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n Paper IF Citations

344 rasisXsetKconvergenceKofKcorrelatedKcalculationsKonKwaterZKJournaliofiChemicaliPhysicsWK1997WKa]fWKifciXifdf3.9 1932

343 rasisXsetKconvergenceKinKcorrelatedKcalculationsKonK”eWK”bWKandKxb–ZKChemicaliPhysicsiLettersWK1998WK
bhfWKbdcXbeb 2.5 1786

342 K2000WK 1575

341 qbKynitioK“ethodsKforKtheKsalculationKofK”“·KöhieldingKandKyndirectKöpinminusKsignöpinKsouplingK
sonstantsZKChemicaliReviewsWK1999WKiiWKbicXceb 68.1 1191

340 uxcitationKenergiesKinKdensityKfunctionalKtheoryjKanKevaluationKandKaKdiagnosticKtestZKJournaliofi
ChemicaliPhysicsWK2008WKabhWK]ddaah 3.9 1066

339 øheKtaltonKquantumKchemistryKprogramKsystemZKWileyiInterdisciplinaryiReviews:iComputationali
MoleculariScienceWK2014WKdWKbfiXbhd 7.9 956

338 rasisXsetKconvergenceKofKtheKenergyKinKmolecularKxartreeâ��vockKcalculationsZKChemicaliPhysicsi
LettersWK1999WKc]bWKdcgXddf 2.5 535

337 uxcitationKenergiesKfromKtheKcoupledKclusterKsinglesKandKdoublesKlinearKresponseKfunctionK
Sssöt’·TZKqpplicationsKtoKreWKsxVWKs–WKandKxb–ZKJournaliofiChemicaliPhysicsWK1990WKicWKccdeXcce] 3.9 491

336 ·ecentKadvancesKinKwaveKfunctionXbasedKmethodsKofKmolecularXpropertyKcalculationsZKChemicali
ReviewsWK2012WKaabWKedcXfca 68.1 453

335 qssessmentKofKaKsoulombXattenuatedKexchangeXcorrelationKenergyKfunctionalZKPhysicaliChemistryi
ChemicaliPhysicsWK2006WKhWKeehXfb 3.6 418

334 øheKsscKmodeljKqnKiterativeKcoupledKclusterKapproachKincludingKconnectedKtriplesZKJournaliofi
ChemicaliPhysicsWK1997WKa]fWKah]hXahah 3.9 362

333 tensityXfunctionalKtheoryKofKlinearKandKnonlinearKtimeXdependentKmolecularKpropertiesZKJournaliofi
ChemicaliPhysicsWK2002WKaagWKifc]Xifde 3.9 338

332 rasisKsetKconvergenceKofKtheKinteractionKenergyKofKhydrogenXbondedKcomplexesZKJournaliofi
ChemicaliPhysicsWK1999WKaaaWKiaegXiafg 3.9 333

331 øheKaccurateKdeterminationKofKmolecularKequilibriumKstructuresZKJournaliofiChemicaliPhysicsWK2001WK
aadWKfedhXfeef 3.9 322

330 øheKpredictionKofKmolecularKequilibriumKstructuresKbyKtheKstandardKelectronicKwaveKfunctionsZK
JournaliofiChemicaliPhysicsWK1997WKa]fWKfdc]Xfdd] 3.9 310

329
qnalyticalKcalculationKofKnuclearKmagneticKresonanceKindirectKspinâ��spinKcouplingKconstantsKatKtheK
generalizedKgradientKapproximationKandKhybridKlevelsKofKdensityXfunctionalKtheoryZKJournaliofi
ChemicaliPhysicsWK2000WKaacWKid]bXid]i

3.9 309

328 qnKelectronicKxamiltonianKforKoriginKindependentKcalculationsKofKmagneticKpropertiesZKJournaliofi
ChemicaliPhysicsWK1991WKieWKbeieXbf]a 3.9 292
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327
yntegrationKofKtheKclassicalKequationsKofKmotionKonKabKinitioKmolecularKpotentialKenergyKsurfacesK
usingKgradientsKandKxessiansjKapplicationKtoKtranslationalKenergyKreleaseKuponKfragmentationZK
ChemicaliPhysicsiLettersWK1990WKagcWKadeXae]

2.5 236

326 øheKquantumXchemicalKcalculationKofK”“·KindirectKspinâ��spinKcouplingKconstantsZKProgressiiniNucleari
MagneticiResonanceiSpectroscopyWK2008WKecWKbdiXbfh 10.4 226

325 “olecularKequilibriumKstructuresKfromKexperimentalKrotationalKconstantsKandKcalculatedK
vibrationâ��rotationKinteractionKconstantsZKJournaliofiChemicaliPhysicsWK2002WKaafWKfdhbXfdif 3.9 222

324 soupledKclusterKenergyKderivativesZKqnalyticKxessianKforKtheKclosedXshellKcoupledKclusterKsinglesKandK
doublesKwaveKfunctionjKøheoryKandKapplicationsZKJournaliofiChemicaliPhysicsWK1990WKibWKdibdXdid] 3.9 214

323 qccuracyKofKatomizationKenergiesKandKreactionKenthalpiesKinKstandardKandKextrapolatedKelectronicK
waveKfunction[basisKsetKcalculationsZKJournaliofiChemicaliPhysicsWK2000WKaabWKibbiXibdb 3.9 208

322 “ulticonfigurationalKselfXconsistentKfieldKcalculationsKofKnuclearKshieldingsKusingK’ondonKatomicK
orbitalsZKJournaliofiChemicaliPhysicsWK1994WKa]]WKhaghXhahe 3.9 208

321 −ibrationalK·amanKopticalKactivityKcalculationsKusingK’ondonKatomicKorbitalsZKFaradayiDiscussionsWK
1994WKiiWKafeXah] 3.6 206

320 xighlyKaccurateKcalculationsKofKmolecularKelectronicKstructureZKJournaliofiPhysicsiB:iAtomicyi
MoleculariandiOpticaliPhysicsWK1999WKcbWK·a]cX·ac] 1.3 200

319 qKprioriKcalculationKofKmolecularKpropertiesKtoKchemicalKaccuracyZKJournaliofiPhysicaliOrganici
ChemistryWK2004WKagWKiacXicc 2.1 194

318 qKmulticonfigurationalKselfXconsistentKreactionXfieldKmethodZKJournaliofiChemicaliPhysicsWK1988WKhiWKc]hfXc]ie3.9 191

317 —erturbationXdependentKatomicKorbitalsKforKtheKcalculationKofKspinXrotationKconstantsKandK
rotationalKgKtensorsZKJournaliofiChemicaliPhysicsWK1996WKa]eWKbh]dXbhab 3.9 182

316 QuantitativeKquantumKchemistryZKMoleculariPhysicsWK2008WKa]fWKba]gXbadc 1.7 179

315 –pticalKrotationKstudiedKbyKdensityXfunctionalKandKcoupledXclusterKmethodsZKChemicaliPhysicsi
LettersWK2002WKcebWKeccXeci 2.5 179

314 yntegralXdirectKcoupledKclusterKcalculationsKofKfrequencyXdependentKpolarizabilitiesWKtransitionK
probabilitiesKandKexcitedXstateKpropertiesZKJournaliofiChemicaliPhysicsWK1998WKa]hWKbh]aXbhaf 3.9 178

313 “o[llerâ��—lessetKenergyKderivativesZKJournaliofiChemicaliPhysicsWK1988WKhiWKaef]Xaeg] 3.9 176

312 waugeXoriginKindependentKmulticonfigurationalKselfXconsistentXfieldKtheoryKforKvibrationalKcircularK
dichroismZKJournaliofiChemicaliPhysicsWK1993WKihWKhhgcXhhhg 3.9 174

311 xartreeâ��vockKlimitKmagnetizabilitiesKfromK’ondonKorbitalsZKJournaliofiChemicaliPhysicsWK1993WKiiWKchdgXchei3.9 174

310 qKsystematicKabKinitioKstudyKofKtheKwaterKdimerKinKhierarchiesKofKbasisKsetsKandKcorrelationKmodelsZK
TheoreticaliChemistryiAccountsWK1997WKigWKae]Xaeg 1.9 173
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309 ’argeXscaleKcalculationsKofKexcitationKenergiesKinKcoupledKclusterKtheoryjKøheKsingletKexcitedKstatesK
ofKbenzeneZKJournaliofiChemicaliPhysicsWK1996WKa]eWKfibaXfici 3.9 173

308 sonfigurationXinteractionKenergyKderivativesKinKaKfullyKvariationalKformulationZKTheoreticaiChimicai
ActaWK1989WKgeWKaaaXabg 168

307 rasisXsetKdependenceKofKnuclearKspinXspinKcouplingKconstantsZKTheoreticaliChemistryiAccountsWK1998WK
iiWKageXahb 1.9 165

306 —olarizationKconsistentKbasisKsetsZK−ZKøheKelementsKöiXslZKJournaliofiChemicaliPhysicsWK2004WKabaWKcdfcXg] 3.9 164

305 —rinciplesKofKdirectKdXcomponentKrelativisticKösvjKapplicationKtoKcaesiumKaurideZKMoleculariPhysicsWK
1997WKiaWKicgXie] 1.7 152

304 waugeX–riginKyndependentKtensityXvunctionalKøheoryKsalculationsKofK−ibrationalK·amanK–pticalK
qctivityZKJournaliofiPhysicaliChemistryiAWK2002WKa]fWKgddhXgdee 2.8 152

303 qnalyticalKsalculationKofKweometricalKterivativesKinK“olecularKulectronicKötructureKøheoryZK
AdvancesiiniQuantumiChemistryWK1988WKaiWKahcXbde 1.4 150

302 øheKintegralXdirectKcoupledKclusterKsinglesKandKdoublesKmodelZKJournaliofiChemicaliPhysicsWK1996WK
a]dWKdaegXdafe 3.9 146

301 −ibrationalKcorrectionsKtoKindirectKnuclearKspinâ��spinKcouplingKconstantsKcalculatedKbyK
densityXfunctionalKtheoryZKJournaliofiChemicaliPhysicsWK2003WKaahWKiegbXieha 3.9 144

300 øransitionXstateKoptimizationsKbyKtrustXregionKimageKminimizationZKChemicaliPhysicsiLettersWK1991WK
ahbWKe]cXea] 2.5 142

299 yndirectKnuclearKspinâ��spinKcouplingKconstantsKfromKmulticonfigurationKlinearKresponseKtheoryZK
JournaliofiChemicaliPhysicsWK1992WKifWKfab]Xfabe 3.9 142

298 “ulticonfigurationalKquadraticKresponseKfunctionsKforKsingletKandKtripletKperturbationsjKøheK
phosphorescenceKlifetimeKofKformaldehydeZKJournaliofiChemicaliPhysicsWK1992WKigWKiaghXiahg 3.9 139

297 øheKequilibriumKstructureKofKferroceneZKChemPhysChemWK2006WKgWKbdeXi 3.2 135

296 vourXcomponentKrelativisticK‘ohnXöhamKtheoryZKJournaliofiComputationaliChemistryWK2002WKbcWKhadXbc 3.5 130

295 tynamicsKofKtheKreactionKsxb–xVKZfwdarwZKsx–VKVKxbZKøranslationalKenergyKreleaseKfromKabKinitioK
trajectoryKcalculationsZKJournaliofitheiAmericaniChemicaliSocietyWK1992WKaadWKdbfeXdbfh 16.4 130

294 renchmarkingKtwoXphotonKabsorptionKwithKsscKquadraticKresponseKtheoryWKandKcomparisonKwithK
densityXfunctionalKresponseKtheoryZKJournaliofiChemicaliPhysicsWK2006WKabdWK]edcbb 3.9 125

293 ötructuralKandKelectronicKpropertiesKofKpolyacetyleneKandKpolyyneKfromKhybridKandK
soulombXattenuatedKdensityKfunctionalsZKJournaliofiPhysicaliChemistryiAWK2007WKaaaWKaaic]Xe 2.8 124

292 salculationsKofKtwoXphotonKabsorptionKcrossKsectionsKbyKmeansKofKdensityXfunctionalKtheoryZK
ChemicaliPhysicsiLettersWK2003WKcgdWKddfXdeb 2.5 121
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291 renchmarkingKdensityXfunctionalKtheoryKcalculationsKofK”“·KshieldingKconstantsKandKspinXrotationK
constantsKusingKaccurateKcoupledXclusterKcalculationsZKJournaliofiChemicaliPhysicsWK2013WKachWK]bdaaa 3.9 119

290 tensityKfunctionalKtheoryKcalculationKofKelectronicKcircularKdichroismKusingK’ondonKorbitalsZK
ChemicaliPhysicsiLettersWK2004WKchhWKaa]Xaai 2.5 119

289 virstXorderKoneXelectronKpropertiesKinKtheKintegralXdirectKcoupledKclusterKsinglesKandKdoublesK
modelZKJournaliofiChemicaliPhysicsWK1997WKa]gWKhdiXhff 3.9 117

288 qKdirectKatomicKorbitalKdrivenKimplementationKofKtheKcoupledKclusterKsinglesKandKdoublesKSssötTK
modelZKChemicaliPhysicsiLettersWK1994WKbbhWKbccXbch 2.5 115

287 øheKaccuracyKofKabKinitioKmolecularKgeometriesKforKsystemsKcontainingKsecondXrowKatomsZKJournali
ofiChemicaliPhysicsWK2005WKabcWKahda]g 3.9 113

286
soupledXclusterKconnectedKquadruplesKandKquintuplesKcorrectionsKtoKtheKharmonicKvibrationalK
frequenciesKandKequilibriumKbondKdistancesKofKxvWK”SbTWKvSbTWKandKs–ZKJournaliofiChemicaliPhysicsWK
2004WKabaWKehgdXhd

3.9 110

285 ·ovibrationalKeffectsWKtemperatureKdependenceWKandKisotopeKeffectsKonKtheKnuclearKshieldingK
tensorsKofKwaterjKqKnewKag–KabsoluteKshieldingKscaleZKJournaliofiChemicaliPhysicsWK1998WKa]iWKhchhXhcig 3.9 107

284 “olecularKxessiansKforKlargeXscaleK“sösvKwaveKfunctionsZKJournaliofiChemicaliPhysicsWK1986WKhdWKfbffXfbgi3.9 106

283 rasisXsetKconvergenceKofKtheKmolecularKelectricKdipoleKmomentZKJournaliofiChemicaliPhysicsWK1999WK
aaaWKddbdXddc] 3.9 102

282 sonformationalKuffectsKonKtheK–pticalK·otationKofKqlanineKandK—rolineZKJournaliofiPhysicali
ChemistryiAWK2004WKa]hWKdbfiXdbgf 2.8 101

281 salculationsKofKtwoXphotonKchargeXtransferKexcitationsKusingKsoulombXattenuatedK
densityXfunctionalKtheoryZKJournaliofiChemicaliPhysicsWK2005WKabcWKahda]h 3.9 97

280 tensityXfunctionalXtheoryKstudyKofKtheKelectricXfieldXinducedKsecondKharmonicKgenerationKSuvyöxwTK
ofKpushâ��pullKphenylpolyenesKinKsolutionZKChemicaliPhysicsiLettersWK2006WKdbeWKbfgXbgb 2.5 96

279 qKparamagneticKbondingKmechanismKforKdiatomicsKinKstrongKmagneticKfieldsZKScienceWK2012WKccgWKcbgXca 33.3 94

278 ”uclearKshieldingKconstantsKbyKdensityKfunctionalKtheoryKwithKgaugeKincludingKatomicKorbitalsZK
JournaliofiChemicaliPhysicsWK2000WKaacWKbihcXbihi 3.9 93

277 øheKmolecularKstructureKofKferroceneZKJournaliofiChemicaliPhysicsWK1996WKa]dWKiebhXiec] 3.9 92

276 øheKefficientKoptimizationKofKmolecularKgeometriesKusingKredundantKinternalKcoordinatesZKJournali
ofiChemicaliPhysicsWK2002WKaagWKiaf]Xiagd 3.9 88

275
tirectKatomicKorbitalKbasedKselfXconsistentXfieldKcalculationsKofKnonlinearKmolecularKpropertiesZK
qpplicationKtoKtheKfrequencyKdependentKhyperpolarizabilityKofKparaXnitroanilineZKJournaliofi
ChemicaliPhysicsWK1993WKihWKfdagXfdbc

3.9 87

274 öpinâ��orbitKcouplingKconstantsKinKaKmulticonfigurationKlinearKresponseKapproachZKJournaliofiChemicali
PhysicsWK1992WKifWKbaahXbabf 3.9 86

(1992-2013)
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273 qKnumericallyKstableKprocedureKforKcalculatingK“ˆ‚llerX—lessetKenergyKderivativesWKderivedKusingKtheK
theoryKofK’agrangiansZKTheoreticaiChimicaiActaWK1989WKgfWKbbgXbde 85

272 ’inearXscalingKimplementationKofKmolecularKresponseKtheoryKinKselfXconsistentKfieldK
electronicXstructureKtheoryZKJournaliofiChemicaliPhysicsWK2007WKabfWKaeda]h 3.9 83

271
ulectricKfieldKdependenceKofKmagneticKpropertiesjK“ulticonfigurationalKselfXconsistentKfieldK
calculationsKofKhypermagnetizabilitiesKandKnuclearKshieldingKpolarizabilitiesKofK”bWKsbxbWKxs”WKandK
xb–ZKJournaliofiChemicaliPhysicsWK1995WKa]bWKhiecXhiff

3.9 83

270 “ultipleKbasisKsetsKinKcalculationsKofKtriplesKcorrectionsKinKcoupledXclusterKtheoryZKTheoreticali
ChemistryiAccountsWK1997WKigWKafdXagf 1.9 79

269 ”onperturbativeKabKinitioKcalculationsKinKstrongKmagneticKfieldsKusingK’ondonKorbitalsZKJournaliofi
ChemicaliPhysicsWK2008WKabiWKaedaad 3.9 79

268 wyq–KshieldingKconstantsKandKindirectKspinâ��spinKcouplingKconstantsjKperformanceKofKdensityK
functionalKmethodsZKChemicaliPhysicsiLettersWK2004WKciaWKcgdXcgi 2.5 78

267 qccurateKcalculationKandKmodelingKofKtheKadiabaticKconnectionKinKdensityKfunctionalKtheoryZKJournali
ofiChemicaliPhysicsWK2010WKacbWKafdaae 3.9 77

266 qKsecondXquantizationKapproachKtoKtheKanalyticalKevaluationKofKresponseKpropertiesKforK
perturbationXdependentKbasisKsetsZKInternationaliJournaliofiQuantumiChemistryWK1984WKbfWKbgeXbia 2.1 77

265 tensityKfunctionalKtheoryKofKnonlinearKtripletKresponseKpropertiesKwithKapplicationsKtoK
phosphorescenceZKJournaliofiChemicaliPhysicsWK2003WKaaiWKaa]bdXaa]cd 3.9 76

264 qbKinitioZKTheoreticaiChimicaiActaWK1995WKi]WKdda 74

263 tensityXfunctionalKtheoryKcalculationsKofKopticalKrotatoryKdispersionKinKtheKnonresonantKandK
resonantKfrequencyKregionsZKJournaliofiChemicaliPhysicsWK2004WKab]WKe]bgXce 3.9 72

262 −ariationalKandKrobustKdensityKfittingKofKfourXcenterKtwoXelectronKintegralsKinKlocalKmetricsZKJournali
ofiChemicaliPhysicsWK2008WKabiWKa]da]a 3.9 71

261 ’inearXscalingKimplementationKofKmolecularKelectronicKselfXconsistentKfieldKtheoryZKJournaliofi
ChemicaliPhysicsWK2007WKabfWKaadaa] 3.9 71

260 qutomatedKcalculationKofKfundamentalKfrequenciesjKqpplicationKtoKqlxcKusingKtheKcoupledXclusterK
singlesXandXdoublesKwithKperturbativeKtriplesKmethodZKJournaliofiChemicaliPhysicsWK2003WKaaiWKaieaXaif]3.9 71

259 tivergenceKinK“ˆ‚llerâ��—lessetKtheoryjKqKsimpleKexplanationKbasedKonKaKtwoXstateKmodelZKJournaliofi
ChemicaliPhysicsWK2000WKaabWKigcfXigdh 3.9 71

258 qccurateKmagnetizabilitiesKofKtheKisoelectronicKseriesKrexâ��WKrxWKandKsxVZKøheK“sösvXwyq–K
approachZKChemicaliPhysicsWK1995WKaieWKaegXafi 2.3 70

257 ulectronKcorrelationjKtheKmanyXbodyKproblemKatKtheKheartKofKchemistryZKJournaliofiComputationali
ChemistryWK2007WKbhWKac]gXb] 3.5 69

256 qKcomparisonKofKdensityXfunctionalXtheoryKandKcoupledXclusterKfrequencyXdependentK
polarizabilitiesKandKhyperpolarizabilitiesZKMoleculariPhysicsWK2005WKa]cWKdciXde] 1.7 69
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255 qccuracyKofKspectroscopicKconstantsKofKdiatomicKmoleculesKfromKabKinitioKcalculationsZKJournaliofi
ChemicaliPhysicsWK2003WKaahWKbeci 3.9 69

254 ssötøKcalculationsKofKmolecularKequilibriumKgeometriesZKChemicaliPhysicsiLettersWK1997WKbgdWKbceXbda 2.5 68

253
øheK“olecularKötructuresKofKtimethylXWKtiethylXKandKtipropylzincKteterminedKbyKwasK—haseKulectronK
tiffractionZK”ormalKsoordinateKqnalysisKandKabKinitioK“olecularK–rbitalKsalculationsKonK
timethylzincZZKActaiChemicaiScandinavicaWK1982WKcfaWKaeiXaff

67

252 ’inearKresponseKatKtheKdXcomponentKrelativisticKdensityXfunctionalKleveljKapplicationKtoKtheK
frequencyXdependentKdipoleKpolarizabilityKofKxgWKquxKandK—txbZKChemicaliPhysicsWK2005WKcaaWKahgXb]a 2.3 66

251 öpinâ��spinKcouplingKtensorsKbyKdensityXfunctionalKlinearKresponseKtheoryZKJournaliofiChemicaliPhysics
WK2002WKaagWKeiihXf]]i 3.9 66

250
øheKperformanceKofKhybridKdensityKfunctionalKtheoryKforKtheKcalculationKofKindirectKnuclearK
spinXspinKcouplingKconstantsKinKsubstitutedKhydrocarbonsZKMagneticiResonanceiiniChemistryWK2004WK
dbKöpecKnoWKöaagXbg

2.1 65

249 soupledXclusterKconnectedXquadruplesKcorrectionsKtoKatomizationKenergiesZKChemicaliPhysicsi
LettersWK2003WKcgaWKfbXfg 2.5 65

248 tirectKoptimizationKofKtheKq–KdensityKmatrixKinKxartreeâ��vockKandK‘ohnâ��öhamKtheoriesZKChemicali
PhysicsiLettersWK2000WKcbgWKcigXd]c 2.5 65

247 ulectricKandKmagneticKpropertiesKofKfullerenesZKJournaliofiChemicaliPhysicsWK1998WKa]iWKegbXegg 3.9 65

246 –rbitalKconnectionsKforKperturbationXdependentKbasisKsetsZKTheoreticaiChimicaiActaWK1995WKi]WKdbaXdci 65

245 qKgradientKextremalKwalkingKalgorithmZKTheoreticaiChimicaiActaWK1988WKgcWKeeXfe 65

244 waussianKbasisKsetsKforKhighXqualityKabKinitioKcalculationsZKTheiJournaliofiPhysicaliChemistryWK1988WK
ibWKc]biXc]cc 65

243 øheKaccuracyKofKmolecularKdipoleKmomentsKinKstandardKelectronicKstructureKcalculationsZKChemicali
PhysicsiLettersWK2000WKcaiWKefcXefh 2.5 63

242 “agnetizabilityKofKxydrocarbonsZKJournaliofitheiAmericaniChemicaliSocietyWK1994WKaafWKa]aceXa]ad] 16.4 63

241 sharacterizationKofKdihydrogenXbondedKtâ��xoxâ��qKcomplexesKonKtheKbasisKofKinfraredKandKmagneticK
resonanceKspectroscopicKparametersZKJournaliofiChemicaliPhysicsWK2003WKaaiWKe]idXea]d 3.9 62

240 wroundXstateKpotentialKenergyKsurfaceKofKdiazeneZKJournaliofitheiAmericaniChemicaliSocietyWK1987WK
a]iWKbhieXbi]a 16.4 61

239 øheKcalculationKofKadiabaticXconnectionKcurvesKfromKfullKconfigurationXinteractionKdensitiesjK
twoXelectronKsystemsZKJournaliofiChemicaliPhysicsWK2009WKac]WKa]daaa 3.9 59

238 øheKtrustXregionKselfXconsistentKfieldKmethodjKtowardsKaKblackXboxKoptimizationKinKxartreeXvockK
andK‘ohnXöhamKtheoriesZKJournaliofiChemicaliPhysicsWK2004WKabaWKafXbg 3.9 59

(2004-2003)
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237 “odelsKofKfragmentationsKinducedKbyKelectronKattachmentKtoKprotonatedKpeptidesZKEuropeani
JournaliofiMassiSpectrometryWK2004WKa]WKfbeXch 1.1 56

236 øheKabKinitioKcalculationKofKmolecularKelectricWKmagneticKandKgeometricKpropertiesZKPhysicali
ChemistryiChemicaliPhysicsWK2011WKacWKbfbgXea 3.6 55

235 øheK”“·KindirectKnuclearKspinâ��spinKcouplingKconstantsKforKsomeKsmallKrigidKhydrocarbonsjK
molecularKequilibriumKvaluesKandKvibrationalKcorrectionsZKChemicaliPhysicsWK2004WKbifWKecXfb 2.3 55

234 waugeXoriginKindependentKmagnetoXopticalKactivityKwithinKcoupledKclusterKresponseKtheoryZKJournali
ofiChemicaliPhysicsWK2000WKaacWKcefaXcegb 3.9 55

233 öolventKeffectsKonKnuclearKshieldingsKandKspinâ��spinKcouplingsKofKhydrogenKselenideZKJournaliofi
ChemicaliPhysicsWK1998WKa]hWKbebhXbecg 3.9 55

232 qK’agrangianWKintegralXdensityKdirectKformulationKandKimplementationKofKtheKanalyticKssötKandK
ssötSøTKgradientsZKJournaliofiChemicaliPhysicsWK2003WKaahWKbiheXbiih 3.9 54

231 soupledXclusterKsinglesWKdoublesKandKtriplesKSssötøTKcalculationsKofKatomizationKenergiesZKChemicali
PhysicsiLettersWK2000WKcagWKaafXabb 2.5 54

230 xartreeâ��vockKandK‘ohnâ��öhamKatomicXorbitalKbasedKtimeXdependentKresponseKtheoryZKJournaliofi
ChemicaliPhysicsWK2000WKaacWKhi]hXhiag 3.9 54

229 ·ovibrationallyKaveragedKmagnetizabilityWKrotationalKgKfactorWKandKindirectKspinâ��spinKcouplingKofKtheK
hydrogenKfluorideKmoleculeZKJournaliofiChemicaliPhysicsWK1999WKaa]WKidfcXidfh 3.9 54

228 “agnetizabilityKandKnuclearKshieldingKconstantsKofKsolvatedKwaterZKChemicaliPhysicsiLettersWK1996WK
becWKddcXddg 2.5 54

227 ”onXperturbativeKmagneticKphenomenaKinKclosedXshellKparamagneticKmoleculesZKPhysicaliChemistryi
ChemicaliPhysicsWK2009WKaaWKedhiXih 3.6 53

226 qKmultipoleKreactionXfieldKmodelKforKgaugeXoriginKindependentKmagneticKpropertiesKofKsolvatedK
moleculesZKJournaliofiChemicaliPhysicsWK1997WKa]fWKaag]Xaah] 3.9 53

225 shoiceKofKexchangeXcorrelationKfunctionalKforKcomputingK”“·KindirectKspinâ��spinKcouplingK
constantsZKChemicaliPhysicsiLettersWK2006WKdbeWKafcXaff 2.5 53

224 qttractiveKelectronXelectronKinteractionsKwithinKrobustKlocalKfittingKapproximationsZKJournaliofi
ComputationaliChemistryWK2013WKcdWKadhfXif 3.5 52

223 yntegralKdirectKcalculationKofKssbKexcitationKenergiesjKsingletKexcitedKstatesKofKbenzeneZKChemicali
PhysicsiLettersWK1996WKbfcWKec]Xeci 2.5 51

222 soupledXclusterKtheoryKforKatomsKandKmoleculesKinKstrongKmagneticKfieldsZKJournaliofiChemicali
PhysicsWK2015WKadcWK]gdaa] 3.9 50

221 ’inearXscalingKformationKofK‘ohnXöhamKxamiltonianjKapplicationKtoKtheKcalculationKofKexcitationK
energiesKandKpolarizabilitiesKofKlargeKmolecularKsystemsZKJournaliofiChemicaliPhysicsWK2004WKabaWKbiaeXca 3.9 49

220 renchmarkingKdensityXfunctionalXtheoryKcalculationsKofKrotationalKgKtensorsKandKmagnetizabilitiesK
usingKaccurateKcoupledXclusterKcalculationsZKJournaliofiChemicaliPhysicsWK2009WKacaWKadda]d 3.9 47
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219 qtomicKshargesKofKtheKγaterK“oleculeKandKtheKγaterKtimerZKJournaliofiPhysicaliChemistryiAWK1998WK
a]bWKgfhfXgfia 2.8 47

218 wq˙ööyq”KrqöyöKöuøöKq”tK“–’us˙’q·Ky”øuw·q’öZKAdvancediSeriesiiniPhysicaliChemistryWK1995WKgbeXhef 47

217 vrequencyXdependentKpolarizabilitiesKofK–bKandKvanKderKγaalsKcoefficientsKofKdimersKcontainingK
–bZKJournaliofiChemicaliPhysicsWK1994WKa]]WKabigXac]b 3.9 46

216 öpinKpolarizationKinKrestrictedKelectronicKstructureKtheoryjK“ulticonfigurationKselfXconsistentXfieldK
calculationsKofKhyperfineKcouplingKconstantsZKJournaliofiChemicaliPhysicsWK1992WKigWKcdabXcdai 3.9 46

215 “apsKofKcurrentKdensityKusingKdensityXfunctionalKmethodsZKJournaliofiChemicaliPhysicsWK2008WKabiWK]gda]a3.9 45

214 ufficientKparallelKimplementationKofKresponseKtheoryjKsalculationsKofKtheKsecondKhyperpolarizabilityK
ofKpolyacenesZKChemicaliPhysicsiLettersWK1996WKbecWKaXg 2.5 45

213 “ultiXelectronKintegralsZKWileyiInterdisciplinaryiReviews:iComputationaliMoleculariScienceWK2012WKbWKbi]Xc]c7.9 44

212 ”onXperturbativeKcalculationKofKmolecularKmagneticKpropertiesKwithinKcurrentXdensityKfunctionalK
theoryZKJournaliofiChemicaliPhysicsWK2014WKad]WK]cda]a 3.9 43

211 ynfluenceKofKexternalKforceKonKpropertiesKandKreactivityKofKdisulfideKbondsZKJournaliofiPhysicali
ChemistryiAWK2011WKaaeWKbc]hXae 2.8 43

210 øheKmagnetizabilityWKrotationalKgKtensorWKandKquadrupoleKmomentKofK—vcKrevisitedZKChemicaliPhysicsi
LettersWK1997WKbfdWKagXbc 2.5 42

209 “olecularKwaveKfunctionsKandKpropertiesKcalculatedKusingKfloatingKwaussianKorbitalsZKJournaliofi
ChemicaliPhysicsWK1988WKhiWKdhhiXdi]b 3.9 42

208 qnalyticalKcalculationKofK“sösvKdipoleXmomentKderivativesZKJournaliofiChemicaliPhysicsWK1986WKhdWKfbh]Xfbhd3.9 42

207 öpinKflippingKinKringXcoupledXclusterXdoublesKtheoryZKChemicaliPhysicsiLettersWK2011WKea]WKadgXaec 2.5 41

206 qssessmentKofKtheoreticalKmethodsKforKtheKdeterminationKofKtheKmechanochemicalKstrengthKofK
covalentKbondsZKMoleculariPhysicsWK2009WKa]gWKbecgXbedf 1.7 41

205 xartreeXvockKandK‘ohnXöhamKtimeXdependentKresponseKtheoryKinKaKsecondXquantizationK
atomicXorbitalKformalismKsuitableKforKlinearKscalingZKJournaliofiChemicaliPhysicsWK2008WKabiWK]eda]f 3.9 41

204 surrentKtensityKvunctionalKøheoryK˙singK“etaXweneralizedKwradientKuxchangeXsorrelationK
vunctionalsZKJournaliofiChemicaliTheoryiandiComputationWK2015WKaaWKdafiXha 6.4 40

203 öpinâ��spinKcouplingKconstantsKandKtripletKinstabilitiesKinK‘ohnâ��öhamKtheoryZKMoleculariPhysicsWK2010WK
a]hWKbegiXbei] 1.7 40

202 øheKeffectKofKcorrelationKonKmolecularKmagnetizabilitiesKandKrotationalKgKtensorsZKJournaliofi
ChemicaliPhysicsWK1997WKa]gWKa]eiiXa]f]f 3.9 40

(1997-1998)
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201
tensityXvunctionalKandKsoupledXslusterKöinglesXandXtoublesKsalculationsKofKtheK”uclearKöhieldingK
andKyndirectK”uclearKöpinXöpinKsouplingKsonstantsKofKoXrenzyneZKJournaliofiChemicaliTheoryiandi
ComputationWK2007WKcWKhfXid

6.4 40

200
öecondXorderK“ˆ‚llerâ��—lessetKperturbationKtheoryKwithKtermsKlinearKinKtheKinterelectronicK
coordinatesKandKexactKevaluationKofKthreeXelectronKintegralsZKTheoreticaliChemistryiAccountsWK2002WK
a]gWKagcXagi

1.9 40

199 salculationKofKweometricalKterivativesKinK“olecularKulectronicKötructureKøheoryZKNATOiASIiSeriesi
SeriesiB:iPhysicsWK1992WKcecXdba 40

198 qccurateKquantumXchemicalKcalculationsKusingKwaussianXtypeKgeminalKandKwaussianXtypeKorbitalK
basisKsetsjKapplicationsKtoKatomsKandKdiatomicsZKPhysicaliChemistryiChemicaliPhysicsWK2007WKiWKcaabXbf 3.6 39

197 —arityXviolatingKinteractionKinKxb–bKcalculatedKfromKdensityXfunctionalKtheoryZKChemicaliPhysicsi
LettersWK2002WKcedWKbgdXbhb 2.5 39

196 “sösvKcalculationsKofKhypermagnetizabilitiesKandKnuclearKshieldingKpolarizabilitiesKofKs–KandKsxdZK
MoleculariPhysicsWK1996WKhhWKicaXidg 1.7 39

195 øheKaugmentedK·oothaanXxallKmethodKforKoptimizingKxartreeXvockKandK‘ohnXöhamKdensityK
matricesZKJournaliofiChemicaliPhysicsWK2008WKabiWKabda]f 3.9 37

194 somputationKofKtwoXelectronKwaussianKintegralsKforKwaveKfunctionsKincludingKtheKcorrelationKfactorK
rabexpSâ��˛‡rabbTZKComputeriPhysicsiCommunicationsWK2002WKadiWKaXa] 4.2 37

193 øheKöpinâ��öpinKsouplingKsonstantsKinKuthaneWK“ethanolKandK“ethylaminejKqKsomparisonKofKtvøWK
“sösvKandKssötK·esultsZKInternationaliJournaliofiMoleculariSciencesWK2003WKdWKadcXaeg 6.3 37

192 shemicalKaccuracyKfromKâ��soulombKholeâ��KextrapolatedKmolecularKquantumXmechanicalKcalculationsZK
JournaliofiMoleculariStructureWK2001WKefgXefhWKcgeXchd 3.4 37

191 xigherKmolecularXdeformationKderivativesKofKtheKconfigurationXinteractionKenergyZKChemicaliPhysics
WK1984WKhfWKdacXdcb 2.3 37

190 ’inearXscalingKsymmetricKsquareXrootKdecompositionKofKtheKoverlapKmatrixZKJournaliofiChemicali
PhysicsWK2007WKabfWKabda]d 3.9 36

189 tirectKoptimizationKofKtheKatomicXorbitalKdensityKmatrixKusingKtheKconjugateXgradientKmethodKwithK
aKmultilevelKpreconditionerZKJournaliofiChemicaliPhysicsWK2001WKaaeWKifheXifig 3.9 36

188 øheKcalculationKofKindirectKnuclearKspinXspinKcouplingKconstantsKinKlargeKmoleculesZKChemistryi-iAi
EuropeaniJournalWK2004WKa]WKdfbgXci 4.8 35

187 rasisXsetKconvergenceKofKtheKtwoXelectronKtarwinKtermZKChemicaliPhysicsiLettersWK2000WKcaiWKbhgXbie 2.5 35

186 øheKnuclearKspinâ��spinKcouplingKinK”bKandKs–ZKChemicaliPhysicsiLettersWK1993WKb]iWKb]aXb]f 2.5 35

185 qnalyticKcubicKandKquarticKforceKfieldsKusingKdensityXfunctionalKtheoryZKJournaliofiChemicaliPhysicsWK
2014WKad]WK]cda]c 3.9 34

184 sommunicationjKqnalyticKgradientsKinKtheKrandomXphaseKapproximationZKJournaliofiChemicaliPhysics
WK2013WKaciWK]haa]a 3.9 34
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183 ymplementationKofKtheKincrementalKschemeKforKoneXelectronKfirstXorderKpropertiesKinK
coupledXclusterKtheoryZKJournaliofiChemicaliPhysicsWK2009WKacaWKaeda]b 3.9 34

182 shoiceKofKbasicKvariablesKinKcurrentXdensityXfunctionalKtheoryZKPhysicaliReviewiAWK2012WKhfWK 2.6 34

181 vractionalKulectronK’ossKinKqpproximateKtvøKandKxartreeXvockKøheoryZKJournaliofiChemicaliTheoryi
andiComputationWK2015WKaaWKebfbXh 6.4 33

180 ufficientKeliminationKofKresponseKparametersKinKmolecularKpropertyKcalculationsKforKvariationalKandK
nonvariationalKenergiesZKJournaliofiChemicaliPhysicsWK2008WKabiWKbada]c 3.9 33

179 qccurateKmolecularKgeometriesKofKtheKprotonatedKwaterKdimerZKPhysicaliChemistryiChemicaliPhysicsWK
2000WKbWKbbceXbbch 3.6 33

178 –nKtheKevaluationKofKderivativesKofKwaussianKintegralsZKTheoreticaiChimicaiActaWK1992WKhcWKaggXahc 33

177 weometricalKderivativesKandKmagneticKpropertiesKinKatomicXorbitalKdensityXbasedKxartreeâ��vockK
theoryZKJournaliofiChemicaliPhysicsWK2001WKaaeWKa]cdd 3.9 32

176 ”“·KöhieldingKøensorsKandKyndirectKöpinXöpinKsouplingKøensorsKinKxs”WKx”sWKsxcs”WKandKshc”sK
“oleculesZKJournaliofiMagneticiResonanceiSeriesiAWK1995WKaadWKbabXbah 32

175 ynterconversionKofKdiboraneKSdTKisomersZKJournaliofiChemicaliPhysicsWK1992WKigWKabaaXabaf 3.9 32

174 tifferentiableKbutKexactKformulationKofKdensityXfunctionalKtheoryZKJournaliofiChemicaliPhysicsWK2014
WKad]WKahqeah 3.9 31

173 qnalyticalKwyq–KandKhybridXbasisKintegralKderivativesjKapplicationKtoKgeometryKoptimizationKofK
moleculesKinKstrongKmagneticKfieldsZKPhysicaliChemistryiChemicaliPhysicsWK2012WKadWKidibXi 3.6 31

172 unergeticsKandKtynamicsKofKyntermolecularK—rotonXøransferK—rocessesZKbZKqbKynitioKtirectKtynamicsK
salculationsKofKtheK·eactionKxc–VVK”xcXnK”xdVVKxb–ZKTheiJournaliofiPhysicaliChemistryWK1996WKa]]WKaechhXaecib31

171 qKunifiedKschemeKforKtheKcalculationKofKdifferentiatedKandKundifferentiatedKmolecularKintegralsK
overKsolidXharmonicKwaussiansZKPhysicaliChemistryiChemicaliPhysicsWK2007WKiWKdggaXi 3.6 31

170 vrequencyKdependentKhyperpolarizabilitiesKofKpolyynesZKJournaliofiChemicaliPhysicsWK1993WKihWKgbbiXgbce3.9 31

169 qlternativeKseparationKofKexchangeKandKcorrelationKenergiesKinKmultiXconfigurationK
rangeXseparatedKdensityXfunctionalKtheoryZKJournaliofiChemicaliPhysicsWK2013WKaciWKacdaac 3.9 30

168 tirectKperturbationKtheoryKofKmagneticKpropertiesKandKrelativisticKcorrectionsKforKtheKpointKnuclearK
andKwaussianKnuclearKmodelsZKJournaliofiChemicaliPhysicsWK2001WKaaeWKgcefXgcfc 3.9 30

167 öolventKeffectsKonKtheK”“·KparametersKofKxböKandKxs”K1999WKb]WKabhaXabia 30

166 ·angeXdependentKadiabaticKconnectionsZKJournaliofiChemicaliPhysicsWK2010WKaccWKafdaab 3.9 29

(2010-2009)
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165 “agnetizabilitiesKandK”uclearKöhieldingKsonstantsKofKtheKvluoromethanesKinKtheKwasK—haseKandK
öolutionZKTheiJournaliofiPhysicaliChemistryWK1996WKa]]WKaiggaXaighb 29

164 sottonX“outonKeffectKandKshieldingKpolarizabilitiesKofKethylenejKqnK“sösvKstudyZKChemicaliPhysicsWK
1997WKbafWKecXff 2.3 29

163 ·andomXphaseKcalculationsKofKfrequencyXdependentKpolarizabilitiesKandKhyperpolarizabilitiesKofK
longKpolyeneKchainsZKPhysicaliReviewiBWK1995WKeaWKadidiXadieg 3.3 29

162 rasisKsetKconvergenceKandKcorrelationKeffectsKinKvibrationalKcircularKdichroismKcalculationsKusingK
’ondonKatomicKorbitalsZKFaradayiDiscussionsWK1994WKiiWKabaXabi 3.6 29

161 uxtrapolationKtoKtheKlimitKofKaKcompleteKbasisKsetKforKelectronicKstructureKcalculationsKonKtheK”bK
moleculeZKTheoreticaliChemistryiAccountsWK1998WKiiWKbfeXbga 1.9 28

160 øheKtrustXregionKselfXconsistentKfieldKmethodKinK‘ohnXöhamKdensityXfunctionalKtheoryZKJournaliofi
ChemicaliPhysicsWK2005WKabcWK]gda]c 3.9 28

159 “sösvKcalculationsKofK−erdetKconstantsZKChemicaliPhysicsiLettersWK1994WKbbbWKbfcXbff 2.5 28

158 rasisKsetKconvergenceKofKatomicKaxialKtensorsKobtainedKfromKselfXconsistentKfieldKcalculationsKusingK
’ondonKatomicKorbitalsZKJournaliofiChemicaliPhysicsWK1994WKa]]WKffb]Xffbg 3.9 28

157 ’argeKscaleKrandomKphaseKcalculationsKforKdirectKselfXconsistentKfieldKwavefunctionsZKChemicali
PhysicsWK1993WKagbWKacXb] 2.3 28

156 öystematicKdeterminationKofK“sösvKequilibriumKandKtransitionKstructuresKandKreactionKpathsZK
JournaliofiChemicaliPhysicsWK1986WKheWKciagXcibi 3.9 28

155 qbKinitioKcalculationKofKtheK”“·KshieldingKandKindirectKspinXspinKcouplingKconstantsKofK
fluoroethyleneZKMoleculariPhysicsWK1997WKiaWKhhaXhi] 1.7 27

154 salculationsKofKhydrogenXbondXtransmittedKindirectKnuclearKspinâ��spinKcouplingsjKaKcomparisonKofK
densityXfunctionalKandKabKinitioKmethodsZKChemicaliPhysicsiLettersWK2003WKcgbWKdgfXdhd 2.5 27

153 virstXorderKnonadiabaticKcouplingKmatrixKelementsKfromKmulticonfigurationalKselfXconsistentXfieldK
responseKtheoryZKJournaliofiChemicaliPhysicsWK1992WKigWKgegcXgehd 3.9 27

152 ötaticKandKfrequencyXdependentKdipoleXdipoleKpolarizabilitiesKofKallKclosedXshellKatomsKupKtoK
radiumjKaKfourXcomponentKrelativisticKtvøKstudyZKChemPhysChemWK2008WKiWKddeXec 3.2 26

151 QuadraticKresponseKfunctionsKinKaKsecondXorderKpolarizationKpropagatorKframeworkZKJournaliofi
PhysicaliChemistryiAWK2005WKa]iWKaafahXbh 2.8 26

150 qbKinitioKcalculationKofKelectronicKcircularKdichroismKfortransXcycloocteneKusingK’ondonKatomicK
orbitalsZKTheoreticaiChimicaiActaWK1995WKi]WKddaXdeh 26

149 “ulticonfigurationalKselfXconsistentKfieldKcalculationsKofKnuclearKmagneticKresonanceKindirectK
spinâ��spinKcouplingKconstantsZKJournaliofiChemicaliPhysicsWK1994WKa]aWKfhbbXfhbh 3.9 26

148 tensityXfunctionalKgeneralizedXgradientKandKhybridKcalculationsKofKelectromagneticKpropertiesK
usingKölaterKbasisKsetsZKJournaliofiChemicaliPhysicsWK2004WKab]WKgbebXfa 3.9 25

TrygveuHelgaker

12



147 tensityXfunctionalKtheoryKstudyKofKelectricKandKmagneticKpropertiesKofKhexafluorobenzeneKinKtheK
vaporKphaseZKJournaliofiChemicaliPhysicsWK2005WKabbWKbcdcad 3.9 25

146 øheoreticalKcalculationsKofKtheKmagnetizabilityKofKsomeKsmallKfluorineXcontainingKmoleculesKusingK
’ondonKatomicKorbitalsZKChemicaliPhysicsiLettersWK1994WKbbcWKabXah 2.5 25

145 taltonK—rojectjKqK—ythonKplatformKforKmolecularXKandKelectronicXstructureKsimulationsKofKcomplexK
systemsZKJournaliofiChemicaliPhysicsWK2020WKaebWKbadaae 3.9 24

144 øheKgeminalKbasisKinKexplicitlyKcorrelatedKwaveKfunctionsZKChemicaliPhysicsWK2009WKcefWKbeXc] 2.3 24

143 −ibrationallyKaveragedKmagnetizabilitiesKandKrotationalKgKtensorsKofKtheKwaterKmoleculeZKChemicali
PhysicsiLettersWK1998WKbigWKdfgXdgd 2.5 24

142 qKclosedXshellKcoupledXclusterKtreatmentKofKtheKrreitX—auliKfirstXorderKrelativisticKenergyKcorrectionZK
JournaliofiChemicaliPhysicsWK2004WKabaWKfeiaXh 3.9 24

141 qKnumericallyKstableKorbitalKconnectionKforKtheKcalculationKofKanalyticalKxessiansKusingK
perturbationXdependentKbasisKsetsZKChemicaliPhysicsiLettersWK1995WKbceWKdgXeb 2.5 24

140 øheK·otationalKgKøensorKasKaKrenchmarkKforKtensityXvunctionalKøheoryKsalculationsKofK“olecularK
“agneticK—ropertiesZKJournaliofiChemicaliTheoryiandiComputationWK2005WKaWKhggXhh 6.4 23

139 øheKimportanceKofKcurrentKcontributionsKtoKshieldingKconstantsKinKdensityXfunctionalKtheoryZK
PhysicaliChemistryiChemicaliPhysicsWK2015WKagWKahhcdXdb 3.6 22

138 øheoreticalKstudiesKofKnuclearKmagneticKresonanceKparametersKforKtheKprotonXexchangeKpathwaysK
inKporphyrinKandKporphyceneZKJournaliofiPhysicaliChemistryiAWK2005WKa]iWKdafbXga 2.8 22

137 öpinâ��öpinKsouplingKsonstantsKwithKxvKandKtvøK“ethodsK2004WKa]aXaba 22

136
qccurateKcalculationsKofKtheKdynamicKdipoleKpolarizabilityKofK”bZKqKmulticonfigurationalKlinearK
responseKstudyKusingKrestrictedKactiveKspaceKS·qöTKwavefunctionsZKChemicaliPhysicsiLettersWK1989WK
afbWKceeXcf]

2.5 22

135 ccöKhyperfineKinteractionsKinKxböKandKö–bKandKrevisionKofKtheKsulfurKnuclearKmagneticKshieldingK
scaleZKJournaliofiChemicaliPhysicsWK2013WKaciWKbddc]h 3.9 21

134 virstXorderKrelativisticKcorrectionsKtoKresponseKpropertiesjKtheKhyperpolarizabilityKofKtheK”eKatomZK
JournaliofiPhysicsiB:iAtomicyiMoleculariandiOpticaliPhysicsWK2004WKcgWKcgecXcgfc 1.3 21

133 öhouldKwaseousKrvcKandKöivdKreKtescribedKasKyonicKsompoundsoZKJournaliofiChemicaliEducationWK
2000WKggWKa]gf 2.4 21

132
somparisonKofKøhreeKufficientKqpproximateKuxactXuxchangeKqlgorithmsjKøheKshainXofXöpheresK
qlgorithmWK—airXqtomicK·esolutionXofXtheXydentityK“ethodWKandKquxiliaryKtensityK“atrixK“ethodZK
JournaliofiChemicaliTheoryiandiComputationWK2016WKabWKceadXbb

6.4 21

131 “echanochemistryjKtheKeffectKofKdynamicsZKJournaliofiPhysicaliChemistryiAWK2014WKaahWKgfhcXid 2.8 19

130 qnKefficientKdensityXfunctionalXtheoryKforceKevaluationKforKlargeKmolecularKsystemsZKJournaliofi
ChemicaliPhysicsWK2010WKaccWK]dda]b 3.9 19

(2010-2005)
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129 qbKinitioKstudyKofKtheK”“·KshieldingKconstantsKandKspinXspinKcouplingKconstantsKinKcyclopropeneZK
TheoreticaiChimicaiActaWK1993WKhgWKaiXbh 19

128 “agneticXvieldKtensityXvunctionalKøheoryKSrtvøTjK’essonsKfromKtheKqdiabaticKsonnectionZKJournali
ofiChemicaliTheoryiandiComputationWK2017WKacWKd]hiXda]] 6.4 18

127 tispersionKinteractionsKinKdensityXfunctionalKtheoryjKanKadiabaticXconnectionKanalysisZKJournaliofi
ChemicaliPhysicsWK2011WKaceWKaida]i 3.9 18

126 øheKsottonX“outonKeffectKofKliquidKwaterZK—artKyjKøheKdielectricKcontinuumKmodelZKJournaliofi
ChemicaliPhysicsWK1997WKa]gWKhidXi]a 3.9 18

125 —otentialKunergyKandKöpinâ��öpinKsouplingKsonstantsKöurfaceKofKwlycolaldehydeZKJournaliofiPhysicali
ChemistryiAWK2004WKa]hWKbgehXbgfi 2.8 18

124 ufficientKevaluationKofKoneXcenterKthreeXelectronKwaussianKintegralsZKTheoreticaliChemistryiAccounts
WK2001WKa]fWKbh]Xbhf 1.9 18

123 øheKsottonâ��“outonKeffectKofKliquidKwaterZK—artKyyjKøheKsemiXcontinuumKmodelZKJournaliofiChemicali
PhysicsWK1998WKa]hWKeiiXf]c 3.9 18

122 “echanismWKenergeticsWKkineticsKandKdynamicsKofKtheKreactionKsbxfV¸�KXnKsbxdV¸�KVKxbZKOrganiciMassi
SpectrometryWK1993WKbhWKabfbXabfi 18

121 qnalyzingK“agneticallyKynducedKsurrentsKinK“olecularKöystemsK˙singKsurrentXtensityXvunctionalK
øheoryZKJournaliofiPhysicaliChemistryiAWK2020WKabdWKacbaXaccc 2.8 18

120 salculationKofK”“·KöpinXöpinKsouplingKsonstantsKinKötrychnineZKJournaliofiOrganiciChemistryWK2016WK
haWKaadifXaae]] 4.2 17

119 uxcitationKenergiesKalongKaKrangeXseparatedKadiabaticKconnectionZKJournaliofiChemicaliPhysicsWK2014
WKadaWK]ddabc 3.9 17

118 ulectronicKcircularKdichroismKofKdisulphideKbridgejKabKinitioKquantumXchemicalKcalculationsZKJournali
ofiChemicaliPhysicsWK2007WKabgWK]hea]b 3.9 17

117 vullKsyKcalculationsKofKtheKmagnetizabilityKandKrotationalKgKfactorKofKtheKhydrogenKmoleculeZK
ComputationaliandiTheoreticaliChemistryWK1996WKchhWKbcaXbce 16

116 ’ongXrangeKeffectsKofKinteratomicKinteractionsKonK”“·KshieldingKconstantsZKChemicaliPhysicsi
LettersWK1996WKbe]WKaXh 2.5 16

115 “sösvKcalculationsKofKnitrogenK”“·KshieldingKconstantsKusingK’ondonKatomicKorbitalsZKChemicali
PhysicsiLettersWK1994WKbb]WKaedXaf] 2.5 16

114 øheKmagneticKhyperpolarizabilityKanisotropyKofKtheKneonKatomZKChemicaliPhysicsiLettersWK1992WKaiaWKeiiXf]b2.5 16

113 retheXöalpeterKcorrelationKenergiesKofKatomsKandKmoleculesZKJournaliofiChemicaliPhysicsWK2018WKadiWKadda]f3.9 16

112 shargeXconstrainedKauxiliaryXdensityXmatrixKmethodsKforKtheKxartreeXvockKexchangeKcontributionZK
JournaliofiChemicaliPhysicsWK2014WKadaWK]ida]d 3.9 15

TrygveuHelgaker

14



111 “echanismsWKenergeticsKandKdynamicsKofKaKkeyKreactionKsequenceKduringKtheKdecompositionKofK
nitromethanejKx”–KVKx”–KXnK”b–KVKxb–ZKComputationaliandiTheoreticaliChemistryWK1997WKcicWKeiXga 15

110 øheKxartreeâ��vockKmagnetizabilityKofKsf]ZKChemicaliPhysicsiLettersWK1998WKbheWKb]eXb]i 2.5 15

109 tensityXfunctionalKtheoryKcalculationKofKtheKnuclearKmagneticKresonanceKindirectKnuclearKspinâ��spinK
couplingKconstantsKinKsf]ZKMoleculariPhysicsWK2003WKa]aWKaiigXb]]b 1.7 15

108 qnKabKinitioKnuclearKmagneticKresonanceKspectrumKofKvinyllithiumZKChemicaliPhysicsiLettersWK1994WK
bbfWKaXa] 2.5 15

107 salculatingKexcitationKenergiesKbyKextrapolationKalongKadiabaticKconnectionsZKPhysicaliReviewiAWK
2015WKiaWK 2.6 14

106 øheKmagnetizabilityKanisotropyKandKrotationalKgKfactorKofKdeuteriumKhydrideKandKtheKdeuteriumK
moleculeZKChemicaliPhysicsiLettersWK1997WKbgaWKafcXaff 2.5 14

105 qKgroundXstateXdirectedKoptimizationKschemeKforKtheK‘ohnXöhamKenergyZKPhysicaliChemistryi
ChemicaliPhysicsWK2008WKa]WKecddXh 3.6 14

104 ·otationalKgKøensorsKsalculatedK˙singKxybridKuxchangeXsorrelationKvunctionalsKwithKtheK–ptimizedK
uffectiveK—otentialKqpproachZKJournaliofiChemicaliTheoryiandiComputationWK2006WKbWKhbgXcd 6.4 14

103 weneralizedKintegralXscreeningKforKefficientKcalculationsKofKnonlinearKopticalKpropertiesKofKlargeK
moleculesZKJournaliofiChemicaliPhysicsWK1998WKa]hWKgigcXgigi 3.9 14

102 uxcitedKstateKstructuresKandKvibronicKspectraKofKxbs–VWKxts–VWKandKtbs–VKusingKmolecularK
gradientKandKxessianKtechniquesZKJournaliofiChemicaliPhysicsWK1991WKieWKei]fXeiag 3.9 14

101 øheKcalculationKofKmolecularKgeometricalKpropertiesKinKtheKxellmannXveynmanKapproximationZK
MoleculariPhysicsWK1999WKifWKfecXfga 1.7 14

100 vourXcomponentKrelativisticK—K”“·KcalculationsKforKtransXplatinumSiiTKcomplexesjKimportanceKofKtheK
solventKandKdynamicsKinKspectralKsimulationsZKDaltoniTransactionsWK2019WKdhWKh]gfXh]hc 4.3 13

99 qKstepwiseKatomicWKvalenceXmolecularWKandKfullXmolecularKoptimisationKofKtheK
xartreeXvock[‘ohnXöhamKenergyZKPhysicaliChemistryiChemicaliPhysicsWK2009WKaaWKeh]eXac 3.6 13

98 ulectricKfieldKgradientWKgeneralizedKöternheimerKshieldingsKandKelectricKfieldKgradientKpolarizabilitiesK
byKmulticonfigurationalKösvKresponseZKJournaliofiChemicaliPhysicsWK1998WKa]iWKbbfdXbbgd 3.9 13

97 xamiltonianKuxpansionKinKweometricalKtistortionsK1986WKaXaf 13

96 ˙niformKmagneticKfieldsKinKdensityXfunctionalKtheoryZKJournaliofiChemicaliPhysicsWK2018WKadhWK]bda]a 3.9 12

95 ‘ohnâ��öhamKenergyKdecompositionKforKmoleculesKinKaKmagneticKfieldZKMoleculariPhysicsWK2019WKaagWKigXa]i1.7 12

94 øheK”“·KindirectKnuclearKspinâ��spinKcouplingKconstantKofKtheKxtKmoleculeZKMoleculariPhysicsWK2012WK
aa]WKbfaaXbfag 1.7 12

(2012-1997)
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93 ·obustKandK·eliableK“ultilevelK“inimizationKofKtheK‘ohnXöhamKunergyZKJournaliofiChemicaliTheoryi
andiComputationWK2009WKeWKa]bgXcb 6.4 12

92 uxcitedKstatesKfromKrangeXseparatedKdensityXfunctionalKperturbationKtheoryZKMoleculariPhysicsWK
2015WKaacWKagd]Xagdi 1.7 11

91 vermionK”XrepresentabilityKforKprescribedKdensityKandKparamagneticKcurrentKdensityZKPhysicali
ReviewiAWK2014WKhiWK 2.6 11

90 ulectricKandKmagneticKpropertiesKofKtheKnitroetheneKmoleculeZKMoleculariPhysicsWK1997WKibWKhiXif 1.7 11

89 uxtensiveKrelativisticKcalculationsKonKtheKpalladiumKhydrideKmoleculeZKJournaliofiChemicaliPhysicsWK
1997WKa]gWKedifXee]a 3.9 11

88 salculationKofKelectricKdipoleKhypershieldingsKatKtheKnucleiKinKtheKxellmannXveynmanK
approximationZKJournaliofiChemicaliPhysicsWK2004WKab]WKcadbXea 3.9 11

87
’ossKofKxbKfromKsxc”xcVWKsxc–xbVKandKsxcvxVZK·eactionKmechanismsKandKdynamicsKfromK
observationKofKmetastableKionKfragmentationsKandKabKinitioKcalculationsZKEuropeaniJournaliofiMassi
SpectrometryWK1995WKaWKaba

11

86 uffectKofKtheKsrystallineKunvironmentKonK“olecularKweometriesKXXKanKabKinitioKötudyKofKsyanamideZZK
ActaiChemicaiScandinavicaWK1988WKdbaWKbfiXbgb 11

85 –rbitalKconnectionsKforKperturbationXdependentKbasisKsetsZKTheoreticaiChimicaiActaWK1995WKi]WKdba 11

84 wγKquasiparticleKenergiesKofKatomsKinKstrongKmagneticKfieldsZKJournaliofiChemicaliPhysicsWK2019WK
ae]WKbadaab 3.9 10

83 ulectronKlocalisationKfunctionKinKcurrentXdensityXfunctionalKtheoryZKMoleculariPhysicsWK2016WKaadWKadaeXadbb1.7 10
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