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ttΣuSTTKlevelKofKtheoryYKJournalsofsChemicalsPhysicsWK2021WKbfeWKafbbac 3.9 34

42 wullXdimensionalWKhighXlevelKabKinitioKpotentialKenergyKsurfacesKforKycSycáTKandKycSycáTcKwithK
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3.9 16
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zΔKΣpectraKofKSytááyTKandKSutááyTkKvxperimentWKVΣtwZVtzWKandKrbKznitioK”olecularKuynamicsK
talculationsKUsingKwullXuimensionalKPotentialKandKuipoleK”omentKΣurfacesYKJournalsofsPhysicals
ChemistrysLettersWK2018WKjWKcgaeXcgba

6.4 15

28 wullXdimensionalKpotentialKenergyKsurfaceKforKacetylacetoneKandKtunnelingKsplittingsYKPhysicals
ChemistrysChemicalsPhysicsWK2021WKcdWKhhfiXhhgh 3.6 14

27 QuantumKandKclassicalKzΔKspectraKofKSytááyTWKSutááyTKandKSutááuTKusingKabKinitioKpotentialK
energyKandKdipoleKmomentKsurfacesYKFaradaysDiscussionsWK2018WKcbcWKddXej 3.6 13

26 sreakingKtheKtoupledKtlusterKsarrierKforK”achineX“earnedKPotentialsKofK“argeK”oleculeskKTheKtaseK
ofKbfXrtomKrcetylacetoneYKJournalsofsPhysicalsChemistrysLettersWK2021WKbcWKejacXejaj 6.4 13

25 PermutationallyKinvariantKpolynomialKpotentialKenergyKsurfacesKforKtropoloneKandKyKandKuKatomK
tunnelingKdynamicsYKJournalsofsChemicalsPhysicsWK2020WKbfdWKacebah 3.9 12

24 ”U“Tz”áuvKcalculationsKofKtheKinfraredKspectraKofKyKVhKandKuKVhKusingKabKinitioKpotentialKenergyK
andKdipoleKmomentKsurfacesYKTheoreticalsChemistrysAccountsWK2013WKbdcWKb 1.9 11
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wullXdimensionalWKabKinitioKpotentialKenergyKsurfaceKforKglycineKwithKcharacterizationKofKstationaryK
pointsKandKzeroXpointKenergyKcalculationsKbyKmeansKofKdiffusionK”onteKtarloKandKsemiclassicalK
dynamicsYKJournalsofsChemicalsPhysicsWK2020WKbfdWKceedab

3.9 11

22
wullXdimensionalKquantumKcalculationsKofKtheKdissociationKenergyWKzeroXpointWKandKbaKKKpropertiesK
ofKyhVZuhVKclustersKusingKanKabKinitioKpotentialKenergyKsurfaceYKJournalsofsChemicalsPhysicsWK2013WK
bdjWKacedai

3.9 9

21 wullXdimensionalWKabKinitioKpotentialKenergyKsurfaceKforKtydáyKXoKtydVáyYKMolecularsPhysicsWK2013WK
bbbWKbjgeXbjhb 1.7 8

20 znelasticKvibrationalKdynamicsKofKtΣKinKcollisionKwithKyKusingKaKfullXdimensionalKpotentialKenergyK
surfaceYKPhysicalsChemistrysChemicalsPhysicsWK2018WKcaWKciecfXciede 3.6 6
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qXrQUrkKrK”anyXsodyKttΣuSTTKWaterKPotentialWKzncludingKwourXsodyKznteractionsWKuemonstratesK
theKQuantumKNatureKofKWaterKfromKtlustersKtoKtheK“iquidKPhaseYKJournalsofsPhysicalsChemistrys
LettersWfagiXfahe

6.4 6

18 PredictingKKovˆ¡tsKΔetentionKzndicesKUsingKxraphKNeuralKNetworksYKJournalsofsChromatographysAWK
2021WKbgegWKegcbaa 4.5 5
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rssessingKtheKzmportanceKofKtheKyXyáXyáKThreeXsodyKznteractionKonKtheKVibrationalKwrequencyK
ΣhiftKofKyKinKtheKszzKtlathrateKyydrateKandKtomparisonKwithKvxperimentYKJournalsofsPhysicals
ChemistrysAWK2019WKbcdWKdcjXddf

2.8 5

16 uoesKznfraredK”ultiphotonKuissociationKofKVinylKthlorideKYieldKtoldKVinylidenepYKJournalsofsPhysicals
ChemistrysLettersWK2015WKgWKcefhXgc 6.4 4

15 wullXdimensionalKquantumKdynamicsKofKΣáSXd˛£XTKinKcollisionKwithKycYKChemicalsPhysicsWK2020WKfdcWKbbagjf 2.3 4
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ábservationKofKtheK“owXwrequencyKΣpectrumKofKtheKWaterKTrimerKasKaKΣensitiveKTestKofKtheK
WaterXTrimerKPotentialKandKtheKuipoleX”omentKΣurfaceYKAngewandtesChemies-sInternationalsEditionWK
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13 ábservationKofKtheK“owXwrequencyKΣpectrumKofKtheKWaterKuimerKasKaKΣensitiveKTestKofKtheKWaterK
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12
PermutationallyKinvariantKpolynomialKregressionKforKenergiesKandKgradientsWKusingKreverseK
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machineKlearningKmethodsYYKJournalsofsChemicalsPhysicsWK2022WKbfgWKaeebca
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11 uiffusionK”onteKtarloKcalculationsKofKzeroXpointKstructuresKofKpartiallyKdeuteratedKisotopologuesK
ofKyhSVTYKJournalsofsPhysicalsChemistrysBWK2014WKbbiWKiccbXg 3.4 3

10 rKttΣuSTTXsasedKeXsodyKPotentialKforKWaterYKJournalsofsPhysicalsChemistrysLettersWK2021WKbcWKbadbiXbadce6.4 3

9 uiffusionK”onteKtarloKtalculationsKofKZeroXPointKvnergiesKofK”ethanolKandKueuteratedK”ethanolYK
JournalsofsComputationalsChemistryWK2019WKeaWKdciXddc 3.5 3

8 TeachingKvibrationalKspectraKtoKassignKthemselvesYKFaradaysDiscussionsWK2018WKcbcWKgfXic 3.6 3

7
rdiabaticKΣwitchingKrppliedKtoKtheKVibrationsKofKsynXtydtyááKandKzmplicationsKforKâ��ZeroXPointK
“eakâ��KandKzsomerizationKinKQuasiclassicalKTrajectoryKtalculationsYKAdvancessinsChemicalsPhysicsWK
2018WKbfbXbgg

1

6 xraphKconvolutionalKneuralKnetworkKappliedKtoKtheKpredictionKofKnormalKboilingKpointYYKJournalsofs
MolecularsGraphicssandsModellingWK2022WKbbcWKbaibej 2.8 1

5
”U“Tz”áuvKtalculationsKofKVibrationalKΣpectroscopyKandKbdKznterconformerKTunnelingKuynamicsK
inKxlycineKUsingKaKwullXuimensionalKPotentialKvnergyKΣurfaceYKJournalsofsPhysicalsChemistrysAWK2021WK
bcfWKfdegXfdfe

2.8 1

4 rKmolecularKroadKmovieYKPhysicssTodayWK2021WKheWKgcXgd 0.9 1

3 uiffusionK”onteKtarloKwithKfictitiousKmassesKfindsKholesKinKpotentialKenergyKsurfacesYKMoleculars
PhysicsW 1.7 1

2 ”U“Tz”áuvWKTheKnX”odeKΔepresentationKofKtheKPotentialKandKzllustrationsKtoKzΔKΣpectraKofKxlycineK
andKTwoKProtonatedKWaterKtlustersK2022WKcjgXddj 1
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