₄−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαHμorH₄mmoni₄VHJournalhofhChemicalhPhysicsTH1992THdbTHc]aYUc]bY 3.9 118

247 mnHγμμi−iγntH−losγαUshγllHsinglγsH₄nαHαou₆lγsH−ouplγαU−lustγrHmγthoαVHChemicalhPhysicshLettersTH
1988THY_XTH^XaU^Y_ 2.5 117

246 mHpurγlyH₄₆HinitioHspγ−tros−opi−Hqu₄lityHqu₄rti−Hμor−γHμiγlαHμorH₄−γtylγnγVHJournalhofhChemicalhPhysicsTH
1998THYXcTHabaUadY 3.9 115

245 mnHm−−ur₄tγH₄₆HunitioHQu₄rti−Hror−γHriγlαHμorHrorm₄lαγhyαγH₄nαHutsHusotopomγrsVHJournalhofh
MolecularhSpectroscopyTH1993THYaXTHYX_UYYa 1.3 112

244 mn₄lyti−Hsγ−onαHαγriv₄tivγsHμorH’γnnγrâ��”γllγrHpotγnti₄lHγnγrgyHsurμ₄−γsVHqx₄mplγsHoμHthγHμivγH
αistin−tH−₄sγsVHJournalhofhChemicalhPhysicsTH1984THcYTH]_aU]aY 3.9 109

243 ”hγHstru−turγH₄nαHγnγrgγti−sHoμHthγHtozHUiHtzoHtr₄nsitionHst₄tγVHChemicalhPhysicshLettersTH1991THYbbTH^dYU^db2.5 108

242 m−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαsHμorHzt[â��H₄nαHootâ��H₄nαHrovi₆r₄tion₄lHspγ−tros−opi−H−onst₄ntsH
μorHthγirHisotopologsVHJournalhofhChemicalhPhysicsTH2009THY]YTHYX^]XY 3.9 107
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241 ”hγHtr₄nsUt{o{Hr₄αi−₄leHqu₄rti−Hμor−γHμiγlαsTHvi₆r₄tion₄lHμrγquγn−iγsTH₄nαHspγ−tros−opi−H−onst₄ntsVH
JournalhofhChemicalhPhysicsTH2011THY]_THY]^]XY 3.9 105

240 ”hγHαγtγrmin₄tionHoμH₄−−ur₄tγHαipolγHpol₄riz₄₆ilitiγsH˛–H₄nαH˛‡HμorHthγHno₆lγHg₄sγsVHJournalhofh
ChemicalhPhysicsTH1991THd^TH^db[U^dbd 3.9 104

239
qxtγnαγαH₄₆HunitioH₄nαH”hγorγti−₄lH”hγrmoαyn₄mi−sH“tuαiγsHoμHthγHnγrgm₄nH’γ₄−tionH₄nαHthγH
qnγrgyH“plittingHoμHthγH“inglγtHoUTHmUTH₄nαHpUnγnzynγsVHJournalhofhthehAmericanhChemicalhSocietyTH
1995THYYbTHbYcaUbYd^

16.4 103

238
”hγH₄n₄lyti−Hγv₄lu₄tionHoμHγnγrgyHμirstHαγriv₄tivγsHμorHtwoU−onμigur₄tionHsγlμU−onsistγntUμiγlαH
−onμigur₄tionHintγr₄−tionHP”o“orUouQHw₄vγHμun−tionsVHmppli−₄tionHtoHozonγH₄nαHγthylγnγVHJournalhofh
ChemicalhPhysicsTH1987THcbTHbXa[UbXb_

3.9 102

237 oh₄rgγαHpoly−y−li−H₄rom₄ti−Hhyαro−₄r₆onH−lustγrsH₄nαHthγHg₄l₄−ti−HγxtγnαγαHrγαHγmissionVH
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaTH2007THYX^TH_[b^Uc 11.5 97

236 ”ow₄rαHthγHl₄₆or₄toryHiαγntiμi−₄tionHoμH−y−lopropγnyliαγnγVHJournalhofhthehAmericanhChemicalh
SocietyTH1985THYXbTHY]bUY^[ 16.4 97

235
”ot₄lHintγrn₄lHp₄rtitionHsumsHμorHYaaHisotopologuγsHoμH_YHmolγ−ulγsHimport₄ntHinHpl₄nγt₄ryH
₄tmosphγrγseHmppli−₄tionHtoHtu”’mz[XYaH₄nαH₆γyonαVHJournalhofhQuantitativehSpectroscopyhandh
RadiativehTransferTH2017TH[X]THbXUcb

2.1 94

234 {pγnUshγllHrγstri−tγαHt₄rtrγγâ��ro−kHpγrtur₆₄tionHthγoryeH“omγH−onsiαγr₄tionsH₄nαH−omp₄risonsVH
JournalhofhChemicalhPhysicsTH1994THYXXTHb^XXUb^Xd 3.9 89

233 Qu₄rti−Hμor−γHμiγlαHprγαi−tionsHoμHthγHμunα₄mγnt₄lHvi₆r₄tion₄lHμrγquγn−iγsH₄nαHspγ−tros−opi−H
−onst₄ntsHoμHthγH−₄tionsHt{o{SH₄nαHp{o{SVHJournalhofhChemicalhPhysicsTH2012THY]aTH[]^]Xd 3.9 89

232 ’ovi₆r₄tion₄lHspγ−tr₄HoμH₄mmoni₄VHuVH–nprγ−γαγntγαH₄−−ur₄−yHoμH₄Hpotγnti₄lHγnγrgyHsurμ₄−γHusγαH
withHnon₄αi₄₆₄ti−H−orrγ−tionsVHJournalhofhChemicalhPhysicsTH2011THY]^THX^^][X 3.9 88

231 mnHγxtγnsivγH₄₆HinitioHstuαyHoμHthγHstru−turγsTHvi₆r₄tion₄lHspγ−tr₄THqu₄αr₄ti−Hμor−γHμiγlαsTH₄nαH
rγl₄tivγHγnγrgγti−sHoμHthrγγHisomγrsHoμHol[{[VHJournalhofhChemicalhPhysicsTH1992THdbTHa_d]UaaX_ 3.9 88

230 mnH₄−−ur₄tγHqu₄rti−Hμor−γHμiγlαH₄nαHvi₆r₄tion₄lHμrγquγn−iγsHμorHtz{H₄nαHpz{VHJournalhofhChemicalh
PhysicsTH1994THYXYTH_c_]U_c_d 3.9 87

229 wr₄mγrsUrγstri−tγαH−losγαUshγllHoo“pHthγoryVHInternationalhJournalhofhQuantumhChemistryTH1995TH_aTH^YYU^Yd2.1 86

228 ”hγHh₄rmoni−Hμrγquγn−iγsHoμH₆γnzγnγVHmH−₄sγHμorH₄tomi−Hn₄tur₄lHor₆it₄lH₆₄sisHsγtsVHChemicalhPhysicsh
LettersTH1997TH[b_TH^Y^U^[[ 2.5 82

227 —i₆r₄tion₄lHμrγquγn−iγsHμorHnγ]H₄nαHnγ^VHJournalhofhChemicalhPhysicsTH1990THd[THbX_XUbX_a 3.9 80

226 ninαingHγnγrgiγsH₄nαH₆onαHαist₄n−γsHoμHziPo{QxTHxhYâ��^eHmnH₄ppli−₄tionHoμH−ouplγαU−lustγrHthγoryVH
JournalhofhChemicalhPhysicsTH1991THd_TH_cdcU_dX_ 3.9 78

225 m₆HinitioHmultirγμγrγn−γHstuαyHoμHthγHnzHmolγ−ulγVHJournalhofhChemicalhPhysicsTH1992THdbTHa_^dUa__a 3.9 76

224 mHp₄r₄llγlHvγ−torizγαHimplγmγnt₄tionHoμHtriplγHγx−it₄tionsHinHoo“pP”QeH₄ppli−₄tionHtoHthγH₆inαingH
γnγrgiγsHoμHthγHmlt]THmlt[rTHmltr[H₄nαHmlr]HαimγrsVHChemicalhPhysicshLettersTH1991THYbcTH^a[U^bX 2.5 74
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223 }roton₄tγαHnitrousHoxiαγTHzz{tSeHμunα₄mγnt₄lHvi₆r₄tion₄lHμrγquγn−iγsH₄nαHspγ−tros−opi−H
−onst₄ntsHμromHqu₄rti−Hμor−γHμiγlαsVHJournalhofhChemicalhPhysicsTH2013THY]dTHXc^]Y] 3.9 72

222 m₆HunitioHoh₄r₄−tγriz₄tionHoμH”ri₄tomi−HnrominγHyolγ−ulγsHoμH}otγnti₄lHuntγrγstHinH“tr₄tosphγri−H
ohγmistryVHThehJournalhofhPhysicalhChemistryTH1995THddTHY_Xb^UY_XcX 71

221 m−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαsHμorHthγHz[{H₄nαHo{[Hmolγ−ulγsVHChemicalhPhysicshLettersTH
1993TH[X_TH_]_U_^[ 2.5 70

220 ’ovi₆r₄tion₄lHspγ−tr₄HoμH₄mmoni₄VHuuVHpγt₄ilγαH₄n₄lysisTH−omp₄risonTH₄nαHprγαi−tionHoμHspγ−tros−opi−H
₄ssignmγntsHμorHY^zt]THY_zt]TH₄nαHY^zp]VHJournalhofhChemicalhPhysicsTH2011THY]^THX^^][Y 3.9 69

219 Qu₄rti−Hμor−γHμiγlαHrovi₆r₄tion₄lH₄n₄lysisHoμHproton₄tγαH₄−γtylγnγTHo[t]PSQTH₄nαHitsHisotopologuγsVH
JournalhofhPhysicalhChemistryhATH2014THYYcTHbX]^U^] 2.8 67

218
mnHγμμi−iγntHμormul₄tionH₄nαHimplγmγnt₄tionHoμHthγH₄n₄lyti−HγnγrgyHgr₄αiγntHmγthoαHtoHthγHsinglγH
₄nαHαou₆lγHγx−it₄tionH−ouplγαU−lustγrHw₄vγHμun−tioneHmppli−₄tionHtoHol[{[VHJournalhofhChemicalh
PhysicsTH1991THd^THa[YdUa[[c

3.9 67

217
qxtγnαγαHlinγHpositionsTHintγnsitiγsTHγmpiri−₄lHlowγrHst₄tγHγnγrgiγsH₄nαHqu₄ntumH₄ssignmγntsHoμH
zt]HμromHa]XXHtoHbXXX−mâ��YVHJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferTH2012TH
YY]THYXaaUYXc]

2.1 66

216 mnH₄−−ur₄tγHglo₆₄lHpotγnti₄lHγnγrgyHsurμ₄−γTHαipolγHmomγntHsurμ₄−γTH₄nαHrovi₆r₄tion₄lHμrγquγn−iγsH
μorHztP]QVHJournalhofhChemicalhPhysicsTH2008THY[dTH[Y^]X^ 3.9 65

215 unμr₄rγαHspγ−trumHoμHrVhivinVV−ntαotVt[{VHJournalhofhthehAmericanhChemicalhSocietyTH1988THYYXTHa][bUa]][16.4 65

214 “tru−turγTHmnh₄rmoni−H—i₆r₄tion₄lHrrγquγn−iγsTH₄nαHuntγnsitiγsHoμHzztzzPSQVHJournalhofhPhysicalh
ChemistryhATH2015THYYdTHYYa[]U]Y 2.8 64

213 oomp₄risonHoμH−ouplγαU−lustγrH₄nαHnruγ−knγrH−ouplγαU−lustγrH−₄l−ul₄tionsHoμHmolγ−ul₄rHpropγrtiγsVH
ChemicalhPhysicshLettersTH1993TH[YYTHd^UYXX 2.5 64

212
”imγUαγpγnαγntHpγnsityHrun−tion₄lH”hγoryHo₄l−ul₄tionsHoμHx₄rgγHoomp₄−tH}oly−y−li−Hmrom₄ti−H
tyαro−₄r₆onHo₄tionseHumpli−₄tionsHμorHthγHpiμμusγHuntγrstγll₄rHn₄nαsVHAstrophysicalhJournalTH2003TH
_cbTH[_aU[aY

4.7 64

211 runα₄mγnt₄lHvi₆r₄tion₄lHμrγquγn−iγsH₄nαHspγ−tros−opi−H−onst₄ntsHoμHt{o“STHt“o{STH₄nαH
isotopologuγsHvi₄Hqu₄rti−Hμor−γHμiγlαsVHJournalhofhPhysicalhChemistryhATH2012THYYaTHd_c[UdX 2.8 63

210 {nHthγHγnγrgyHsγp₄r₄tionH₆γtwγγnHthγHopγnH₄nαH−y−li−HμormsHoμHozonγVHChemicalhPhysicshLettersTH
1990THYadTH_[dU_]] 2.5 63

209 mnHisotopi−UinαγpγnαγntHhighlyH₄−−ur₄tγHpotγnti₄lHγnγrgyHsurμ₄−γHμorHo{[HisotopologuγsH₄nαH₄nH
initi₄lHPY[QoPYaQ{[Hinμr₄rγαHlinγHlistVHJournalhofhChemicalhPhysicsTH2012THY]aTHY[^]YY 3.9 61

208 —i₆r₄tion₄lHμrγquγn−iγsH₄nαHspγ−tros−opi−H−onst₄ntsHμromHqu₄rti−Hμor−γHμiγlαsHμorH−isUt{o{eHthγH
r₄αi−₄lH₄nαHthγH₄nionVHJournalhofhChemicalhPhysicsTH2011THY]_TH[Y^]X] 3.9 61

207 mH−ouplγαU−lustγrHstuαyHoμH²z{HP²htTrTolQeHmnHinvγstig₄tionHoμHwγ₄kH²â��zHsinglγH₆onαsVHJournalhofh
ChemicalhPhysicsTH1993THddTHdbc]Udbcd 3.9 61

206 ”hγHpol₄riz₄₆ilitiγsHoμHnγonVHChemicalhPhysicshLettersTH1989THYa]TH]_dU]a_ 2.5 61

(1989-2013)

5



205 Qu₄ntumH−hγmistryHonHp₄r₄llγlH−omputγrH₄r−hitγ−turγseH−ouplγαU−lustγrHthγoryH₄ppliγαHtoHthγH
₆γnαingHpotγnti₄lHoμHμulmini−H₄−iαVHChemicalhPhysicshLettersTH1992THYd^THc^Ud^ 2.5 60

204 ’γli₄₆lγHinμr₄rγαHlinγHlistsHμorHY]Ho{[HisotopologuγsHupHtoHqkhYcTXXX−mâ��YH₄nαHY_XXwTHwithHlinγH
sh₄pγHp₄r₄mγtγrsVHJournalhofhQuantitativehSpectroscopyhandhRadiativehTransferTH2014THY^bTHY]^UY^^ 2.1 59

203 {nHthγHusγHoμHqu₄rti−Hμor−γHμiγlαsHinHv₄ri₄tion₄lH−₄l−ul₄tionsVHChemicalhPhysicshLettersTH2013TH_b^THYUY[ 2.5 59

202 m₆HinitioHstuαyHoμHthγHmolγ−ul₄rHstru−turγH₄nαHvi₆r₄tion₄lHspγ−trumHoμHnitri−H₄−iαH₄nαHitsHproton₄tγαH
μormsVHThehJournalhofhPhysicalhChemistryTH1992THdaTHa_XUa_b 59

201
tustUmoo–’mo³HQ–m’”uoHr{’oqHruqxpHomxo–xm”u{z“Hr{’H”tqH“}qo”’{“o{}uoHo{z“”mz”“H
mzpH—un’m”u{zmxHr’qQ–qzouq“H{rHYYmklUo]tâ��eHmH}{““unxqHxuzwH”{Hxuzq“H{n“q’—qpHuzH”tqH
t{’“qtqmpHzqn–xmH}t{”{pu““{oum”u{zH’qsu{zVHAstrophysicalhJournalTH2013THbb[TH]d

4.7 58

200 m−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαsHμorH₆or₄nγH₄nαHnγt[VHChemicalhPhysicshLettersTH1992TH[XXTH_X[U_YX 2.5 56

199 mHglo₆₄lH₄₆HinitioHpotγnti₄lHμorHtozWtzoTHγx₄−tHvi₆r₄tion₄lHγnγrgiγsTH₄nαH−omp₄risonHμorH
γxpγrimγntVHChemicalhPhysicshLettersTH1992THYdcTH_a]U_ad 2.5 56

198 ”hγorγti−₄lHinvγstig₄tionsHoμHthγHstru−turγsH₄nαH₆inαingHγnγrgiγsHoμHnγnH₄nαHygnPnh]â��_QH−lustγrsVH
JournalhofhChemicalhPhysicsTH1990THd[TH^cdU^d_ 3.9 55

197 ”hγH₄nh₄rmoni−Hqu₄rti−Hμor−γHμiγlαHinμr₄rγαHspγ−tr₄HoμHthrγγHpoly−y−li−H₄rom₄ti−Hhyαro−₄r₆onseH
z₄phth₄lγnγTH₄nthr₄−γnγTH₄nαHtγtr₄−γnγVHJournalhofhChemicalhPhysicsTH2015THY^]TH[[^]Y^ 3.9 54

196 oomp₄risonH₆γtwγγnHthγHsU−isH₄nαHg₄u−hγH−onμormγrsHoμHYT]U₆ut₄αiγnγVHJournalhofhthehAmericanh
ChemicalhSocietyTH1984THYXaTHa[_XUa[_] 16.4 54

195 “γmiUγmpiri−₄lHY[oYa{[Hu’HlinγHlistsHμorHsimul₄tionsHupHtoHY_XXwH₄nαH[XTXXX−mâ��YVHJournalhofh
QuantitativehSpectroscopyhandhRadiativehTransferTH2013THY]XTHY]^UY^a 2.1 53

194 m−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαsHμorHthγHionsHto{SH₄nαHt{oSVHJournalhofhChemicalhPhysicsTH
1993THddTH[caU[d[ 3.9 53

193
”hγH−l₄ssi−₄lH₄nαHnon−l₄ssi−₄lHμormsHoμHproton₄tγαH₄−γtylγnγTHo[tS]VH“tru−turγsTHvi₆r₄tion₄lH
μrγquγn−iγsTH₄nαHinμr₄rγαHintγnsitiγsHμromHγxpli−itlyH−orrγl₄tγαHw₄vγHμun−tionsVHJournalhofhChemicalh
PhysicsTH1986THc_TH]^]bU]^^]

3.9 53

192 mmγsU[XYaHlinγHlistsHμorHY]HisotopologuγsHoμHo{[eH–pα₄tγsTH−onsistγn−yTH₄nαHrγm₄iningHissuγsVH
JournalhofhQuantitativehSpectroscopyhandhRadiativehTransferTH2017TH[X]TH[[^U[^Y 2.1 52

191 qx−itγαHvi₆r₄tion₄lHlγvγlHrot₄tion₄lH−onst₄ntsHμorH“io[eHmHsγnsitivγHmolγ−ul₄rHαi₄gnosti−HμorH
₄strophysi−₄lH−onαitionsVHMolecularhAstrophysicsTH2015THYTHY]UYd 1.7 51

190
“}qo”’{“o{}uoHo{z“”mz”“HmzpH—un’m”u{zmxHr’qQ–qzouq“Hr{’HlHUoH]HtHSHmzpH
u“{”{}{x{s–q“Hr’{yHtustx³Hmoo–’m”qHQ–m’”uoHr{’oqHruqxp“eH”tqHpq”qo”u{zH{rHlHUoH]HtHSH
uzH”tqHt{’“qtqmpHzqn–xmH}p’HQ–q“”u{zqpVHAstrophysicalhJournalhLettersTH2013THbacTHx[_

7.9 50

189 “tru−turγsTH’γl₄tivγH“t₄₆ilitiγsTH₄nαH“pγ−tr₄HoμHusomγrsHoμHtol{[VHThehJournalhofhPhysicalhChemistryTH
1994THdcTH_a^^U_a^d 50

188 oomp₄risonHoμHthγHnruγ−knγrH₄nαH−ouplγαU−lustγrH₄ppro₄−hγsHtoHγlγ−tronH−orrγl₄tionVHJournalhofh
ChemicalhPhysicsTH1992THdaTHcd]YUcd]b 3.9 49

TimothyyJyLee
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187 ·_]}₄r₄−y−loph₄nγVHmnHimport₄ntHγx₄mplγHoμHringHstr₄inH₄nαH₄rom₄ti−ityHinHhyαro−₄r₆onH
−ompounαsVHJournalhofhthehAmericanhChemicalhSocietyTH1987THYXdTH[dX[U[dXd 16.4 49

186 m−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαH₄nαHvi₆r₄tion₄lHμrγquγn−iγsHoμHthγHzt^SHionH₄nαHitsHαγutγr₄tγαH
μormsVHChemicalhPhysicshLettersTH1996TH[_cTHY[dUY]_ 2.5 48

185 ”riplγH₄nαHqu₄αruplγHγx−it₄tionH−ontri₆utionsHtoHthγH₆inαingHinHnγH−lustγrseHo₄li₆r₄tionH−₄l−ul₄tionsH
onHnγ]VHJournalhofhChemicalhPhysicsTH1990THd]THccb_UcccX 3.9 48

184 }rγ₆ioti−Hmstro−hγmistryH₄nαHthγHrorm₄tionHoμHyolγ−ulγsHoμHmstro₆iologi−₄lHuntγrγstHinHuntγrstγll₄rH
olouαsH₄nαH}rotostγll₄rHpisksVHChemicalhReviewsTH2020THY[XTH^aYaU^a_d 68.1 47

183 qxoyolHmolγ−ul₄rHlinγHlistsHâ��H²u—VH”hγHrot₄tionâ��vi₆r₄tionHspγ−trumHoμHhotH“{[VHMonthlyhNoticeshofh
thehRoyalhAstronomicalhSocietyTH2016TH^_dTH]cdXU]cdd 4.3 47

182 mHoomp₄r₄tivγHoouplγαUolustγrH“tuαyHoμHthγH²{olH₄nαH²ol{HP²HhHtTHrTHolQHusomγrseHmnHunvγstig₄tionH
oμHtypγrv₄lγntHohlorinγHoompounαsVHThehJournalhofhPhysicalhChemistryTH1994THdcTH]adbU]bXX 46

181 ”hγHγμμi−iγntHγv₄lu₄tionHoμH−onμigur₄tionHintγr₄−tionH₄n₄lyti−HγnγrgyHsγ−onαHαγriv₄tivγseHmppli−₄tionH
toHhyαrogγnHthiopγroxiαγTHt“{tVHJournalhofhChemicalhPhysicsTH1986THc_TH]d]XU]d]c 3.9 46

180 mHoouplγαUolustγrH“tuαyHoμHthγHyolγ−ul₄rH“tru−turγTH—i₆r₄tion₄lH“pγ−trumTH₄nαHtγ₄tsHoμHrorm₄tionH
oμH²{z{[HP²HhHtTHrTHolQVHThehJournalhofhPhysicalhChemistryTH1995THddTHYd^]UYd^c 45

179 ”hγH−₄l−ul₄tionHoμHthγHvi₆r₄tion₄lHμrγquγn−iγsHoμHouo{STHzio{H₄nαHouot]VHChemicalhPhysicshLettersTH
1992THYcdTH[aaU[b[ 2.5 45

178 ”hγHγnγrgyHsγp₄r₄tionH₆γtwγγnHthγH−l₄ssi−₄lH₄nαHnon−l₄ssi−₄lHisomγrsHoμHproton₄tγαH₄−γtylγnγVHmnH
γxtγnsivγHstuαyHinHonγUH₄nαHnUp₄rti−lγHsp₄−γVHJournalhofhChemicalhPhysicsTH1991THd^THcXXcUcXY^ 3.9 44

177
“γ−onαUorαγrHpγrtur₆₄tionHthγoryH₄nαH−onμigur₄tionHintγr₄−tionHthγoryH₄ppliγαHtoHmγαiumUsizγαH
molγ−ulγseH−y−loprop₄nγTHγthylγniminγTHγthylγnγHoxiαγTHμluoroγth₄nγTH₄nαH₄−γt₄lαγhyαγVHJournalhofh
thehAmericanhChemicalhSocietyTH1988THYYXTHY]ccUY]d]

16.4 43

176
oomp₄risonHoμHonγUp₄rti−lγH₆₄sisHsγtHγxtr₄pol₄tionHtoHγxpli−itlyH−orrγl₄tγαHmγthoαsHμorHthγH
−₄l−ul₄tionHoμH₄−−ur₄tγHqu₄rti−Hμor−γHμiγlαsTHvi₆r₄tion₄lHμrγquγn−iγsTH₄nαHspγ−tros−opi−H−onst₄ntseH
₄ppli−₄tionHtoHt[{THz[tSTHz{[STH₄nαHo[t[VHJournalhofhChemicalhPhysicsTH2010THY]]TH[^^YXc

3.9 42

175 m₆HunitioHo₄l−ul₄tionsHoμH“inglγtH₄nαH”riplγtHqx−itγαH“t₄tγsHoμHohlorinγHzitr₄tγH₄nαHzitri−Hm−iαVHTheh
JournalhofhPhysicalhChemistryTH1995THddTH]^d]U]_X[ 41

174 ”hγHμormHoμHspinHor₆it₄lsHμorHopγnUshγllHrγstri−tγαHt₄rtrγγâ��ro−kHrγμγrγn−γHμun−tionsVHChemicalh
PhysicshLettersTH1992THYddTH[YYU[Yd 2.5 41

173 tustU’q“{x–”u{zHu’Hmn“{’}”u{zH“}qo”’{“o{}³H{rH}{x³o³oxuoHm’{ym”uoH
t³p’{om’n{z“eH”tqH’qmxyH{rHmztm’y{zuou”³VHAstrophysicalhJournalTH2015THcY^TH[] 4.7 40

172 m₆HinitioHstuαyHoμHthγH−hlorinγHnitr₄tγHproton₄tionHrγ₄−tioneHimpli−₄tionsHμorHlossHoμHol{z{[HinHthγH
str₄tosphγrγVHThehJournalhofhPhysicalhChemistryTH1993THdbTHaa]bUaa^^ 40

171 oommuni−₄tioneH“pγ−tros−opi−H−onsγquγn−γsHoμHprotonHαγlo−₄liz₄tionHinH{oto{SVHJournalhofh
ChemicalhPhysicsTH2015THY^]THXbYYX[ 3.9 39

170 }rotonH₄μμinityHoμHmγthylHnitr₄tγeHlγssHth₄nHprotonH₄μμinityHoμHnitri−H₄−iαVHJournalhofhthehAmericanh
ChemicalhSocietyTH1992THYY^THc[^bUc[_a 16.4 39

(1992-1987)

7



169 ”hγHmolγ−ul₄rHstru−turγH₄nαHvi₆r₄tion₄lHspγ−trumHoμHthγH−y−lopropγnylH−₄tionTHo]tS]TH₄nαHitsH
αγutγr₄tγαHisotopomγrsVHJournalhofhChemicalhPhysicsTH1989THdXTH^]]XU^]^X 3.9 39

168 —i₆r₄tionsHinHsm₄llHygH−lustγrsVHJournalhofhChemicalhPhysicsTH1990THd]THaa]aUaa^Y 3.9 39

167 usHthγrγHγviαγn−γHμorHαγtγ−tionHoμH−y−li−Ho^HinHu’Hspγ−tr₄kHmnH₄−−ur₄tγH₄₆HinitioH−omputγαHqu₄rti−H
μor−γHμiγlαVHJournalhofhChemicalhPhysicsTH1996THYX^TH^a_bU^aa] 3.9 38

166 {rαγringHoμHthγH{â��{Hstrγt−hingHvi₆r₄tion₄lHμrγquγn−iγsHinHozonγVHJournalhofhChemicalhPhysicsTH1989TH
dXTH_a]_U_a]b 3.9 38

165 mn₄lyti−Hγv₄lu₄tionHoμHinμr₄rγαHintγnsitiγsH₄nαHpol₄riz₄₆ilitiγsH₆yHtwoU−onμigur₄tionHsγlμU−onsistγntH
μiγlαHw₄vγHμun−tionsVHTheoreticahChimicahActaTH1986THadTH]]bU]_[ 38

164 —i₆r₄tion₄lHμrγquγn−iγsH₄nαHinμr₄rγαHintγnsitiγsHμorHt[ozSTHproton₄tγαHtozVHJournalhofhChemicalh
PhysicsTH1984THcXTH[dbbU[dbc 3.9 38

163 m−−ur₄tγHqu₄rti−Hμor−γHμiγlαsH₄nαHvi₆r₄tion₄lHμrγquγn−iγsHμorHhyαrogγnH−y₄niαγH₄nαHhyαrogγnH
iso−y₄niαγVHThehJournalhofhPhysicalhChemistryTH1993THdbTHcd]bUcd^] 37

162 m₆HinitioH−h₄r₄−tγriz₄tionHoμHnitrylH−hloriαγHPolz{[QH₄nαH−hlorinγHnitritγsHP−isUol{z{TH₄nαH
tr₄nsUol{z{QVHThehJournalhofhPhysicalhChemistryTH1994THdcTHYYYUYY_ 37

161 ”hyminγH₄nαHothγrHprγ₆ioti−Hmolγ−ulγsHproαu−γαHμromHthγHultr₄violγtHphotoUirr₄αi₄tionHoμH
pyrimiαinγHinHsimplγH₄strophysi−₄lHi−γH₄n₄logsVHAstrobiologyTH2013THY]THd^cUa[ 3.7 36

160 uαγntiμyingHthγHmolγ−ul₄rHoriginHoμHglo₆₄lHw₄rmingVHJournalhofhPhysicalhChemistryhATH2009THYY]THY[ad^Ud 2.8 36

159 ”hγHoriginHoμHαiμμγrγn−γsH₆γtwγγnH−ouplγαH−lustγrHthγoryH₄nαHqu₄αr₄ti−H−onμigur₄tionHintγr₄−tionH
μorHγx−itγαHst₄tγsVHChemicalhPhysicshLettersTH1994TH[YcTHY]dUY^a 2.5 36

158 ”hγHstru−turγHoμH−isU₆ut₄αiγnγVHChemicalhPhysicshLettersTH1989THYaYTH[bbU[c^ 2.5 36

157 ”hγHinμr₄rγαHspγ−trumHoμHthγH₄−γtylγnγHr₄αi−₄lH−₄tionHo[tS[VHmHthγorγti−₄lHstuαyHusingH“orTHyo“orTH
₄nαHouHmγthoαsVHJournalhofhChemicalhPhysicsTH1987THcaTH]X_YU]X_] 3.9 36

156 ”tqH}{““unxqHuz”q’“”qxxm’Hmzu{zHot[ozâ��eH“}qo”’{“o{}uoHo{z“”mz”“TH—un’m”u{zmxH
r’qQ–qzouq“THmzpH{”tq’Ho{z“upq’m”u{z“VHAstrophysicalhJournalTH2013THba[THY[Y 4.7 34

155 zγ₄rUunμr₄rγαH“pγ−tros−opyHoμHzitrogγn₄tγαH}oly−y−li−Hmrom₄ti−Htyαro−₄r₆onHo₄tionsHμromHXVbHtoH
[V_H˛…mVHAstrophysicalhJournalTH2008THacXTHY[^]UY[__ 4.7 34

154 oonnγ−tγαHtriplγHγx−it₄tionsHinH−ouplγαU−lustγrH−₄l−ul₄tionsHoμHhypγrpol₄riz₄₆ilitiγseHnγonVHChemicalh
PhysicshLettersTH1992THYdYTH[]U[c 2.5 34

153 qmpiri−₄lHinμr₄rγαHlinγHlistsHμorHμivγH“{[HisotopologuγseH][W]]W]^W]a“Ya{[H₄nαH][“Yc{[VHJournalhofh
MolecularhSpectroscopyTH2015TH]YYTHYdU[^ 1.3 33

152 m−−ur₄tγH₄₆HunitioHQu₄rti−Hror−γHriγlαsTH—i₆r₄tion₄lHrrγquγn−iγsTH₄nαHtγ₄tsHoμHrorm₄tionHμorHrozTH
rzoTHolozTH₄nαHolzoVHThehJournalhofhPhysicalhChemistryTH1995THddTHY_c_cUY_ca] 33
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151 m₆HinitioH−h₄r₄−tγriz₄tionHoμHpγroxyhypo−hlorousH₄−iαeHimpli−₄tionsHμorH₄tmosphγri−H−hγmistryVHTheh
JournalhofhPhysicalhChemistryTH1993THdbTHadddUbXX[ 33

150 ”hγH₄n₄lyti−Hgr₄αiγntHμorHthγH−ouplγαHp₄irHμun−tion₄lHmγthoαeHrormul₄H₄nαH₄ppli−₄tionHμorHtolTH
t[o{TH₄nαHthγHαimγrHt[o{kkktolVHJournalhofhChemicalhPhysicsTH1988THccTHbXYYUbX[] 3.9 33

149 ”hγH₄nh₄rmoni−Hqu₄rti−Hμor−γHμiγlαHinμr₄rγαHspγ−tr₄HoμHhyαrogγn₄tγαH₄nαHmγthyl₄tγαH}mtsVHPhysicalh
ChemistryhChemicalhPhysicsTH2018TH[XTHYYcdUYYdb 3.6 33

148 tighlyH₄−−ur₄tγHpotγnti₄lHγnγrgyHsurμ₄−γTHαipolγHmomγntHsurμ₄−γTHrovi₆r₄tion₄lHγnγrgyHlγvγlsTH₄nαH
inμr₄rγαHlinγHlistHμorH´‡´†“´„â�¶{â��HupHtoHcXXXH−mk´„VHJournalhofhChemicalhPhysicsTH2014THY^XTHYY^]YY 3.9 32

147 qlγ−troni−Htr₄nsitionsHinHthγHu’eHy₄trixHisol₄tionHspγ−tros−opyH₄nαHγlγ−troni−Hstru−turγHthγoryH
−₄l−ul₄tionsHonHpoly₄−γnγsH₄nαHαi₆γnzopoly₄−γnγsVHPhysicalhChemistryhChemicalhPhysicsTH2005THbTHYXd 3.6 32

146
qlγ−troni−Hspγ−tr₄H₄nαHioniz₄tionHpotγnti₄lsHoμH₄Hst₄₆lγH−l₄ssHoμH−losγαHshγllHpoly−y−li−H₄rom₄ti−H
hyαro−₄r₆onH−₄tionsVHSpectrochimicahActahwhParthA:hMolecularhandhBiomolecularhSpectroscopyTH2001TH
_bTHd]YU^_

4.4 32

145 qv₄lu₄tionHoμHthγH−ontri₆utionHμromHtriplyHγx−itγαHintγrmγαi₄tγsHtoHthγHμourthUorαγrHpγrtur₆₄tionH
thγoryHγnγrgyHonHuntγlHαistri₆utγαHmγmoryHsupγr−omputγrsVHTheoreticahChimicahActaTH1993THc^TH[bYU[cb 32

144 ”hγHγμμγ−tsHoμHtriplγH₄nαHqu₄αruplγHγx−it₄tionsHinH−onμigur₄tionHintγr₄−tionHpro−γαurγsHμorHthγH
qu₄ntumHmγ−h₄ni−₄lHprγαi−tionHoμHmolγ−ul₄rHpropγrtiγsVHJournalhofhChemicalhPhysicsTH1988THcdTH^XcU^[[ 3.9 32

143 ”hγHv₄ryingHn₄turγHoμHμluorinγUoxygγnH₆onαsVHMolecularhPhysicsTH1996THcdTHY]_dUY]b[ 1.7 32

142 “pinUrγstri−tγαHnruγ−knγrHor₆it₄lsHμorH−ouplγαU−lustγrHw₄vγμun−tionsVHJournalhofhChemicalhPhysicsTH
1997THYXbTHddcXUddc^ 3.9 31

141 ”hγorγti−₄lHstuαyHoμHinμr₄rγαH₄nαH’₄m₄nHspγ−tr₄HoμHhyαr₄tγαHm₄gnγsiumHsulμ₄tγHs₄ltsVHJournalhofh
ChemicalhPhysicsTH2002THYYbTH[_][U[_]b 3.9 31

140 m−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαsHoμH−y−li−H₄nαH₆γntHto[zHisomγrsVHJournalhofhChemicalhPhysicsTH
2011THY]_TH[^^]YX 3.9 30

139 oomput₄tion₄lHvi₆r₄tion₄lHspγ−tros−opyHμorHthγHαγtγ−tionHoμHmolγ−ulγsHinHsp₄−γVHAnnualhReportshinh
ComputationalhChemistryTH2019THY_THYb]U[X[ 1.8 29

138 mHαi₄gnosti−HμorHthγH₄ppli−₄₆ilityHoμHthγHou“H₄nαHou“PpQHγx−it₄tionHγnγrgyHmγthoαsVHChemicalhPhysicsh
LettersTH1997TH[bdTHY_YUY_b 2.5 29

137 m−−ur₄tγH₄₆HinitioH₄nh₄rmoni−Hμor−γHμiγlαH₄nαHhγ₄tHoμHμorm₄tionHμorHsil₄nγVHMolecularhPhysicsTH1999TH
dbTHd^_Ud_] 1.7 29

136 {nHthγHγnγrgyHinv₄ri₄n−γHoμHopγnUshγllHpγrtur₆₄tionHthγoryHwithHrγspγ−tHtoHunit₄ryHtr₄nsμorm₄tionsH
oμHmolγ−ul₄rHor₆it₄lsVHJournalhofhChemicalhPhysicsTH1996THYX_THYXaXUYXad 3.9 29

135
mHhighUlγvγlH₄₆HinitioHstuαyHoμHthγH₄nioni−HhyαrogγnU₆onαγαH−omplγxγsH
rtV−ntαotVV−ntαotVV−ntαotVozUTHrtV−ntαotVV−ntαotVV−ntαotVzoUTHt[{V−ntαotVV−ntαotVV−ntαotVozUTH₄nαH
t[{V−ntαotVV−ntαotVV−ntαotVzoUVHJournalhofhthehAmericanhChemicalhSocietyTH1989THYYYTHb]a[Ub]bY

16.4 29

134
”hγH₄nh₄rmoni−Hqu₄rti−Hμor−γHμiγlαHinμr₄rγαHspγ−tr₄HoμHμivγHnonUlinγ₄rHpoly−y−li−H₄rom₄ti−H
hyαro−₄r₆onseHnγnz·₄]₄nthr₄−γnγTH−hrysγnγTHphγn₄nthrγnγTHpyrγnγTH₄nαHtriphγnylγnγVHJournalhofh
ChemicalhPhysicsTH2016THY^_THXc^]Y]

3.9 29

(2016-1993)
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133 ”hγH·rtol]â��Hmolγ−ul₄rH₄nioneH“tru−tur₄lH₄spγ−tsTHglo₆₄lHsurμ₄−γTH₄nαHvi₆r₄tion₄lHγigγnspγ−trumVH
JournalhofhChemicalhPhysicsTH1993THddTH]ca_U]cdb 3.9 28

132 unvγstig₄tionHoμH₄Hαi₄gnosti−HμorHpγrtur₆₄tionHthγoryVHoomp₄risonHtoHthγH”YHαi₄gnosti−HoμH
−ouplγαU−lustγrHthγoryVHChemicalhPhysicshLettersTH1995TH[^]TH^X[U^Xc 2.5 28

131 r{z{eHmHαiμμi−ultH−₄sγHμorHthγoryH₄nαHγxpγrimγntVHJournalhofhChemicalhPhysicsTH1992THdbTH^[[]U^[][ 3.9 28

130 tighUrγsolutionHu’H₄₆sorptionHspγ−tros−opyHoμHpoly−y−li−H₄rom₄ti−Hhyαro−₄r₆onsHinHthγH]H˛…mHrγgioneH
rolγHoμHhyαrogγn₄tionH₄nαH₄lkyl₄tionVHAstronomyhandhAstrophysicsTH2018THaYXTHma_ 5.1 27

129 pipolγHsurμ₄−γH₄nαHinμr₄rγαHintγnsitiγsHμorHthγH−isUH₄nαHtr₄nsUt{o{H₄nαHp{o{Hr₄αi−₄lsVHJournalhofh
PhysicalhChemistryhATH2013THYYbTHad][Ud 2.8 26

128 m₆HinitioHgγomγtryTHqu₄rti−Hμor−γHμiγlαTH₄nαHvi₆r₄tion₄lHμrγquγn−iγsHμorH}^VHJournalhofhChemicalh
PhysicsTH1997THYXbTH_X_YU_X_b 3.9 26

127 mnH₄−−ur₄tγH₄₆HinitioHqu₄rti−Hμor−γHμiγlαH₄nαHvi₆r₄tion₄lHμrγquγn−iγsHμorH−y−lopropγnyliαγnγVH
SpectrochimicahActahwhParthA:hMolecularhandhBiomolecularhSpectroscopyTH1997TH_]THYXa_UYXbb 4.4 26

126 ”hγHproton₄tionHoμHz[{Hrγγx₄minγαeHmH−₄sγHstuαyHonHthγHrγli₄₆ilityHoμHv₄riousHγlγ−tronH−orrγl₄tionH
mγthoαsHμorHminim₄H₄nαHtr₄nsitionHst₄tγsVHJournalhofhChemicalhPhysicsTH1993THdcTHbd_YUbd_b 3.9 26

125 nonαHαist₄n−γH₄nαHvi₆r₄tion₄lHspγ−trumHoμHthγHmolγ−ul₄rH−₄tionHz{S[VHChemicalhPhysicshLettersTH
1992THYccTHY_^UY_c 2.5 26

124 yγ−h₄nismHμorHthγH₄₆ioti−HsynthγsisHoμHur₄−ilHvi₄H–—Uinαu−γαHoxiα₄tionHoμHpyrimiαinγHinHpurγHtP[Q{H
i−γsHunαγrH₄strophysi−₄lH−onαitionsVHJournalhofhChemicalhPhysicsTH2010THY]]THYX^]X] 3.9 25

123
”hγHγμμγ−tHoμH₄pproxim₄tingHsomγHmolγ−ul₄rHintγgr₄lsHinH−ouplγαU−lustγrH−₄l−ul₄tionseHμunα₄mγnt₄lH
μrγquγn−iγsH₄nαHrovi₆r₄tion₄lHspγ−tros−opi−H−onst₄ntsHμorHisotopologuγsHoμH−y−lopropγnyliαγnγVH
MolecularhPhysicsTH2009THYXbTHYY]dUYY_[

1.7 25

122 mnH₄−−ur₄tγHqu₄rti−Hμor−γHμiγlαTHμunα₄mγnt₄lHμrγquγn−iγsTH₄nαH₆inαingHγnγrgyHμorHthγHhighHγnγrgyH
αγnsityHm₄tγri₄lH”αz^VHChemicalhPhysicshLettersTH2002TH]_bTH]YdU][_ 2.5 25

121 mnH₄n₄lysisHoμH−hlorinγH₄nαH₆rominγHoxygγnH₆onαingH₄nαHitsHimpli−₄tionsHμorHstr₄tosphγri−H
−hγmistryVHMolecularhPhysicsTH1999THdaTHa]]Ua^] 1.7 25

120
mn₄lyti−Hγv₄lu₄tionHoμHγnγrgyHgr₄αiγntsHμorHthγHsinglγH₄nαHαou₆lγHγx−it₄tionH−ouplγαH−lustγrHPoo“pQH
w₄vγHμun−tioneHmH−omp₄risonHwithH−onμigur₄tionHintγr₄−tionHPoo“pTHou“p”TH₄nαHou“p”QQHrγsultsHμorH
thγHh₄rmoni−Hvi₆r₄tion₄lHμrγquγn−iγsTHinμr₄rγαHintγnsitiγsTHαipolγHmomγntTH₄nαHinvγrsionH₆₄rriγrHoμH
₄mmoni₄VHInternationalhJournalhofhQuantumhChemistryTH1987TH][TH^d_U_XY

2.1 25

119 zitrogγnHqu₄αrupolγH−ouplingH−onst₄ntsHμorHtozH₄nαHt[ozSeHqxpl₄n₄tionHoμHthγH₄₆sγn−γHoμHμinγH
stru−turγHinHthγHmi−row₄vγHspγ−trumHoμHintγrstγll₄rHt[ozSVHJournalhofhChemicalhPhysicsTH1986THc^TH_bYYU_bY^3.9 25

118 mH−ouplγαU−lustγrHstuαyHoμH²{zHP²htTrTolQTH₄nαHthγH²{zgUi²z{Htr₄nsitionHst₄tγsVHChemicalhPhysicsh
LettersTH1994TH[[]TH^]YU^]c 2.5 24

117 ”hγHγμμγ−tHoμHhighγrHth₄nHαou₆lγHγx−it₄tionsHonHthγHrSt[UirtStH₆₄rriγrVHJournalhofhChemicalhPhysicsTH
1989THdXTH^[daU^]XX 3.9 24

116 qviαγn−γHμorHthγHrorm₄tionHoμH}yrimiαinγHo₄tionsHμromHthγH“γquγnti₄lH’γ₄−tionsHoμHtyαrogγnH
oy₄niαγHwithHthγHm−γtylγnγH’₄αi−₄lHo₄tionVHJournalhofhPhysicalhChemistryhLettersTH2014TH_TH]]d[Uc 6.4 23

TimothyyJyLee
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115 mHnγwHspinUrγstri−tγαHtriplγHγx−it₄tionH−orrγ−tionHμorH−ouplγαH−lustγrHthγoryVHJournalhofhChemicalh
PhysicsTH1997THYXbTHbd^]Ubd_X 3.9 23

114 mH−h₄llγngγHμorHαγnsityHμun−tion₄lHthγoryeHthγH²{z{H₄nαH²z{[HP²hrTHolTH₄nαHnrQHmolγ−ulγsVH
TheoreticalhChemistryhAccountsTH1997THdbTHYc_UYd^ 1.9 23

113 ”hγHhγ₄tHoμHμorm₄tionHoμHtz{VHJournalhofhChemicalhPhysicsTH1995THYX]THdYYXUdYYY 3.9 23

112 ”hγHmolγ−ul₄rHstru−turγHoμH−isUr{z{VHChemicalhPhysicshLettersTH1994TH[[cTH_c]U_cc 2.5 23

111 mH“m₄llHyolγ−ulγHwithH}mtH—i₆r₄tion₄lH}ropγrtiγsH₄nαH₄Hpγtγ−t₄₆lγH’ot₄tion₄lH“pγ−trumeH
−UPoQo]t[THoy−lopropγnyliαγnylHo₄r₆γnγVHAstrophysicalhJournalTH2019THcbYTH[]a 4.7 22

110
x{ H”qy}q’m”–’qHr{’ym”u{zH{rHzu”’{sqzU“–n“”u”–”qpH}{x³o³oxuoHm’{ym”uoH
t³p’{om’n{z“HP}mztsQâ��nm’’uq’xq““H’{–”q“H”{Hput³p’{PisoQQ–uz{xuzq“VHAstrophysicalh
JournalTH2015THcY_THYY_

4.7 22

109 ”hγHozoniαγH₄nioneHmHthγorγti−₄lHstuαyVHJournalhofhChemicalhPhysicsTH1995THYX]TH[aaU[b] 3.9 22

108 “ili−o−γnγTHPo_t_Q[“ieH₄HhighlyHsymmγtri−Hs₄nαwi−hH−ompounαkVHJournalhofhthehAmericanhChemicalh
SocietyTH1989THYYYTH[XYYU[XYb 16.4 22

107 {vγr−omingHthγHr₄ilurγHoμHoorrγl₄tionHμorH{utUoμU}l₄nγHyotionsHinH₄H“implγHmrom₄ti−eH’ovi₆r₄tion₄lH
Qu₄ntumHohγmi−₄lHmn₄lysisHoμH−UotVHJournalhofhChemicalhTheoryhandhComputationTH2018THY^TH[Y__U[Ya^ 6.4 21

106 tustU’q“{x–”u{zHu’Hmn“{’}”u{zH“}qo”’{“o{}³H{rH}{x³o³oxuoHm’{ym”uoHt³p’{om’n{z“H
uzH”tqH]˛…mH’qsu{zeH’{xqH{rH}q’u}tq’³VHAstrophysicalhJournalTH2016THc]YTH_c 4.7 21

105
ximitγαHrot₄tion₄lH₄nαHrovi₆r₄tion₄lHlinγHlistsH−omputγαHwithHhighlyH₄−−ur₄tγHqu₄rti−Hμor−γHμiγlαsH₄nαH
₄₆HinitioHαipolγHsurμ₄−γsVHSpectrochimicahActahwhParthA:hMolecularhandhBiomolecularhSpectroscopyTH
2014THYYdTHbaUc]

4.4 21

104 oh₄r₄−tγriz₄tionHoμHnrz{[TH−isUnr{z{TH₄nαHtr₄nsUnr{z{VHumpli−₄tionsHμorHmtmosphγri−HohγmistryVH
ThehJournalhofhPhysicalhChemistryTH1996THYXXTHYdc^bUYdc_[ 21

103 rullyH₄nh₄rmoni−Hinμr₄rγαH−₄s−₄αγHspγ−tr₄HoμHpoly−y−li−H₄rom₄ti−Hhyαro−₄r₆onsVHJournalhofhChemicalh
PhysicsTH2018THY^dTHY]^]X[ 3.9 21

102 ”ow₄rαsHthγHsynthγsisHoμHthγHhighHγnγrgyHαγnsityHm₄tγri₄lH”αz^eHγx−itγαHγlγ−troni−Hst₄tγsVHChemicalh
PhysicshLettersTH2001TH]^_TH[d_U]X[ 2.5 20

101 mtmosphγri−H−hγmistryHoμHthγHrγ₄−tionHol{HSH{[HgUiHol{H´•H{[eH hγrγHitHst₄nαsTHwh₄tHnγγαsHtoH₆γH
αonγTH₄nαHwhykVHJournalhofhGeophysicalhResearchTH1994THddTHc[[_ 20

100 towH₆γntH−₄nH₄H₆γnzγnγH₆γkH”hγHmolγ−ul₄rHstru−turγTHinμr₄rγαHspγ−trumH₄nαHγnγrgγti−sHoμH
·a]p₄r₄−y−loph₄nγVHChemicalhPhysicsTH1988THY[]THYU[_ 2.3 20

99 ”hγHopγnH−h₄inHorH−hγmi−₄llyH₆onαγαHstru−turγHoμHt[{^eH”hγHhyαropγroxylHr₄αi−₄lHαimγrVHJournalhofh
ChemicalhPhysicsTH1985THc]THa[b_Ua[c[ 3.9 20

98 qlγ−troni−₄llyHγx−itγαHst₄tγsHoμH}mztH₄nionsVHPhysicalhChemistryhChemicalhPhysicsTH2015THYbTHY^baYUb[ 3.6 19

(2015-1997)
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97 msso−i₄tionHmγ−h₄nismsHoμHuns₄tur₄tγαHo[Hhyαro−₄r₆onsHwithHthγirH−₄tionseH₄−γtylγnγH₄nαH
γthylγnγVHPhysicalhChemistryhChemicalhPhysicsTH2013THY_TH[XY[U[] 3.6 19

96 ”hγHYH]mOHtozH₄nαHYH]mOHto{SHvi₆r₄tion₄lHμrγquγn−iγsH₄nαHspγ−tros−opi−H−onst₄ntsHμromHqu₄rti−H
μor−γHμiγlαsVHJournalhofhPhysicalhChemistryhATH2013THYYbTHd][^U]X 2.8 19

95 “}qo”’{“o{}uoHo{z“”mz”“Hr{’Y]oHmzpHpq–”q’u–yHu“{”{}{x{s–q“H{rHo³oxuoHmzpHxuzqm’H
o]t]SVHAstrophysicalhJournalTH2011THb]aTH]] 4.7 19

94 mrγHisomγrsHoμHthγHvinylH−y₄niαγHionHmissingHlinksHμorHintγrstγll₄rHpyrimiαinγHμorm₄tionkVHJournalhofh
ChemicalhPhysicsTH2009THY]YTHXb^]X] 3.9 19

93 m₆HinitioHinvγstig₄tionHoμHthγH₄tmosphγri−Hmolγ−ulγH₆rominγHnitr₄tγeHqquili₆riumHstru−turγTH
vi₆r₄tion₄lHspγ−trumTH₄nαHhγ₄tHoμHμorm₄tionVHJournalhofhChemicalhPhysicsTH1998THYXdTH_[_U_]X 3.9 19

92 yolγ−ul₄rHstru−turγH₄nαHinμr₄rγαHspγ−trumHoμHproton₄tγαHnitrousHoxiαγVHChemicalhPhysicshLettersTH
1986THY]XTH]]]U]]a 2.5 19

91 mαi₄₆₄ti−Hγlγ−tronH₄μμinityH₄nαHioniz₄tionHpotγnti₄lHμorHnr{Hr₄αi−₄lVHJournalhofhChemicalhPhysicsTH
1998THYXdTHYXcYcUYXc[[ 3.9 18

90
m−−ur₄tγH−₄l−ul₄tionsHonHγx−itγαHst₄tγseHnγwHthγoriγsH₄ppliγαHtoHthγHâ��{²THâ��²{TH₄nαHâ��²{[HP²holH₄nαH
nrQH−hromophorγsH₄nαHimpli−₄tionsHμorHstr₄tosphγri−H₆rominγH−hγmistryVHSpectrochimicahActahwhParth
A:hMolecularhandhBiomolecularhSpectroscopyTH1999TH__TH_aYU_b^

4.4 18

89 m₆HinitioH−h₄r₄−tγriz₄tionHoμHtnr{[HisomγrseHimpli−₄tionsHμorHstr₄tosphγri−H₆rominγH−hγmistryVH
ChemicalhPhysicshLettersTH1996TH[a[TH__dU_aa 2.5 18

88 ·_]}₄r₄−y−loph₄nγeHmolγ−ul₄rHstru−turγH₄nαHimpli−₄tionsHμorH₄rom₄ti−ityVHChemicalhPhysicshLettersTH
1986THY[^THYddU[XY 2.5 18

87 yγ−h₄nismsHoμHthγHrorm₄tionHoμHmαγninγTHsu₄ninγTH₄nαH”hγirHmn₄loguγsHinH–—Uurr₄αi₄tγαHyixγαH
ztet{Hyolγ−ul₄rHu−γsHoont₄iningH}urinγVHAstrobiologyTH2017THYbTHbbYUbc_ 3.7 17

86
tyαro−₄r₆onHgrowthHvi₄HionUmolγ−ulγHrγ₄−tionseH−omput₄tion₄lHstuαiγsHoμHthγHisomγrsHoμHoâ��t[â��STH
oâ��tâ��SH₄nαHoâ��tâ��SH₄nαHthγirHμorm₄tionHp₄thsHμromH₄−γtylγnγH₄nαHitsHμr₄gmγntsVHPhysicalhChemistryh
ChemicalhPhysicsTH2015THYbTHYc_dUad

3.6 17

85 }hotosynthγsisH₄nαHphotoUst₄₆ilityHoμHnu−lγi−H₄−iαsHinHprγ₆ioti−Hγxtr₄tγrrγstri₄lHγnvironmγntsVH
TopicshinhCurrenthChemistryTH2015TH]_aTHY[]Ua^ 17

84 ”hγHvi₆r₄tion₄lHμrγquγn−iγsHoμHαiμluoroγthynγVHJournalhofhChemicalhPhysicsTH1992THdbTH]^dcU]^dd 3.9 17

83 ”hγHstru−turγsTH₆inαingHγnγrgiγsH₄nαHvi₆r₄tion₄lHμrγquγn−iγsHoμHo₄]H₄nαHo₄^Hâ��HmnH₄ppli−₄tionHoμH
thγHoo“pP”QHmγthoαVHTheoreticahChimicahActaTH1992THc]THYa_UYb_ 17

82 oomp₄risonHoμHsinglγH₄nαHαou₆lγHγx−it₄tionH−ouplγαH−lustγrH₄nαH−onμigur₄tionHintγr₄−tionHthγoriγseH
αγtγrmin₄tionHoμHstru−turγH₄nαHγquili₆riumHpropγrtiγVHChemicalhPhysicshLettersTH1987THY]dTHY]^UY]d 2.5 17

81 yγ−h₄nismsHμorHthγHμorm₄tionHoμHthyminγHunαγrH₄strophysi−₄lH−onαitionsH₄nαHimpli−₄tionsHμorHthγH
originHoμHliμγVHJournalhofhChemicalhPhysicsTH2016THY^^THY^^]Xc 3.9 17

80
tighlyU₄−−ur₄tγHqu₄rti−Hμor−γHμiγlαsHμorHthγHprγαi−tionHoμH₄nh₄rmoni−Hrot₄tion₄lH−onst₄ntsH₄nαH
μunα₄mγnt₄lHvi₆r₄tion₄lHμrγquγn−iγsVHSpectrochimicahActahwhParthA:hMolecularhandhBiomolecularh
SpectroscopyTH2021TH[^cTHYYdYc^

4.4 17

TimothyyJyLee
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79 oommuni−₄tioneH”hγHμ₄ilurγHoμH−orrγl₄tionHtoHαγs−ri₆γH−₄r₆onh−₄r₆onH₆onαingHinHoutUoμUpl₄nγH
₆γnαsVHJournalhofhChemicalhPhysicsTH2017THY^bTH[[YYXY 3.9 16

78 Q–mz”–yHotqyuomxH’{—un’m”u{zmxHpm”mHr{’H”tqHuz”q’“”qxxm’Hpq”qo”u{zH{r−Uo]tâ��VH
AstrophysicalhJournalTH2014THbdaTHY]d 4.7 16

77 uniti₄tingHmolγ−ul₄rHgrowthHinHthγHintγrstγll₄rHmγαiumHvi₄Hαimγri−H−omplγxγsHoμHo₆sγrvγαHionsH₄nαH
molγ−ulγsVHAstronomyhandhAstrophysicsTH2011TH_]_THmb^ 5.1 16

76 runα₄mγnt₄lHvi₆r₄tion₄lHμrγquγn−iγsH₄nαHspγ−tros−opi−H−onst₄ntsHoμH−isUH₄nαHtr₄nsUt{o“THt“o{TH
₄nαHisotopologuγsHvi₄Hqu₄rti−Hμor−γHμiγlαsVHJournalhofhPhysicalhChemistryhBTH2014THYYcTHa^dcU_YX 3.4 15

75 “uzsxqH’qrq’qzoqHo{–}xqpHox–“”q’HmzpH}q’”–’nm”u{zH”tq{’uq“H{rHqxqo”’{zuoH
q²ou”m”u{zHqzq’suq“VHRecenthAdvanceshinhComputationalTH1997TH[[YU[_] 15

74 m−−ur₄tγHspγ−tros−opi−H−h₄r₄−tγriz₄tionHoμHY[oY^zâ��THY]oY^zâ��TH₄nαHY[oY_zâ��VHSpectrochimicahActahwh
ParthA:hMolecularhandhBiomolecularhSpectroscopyTH1999TH__THb]dUb^b 4.4 15

73 m₆HinitioHstuαyHoμHthγHst₄₆ilityH₄nαHvi₆r₄tion₄lHspγ−tr₄HoμHplum₆₄nγTHmγthylplum₆₄nγTH₄nαH
homologousH−ompounαsVHThehJournalhofhPhysicalhChemistryTH1993THdbTH^]cYU^]c_ 15

72 ’₄αi₄tivγHαγ−₄yHliμγtimγsHoμHotâ��[VHJournalhofhChemicalhPhysicsTH1987THcaTH]cXbU]cY_ 3.9 15

71 ”hγHmolγ−ul₄rHstru−turγsH₄nαHγnγrgγti−sHoμH·b]p₄r₄−y−loph₄nγH₄nαH·c]p₄r₄−y−loph₄nγVH₄nH
invγstig₄tionHoμHthγH₆ounα₄riγsHoμH₄rom₄ti−ityVHChemicalhPhysicshLettersTH1988THY_XTHa]UbX 2.5 15

70 Qu₄ntumHohγmi−₄lH’ovi₆r₄tion₄lHmn₄lysisHoμHthγHt{“{H’₄αi−₄lVHJournalhofhPhysicalhChemistryhATH
2017THY[YTHcYXcUcYY^ 2.8 14

69 }hoto−hγmistryH₄nαHphotophysi−sHoμHnU₆ut₄n₄lTH]Umγthyl₆ut₄n₄lTH₄nαH]T]Uαimγthyl₆ut₄n₄leH
γxpγrimγnt₄lH₄nαHthγorγti−₄lHstuαyVHJournalhofhPhysicalhChemistryhATH2012THYYaTH_c]XUd 2.8 14

68 ”hγorγti−₄lHstuαyHoμH²{z{[HP²hnrTH{nrTH{[nrQeHumpli−₄tionsHμorHstr₄tosphγri−H₆rominγH−hγmistryVH
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