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661 gDiluσtĊπDsαñĊlDfαπDoΣtĊπβπĊtat≤αΣDαfDyuπfaíĊQkΣ−aΣíĊñDxaΠaΣDyíattĊπ≤Σ˙DαfDuπ˙aΣ≤íDiαΠβαuΣñσD
oΣtĊπaít≤Σ˙Dw≤t−Dy≤lvĊπDtaΣαβaπt≤ílĊσD2022PDVYYQV]Y

660 l≤πσtQπαwDtπaΣσ≤t≤αΣDΠĊtalDñαβĊñD˙ĊπΠaΣ≤uΠDíluσtĊπσDmĊs_DσαΠĊDπĊΠaπka·lĊDσuβĊπ−alα˙ĊΣσRRDRSCd
AdvancesPD2022PDUVPDUWX][QUWX^^ 3.7 0

659 z−ĊDlαwĊσtQĊΣĊπ˙yDσtπuítuπĊDαfDt−ĊD˙αlñDíluσtĊπDgu_DβlaΣaπDΣαΣβlaΣaπeRDPhysicaldChemistrydChemicald
PhysicsPD2021PDVXPDXVQX[ 3.6 1

658 z−ĊαπĊt≤íalDgσβĊítσDαfDtαΣíαΣvĊΣt≤αΣalDnyñπα˙ĊΣDhαΣñσD≤ΣDt−ĊDiαΠβlĊxĊσDαfDglñĊ−yñĊσDaΣñD
nyñπα˙ĊΣDi−alíα˙ĊΣ≤ñĊσRDJournaldofdPhysicaldChemistrydAPD2021PDUVYPDUTV^UQUTWTV 2.8 1

657 ytπαΣt≤uΠDσtaΣΣatĊDaσDaΣDaltĊπΣat≤vĊDaΣαñĊDfαπDtaQDaΣñDqQoαΣD·attĊπ≤Ċσ_DgDt−ĊαπĊt≤íalDσtuñyRDJournald
ofdPhysicsdanddChemistrydofdSolidsPD2021PDUUTYTY 3.9 0

656 mπαwt−DβattĊπΣDαfDñαu·lyDΠĊtalDñαβĊñDσ≤l≤íαΣDíluσtĊπσDsVy≤ΣDw≤t−DsVDcDsαVPDt·VPDzaVPD†VPDt·sαPD
za†DaΣñDΣDcDUUâ��U]RDlαπΠat≤αΣDαfDfuσĊñDía˙ĊσDsVy≤U]RDChemicaldPhysicsdLettersPD2021PD[][PDUW^VV^ 2.5 0

655 z−ĊD·≤ΣaπyDaluΠ≤ΣuΠDσíaΣñ≤uΠDíluσtĊπσDglDyíDw≤t−DODcDUW_Dw−ĊΣD≤σDt−ĊD≤íασa−ĊñπαΣDπĊta≤ΣĊñeRDRSCd
AdvancesPD2021PDUUPDXTT[VQXTT]X 3.7 0

654 z−ĊD·≤ΣaπyD·απαΣDl≤t−≤uΠDíluσtĊπσDhr≤Dw≤t−DcDUQUX_D≤ΣDσĊaπí−DfαπD−yñπα˙ĊΣDσtαπa˙ĊDΠatĊπ≤alσRDPhysicald
ChemistrydChemicaldPhysicsPD2021PDVWPDVX]ZZQVX][[ 3.6 1

653 z−ĊαπĊt≤íalDytuñyDαfDt−ĊDh≤Σñ≤Σ˙DαfDt−ĊDz−≤αlQiαΣta≤Σ≤Σ˙DiyσtĊ≤ΣĊDgΠ≤ΣαDgí≤ñDtαDt−ĊDy≤lvĊπDyuπfaíĊD
{σ≤Σ˙DaDiluσtĊπDsαñĊlRDJournaldofdPhysicaldChemistrydAPD2021PDUVYPDWVXXQWVYZ 2.8 5

652 gDt−ĊαπĊt≤íalDñĊσ≤˙ΣDαfD·≤βαlaπD−ασtDΠatĊπ≤alσDfαπD·luĊDβ−ασβ−απĊσíĊΣtDurkjRDJournaldofdMoleculard
GraphicsdanddModellingPD2021PDUTYPDUT[]XY 2.8 1

651 ytπαΣt≤uΠDytaΣΣatĊDaσDaΣDgltĊπΣat≤vĊDgΣαñĊDsatĊπ≤alDfαπDr≤QoαΣDhattĊπ≤ĊσRDJournaldofdPhysicald
ChemistrydCPD2021PDUVYPDUX^X[QUX^YZ 3.8 1

650 oΣσ≤˙−tσD≤ΣtαDañσαπβt≤vĊD≤ΣtĊπaít≤αΣσD·ĊtwĊĊΣDaΣt≤·≤αt≤íDΠαlĊíulĊσDaΣñDπut≤lĊQz≤uVDLUUTMDσuπfaíĊRD
SurfacedSciencePD2021PD[TWPDUVU[VW 1.8 2

649 ytπuítuπĊPDσta·≤l≤tyDaΣñD·αΣñ≤Σ˙DαfDt−ĊDlĊaβfπα˙DhRDJournaldofdComputationaldChemistryPD2021PDXVPD[VQ]T 3.5 1

648 kΣ−aΣíĊñDr≤Q≤αΣDtπaΣσβαπtD≤ΣDñ≤valĊΣtDΠĊtalQñαβĊñDr≤yΣuRDDaltondTransactionsPD2021PDYTPDWTVTQWTVZ 4.3 1

647 gΣDαítaíααπñ≤ΣatĊñDt·DatαΠD≤ΣDt−ĊDt·glnDíluσtĊπRDChemicaldCommunicationsPD2021PDY[PD^YU]Q^YVU 5.8 0

646
iαΠΠĊΣtDαΣDKytπuítuπalDí−aπaítĊπ≤zat≤αΣPDπĊaít≤v≤tyDaΣñDv≤·πat≤αΣalDβπαβĊπt≤ĊσDαfDσ≤lvĊπDíluσtĊπσ_DaD
ΣĊwD˙lα·alDΠ≤Σ≤ΠuΠDfαπDg˙KD·yDvRDrRDxαñπˆ›˙uĊzQqĊσσlĊπPDgRDxRDxαñπˆ›˙uĊzQjαΠˆ›Σ˙uĊzPDjRDsaírĊαñD
iaπĊyDaΣñDgRDsuˆ–αzQiaσtπαPDv−yσRDi−ĊΠRDi−ĊΠRDv−yσRPDVTVTPDVVPDV[VYYPDjuo_DjTivTXTU]kRDPhysicald
ChemistrydChemicaldPhysicsPD2021PDVWPDUV^TTQUV^TW

3.6 2

645 mαlñDΣaΣαíluσtĊπσDaσDβπασβĊít≤vĊDíaππ≤ĊπσDaΣñDñĊtĊítαπσDαfDβπaΠ≤βĊxαlĊRRDRSCdAdvancesPD2021PDUUPDUZZU^QUZZWV3.7 5
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644 gΣαt−ĊπDlααkDatDt−ĊDσtπuítuπĊDαfDt−ĊDLnVuMΣâ�¢eDσyσtĊΠ_DwatĊπDaΣ≤αΣDvσRD−yñπatĊñDĊlĊítπαΣRDStructurald
ChemistryPD2021PDWVPDZYYQZZY 1.8 1

643 gΣαt−ĊπDlααkDatDĊΣĊπ˙Ċt≤íallyDνuaσ≤QñĊ˙ĊΣĊπatĊDσtπuítuπĊσDαfDt−ĊD˙αlñDíluσtĊπDguDw≤t−Dν´ c´ UPDTPDQURD
JournaldofdComputationaldChemistryPD2021PDXVPDVUXYQVUYW 3.5 3

642 jĊσ≤˙ΣDαfDfuσĊñD·≤t−≤αβ−ĊΣĊDσyσtĊΠσDíαΣta≤Σ≤Σ˙Dσ≤lαlĊDaΣñDf≤vĊQΠĊΠ·ĊπĊñD−ĊtĊπαíyílĊσDfαπD
αβtαĊlĊítπαΣ≤íDΠatĊπ≤alσRDChemicaldPhysicsdLettersPD2021PDUW^T^W 2.5 0

641 ykxyDi−ĊΠ≤íalDkΣ−aΣíĊΠĊΣtDαfDVPXPYQzπ≤í−lαπαβ−ĊΣαxyaíĊt≤íDgí≤ñDgñσαπ·ĊñDαΣDy≤lvĊπDyu·σtπatĊRD
JournaldofdPhysicaldChemistrydAPD2021PDUVYPD]YV^Q]YXU 2.8 2

640 oΣfluĊΣíĊDαfDlluαπ≤Σat≤αΣDαΣDkΣĊπ˙Ċt≤íDvaπaΠĊtĊπσDαfDy≤lαlĊPDv−ασβ−αlĊPDz−≤αβ−ĊΣĊPDul≤˙αΠĊπσDαfD
y≤lαlĊDaΣñDxĊlatĊñDgíĊΣĊσRDJournaldofdFluorinedChemistryPD2020PDVXTPDUT^ZZY 2.1 0

639 oΣtĊπβlayD·ĊtwĊĊΣDˇ�DnαlĊσPDgΣ≤αΣ´•´•´•nQiPDaΣñDiat≤αΣQˇ�DoΣtĊπaít≤αΣσD≤ΣDj≤·παΠα”VPV–βaπaíyílαβ−aΣĊD
iαΠβlĊxĊσRDJournaldofdPhysicaldChemistrydAPD2020PDUVXPDXW[^QXW]^ 2.8 0

638
sαlĊíulaπDσtπuítuπĊPDoxPDxaΠaΣDaΣñD{}Q}oyDσβĊítπaDαfDVQíyaΣαt−≤αβ−ĊΣĊDaΣñDWQíyaΣαt−≤αβ−ĊΣĊ_DgD
íαΠβaπat≤vĊDνuaΣtuΠDí−ĊΠ≤íalD≤ΣvĊσt≤˙at≤αΣRDSpectrochimicadActadsdPartdA:dMoleculardandd
BiomoleculardSpectroscopyPD2020PDVW^PDUU]W^W

4.4 5

637 z−ĊDtĊĊtαtuΠDíluσtĊπDr≤lĊhDaΣñD≤tσDβασσ≤·lĊDuσĊDfαπDíαΣσtπuít≤Σ˙D·απαΣDΣaΣαw≤πĊσRDPhysicald
ChemistrydChemicaldPhysicsPD2020PDVVPDUYTUWQUYTVU 3.6 2

636 gDπĊΠaπka·lĊDΠ≤xtuπĊDαfD˙ĊπΠaΣ≤uΠDw≤t−Dβ−ασβ−απuσDaΣñDaπσĊΣ≤íDatαΠσDΠak≤Σ˙Dσta·lĊDβĊΣta˙αΣalD
−ĊtĊπαQβπ≤σΠσD”sfmĊk–PDkDcDvPDgσDaΣñDsDcDlĊPDxuPDuσRRDRSCdAdvancesPD2020PDUTPDU^[]UQU^[]^ 3.7 3

635 uβtαĊlĊítπαΣ≤íDβπαβĊπt≤ĊσDαfD−ĊβtaíĊΣĊPD≤tσDfluαπ≤ΣatĊñDñĊπ≤vat≤vĊσDaΣñDσ≤lαlĊPDt−≤αβ−ĊΣĊD
aΣalα˙uĊσRDMaterialsdTodaydCommunicationsPD2020PDVXPDUTUTYX 2.5

634 klĊítπαΣ≤íDytπuítuπĊDaΣñDvπαβĊπt≤ĊσDαfDy≤l≤íαΣQjαβĊñDhαπαΣDiluσtĊπσDhΣy≤Dw≤t−DΣDcDUYâ��VXDaΣñDz−Ċ≤πD
gΣ≤αΣσRDJournaldofdPhysicaldChemistrydCPD2020PDUVXPDZ[[TQZ[]W 3.8 5

633 z−ĊαπĊt≤íalDytuñyDαfDaDilaσσDαfDuπ˙aΣ≤íDjQˇ�QgDjyĊσDfαπDvαlyΠĊπDyαlaπDiĊllσ_DoΣfluĊΣíĊDαfD}aπ≤αuσD
ˇ�QyβaíĊπσRDCrystalsPD2020PDUTPDUZW 2.3 4

632 nyñπα˙ĊΣDgñσαπβt≤αΣDaΣñDj≤σσαí≤at≤αΣDαΣDglΣx−VODLΣDcDUDtαD^MDiluσtĊπσ_DytĊπ≤íDaΣñDiααπñ≤Σat≤αΣD
kffĊítσRDJournaldofdPhysicaldChemistrydCPD2020PDUVXPD[ZVXQ[ZWW 3.8 4

631 ytπuítuπĊσPDσta·≤l≤t≤ĊσDaΣñDaπαΠat≤íDβπαβĊπt≤ĊσDαfDĊΣñα−ĊñπallyDtπaΣσ≤t≤αΣDΠĊtalDñαβĊñD·απαΣD
íluσtĊπσDsfhPDsDcDyíDaΣñDz≤_DaDt−ĊαπĊt≤íalDσtuñyRDPhysicaldChemistrydChemicaldPhysicsPD2020PDVVPD]T[[Q]T][3.6 5

630 taQDaΣñDqQjαβĊñDr≤Vy≤uWDaσDaΣDgltĊπΣat≤vĊDyαl≤ñDklĊítπαlytĊDfαπDyαl≤ñQytatĊDr≤t−≤uΠDhattĊπ≤ĊσRD
JournaldofdPhysicaldChemistrydCPD2020PDUVXPDX^]VQX^]] 3.8 5

629 oΠβaítDαfDt−ĊDgσtaxaΣt−≤ΣPDhĊtaΣ≤ΣPDaΣñDkmimDiαΠβαuΣñσDαΣDyΠallDul≤˙αΠĊπσDαfDgΠylα≤ñDg˛†D
vĊβt≤ñĊRDJournaldofdChemicaldInformationdanddModelingPD2020PDZTPDUW^^QUXT] 6.1 10

628 y≤lαlĊDaΣñDσĊlĊΣαβ−ĊΣĊQ·aσĊñDjQˇ�QgDñyĊσD≤ΣDñyĊQσĊΣσ≤t≤zĊñDσαlaπDíĊllσ_DoΣσ≤˙−tσDfπαΠDαβtαĊlĊítπαΣ≤íD
aΣñDπĊ˙ĊΣĊπat≤αΣDβπαβĊπt≤ĊσRDDyesdanddPigmentsPD2020PDU[ZPDUT]VXW 4.6 3

627 gDΠαlĊíulaπDlĊvĊlD≤Σσ≤˙−tD≤ΣtαDañσαπβt≤αΣDαfD˛†QlaítaΠDaΣt≤·≤αt≤íσDαΣDvĊπΠ≤íul≤tĊDσuπfaíĊRDSurfaced
SciencePD2020PDZ^YPDUVUY]] 1.8 4
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626 kluí≤ñat≤Σ˙Dt−ĊD·≤Σñ≤Σ˙DΠĊí−aΣ≤σΠDαfDt−≤αΣĊQíαΣta≤Σ≤Σ˙DΠĊπíaβtαβuπ≤ΣĊDaΣñDt−≤α˙uaΣ≤ΣĊDñπu˙σDtαD
σΠallD˙αlñDíluσtĊπσRDJournaldofdComputationaldChemistryPD2020PDXUPDU[X]QU[Y] 3.5 5

625 gñvaΣíĊσD≤ΣDyyΣt−Ċσ≤σDαfDˇ�QkxtĊΣñĊñDhĊΣzασ≤lαlĊDjĊπ≤vat≤vĊσDaΣñDz−Ċ≤πDgΣalα˙σRDMoleculesPD2020PD
VYPD 4.8 10

624 pa−ΣQzĊllĊπDaΣñDvσĊuñαDpa−ΣQzĊllĊπDkffĊítσ_DoΣfluĊΣíĊσDαΣDt−ĊDklĊítπαΣ≤íDytπuítuπĊσDαfDyΠallD
zπaΣσ≤t≤αΣPDsa≤ΣDmπαuβDaΣñDs≤xĊñDsĊtalDiluσtĊπσRDStructuraldChemistryPD2020PDWUPD[QVW 1.8

623 ytπuítuπĊσDaΣñDsa˙ΣĊt≤σΠDαfDiat≤αΣ≤íDi−παΠ≤uΠâ��saΣ˙aΣĊσĊDh≤ΠĊtall≤íDux≤ñĊDiluσtĊπσRDJournaldofd
PhysicaldChemistrydCPD2020PDUVXPDVY^]QVZT] 3.8 2

622 z−ĊαπĊt≤íalDσtuñyDαΣDt−ĊD≤ΣtĊπaít≤αΣDαfD≤αñ≤ñĊDĊlĊítπαlytĊSαπ˙aΣ≤íDñyĊDw≤t−Dt−ĊDz≤uDσuπfaíĊD≤ΣD
ñyĊQσĊΣσ≤t≤zĊñDσαlaπDíĊllσRDPhysicaldChemistrydChemicaldPhysicsPD2020PDVVPDVZXUTQVZXU] 3.6 4

621 z−ĊαπĊt≤íalD≤ΣvĊσt≤˙at≤αΣDαfDβπαtαΣatĊñDt−≤αβ−ĊΣĊDaΣñDtwαDαfD≤tσDΣ≤tπ≤lĊDσu·σt≤tutĊñDñĊπ≤vat≤vĊσD
LVQíyaΣαt−≤αβ−ĊΣĊDaΣñDWQíyaΣαt−≤αβ−ĊΣĊMRDPhysicaldChemistrydChemicaldPhysicsPD2020PDVVPDVX[WYQVX[XW 3.6 1

620 ytπuítuπalDkvαlut≤αΣDaΣñDyta·≤l≤tyDzπĊΣñDαfDyΠallQy≤zĊñDmαlñDiluσtĊπσDguDLDcDVTQWTMRDJournaldofd
PhysicaldChemistrydAPD2020PDUVXPDUV]^QUV^^ 2.8 18

619 ytπuítuπalPDĊlĊítπαΣ≤íPDaΣñDαβt≤íalDβπαβĊπt≤ĊσDαfDσαΠĊDΣĊwDñ≤t−≤ĊΣασ≤lαlĊDñĊπ≤vat≤vĊσRDStructurald
ChemistryPD2020PDWUPDVVUYQVVVY 1.8 0

618
yu·σt≤tuĊΣtDkffĊítσDαΣDt−ĊDtQnDhαΣñDj≤σσαí≤at≤αΣDkΣt−alβ≤ĊσPDoαΣ≤zat≤αΣDkΣĊπ˙≤ĊσPDgí≤ñ≤t≤ĊσPDaΣñD
xañ≤íalDyíavĊΣ˙≤Σ˙DhĊ−av≤απDαfDWP[Qj≤σu·σt≤tutĊñDv−ĊΣαxaz≤ΣĊσDaΣñDWP[Qj≤σu·σt≤tutĊñD
v−ĊΣαt−≤az≤ΣĊσRDACSdOmegaPD2020PDYPDV[Y[VQV[Y]U

3.9 0

617 hαασt≤Σ˙Dr≤QoαΣDzπaΣσβαπtD≤ΣDzπaΣσ≤t≤αΣQsĊtalQjαβĊñDr≤yΣuRDInorganicdChemistryPD2020PDY^PDUU]XUQUU]XZ 5.1 5

616 ykxyDyβĊítπaDαfDt−ĊDvĊσt≤í≤ñĊDi−lαπβyπ≤fασDgñσαπ·ĊñDαΣDy≤lvĊπDtaΣασuπfaíĊ_Dz−ĊDg˙VTDiluσtĊπD
sαñĊlRDJournaldofdPhysicaldChemistrydCPD2020PDUVXPDVU[TVQVU[UZ 3.8 14

615 ytπuítuπĊDaΣñDyta·≤l≤tyDαfDaDzπĊfα≤lDrĊafDsαt≤fDαfDsĊtalQjαβĊñDy≤l≤íαΣDaΣñDmĊπΠaΣ≤uΠDiluσtĊπσ_D
sfkDw≤t−DkDcDy≤DaΣñDmĊDaΣñDsDcDlĊPDxuPDaΣñDuσRDJournaldofdPhysicaldChemistrydAPD2020PDUVXPD]X]]Q]X^Y 2.8

614 gutαíatalyσ≤σD≤ΣDlαπΠασĊDxĊaít≤αΣDaΣñDlαπΠat≤αΣDαfDxtgDtuílĊασ≤ñĊσRDJournaldofdPhysicaldChemistryd
BPD2020PDUVXPDUUWVXQUUWWZ 3.4 1

613 hxmĊUVTSODiluσtĊπσDw≤t−DxDcDUâ��X_DmĊπΠaΣ≤uΠDzu·ĊσDyta·≤l≤zĊñD·yDz−πĊĊDaΣñDlαuπDhαπαΣDjαβaΣtσRD
JournaldofdPhysicaldChemistrydCPD2019PDUVWPDVXZ[ZQVXZ]X 3.8 3

612 r≤t−≤uΠQDaΣñDσαñ≤uΠQ≤αΣDtπaΣσβαπtDβπαβĊπt≤ĊσDαfDr≤Vz≤ZuUWPDtaVz≤ZuUWDaΣñDr≤VyΣZuUWRDJournaldofd
SoliddStatedChemistryPD2019PDV[^PDUVT^WT 3.3 3

611 lαπΠat≤αΣDαfDt−ĊDshDzĊĊtαtuΠDhαπαΣDiluσtĊπσDw≤t−DXñDaΣñDYñDzπaΣσ≤t≤αΣDsĊtalσDsDcDx−PDvñPDoπPDaΣñD
vtRDJournaldofdPhysicaldChemistrydAPD2019PDUVWPD]U[TQ]U[] 2.8 7

610 ytπuítuπĊPDσta·≤l≤tyPDa·σαπβt≤αΣDσβĊítπaDaΣñDaπαΠat≤í≤tyDαfDt−ĊDσ≤Σ˙lyDaΣñDñαu·lyDσ≤l≤íαΣDñαβĊñD
aluΠ≤ΣuΠDíluσtĊπσDglDy≤Dw≤t−DcDWQUZDaΣñDcDUPDVRRDRSCdAdvancesPD2019PD^PDV[VT]QV[VVW 3.7 4

609 }alĊΣíĊD·αΣñσD≤ΣDβlaΣaπDaΣñDνuaσ≤QβlaΣaπD·απαΣDñ≤σkσRDPhysicaldChemistrydChemicaldPhysicsPD2019PDVUPD[V^Q[WY3.6 2
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608 xĊΠaπka·lĊDσ−≤ftσDαfDiDQnDaΣñDuQnDσtπĊtí−≤Σ˙DfπĊνuĊΣí≤ĊσDaΣñDσta·≤l≤tyDαfDíαΠβlĊxĊσDαfDfαπΠ≤íDaí≤ñD
w≤t−DfαπΠalñĊ−yñĊσDaΣñDt−≤αfαπΠalñĊ−yñĊσRDJournaldofdComputationaldChemistryPD2019PDXTPDUW][QUXTT 3.5 6

607 nyñπα˙ĊΣDi−ĊΠ≤σαπβt≤αΣDαΣDjαu·lyD}aΣañ≤uΠDjαβĊñDgluΠ≤ΣuΠDiluσtĊπσRDZeitschriftdFurd
PhysikalischedChemiePD2019PDVWWPD[^^Q]UV 3.1 6

606 gDt−ĊαπĊt≤íalDaββπαaí−DtαDt−ĊDπαlĊDαfDñ≤ffĊπĊΣtDtyβĊσDαfDĊlĊítπαΣσD≤ΣDβlaΣaπDĊlαΣ˙atĊñD·απαΣD
íluσtĊπσRDPhysicaldChemistrydChemicaldPhysicsPD2019PDVUPDUWTWTQUWTW^ 3.6 7

605 iαΠΠĊΣtDαΣDFz−ĊαπĊt≤íalDoΣvĊσt≤˙at≤αΣσDαΣDmĊαΠĊtπ≤íalDaΣñDklĊítπαΣ≤íDytπuítuπĊσDαfDy≤lvĊπD
iluσtĊπσFRDJournaldofdComputationaldChemistryPD2019PDXTPDU^^TQU^^W 3.5 3

604
ytπuítuπalDoΣvĊσt≤˙at≤αΣDαfDnuΠaΣDvπαlaít≤ΣDxĊíĊβtαπDzπaΣσΠĊΠ·πaΣĊDjαΠa≤ΣDnαΠαñ≤ΠĊπ≤zat≤αΣD
≤ΣDaDsĊΠ·πaΣĊDkΣv≤παΣΠĊΣtDt−παu˙−Dsult≤σíalĊDy≤Πulat≤αΣσRDJournaldofdPhysicaldChemistrydBPD2019PD
UVWPDX]Y]QX]ZZ

3.4 1

603 oΠβl≤íat≤αΣσDαfDuxy˙ĊΣâ��yulfuπDkxí−aΣ˙ĊDαΣDytπuítuπalPDklĊítπαΣ≤íDvπαβĊπt≤ĊσPDaΣñDyta·≤l≤tyDαfD
glkal≤QsĊtalDnĊxat≤taΣatĊσRDPhysicadStatusdSolididmBn:dBasicdResearchPD2019PDVYZPDU]TTYZ] 1.3 2

602 oΠβπĊσσ≤vĊDíaβaí≤tyDαfDt−ĊDh[â��DaΣñD}Vh[DíluσtĊπσDfαπDiuVDíaβtuπĊRDChemicaldPhysicsdLettersPD2019PD
[V]PDU]ZQU^X 2.5 6

601 gDΠαñĊlDσtuñyDαΣDt−ĊDΠĊí−aΣ≤σΠDaΣñDk≤ΣĊt≤íσDfαπDt−ĊDñ≤σσαí≤at≤αΣDαfDwatĊπDaΣ≤αΣRDInternationald
JournaldofdChemicaldKineticsPD2019PDYUPDZUTQZU[ 1.4 2

600 lαπΠat≤αΣDαfDt−ĊDνuaσ≤QβlaΣaπDhD·απαΣDíluσtĊπ_Dtαβαlα˙≤íalDβat−DfπαΠDhDaΣñDñ≤σkDaπαΠat≤í≤tyRD
PhysicaldChemistrydChemicaldPhysicsPD2019PDVUPD[TW^Q[TXX 3.6 9

599 kffĊítσDαfDσ≤Σ˙lĊDaΣñDñαu·lĊDΣ≤íkĊlDñαβ≤Σ˙DαΣD·απαΣDíluσtĊπσ_Dσta·≤l≤zat≤αΣDαfDtu·ulaπDσtπuítuπĊσD≤ΣD
ht≤PDΣDcDVQVVPDΠDcDUPDVRDPhysicaldChemistrydChemicaldPhysicsPD2019PDVUPD]WZYQ]W[Y 3.6 16

598 z−ĊDσíaΣñ≤uΠDñαβĊñD·απαΣDíluσtĊπDhyí_DaDfπu≤tDíaΣQl≤kĊDσtπuítuπĊRDPhysicaldChemistrydChemicald
PhysicsPD2019PDVUPD]^WWQ]^W^ 3.6 9

597 gDΠαñĊlDσtuñyDαΣDt−ĊDΠĊí−aΣ≤σΠDaΣñDk≤ΣĊt≤íσDfαπDπĊaít≤αΣσDαfDt−ĊD−yñπatĊñDĊlĊítπαΣDw≤t−DnWuODaΣñD
tnXOD≤αΣσRDChemicaldPhysicsdLettersPD2019PD[WUPDUWZZTX 2.5 3

596 oΣfluĊΣíĊDαfDuxy˙ĊΣâ��yulfuπDkxí−aΣ˙ĊDαΣDt−ĊDytπuítuπalPDklĊítπαΣ≤íPDaΣñDyta·≤l≤tyDvπαβĊπt≤ĊσDαfDglkal≤D
nĊxaσtaΣΣatĊσRDJournaldofdPhysicaldChemistrydCPD2019PDUVWPDVXW[YQVXW]V 3.8 2

595 kffĊítσDαfDklĊítπ≤íDl≤ĊlñDαΣDt−ĊDvĊπfαπΠaΣíĊDαfDmπaβ−ĊΣĊQhaσĊñDiαuΣtĊπDklĊítπαñĊσDfαπD
jyĊQyĊΣσ≤t≤zĊñDyαlaπDiĊllσ_DgDz−ĊαπĊt≤íalDytuñyRDJournaldofdPhysicaldChemistrydCPD2019PDUVWPDWTW[WQWTW]U 3.8 4

594 mĊαΠĊtπyDaΣñD·αΣñ≤Σ˙DαfDσΠallD·≤ΣaπyD·απαΣQaluΠ≤ΣuΠDíluσtĊπσDhΣglΣDLΣDcDUâ��[M_DklĊítπαΣDñαΣat≤αΣD
aΣñD≤ΣtĊπlαík≤Σ˙DaπαΠat≤í≤tyRDChemicaldPhysicsdLettersPD2019PD[UXPD][Q^W 2.5 3

593 oΣσ≤˙−tσD≤ΣtαDt−ĊDíααβĊπat≤v≤tyD·ĊtwĊĊΣDΠult≤βlĊD≤ΣtĊπaít≤αΣσDαfDñ≤ΠĊt−ylDσulfαx≤ñĊDw≤t−Díaπ·αΣD
ñ≤αx≤ñĊDaΣñDwatĊπRDJournaldofdComputationaldChemistryPD2019PDXTPDXZXQX[X 3.5 9

592 hfy≤_DσtπαΣ˙Dσta·≤l≤z≤Σ˙DĊffĊítσDαfDaDtπ≤atαΠ≤íDíyíl≤íD·απαΣDuΣ≤tDαΣDtu·ulaπDσ≤l≤íαΣDíluσtĊπσRDPhysicald
ChemistrydChemicaldPhysicsPD2018PDVTPD[Y]]Q[Y^V 3.6 12

591 iαvĊπDoΠa˙ĊPD}αluΠĊD]ZPDoσσuĊDXRDProteins:dStructurerdFunctiondanddBioinformaticsPD2018PD]ZPDiUQiU 4.2

(2018-2019)
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590 xĊaít≤αΣDxαutĊσDfαπDkxβĊπ≤ΠĊΣtallyDu·σĊπvĊñDoΣtĊπΠĊñ≤atĊσD≤ΣDt−ĊDvπĊ·≤αt≤íDlαπΠat≤αΣDαfD
tuílĊα·aσĊσDuΣñĊπDn≤˙−QzĊΠβĊπatuπĊDiαΣñ≤t≤αΣσRDJournaldofdPhysicaldChemistrydAPD2018PDUVVPDV^^VQWTTW2.8 6

589 r≤t−≤uΠDnĊxaσtaΣΣatĊ_DgDvαtĊΣt≤alDsatĊπ≤alDfαπDkΣĊπ˙yDytαπa˙ĊRDPhysicadStatusdSolididmBn:dBasicd
ResearchPD2018PDVYYPDU[TTZZ^ 1.3 11

588 vπαβafĊΣαΣĊDĊffĊítσDαΣDt−ĊDσta·lĊDσtπuítuπĊσDαfDg˛†UZQVVDσyσtĊΠRDChemicaldPhysicsdLettersPD2018PD
Z^ZPDYYQZT 2.5 4

587
sαlĊíulaπDñĊta≤lσDαfDσβαΣtaΣĊαuσD≤ΣσĊπt≤αΣDaΣñD≤ΣtĊπaít≤αΣDαfDni}DΣαΣQσtπuítuπĊDWDβπαtĊaσĊD
βπαtĊ≤ΣDñαΠa≤ΣDw≤t−DvovVQíαΣta≤Σ≤Σ˙DΠĊΠ·πaΣĊRDProteins:dStructurerdFunctiondanddBioinformaticsPD
2018PD]ZPDXVWQXWW

4.2 1

586 gπαΠat≤í≤tyDαfDyαΠĊDsĊtalDiluσtĊπσ_DgDj≤ffĊπĊΣtD}≤ĊwDfπαΠDsa˙ΣĊt≤íDx≤Σ˙DiuππĊΣtRDJournaldofd
PhysicaldChemistrydAPD2018PDUVVPDUW[]QUW^U 2.8 6

585 gDt−ĊαπĊt≤íalDñĊσ≤˙ΣDαfDσαΠĊDσ≤lαlĊQ·aσĊñDñ≤·ĊΣzαt−≤αβ−ĊΣĊQyPyQñ≤αx≤ñĊDσĊΠ≤íαΣñuít≤Σ˙D
íαΠβαuΣñσDfαπDπĊñDβ−ασβ−απĊσíĊΣíĊRDOrganicdElectronicsPD2018PDYXPDV[TQV[Z 3.5 4

584 oΣσ≤˙−tD≤ΣtαDt−ĊDañσαπβt≤αΣDαfDí−lαπaΠβ−ĊΣ≤íαlDαΣDaDvĊπΠ≤íul≤tĊDσuπfaíĊRDChemicaldPhysicsdLettersPD
2018PDZ^^PDUT[QUUX 2.5 8

583 gΣαt−ĊπDrααkDatDv−αtαĊlĊítπαΣDyβĊítπaDαfDt−ĊDgΣ≤αΣDiπu_Dsult≤πĊfĊπĊΣíĊDi−aπaítĊπDaΣñDkΣĊπ˙Ċt≤íD
jĊ˙ĊΣĊπaíyRDJournaldofdChemicaldTheorydanddComputationPD2018PDUXPDX]WWQX]XW 6.4 5

582 y≤zĊDjĊβĊΣñĊΣtDnVDgñσαπβt≤αΣDαΣDglΣx−ODLΣDcDUâ��UVMDiluσtĊπσRDJournaldofdPhysicaldChemistrydCPD2018PD
UVVPDU]VX[QU]VYY 3.8 18

581 kluí≤ñat≤αΣDαfDt−ĊDΠαlĊíulaπDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊσDαfDσαΠĊDΠa˙≤íDσ≤lvĊπDíluσtĊπσDg˙DLΣDcD]PDU]PD
VTMRDJournaldofdMoleculardModelingPD2018PDVXPDVT^ 2 19

580 lαπΠat≤αΣDαfDaD·≤Qπ−αñ≤uΠD·απαΣDtu·ĊDx−hDaΣñD≤tσD˙πĊatDiuDíaβtuπĊDa·≤l≤tyRDPhysicaldChemistryd
ChemicaldPhysicsPD2018PDVTPDVZT[VQVZT]V 3.6 11

579 z−ĊDĊlĊítπαΣ≤íDσtπuítuπĊDaΣñDσta·≤l≤tyDαfD˙ĊπΠaΣ≤uΠDtu·ĊσDmĊnDaΣñDmĊnRDPhysicaldChemistryd
ChemicaldPhysicsPD2018PDVTPDVWXZ[QVWX[^ 3.6 5

578 uπ≤˙≤ΣDαfDt−ĊD·π≤˙−tDβ−αtαluΠ≤ΣĊσíĊΣíĊDαfDfĊwQatαΠDσ≤lvĊπDíluσtĊπσDíαΣf≤ΣĊñD≤ΣDrzgDzĊαl≤tĊσRDScience
PD2018PDWZUPDZ]ZQZ^T 33.3 83

577 iαΠβĊt≤t≤vĊDsαlĊíulaπDaΣñDj≤σσαí≤at≤vĊDnyñπα˙ĊΣDi−ĊΠ≤σαπβt≤αΣDαΣDy≤zĊDyĊlĊítĊñDjαu·lyDx−αñ≤uΠD
jαβĊñDgluΠ≤ΣuΠDiluσtĊπσRDTopicsdindCatalysisPD2018PDZUPDZVQ[T 2.3 15

576 h≤Σñ≤Σ˙Daff≤Σ≤tyDαfDt−ĊDrQ[XVPTTUD≤Σ−≤·≤tαπDtαDt−ĊDĊΣñαΣuílĊaσĊDñαΠa≤ΣDαfDgSnUtUSvgD≤ΣfluĊΣzaD
v≤πuσDvaπ≤aΣtσ_DsαlĊíulaπDσ≤Πulat≤αΣDaββπαaí−ĊσRDChemicaldPhysicsPD2018PDYTTPDVZQWZ 2.3 5

575 mĊαΠĊtπ≤íDytπuítuπĊσDaΣñDsa˙ΣĊt≤íDoΣtĊπaít≤αΣσD≤ΣDyΠallDi−παΠ≤uΠDux≤ñĊDiluσtĊπσRDJournaldofd
PhysicaldChemistrydCPD2018PDUVVPDV[ZXTQV[ZX[ 3.8 6

574 hαπαΣDaΣñDt≤tπα˙ĊΣDiαQñαβĊñDmπaβ−ĊΣĊD{σĊñDgσDiαuΣtĊπDklĊítπαñĊDfαπDoαñ≤ΣĊDxĊñuít≤αΣD≤ΣD
jyĊQyĊΣσ≤t≤zĊñDyαlaπDiĊllσRDJournaldofdPhysicaldChemistrydCPD2018PDUVVPDVZW]YQVZW^V 3.8 21

573 ytπuítuπĊσDaΣñDΠa˙ΣĊt≤íDβπαβĊπt≤ĊσDαfDσΠallD”lαπΠula_DσĊĊDtĊxt–DaΣñDiαDiπDLΣDDcDDWQYMDíluσtĊπσRD
JournaldofdPhysicsdCondenseddMatterPD2018PDWTPDX[XTTV 1.8 2

Minh Tho Nguyen

6



572 kffĊítσDαfDt−ĊDtĊπΠ≤ΣalDñαΣαπDuΣ≤tD≤ΣDñyĊσDw≤t−DjQjQˇ�QgDaπí−≤tĊítuπĊDαΣDt−ĊDπĊ˙ĊΣĊπat≤αΣD
ΠĊí−aΣ≤σΠD≤ΣDjyyiσ_DaDíαΠβutat≤αΣalDσtuñyRDPhysicaldChemistrydChemicaldPhysicsPD2018PDVTPDVWYZXQVWY[[3.6 10

571 sult≤σ≤tĊDαííuβat≤αΣDαfDñ≤valĊΣtDñαβaΣtσD≤ΣD·aπ≤uΠDaΣñDσtπαΣt≤uΠDt≤taΣatĊσRDJournaldofdPhysicsdandd
ChemistrydofdSolidsPD2018PDUVUPDUYUQUYZ 3.9 10

570 sĊí−aΣ≤σt≤íDytuñyDαΣD†atĊπDyβl≤tt≤Σ˙DxĊaít≤αΣσD·yDyΠallDy≤l≤íαΣDiluσtĊπσDy≤‘PD‘DcDy≤PDhĊPDs˙PDiaRD
JournaldofdPhysicaldChemistrydAPD2018PDUVVPDYUWVQYUXU 2.8 3

569 hαπαΣDzĊĊtαtuΠ_DsĊtall≤íD”z≤LhiDtDM–DaΣñDh≤ΠĊtall≤íD”z≤LhiDtDM–Dt≤ΣĊQsĊΠ·ĊπĊñDnĊtĊπαíyílĊσDw≤t−DxD
ODyDcDWDaΣñDQUDâ�⁄DνDâ�⁄DWRDJournaldofdPhysicaldChemistrydAPD2018PDUVVPDZU^ZQZVTY 2.8 7

568 z−ĊαπĊt≤íalDytuñyDαfDy≤l≤íαΣDsαΣαx≤ñĊDxĊaít≤αΣσDw≤t−DgΠΠαΣ≤aDaΣñDsĊt−aΣĊRDJournaldofdPhysicald
ChemistrydAPD2017PDUVUPDUTWVQUTXT 2.8 0

567 kffĊítσDαfDi−aπ˙ĊDzπaΣσfĊπDαΣDt−ĊDgñσαπβt≤αΣDαfDiuDαΣDyΠallDsαly·ñĊΣuΠQjαβĊñDvlat≤ΣuΠD
iluσtĊπσRDChemistrydsdAdEuropeandJournalPD2017PDVWPDXUVTQXUV[ 4.8 22

566 gπαΠat≤íDía˙ĊQl≤kĊDhXZ_DĊx≤σtĊΣíĊDαfDt−ĊDlaπ˙ĊσtDñĊía˙αΣalD−αlĊσD≤ΣDσta·lĊDatαΠ≤íDíluσtĊπσRDRSCd
AdvancesPD2017PD[PDVVVXWQVVVX[ 3.7 18

565 z≤taΣ≤uΠDj≤˙ĊπΠaΣ≤uΠ_Dz−ĊαπĊt≤íalDgσσ≤˙ΣΠĊΣtDαfDklĊítπαΣ≤íDzπaΣσ≤t≤αΣσD{ΣñĊπly≤Σ˙DotσDgΣ≤αΣD
v−αtαĊlĊítπαΣDyβĊítπuΠRDJournaldofdPhysicaldChemistrydAPD2017PDUVUPDU^XTQU^X^ 2.8 14

564 y≤l≤íαΣDñαβĊñD·απαΣDíluσtĊπσ_D−αwDtαDΠakĊDσta·lĊDπ≤··αΣσeRDPhysicaldChemistrydChemicaldPhysicsPD
2017PDU^PDUX^UWQUX^U] 3.6 12

563 ytπuítuπalDβπαβĊπt≤ĊσDaΣñDΠĊí−aΣ≤íalDσta·≤l≤tyDαfDl≤t−≤uΠQ≤αΣD·aσĊñDΠatĊπ≤alσRDgDt−ĊαπĊt≤íalDσtuñyRD
ComputationaldMaterialsdSciencePD2017PDUWZPDV[UQV[^ 3.2 6

562
z−ĊαπĊt≤íalDoΣvĊσt≤˙at≤αΣDαfDsĊtall≤íDnĊtĊπαfullĊπĊΣĊσDαfDy≤l≤íαΣDaΣñDmĊπΠaΣ≤uΠDs≤xĊñDw≤t−D
v−ασβ−απuσDaΣñDgπσĊΣ≤íDgtαΠσDsQg]kZPDgDcDy≤PDmĊaDkDcDvPDgσaDaΣñDsDcDiπPDsαPD†RDJournaldofdPhysicald
ChemistrydAPD2017PDUVUPDYTYZQYTZZ

2.8 1

561 ytπuítuπalDβπαβĊπt≤ĊσDaΣñDΠĊí−aΣ≤íalDσta·≤l≤tyDαfDΠαΣαíl≤Σ≤íDl≤t−≤uΠDñ≤σ≤l≤íatĊRDPhysicadStatusdSolidid
mBn:dBasicdResearchPD2017PDVYXPDU[TTUT] 1.3 3

560 xĊβl≤íaDĊxí−aΣ˙ĊDΠαlĊíulaπDñyΣaΠ≤íσDσtuñyDαfDt−ĊDaΠylα≤ñD·ĊtaDLUUâ��XTMDtπ≤ΠĊπDβĊΣĊtπat≤Σ˙DaD
ΠĊΠ·πaΣĊRDRSCdAdvancesPD2017PD[PD[WXZQ[WY[ 3.7 30

559 ytπuítuπalDĊvαlut≤αΣDaΣñD·αΣñ≤Σ˙DαfDβ−ασβ−απuσQñαβĊñDσ≤l≤íαΣDíluσtĊπσDy≤ΣvΠâ��STSODw≤t−DΣDcDUâ��UTPDΠD
cDUPDVRDComputationaldanddTheoreticaldChemistryPD2017PDUUT[PDUUYQUVZ 2 5

558 jĊtĊπΠ≤Σat≤αΣDαfDt−ĊDa·σαlutĊD·≤Σñ≤Σ˙DfπĊĊDĊΣĊπ˙≤ĊσDαfDno}QUDβπαtĊaσĊD≤Σ−≤·≤tαπσDuσ≤Σ˙D
ΣαΣQĊνu≤l≤·π≤uΠDΠαlĊíulaπDñyΣaΠ≤íσDσ≤Πulat≤αΣσRDChemicaldPhysicsdLettersPD2017PDZ[ZPDUVQU[ 2.5 23

557 xĊβl≤íaDĊxí−aΣ˙ĊDΠαlĊíulaπDñyΣaΠ≤íσDσtuñyDαfDt−ĊDtπuΣíatĊñDaΠylα≤ñD·ĊtaDLUUQXTMDtπ≤ΠĊπD≤ΣD
σαlut≤αΣRDPhysicaldChemistrydChemicaldPhysicsPD2017PDU^PDU^T^QU^U^ 3.6 31

556 XñDaΣñDYñD·≤ΠĊtalDñαβĊñDtu·ulaπDσ≤l≤íαΣDíluσtĊπσDy≤sDw≤t−DsDcDt·PDzaPDsαDaΣñD†_DaD·≤ΠĊtall≤íD
íαΣf≤˙uπat≤αΣDΠαñĊlRDPhysicaldChemistrydChemicaldPhysicsPD2017PDU^PDWUUYQWUVX 3.6 33

555 kvaluat≤αΣDαfDt−ĊDa·σαlutĊDaff≤Σ≤tyDαfDΣĊuπaΠ≤Σ≤ñaσĊD≤Σ−≤·≤tαπDuσ≤Σ˙DσtĊĊπĊñDΠαlĊíulaπDñyΣaΠ≤íσD
σ≤Πulat≤αΣσRDJournaldofdMoleculardGraphicsdanddModellingPD2017PD[[PDUW[QUXV 2.8 9

(2017-2018)
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554 iαΠβaπat≤vĊDytuñyDαfDsĊt−aΣαlDgít≤vat≤αΣD·yDj≤ffĊπĊΣtDyΠallDs≤xĊñDy≤l≤íαΣDiluσtĊπσDy≤sDw≤t−DsDcD
nPDr≤PDtaPDiuPDaΣñDg˙RDACSdOmegaPD2017PDVPDXYZWQXY[X 3.9 3

553 oΣσ≤˙−tσD≤ΣtαDmĊαΠĊtπ≤íDaΣñDklĊítπαΣ≤íDytπuítuπĊσDαfD}mĊDiluσtĊπσDfπαΠDgΣ≤αΣDv−αtαĊlĊítπαΣD
yβĊítπuΠDgσσ≤˙ΣΠĊΣtRDJournaldofdPhysicaldChemistrydAPD2017PDUVUPDZ^X^QZ^YZ 2.8 6

552 sΣfhWtWy≤]DO_DaDσta·lĊDσ≤Σ˙lĊtDΠaΣ˙aΣĊσĊQñαβĊñD−ĊtĊπαQatαΠQΠ≤xĊñDσ≤l≤íαΣDfullĊπĊΣĊRDStructurald
ChemistryPD2017PDV]PDU]][QU]^W 1.8 5

551 uΣDt−ĊDπαlĊDαfDñ≤ffĊπĊΣtDtyβĊσDαfDĊlĊítπαΣD≤ΣDñαu·lĊDπ≤Σ˙Dtu·ulaπDíluσtĊπσRDChemicaldPhysicsdLettersPD
2017PDZ]YPDW[[QW]X 2.5 12

550 yβ≤ΣQβαlaπ≤zĊñDtπaΣσβαπtDβπαβĊπt≤ĊσD≤ΣDσαΠĊDtπaΣσ≤t≤αΣDΠĊtalDñ≤t−≤αlĊΣĊDíαΠβlĊxĊσRDPhysicald
ChemistrydChemicaldPhysicsPD2017PDU^PDWVYWZQWVYXW 3.6 4

549 kmimD≤Σ−≤·≤tσDt−ĊDαl≤˙αΠĊπ≤zat≤αΣDαfDaΠylα≤ñD·ĊtaDLUZQVVMD−ĊxaΠĊπ_Dz−ĊαπĊt≤íalDσtuñ≤ĊσRDJournaldofd
MoleculardGraphicsdanddModellingPD2017PD[ZPDUQUT 2.8 30

548 gΣαt−ĊπDlααkDatDσtπuítuπĊDαfD˙αlñDíluσtĊπσDguDΣDfπαΠDβĊπσβĊít≤vĊDαfDβ−ĊΣαΠĊΣαlα˙≤íalDσ−ĊllDΠαñĊlRD
ChemicaldPhysicsPD2017PDX^WPDUXTQUX] 2.3 26

547 ytπuítuπalDaσσ≤˙ΣΠĊΣtDαfDσΠallDíat≤αΣ≤íDσ≤lvĊπDíluσtĊπσD·yDfaπQ≤ΣfπaπĊñDσβĊítπασíαβyDaΣñDjlzD
íalíulat≤αΣσRDPhysicaldChemistrydChemicaldPhysicsPD2017PDU^PDU^WZTQU^WZ] 3.6 20

546 ytπuítuπalDkvαlut≤αΣPD}≤·πat≤αΣalDy≤˙ΣatuπĊσDaΣñDkΣĊπ˙Ċt≤íσDαfDt≤α·≤uΠDiluσtĊπσDfπαΠDt·VDtαDt·VTRD
ChallengesdanddAdvancesdindComputationaldChemistrydanddPhysicsPD2017PD][QUWY 0.7 2

545 zπaΣσ≤t≤αΣDsĊtalDjαβĊñDhαπαΣDiluσtĊπσ_DytπuítuπĊDaΣñDhαΣñ≤Σ˙DαfDhΣsVDiyílĊσDaΣñDzu·ĊσRD
ChallengesdanddAdvancesdindComputationaldChemistrydanddPhysicsPD2017PDU^^QVWY 0.7 3

544 uxy˙ĊΣDvaíaΣíyD˙ĊΣĊπat≤αΣD≤ΣDπaπĊQĊaπt−QñαβĊñDyπz≤uWRDPhysicadStatusdSolididmBn:dBasicdResearchPD
2016PDVYWPDVU^[QVVTW 1.3 9

543 iαΣσĊνuĊΣíĊσDαfDiaDΠult≤σ≤tĊDαííuβat≤αΣDfαπDt−ĊDíαΣñuít≤Σ˙DβπαβĊπt≤ĊσDαfDhaz≤uWRDJournaldofdSolidd
StatedChemistryPD2016PDVXWPD[[Q]V 3.3 4

542 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊD≤ΣtĊπaít≤αΣσD·ĊtwĊĊΣDt−ĊDf≤πσtDtπaΣσΠĊΠ·πaΣĊDσĊ˙ΠĊΣtDαfDtyVDβπαtĊ≤ΣD
aΣñDaDvuviDl≤β≤ñD·≤layĊπRDBiophysicaldChemistryPD2016PDVU[PDUQ[ 3.5 5

541
sult≤σíalĊDσ≤Πulat≤αΣσDαΣDíαΣfαπΠat≤αΣalDñyΣaΠ≤íσDaΣñDΠĊΠ·πaΣĊD≤ΣtĊπaít≤αΣσDαfDt−ĊD
ΣαΣQσtπuítuπalDVDLtyVMDtπaΣσΠĊΠ·πaΣĊDñαΠa≤ΣRDBiochemicaldanddBiophysicaldResearchd
CommunicationsPD2016PDX[]PDU^WQU^]

3.4 4

540 y≤lαlĊQhaσĊñDt≤íkĊlDh≤σñ≤t−≤αlĊΣĊDiαΠβlĊxĊσ_DgDz−ĊαπĊt≤íalDjĊσ≤˙ΣDfαπDuβtαĊlĊítπαΣ≤íDgββl≤íat≤αΣσRD
JournaldofdPhysicaldChemistrydCPD2016PDUVTPDUZXU]QUZXVZ 3.8 10

539 klĊítπαΣ≤íDytπuítuπĊDαfDtĊutπalDaΣñDgΣ≤αΣ≤íDyíaΣñ≤uΠDj≤σ≤l≤íαΣDyíy≤DiluσtĊπσDaΣñDt−ĊDxĊlatĊñDgΣ≤αΣD
v−αtαĊlĊítπαΣDyβĊítπuΠRDJournaldofdPhysicaldChemistrydAPD2016PDUVTPD^XTUQ^XUT 2.8 9

538 ytπuítuπalDaσσ≤˙ΣΠĊΣtPDaΣñDĊlĊítπαΣ≤íDaΣñDΠa˙ΣĊt≤íDβπαβĊπt≤ĊσDαfDlaΣt−aΣ≤ñĊDΠĊtalDñαβĊñDσ≤l≤íαΣD
−ĊβtaΠĊπσDy≤sDw≤t−DsDcDvπPDmñDaΣñDnαRDPhysicaldChemistrydChemicaldPhysicsPD2016PDU]PDWUTYXQWUTZW 3.6 13

537 klĊítπαΣ≤íDσtπuítuπĊDαfDt−ĊD·απαΣDfullĊπĊΣĊDhUXDaΣñD≤tσDσ≤l≤íαΣDñĊπ≤vat≤vĊσDhUWy≤LOMPDhUWy≤LQMDaΣñD
hUVy≤V_DaDπat≤αΣal≤zat≤αΣDuσ≤Σ˙DaDíyl≤ΣñĊπDΠαñĊlRDPhysicaldChemistrydChemicaldPhysicsPD2016PDU]PDU[ZU^QVZ 3.6 8
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536 uβt≤íalDβπαβĊπt≤ĊσDαfDt−ĊD−yñπatĊñDí−aπ˙ĊñDσ≤lvĊπDtĊtπaΠĊπDaΣñDσ≤lvĊπD−ĊxaΠĊπDĊΣíaβσulatĊñD≤Σσ≤ñĊD
t−ĊDσαñal≤tĊDíav≤tyDαfDaΣDrzgQtyβĊDzĊαl≤tĊRDPhysicaldChemistrydChemicaldPhysicsPD2016PDU]PDU]UV]QWZ 3.6 17

535 gDt−ĊαπĊt≤íalDσtuñyDαΣDí−aπ˙ĊDtπaΣσβαπtDαfDñ≤t−≤αlĊΣĊDΣ≤íkĊlDíαΠβlĊxĊσRDPhysicaldChemistrydChemicald
PhysicsPD2016PDU]PDZVY^QZ[ 3.6 6

534 gπαΠat≤íDí−aπaítĊπDαfDβlaΣaπD·απαΣQ·aσĊñDíluσtĊπσDπĊv≤σ≤tĊñD·yDπ≤Σ˙DíuππĊΣtDíalíulat≤αΣσRDPhysicald
ChemistrydChemicaldPhysicsPD2016PDU]PDUU^U^QWU 3.6 23

533 gπαΠat≤íDía˙ĊσDh_DuΣβπĊíĊñĊΣtĊñDĊx≤σtĊΣíĊDαfDαíta˙αΣalD−αlĊσD≤ΣD·απαΣDíluσtĊπσRDPhysicaldChemistryd
ChemicaldPhysicsPD2016PDU]PDUUZVTQW 3.6 15

532 gDΣĊwDí−≤πalD·απαΣDíluσtĊπDhXXDíαΣta≤Σ≤Σ˙DΣαΣa˙αΣalD−αlĊσRDChemicaldCommunicationsPD2016PDYVPDUZYWQZ 5.8 35

531 z−ĊDβαtĊΣt≤alDĊx≤σtĊΣíĊDαfDΠ≤xĊñDñĊfĊítD≤Σíαπβαπat≤αΣDΠαñĊσDfαπDπaπĊQĊaπt−DñαβĊñDíu·≤íDhaz≤uWRD
PhysicadStatusdSolididmBn:dBasicdResearchPD2016PDVYWPD[WWQ[W[ 1.3 9

530 z−ĊαπĊt≤íalDytuñyDαfDt−ĊDy≤Σs˙ΠDiluσtĊπσDaΣñDz−Ċ≤πDiat≤αΣσ_DzαwaπñDy≤l≤íαΣDtaΣαw≤πĊσDw≤t−D
sa˙ΣĊσ≤uΠDr≤ΣkĊπσRDJournaldofdPhysicaldChemistrydCPD2016PDUVTPDUYYUXQUYYVZ 3.8 3

529 yta·≤l≤tyDaΣñD·αΣñ≤Σ˙DαfDt−ĊDΠult≤βlyDíααπñ≤ΣatĊñD·≤ΠĊtall≤íD·απαΣDíyílĊσ_Dh]sVVâ��PDh[tsVDaΣñD
hZiVsVDw≤t−DsDcDyíDaΣñDz≤RDRSCdAdvancesPD2016PDZPDYUYTWQYUYUV 3.7 10

528 iαΠβlĊxĊσDαfDíaπ·αΣDñ≤αx≤ñĊDw≤t−Dñ≤−alα˙ĊΣatĊñDĊt−ylĊΣĊσ_DσtπuítuπĊPDσta·≤l≤tyDaΣñD≤ΣtĊπaít≤αΣRDRSCd
AdvancesPD2016PDZPDWUXTUQWUXT^ 3.7 7

527 klĊítπαΣ≤íDytπuítuπĊDaΣñDz−ĊπΠαí−ĊΠ≤íalDvaπaΠĊtĊπσDαfDt−ĊDy≤l≤íαΣQjαβĊñDhαπαΣDiluσtĊπσDhΣy≤PD
w≤t−DΣDcD]QUXPDaΣñDz−Ċ≤πDgΣ≤αΣσRDJournaldofdPhysicaldChemistrydAPD2016PDUVTPDWZVWQWW 2.8 15

526 sĊt−aΣαlDgít≤vat≤αΣDiatalyzĊñD·yDyΠallDkaπt−Qglkal≤Ds≤xĊñDy≤l≤íαΣDiluσtĊπσDy≤Πâ��ΣsΣDw≤t−DsDcDhĊPD
s˙PDiaDaΣñDΠDcDWâ��XPDΣDcDTâ��URDJournaldofdPhysicaldChemistrydCPD2016PDUVTPDUTXXVQUTXYU 3.8 5

525 {Σ≤f≤ĊñDπĊaít≤αΣDβat−wayσDfαπDt−ĊDβπĊ·≤αt≤íDfαπΠat≤αΣDαfDxtgDaΣñDjtgDΣuílĊα·aσĊσRDPhysicald
ChemistrydChemicaldPhysicsPD2016PDU]PDVTU[[Q]] 3.6 23

524 laσtDaΣñDaííuπatĊDñĊtĊπΠ≤Σat≤αΣDαfDt−ĊDπĊlat≤vĊD·≤Σñ≤Σ˙Daff≤Σ≤t≤ĊσDαfDσΠallDíαΠβαuΣñσDtαDno}QUD
βπαtĊaσĊDuσ≤Σ˙DΣαΣQĊνu≤l≤·π≤uΠDwαπkRDJournaldofdComputationaldChemistryPD2016PDW[PDV[WXQV[XV 3.5 45

523 z−ĊαπĊt≤íalDytuñyDαfDyΠallDyíaΣñ≤uΠQjαβĊñDy≤lvĊπDiluσtĊπσDyíg˙Dw≤t−DΣDcDUQ[_Dˇ�QgπαΠat≤íDlĊatuπĊRD
JournaldofdPhysicaldChemistrydAPD2016PDUVTPD[^ZXQ[^[V 2.8 8

522 ytπuítuπĊDjĊβĊΣñĊΣtDsa˙ΣĊt≤íDiαuβl≤Σ˙D≤ΣDiα·altQjαβĊñDy≤l≤íαΣDiluσtĊπσRDJournaldofdPhysicald
ChemistrydCPD2016PDUVTPDU^XYXQU^XZT 3.8 10

521 iαππĊít≤αΣ_DklĊítπαΣ≤íDσtπuítuπĊDαfDt−ĊD·απαΣDfullĊπĊΣĊDhDaΣñD≤tσDσ≤l≤íαΣDñĊπ≤vat≤vĊσDhy≤PDhy≤DaΣñDhy≤_D
aDπat≤αΣal≤zat≤αΣDuσ≤Σ˙DaDíyl≤ΣñĊπDΠαñĊlRDPhysicaldChemistrydChemicaldPhysicsPD2016PDU]PDVV[WV 3.6 1

520 iαΠΠĊΣtDαΣDFhW]_DaΣDallQ·απαΣDfullĊπĊΣĊDaΣalα˙uĊFD·yDpRDrvPD’RD†aΣ˙PDrRD“−uDaΣñD’RDsaPDtaΣασíalĊPD
VTUXPDZPDUUZ^VRDNanoscalePD2015PD[PDWWUZQ[ 7.7 29

519 jĊσ≤˙ΣDαfDΣαvĊlDtĊtπaQ−ĊtĊπα”]–í≤πíulĊΣĊσ_DaDt−ĊαπĊt≤íalDσtuñyDαfDĊlĊítπαΣ≤íDσtπuítuπĊDaΣñDí−aπ˙ĊD
tπaΣσβαπtDí−aπaítĊπ≤σt≤íσRDRSCdAdvancesPD2015PDYPDVXUZ[QVXU[X 3.7 12
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518 hαΣñ≤Σ˙DaΣñDσ≤Σ˙lĊtQtπ≤βlĊtD˙aβDαfDσ≤l≤íαΣDtπ≤ΠĊπ_DĊffĊítσDαfDβπαtαΣat≤αΣDaΣñDattaí−ΠĊΣtDαfDalkal≤D
ΠĊtalDíat≤αΣσRDJournaldofdComputationaldChemistryPD2015PDWZPD]TYQUY 3.5 12

517 tatuπĊDαfDt−ĊD≤ΣtĊπaít≤αΣD·ĊtwĊĊΣDπaπĊD˙aσDatαΠσDaΣñDtπaΣσ≤t≤αΣDΠĊtalDñαβĊñDσ≤l≤íαΣDíluσtĊπσ_Dt−ĊD
παlĊDαfDσ−≤Ċlñ≤Σ˙DĊffĊítσRDPhysicaldChemistrydChemicaldPhysicsPD2015PDU[PDU[Y]XQ^U 3.6 10

516 xañ≤íalDvat−wayσDfαπDt−ĊDvπĊ·≤αt≤íDlαπΠat≤αΣDαfDvyπ≤Π≤ñ≤ΣĊDhaσĊσDfπαΠDlαπΠaΠ≤ñĊRDJournaldofd
PhysicaldChemistrydAPD2015PDUU^PD]][UQ]W 2.8 27

515 jĊíαΠβασ≤t≤αΣDβat−wayσDαfDfαπΠaΠ≤ñĊD≤ΣDt−ĊDβπĊσĊΣíĊDαfDvaΣañ≤uΠDaΣñDt≤taΣ≤uΠDΠαΣαx≤ñĊσRD
PhysicaldChemistrydChemicaldPhysicsPD2015PDU[PDUZ^V[QWZ 3.6 5

514
klĊítπαΣ≤íDσtπuítuπĊDaΣñDβ−αtαĊlĊítπαΣDσβĊítπaDαfDhΣDw≤t−DΣDcDVZQV^_DaΣDαvĊπv≤ĊwDαfDσtπuítuπalD
í−aπaítĊπ≤σt≤íσDaΣñD˙παwt−DΠĊí−aΣ≤σΠDαfD·απαΣDíluσtĊπσRDPhysicaldChemistrydChemicaldPhysicsPD2015PD
U[PDUWZ[VQ^

3.6 46

513 z−ĊDhWVDíluσtĊπD−aσDt−ĊDΠασtDσta·lĊD·αwlDσtπuítuπĊDw≤t−DaDπĊΠaπka·lĊD−Ċβta˙αΣalD−αlĊRDChemicald
CommunicationsPD2015PDYUPD[Z[[Q]T 5.8 35

512 gíĊtylĊΣĊDaσDaΣDĊσσĊΣt≤alD·u≤lñ≤Σ˙D·lαíkDfαπDβπĊ·≤αt≤íDfαπΠat≤αΣDαfDβyπ≤Π≤ñ≤ΣĊD·aσĊσDαΣDz≤taΣRD
PhysicaldChemistrydChemicaldPhysicsPD2015PDU[PDVXV^XQWTW 3.6 10

511 lullĊπĊΣĊQl≤kĊD·απαΣDíluσtĊπσDσta·≤l≤zĊñD·yDaΣDĊΣñα−ĊñπallyDñαβĊñD≤παΣDatαΠ_DhLΣMlĊDw≤t−DΣDcDUXPDUZPD
U]DaΣñDVTRDPhysicaldChemistrydChemicaldPhysicsPD2015PDU[PDWTTTQW 3.6 64

510 sΣVfy≤UY_Dt−ĊDσΠallĊσtDtπ≤βlĊDπ≤Σ˙Dtu·ulaπDσ≤l≤íαΣDíluσtĊπRDPhysicaldChemistrydChemicaldPhysicsPD2015PD
U[PDU[YZZQ[T 3.6 30

509 kffĊítσDαfD·≤ΠĊtall≤íDñαβ≤Σ˙DαΣDσΠallDíyíl≤íDaΣñDtu·ulaπD·απαΣDíluσtĊπσ_Dh[sVDaΣñDhUXsVDσtπuítuπĊσD
w≤t−DsDcDlĊPDiαRDPhysicaldChemistrydChemicaldPhysicsPD2015PDU[PDU[WWYQXY 3.6 17

508 ytπuítuπĊσPDz−ĊπΠαí−ĊΠ≤íalDvπαβĊπt≤ĊσPDaΣñDhαΣñ≤Σ˙DαfDs≤xĊñDglkal≤ΣĊQkaπt−QsĊtalDy≤l≤íαΣDzπ≤ΠĊπσD
y≤WsLOSTSQMDw≤t−DsDcDhĊPDs˙PDiaRDJournaldofdPhysicaldChemistrydAPD2015PDUU^PDZX^WQYTW 2.8 4

507 iαΠΠĊΣtDαΣDFiαΠβutat≤αΣalDytuñyDαΣDt−ĊD}≤ΣylDgz≤ñĊDjĊíαΠβασ≤t≤αΣFRDJournaldofdPhysicald
ChemistrydAPD2015PDUU^PDUV^TZQ[ 2.8 7

506 i−ĊΠ≤íalDhαΣñ≤Σ˙PDxĊaít≤v≤tyPDaΣñD}≤a·≤l≤tyDαfDraπ˙ĊDhαπαΣDiluσtĊπσRDAnnualdReportsdind
ComputationaldChemistryPD2015PDUUPDUX[QU][ 1.8 1

505 hαπaΣĊDaΣñDalaΣĊDΠĊñ≤atĊñD−yñπα˙ĊΣDπĊlĊaσĊDfπαΠDσ≤laΣĊDaΣñDΠĊt−ylσ≤laΣĊRDChemicaldPhysicsd
LettersPD2015PDZVTPDW]QXV 2.5 2

504 nyñπα˙ĊΣDxĊlĊaσĊDfπαΠDgΠΠαΣ≤aDglaΣĊQhaσĊñDsatĊπ≤alσ_DlαπΠat≤αΣDαfDiyílαtπ≤alazaΣĊDaΣñDglaz≤ΣĊRD
JournaldofdPhysicaldChemistrydCPD2015PDUU^PDXYVXQXYW^ 3.8 2

503 gDñ≤σkQaπαΠat≤íD·αwlDíluσtĊπDhWT_DtαwaπñDfαπΠat≤αΣDαfD·απαΣD·uíky·allσRDChemicaldCommunicationsPD
2014PDYTPDUYY]QZT 5.8 53

502 lπĊĊDπañ≤íalDβat−wayσDfαπDt−ĊDβπĊ·≤αt≤íDfαπΠat≤αΣDαfDxaΣt−≤ΣĊDaΣñD≤σα˙uaΣ≤ΣĊDfπαΠDfαπΠaΠ≤ñĊRD
ChemicaldPhysicsdLettersPD2014PDY^]PDY]QZX 2.5 18

501 ytπuítuπĊDaσσ≤˙ΣΠĊΣtPDĊlĊítπαΣ≤íDβπαβĊπt≤ĊσPDaΣñDΠa˙ΣĊt≤σΠDνuĊΣí−≤Σ˙DαfDĊΣñα−ĊñπallyDñαβĊñD
ΣĊutπalDσ≤l≤íαΣDíluσtĊπσPDy≤LΣMiαDLΣDcDUTQUVMRDJournaldofdPhysicaldChemistrydAPD2014PDUU]PD]U^]QVTW 2.8 32
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500 vlaΣaπDtĊtπaíααπñ≤ΣatĊDíaπ·αΣDσta·≤l≤zĊñD·yD−Ċav≤ĊπDíαΣ˙ĊΣĊπDía˙Ċσ_Dz−ĊDy≤^iDaΣñDmĊ^iDíluσtĊπσRD
ChemicaldPhysicsdLettersPD2014PDY^YQY^ZPDV[VQV[Z 2.5 17

499 gDβaπt≤ílĊDαΣDaD−αllαwDíyl≤ΣñĊπ_Dt−ĊDtπ≤βlĊDπ≤Σ˙Dtu·ulaπDíluσtĊπDhV[LOMRDPhysicaldChemistrydChemicald
PhysicsPD2014PDUZPDU^X[TQ] 3.6 45

498 vπĊ·≤αt≤íDσyΣt−Ċσ≤σDαfDtπ≤az≤ΣĊσDfπαΠDuπĊa_DaDt−ĊαπĊt≤íalDσtuñyDαfDfπĊĊDπañ≤íalDπαutĊσDtαDΠĊlaΠ≤ΣĊPD
aΠΠĊl≤ΣĊPDaΠΠĊl≤ñĊDaΣñDíyaΣuπ≤íDaí≤ñRDRSCdAdvancesPD2014PDXPDWVW[YQWVW]V 3.7 17

497 wuaΣtuΠDπulĊσDfαπDβlaΣaπD·απαΣDΣaΣαíluσtĊπσRDPhysicaldChemistrydChemicaldPhysicsPD2014PDUZPDU]WUUQ] 3.6 24

496 klĊítπαΣ≤íDytπuítuπĊDaΣñDi−ĊΠ≤íalDhαΣñ≤Σ˙D≤ΣDt−ĊDjαu·lĊDx≤Σ˙Dzu·ulaπDhαπαΣDiluσtĊπσRDJournaldofd
PhysicaldChemistrydCPD2014PDUU]PDVXU]UQVXU][ 3.8 33

495 kffĊítσDαfDwatĊπDΠαlĊíulĊσDαΣDπĊaππaΣ˙ĊΠĊΣtσDαfDfαπΠaΠ≤ñĊDαΣDt−ĊDkaαl≤Σ≤tĊD·aσalDLTTUMDσuπfaíĊRD
JournaldofdPhysicaldChemistrydAPD2014PDUU]PD[TU[QVW 2.8 8

494 oΣfluĊΣíĊDαfDiπDñαβ≤Σ˙DαΣDt−ĊDσta·≤l≤tyDaΣñDσtπuítuπĊDαfDσΠallDíα·altDαx≤ñĊDíluσtĊπσRDJournaldofd
ChemicaldPhysicsPD2014PDUXUPDTXXWUU 3.9 14

493 z−ĊαπĊt≤íalDñĊσ≤˙ΣDαfDΣQtyβĊDαπ˙aΣ≤íDσĊΠ≤íαΣñuít≤Σ˙DΠatĊπ≤alσDíαΣta≤Σ≤Σ˙Dt−≤azαlĊDaΣñDαxazαlĊD
fπaΠĊwαπkσRDJournaldofdPhysicaldChemistrydAPD2014PDUU]PDWWWYQXW 2.8 25

492 kffĊítσDαfDσulfuπQñĊf≤í≤ĊΣtDñĊfĊítDaΣñDwatĊπDαΣDπĊaππaΣ˙ĊΠĊΣtσDαfDfαπΠaΠ≤ñĊDαΣDβyπ≤tĊDLUTTMD
σuπfaíĊRDJournaldofdPhysicaldChemistrydAPD2014PDUU]PDXT[^Q]Z 2.8 14

491 x≤Σ˙DíuππĊΣtσD≤ΣDσ≤l≤íαΣDtĊtπaΠĊπDLy≤XPDy≤XVOMDaΣñDβlaΣaπDtĊtπaíααπñ≤ΣatĊDíaπ·αΣDñαβĊñDíluσtĊπD
y≤XiVO_Dˇ�DvĊπσuσDˇ�DaπαΠat≤í≤tyRDChemicaldPhysicsdLettersPD2014PDZT]PDVYYQVZW 2.5 19

490 z−ĊD·απαΣDíαΣuΣñπuΠ_DhαΣñ≤Σ˙D≤ΣDt−ĊD·αwlDhWTDaΣñDhWZPDfullĊπĊΣĊDhXTDaΣñDtπ≤βlĊDπ≤Σ˙DhXVDíluσtĊπσRD
ChemicaldPhysicsdLettersPD2014PDZT]PDV^YQWTV 2.5 52

489 i−ĊΠ≤íalDhαΣñ≤Σ˙DaΣñDgπαΠat≤í≤tyD≤ΣDvαlyQ−ĊtĊπαíyíl≤íDiαΠβαuΣñσRDTopicsdindHeterocyclicdChemistry
PD2014PDUZUQU][ 0.2 9

488 z−ĊDhαπαΣDíαΣuΣñπuΠ_Dt−ĊDíaσĊDαfDíat≤αΣ≤íDíluσtĊπσDL{πΠ{h}}—{O}_{Σ}MDw≤t−DΣDcDVâ��VTRDHighlightsdind
TheoreticaldChemistryPD2014PD[UQ]Y

487 mπαwt−DsĊí−aΣ≤σΠPDkΣĊπ˙Ċt≤íσDaΣñDiuDgff≤Σ≤t≤ĊσDαfD}aΣañ≤uΠDjαβĊñDmαlñDiluσtĊπσPDguΣ}Dw≤t−DΣDcD
Uâ��VTD2014PDUT[QUX^

486 z−ĊαπĊt≤íalDjĊσ≤˙ΣDαfDˇ�QiαΣju˙atĊñDnĊtĊπαβαlyíyíl≤íDiαΠβαuΣñσDiαΣta≤Σ≤Σ˙DaDzπ≤íααπñ≤ΣatĊñD
hαπαΣDiĊΣtĊπRDJournaldofdPhysicaldChemistrydCPD2013PDUU[PDUX^^^QUYTT] 3.8 11

485 oΣtĊπaít≤αΣσDαfDíaπ·αΣDñ≤αx≤ñĊDw≤t−DΠαñĊlDαπ˙aΣ≤íDΠαlĊíulĊσ_DgDíαΠβaπat≤vĊDt−ĊαπĊt≤íalDσtuñyRD
ChemicaldPhysicsdLettersPD2013PDY]UPDUTQUY 2.5 21

484 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDñĊíαΠβασ≤t≤αΣDαfDfαπΠaΠ≤ñĊD≤ΣDt−ĊDβπĊσĊΣíĊDαfDwatĊπDΠαlĊíulĊσRDJournald
ofdPhysicaldChemistrydAPD2013PDUU[PDVYXWQYY 2.8 38

483 ytπuítuπĊPDt−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσPDaΣñD˙παwt−DσĊνuĊΣíĊDαfDaluΠ≤ΣuΠQñαβĊñDσ≤l≤íαΣDíluσtĊπσD
y≤LΣMglLΠMDLΣDcDUQUUPDΠDcDUQVMDaΣñDt−Ċ≤πDaΣ≤αΣσRDJournaldofdPhysicaldChemistrydAPD2013PDUU[PDZ]Z[Q]V 2.8 23
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482 lπαΠDfαπΠaΠ≤ñĊDtαDβuπ≤ΣĊ_DaDσĊlfQíatalyzĊñDπĊaít≤αΣDβat−wayDβπαv≤ñĊσDaDfĊaσ≤·lĊDΠĊí−aΣ≤σΠDfαπD
t−ĊDĊΣt≤πĊDβπαíĊσσRDJournaldofdPhysicaldChemistrydBPD2013PDUU[PD^WWWQXV 3.4 40

481 z−ĊαπĊt≤íalDΠαñĊl≤Σ˙DαfDαβt≤íalDβπαβĊπt≤ĊσDαfDg˙]DaΣñDg˙UXDσ≤lvĊπDíluσtĊπσDĊΠ·ĊññĊñD≤ΣDaΣDrzgD
σαñal≤tĊDzĊαl≤tĊDíav≤tyRDPhysicaldChemistrydChemicaldPhysicsPD2013PDUYPDUYXTXQUY 3.6 23

480 nyñπα˙ĊΣDπĊlĊaσĊDfπαΠDσyσtĊΠσDíαΣta≤Σ≤Σ˙Dβ−ασβ−≤ΣĊPD·απaΣĊPDalaΣĊDaΣñD˙alaΣĊ_DgDΠĊí−aΣ≤σt≤íD
σtuñyRDChemicaldPhysicsdLettersPD2013PDY]XPDWTQWZ 2.5 4

479 z−ĊDyĊâ��nD·αΣñDαfD·ĊΣzĊΣĊσĊlĊΣαlσDLgπyĊQnM_DxĊlat≤αΣσ−≤βD·ĊtwĊĊΣD·αΣñDñ≤σσαí≤at≤αΣDĊΣt−alβyDaΣñD
σβ≤ΣDñĊΣσ≤tyDαfDπañ≤íalσRDChemicaldPhysicsPD2013PDXUYPDU]QVY 2.3 4

478 ˇ�QiαΣju˙atĊñDsαlĊíulĊσDiαΣta≤Σ≤Σ˙Dtaβ−t−α”VPWQ·–t−≤αβ−ĊΣĊDaΣñDz−Ċ≤πDjĊπ≤vat≤vĊσ_Dz−ĊαπĊt≤íalD
jĊσ≤˙ΣDfαπDuπ˙aΣ≤íDyĊΠ≤íαΣñuítαπσRDJournaldofdPhysicaldChemistrydCPD2013PDUU[PDUTU[YQUTU]X 3.8 42

477 jĊσ≤˙ΣDαfDaπαΠat≤íD−ĊtĊπαβαlyíyíl≤íσDíαΣta≤Σ≤Σ˙D·απαlĊDfπaΠĊwαπkσRDChemicaldCommunicationsPD
2013PDX^PDUUYX]QYT 5.8 26

476 nĊatDαfDfαπΠat≤αΣDaΣñDt−ĊπΠαí−ĊΠ≤íalDβaπaΠĊtĊπσDαfDσ≤lαlĊRDChemicaldPhysicsdLettersPD2013PDY]]PDU[QVU 2.5 2

475 ytπuítuπĊσDaΣñD≤αΣ≤zat≤αΣDĊΣĊπ˙≤ĊσDαfDσΠallDl≤t−≤uΠDñαβĊñD˙ĊπΠaΣ≤uΠDíluσtĊπσRDPhysicaldChemistryd
ChemicaldPhysicsPD2013PDUYPDYUYUQZV 3.6 10

474 lπĊĊDπañ≤íalDπαutĊσDfαπDβπĊ·≤αt≤íDfαπΠat≤αΣDαfDjtgDΣuílĊα·aσĊσDfπαΠDfαπΠaΠ≤ñĊRDPhysicaldChemistryd
ChemicaldPhysicsPD2013PDUYPDVUT]XQ^W 3.6 31

473 pa−ΣQzĊllĊπD≤Σσta·≤l≤tyD≤ΣDíat≤αΣ≤íD·απαΣDaΣñDíaπ·αΣD·uíky·allσDh]TODaΣñDiZTO_DaDíαΠβaπat≤vĊDσtuñyRD
PhysicaldChemistrydChemicaldPhysicsPD2013PDUYPDV]V^QWY 3.6 15

472 z−ĊD·απαΣDíαΣuΣñπuΠ_Dw−≤í−Dβπ≤Σí≤βlĊσDuΣñĊπl≤ĊDt−ĊDfαπΠat≤αΣDαfDlaπ˙ĊD−αllαwD·απαΣDía˙ĊσeRD
ChemPhysChemPD2013PDUXPDWXZQZW 3.2 18

471 vĊπfαπΠaΣíĊDαfDaΣD≤ΣtĊ˙πatĊñDaββπαaí−DfαπDβπĊñ≤ít≤αΣDαfD·αΣñDñ≤σσαí≤at≤αΣDĊΣt−alβ≤ĊσDαfDβ−ĊΣαlσD
ĊxtπaítĊñDfπαΠD˙≤Σ˙ĊπDaΣñDtĊaRDChemicaldPhysicsdLettersPD2013PDYYYPDXXQYT 2.5 7

470 nĊatσDαfDfαπΠat≤αΣDaΣñDt−ĊπΠαí−ĊΠ≤íalDβaπaΠĊtĊπσDαfDσΠallDσ≤l≤íαΣDíluσtĊπσDaΣñDt−Ċ≤πD≤αΣσPDy≤ΣOSTSQD
w≤t−DΣDcDVâ��UWRDChemicaldPhysicsdLettersPD2013PDY]XPDUX[QUYX 2.5 19

469 hαπαΣQ·απαΣDΠult≤βlĊD·αΣñD≤ΣD”hLtniM–V_DtαwaπñσDσta·lĊDaΣñDaπαΠat≤íD”hLtniM–ΣDπ≤Σ˙σRDAngewandted
ChemiedsdInternationaldEditionPD2013PDYVPDXYYXQ[ 16.4 16

468 lπαΠDfαπΠaΠ≤ñĊDtαDβuπ≤ΣĊ_DaΣDĊΣĊπ˙Ċt≤íallyDv≤a·lĊDΠĊí−aΣ≤σt≤íDπĊaít≤αΣDβat−wayRDJournaldofd
PhysicaldChemistrydBPD2013PDUU[PDVWUXQVT 3.4 33

467 gDt−πĊĊQñ≤ΠĊΣσ≤αΣalDaπαΠat≤íDhZr≤]DíαΠβlĊxDaσDaD−≤˙−Díaβaí≤tyD−yñπα˙ĊΣDσtαπa˙ĊDΠatĊπ≤alRD
ChemicaldCommunicationsPD2013PDX^PD^UWQY 5.8 26

466 z−ĊDσtπuítuπĊσDαfDΣĊutπalDtπaΣσ≤t≤αΣDΠĊtalDñαβĊñDσ≤l≤íαΣDíluσtĊπσPDy≤LΣM‘DLΣDcDZQ^aD‘DcD}PDsΣMRDJournald
ofdChemicaldPhysicsPD2013PDUW]PDU^XWTU 3.9 32

465 z−ĊDVjQtαQWjD˙ĊαΠĊtπyD−αββ≤Σ˙D≤ΣDσΠallD·απαΣDíluσtĊπσ_Dz−ĊDí−aπ˙ĊDĊffĊítRDChemicaldPhysicsdLetters
PD2013PDY[[PDWVQW[ 2.5 69
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464 sΣfy≤UXO_DaDσ≤Σ˙lĊtDfullĊπĊΣĊQl≤kĊDĊΣñα−ĊñπallyDñαβĊñDσ≤l≤íαΣDíluσtĊπRDPhysicaldChemistrydChemicald
PhysicsPD2013PDUYPDYX^WQ] 3.6 22

463 jĊíαΠβασ≤t≤αΣDβat−wayσDαfDt−ĊDΣĊutπalDaΣñDβπαtαΣatĊñDfαπΠaΠ≤ñĊD≤ΣDσαΠĊDlαwĊπQly≤Σ˙DĊxí≤tĊñD
σtatĊσRDJournaldofdPhysicaldChemistrydAPD2013PDUU[PD[^TXQU[ 2.8 15

462 vaπt≤ílĊDαΣDaD·απαΣDñ≤σk_Dπ≤Σ˙DíuππĊΣtσDaΣñDñ≤σkDaπαΠat≤í≤tyD≤ΣDhVTLVQMRDInorganicdChemistryPD2013PDYVPDUTY^YQZTT5.1 36

461 lπαΠDfαπΠaΠ≤ñĊDtαDañĊΣ≤ΣĊ_DaDσĊlfQíatalyt≤íDΠĊí−aΣ≤σΠDfαπDaΣDa·≤αt≤íDaββπαaí−RDJournaldofdPhysicald
ChemistrydBPD2013PDUU[PDUXTW^QXY 3.4 29

460 oΣtĊπaít≤αΣDΠĊí−aΣ≤σΠDαfDiuVDaΠ·≤ĊΣtDañσαπβt≤αΣDαΣDtπaΣσ≤t≤αΣQΠĊtalQíαatĊñD·απαΣDσ−ĊĊtσRD
ChemistrydsdAdEuropeandJournalPD2013PDU^PDV^XVQZ 4.8 15

459 hαπαΣâ��hαπαΣDsult≤βlĊDhαΣñD≤ΣD”hLtniM–V_DzαwaπñσDyta·lĊDaΣñDgπαΠat≤íD”hLtniM–ΣDx≤Σ˙σRD
AngewandtedChemiePD2013PDUVYPDXZYVQXZYY 3.6 6

458 ytπuítuπĊDαfD·απαΣDíluσtĊπσDπĊv≤σ≤tĊñPDhΣDw≤t−DΣDcDUXâ��VTRDChemicaldPhysicsdLettersPD2012PDYWTPD[UQ[Z 2.5 89

457 z−ĊαπĊt≤íalDσtuñyDαfDíαΣju˙atĊñDβαlyĊlĊítπαlytĊDĊlĊítπαΣD≤ΣjĊít≤αΣDlayĊπσ_DkffĊítσDαfDíαuΣtĊπ≤αΣσPD
í−aπ˙ĊñD˙παuβσDaΣñDí−aπ˙ĊDπĊvĊπσalRDChemicaldPhysicsdLettersPD2012PDYWTPDW^QXX 2.5 8

456 klĊítπαΣ≤íDσtπuítuπĊDaΣñDt−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσDαfDσ≤l≤íαΣQñαβĊñDl≤t−≤uΠDíluσtĊπσDr≤LΣMy≤TSOPDΣDcD
UQ]_DΣĊwD≤Σσ≤˙−tσDαΣDt−Ċ≤πDσta·≤l≤tyRDJournaldofdComputationaldChemistryPD2012PDWWPD]TTQ^ 3.5 12

455 z−ĊDˇ�QíαΣju˙atĊñDvQflαwĊπσDiUZLvnM]DaΣñDiUZLvlM]DaπĊDβαtĊΣt≤alDΠatĊπ≤alσDfαπDαπ˙aΣ≤íDΣQtyβĊD
σĊΠ≤íαΣñuítαπσRDPhysicaldChemistrydChemicaldPhysicsPD2012PDUXPDUX]WVQXU 3.6 21

454 z−ĊαπĊt≤íalDσtuñyDαfDguLΣM}QiuPDΣDcDUQUX_Dt−ĊDñαβaΣtDvaΣañ≤uΠDĊΣ−aΣíĊσDiuDañσαπβt≤αΣDαΣD˙αlñD
íluσtĊπσRDJournaldofdChemicaldPhysicsPD2012PDUW[PDUZXWUV 3.9 24

453 n≤˙−DΠa˙ΣĊt≤íDΠαΠĊΣtσD≤ΣDΠaΣ˙aΣĊσĊQñαβĊñDσ≤l≤íαΣDíluσtĊπσRDChemistrydsdAdEuropeandJournalPD2012PD
U]PDUY[]]Q^W 4.8 60

452 z−ĊπΠαí−ĊΠ≤íalDvaπaΠĊtĊπσDaΣñDmπαwt−DsĊí−aΣ≤σΠDαfDt−ĊDhαπαΣQjαβĊñDy≤l≤íαΣDiluσtĊπσPDy≤ΣhνD
w≤t−DΣDcDUâ��UTDaΣñDνDcDâ��UPDTPDOURDJournaldofdPhysicaldChemistrydCPD2012PDUUZPDVTT]ZQVTT^] 3.8 36

451 oαΣ≤zat≤αΣDĊΣĊπ˙≤ĊσDaΣñDσtπuítuπĊσDαfDl≤t−≤uΠDñαβĊñDσ≤l≤íαΣDíluσtĊπσRDPhysicaldChemistrydChemicald
PhysicsPD2012PDUXPD]YXVQYT 3.6 17

450 kxβĊπ≤ΠĊΣtalDaΣñDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊDπĊaít≤αΣDαfDt−ĊDĊt−yΣylDπañ≤íalDw≤t−DΣ≤tπαuσDαx≤ñĊPDiVnDOD
tVuRDPhysicaldChemistrydChemicaldPhysicsPD2012PDUXPD[XYZQ[T 3.6 6

449 y≤lαlĊQ·aσĊñDαl≤˙αΠĊπσDaσDĊlĊítπαΣDtπaΣσβαπtDΠatĊπ≤alσRDChemicaldPhysicsdLettersPD2012PDYYTPDWWQXT 2.5 15

448 y≤Σ˙lyDaΣñDñαu·lyDl≤t−≤uΠDñαβĊñDσ≤l≤íαΣDíluσtĊπσ_D˙ĊαΠĊtπ≤íalDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊσDaΣñD
≤αΣ≤zat≤αΣDĊΣĊπ˙≤ĊσRDJournaldofdChemicaldPhysicsPD2012PDUWZPDTVXWTU 3.9 16

447 lαuπtĊĊΣQĊlĊítπαΣDπ≤Σ˙DΠαñĊlDaΣñDt−ĊDaΣαΠalαuσDΠa˙ΣĊt≤íDí≤πíulaπDñ≤í−πα≤σΠDαfD
ΠĊσαQtπ≤aπylσu·βαπβ−yπ≤ΣσRDJournaldofdPhysicaldChemistrydAPD2012PDUUZPDW^ZTQ[ 2.8 8
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446 vσĊuñαQpa−Σâ��zĊllĊπDαπ≤˙≤ΣDαfD≤íασa−ĊñπalD≤Σσta·≤l≤tyD≤ΣD·απαΣD·uíky·allPDh]TRDChemicaldPhysicsd
LettersPD2012PDYXWPDUUUQUUZ 2.5 13

445 ytπuítuπĊσPDσβĊítπaPDaΣñDĊΣĊπ˙≤ĊσDαfDΣ≤α·≤uΠDíluσtĊπσDfπαΠDt·UWDtαDt·VTRDJournaldofdPhysicald
ChemistrydAPD2012PDUUZPD[XTYQU] 2.8 11

444 z−ĊDhαπαΣDíαΣuΣñπuΠ_Dt−ĊDíaσĊDαfDíat≤αΣ≤íDíluσtĊπσDhDODΣDw≤t−DΣDcDVâ��VTRDTheoreticaldChemistryd
AccountsPD2012PDUWUPDU 1.9 51

443 j≤σkDaπαΠat≤í≤tyDαfDt−ĊDβlaΣaπDaΣñDflux≤αΣalDaΣ≤αΣ≤íD·απαΣDíluσtĊπσDhVTLQSVQMRDChemistrydsdAdEuropeand
JournalPD2012PDU]PDXYUTQV 4.8 76

442 z−ĊαπĊt≤íalDσtuñyDαfDΠaΣ˙aΣĊσĊD−yñπ≤ñĊσDaΣñD−al≤ñĊσPDsΣ‘ΣDw≤t−D‘DcDnPDlPDilPDhπDaΣñDΣDcDUâ��XRD
ChemicaldPhysicsPD2012PDXTTPDU]YQU^[ 2.3 4

441 ytπuítuπĊDaΣñDhαΣñ≤Σ˙DαfDy≤ΠβlĊDsaΣ˙aΣĊσĊQiαΣta≤Σ≤Σ˙DiαΠβαuΣñσD2011PD 1

440
klĊítπαΣ≤íDσtπuítuπĊDaΣñDt−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσDαfDσΠallDΣĊutπalDaΣñDíat≤αΣ≤íDl≤t−≤uΠDíluσtĊπσD
aΣñD·απαΣQñαβĊñDl≤t−≤uΠDíluσtĊπσ_Dr≤LΣMLTSOMDaΣñDr≤LΣMhLTSOMDLΣDcDUQ]MRDJournaldofdPhysicaldChemistrydA
PD2011PDUUYPD[Z[WQ]Z

2.8 27

439 zπĊΣñσD≤ΣDσtπuítuπalPDĊlĊítπαΣ≤íDaΣñDĊΣĊπ˙Ċt≤íDβπαβĊπt≤ĊσDαfD·≤ΠĊtall≤íDvaΣañ≤uΠQ˙αlñDíluσtĊπσD
guLΣM}Dw≤t−DΣDcDUQUXRDPhysicaldChemistrydChemicaldPhysicsPD2011PDUWPDUZVYXQZX 3.6 33

438 nyñπα˙ĊΣDπĊlĊaσĊDfπαΠDaΠΠαΣ≤aD·απaΣĊDaΣñDñĊπ≤vat≤vĊσD≤ΣDt−ĊDβπĊσĊΣíĊDαfDaDπut−ĊΣ≤uΠDíαΠβlĊxD
≤Σíαπβαπat≤Σ˙DíααβĊπat≤vĊDvtvDl≤˙aΣñσRDChemicaldPhysicsdLettersPD2011PDYUWPDU^YQVTT 2.5 13

437 z−ĊαπĊt≤íalDaΣñDĊxβĊπ≤ΠĊΣtalD≤ΣvĊσt≤˙at≤αΣDαfDt−ĊDiVnDODyuVDπĊaít≤αΣDαvĊπDt−ĊDπaΣ˙ĊDzDcDV^Yâ��]TTD
qRDChemicaldPhysicsdLettersPD2011PDYUWPDVTUQVT[ 2.5 5

436 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊD−yñπα˙ĊΣDπĊlĊaσĊDΠĊí−aΣ≤σΠDfπαΠDaDl≤t−≤uΠDñĊπ≤vat≤vĊDαfDaΠΠαΣ≤aD
·απaΣĊPDr≤tnVhnWâ��tnWhnWRDChemicaldPhysicsdLettersPD2011PDYU[PDVVQV] 2.5 8

435 kvαlut≤αΣDαfDσtπuítuπĊσDaΣñDσta·≤l≤t≤ĊσDαfDz≤ΣíQñαβĊñDt≤ΣDíluσtĊπσDyΣΣ“ΣPDΣcUâ��UVRDz−πĊĊQñ≤ΠĊΣσ≤αΣalD
aπαΠat≤í≤tyDαfDt−ĊDΠa˙≤íDíluσtĊπσDyΣUT“ΣDaΣñDyΣUV“ΣRDChemicaldPhysicsPD2011PDW]]PDUQ] 2.3 18

434 klĊítπαΣ≤íDσtπuítuπĊσDaΣñDt−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσDαfDt−ĊDσΠallDσ≤l≤íαΣQñαβĊñD·απαΣDíluσtĊπσD
hLΣMy≤DLΣcUQ[MDaΣñDt−Ċ≤πDaΣ≤αΣσRDChemPhysChemPD2011PDUVPDV^X]QY] 3.2 35

433 kx≤σtĊΣíĊDαfD·αt−D·luĊQσ−≤ft≤Σ˙D−yñπα˙ĊΣD·αΣñDaΣñDrĊw≤σDaí≤ñQ·aσĊD≤ΣtĊπaít≤αΣD≤ΣDt−ĊDíαΠβlĊxĊσDαfD
íaπ·αΣylσDaΣñDt−≤αíaπ·αΣylσDw≤t−Díaπ·αΣDñ≤αx≤ñĊRDPhysicaldChemistrydChemicaldPhysicsPD2011PDUWPDUXTWWQXV3.6 36

432 z−ĊDlĊaβfπα˙Dβπ≤Σí≤βlĊDfαπD·απαΣDfullĊπĊΣĊσ_DaDt−ĊαπĊt≤íalDσtuñyDαfDσtπuítuπĊDaΣñDσta·≤l≤tyDαfDhUUVRD
PhysicaldChemistrydChemicaldPhysicsPD2011PDUWPD[YVXQWW 3.6 41

431 x≤Σ˙DíuππĊΣtσD≤ΣD·απαΣDaΣñDíaπ·αΣD·uíky·allσPDh]TDaΣñDiZTRDPhysicaldChemistrydChemicaldPhysicsPD
2011PDUWPDVT]YYQZV 3.6 36

430 lαπΠat≤αΣDaΣñD−yñπα˙ĊΣDπĊlĊaσĊDαfD−yñπaz≤ΣĊD·≤σ·απaΣĊ_DtπaΣσfĊπDvσRDattaí−ΠĊΣtDαfDaD·απaΣĊRD
PhysicaldChemistrydChemicaldPhysicsPD2011PDUWPDZZX^QYZ 3.6 18

429 nyñπaz≤ΣĊD·≤σalaΣĊD≤σDaDβαtĊΣt≤alDíαΠβαuΣñDfαπDí−ĊΠ≤íalD−yñπα˙ĊΣDσtαπa˙ĊRDgDt−ĊαπĊt≤íalDσtuñyRD
DaltondTransactionsPD2011PDXTPD]YXTQ] 4.3 3
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428
gDytαí−aσt≤íDyĊaπí−DfαπDt−ĊDytπuítuπĊσDαfDyΠallDmĊπΠaΣ≤uΠDiluσtĊπσDaΣñDz−Ċ≤πDgΣ≤αΣσ_DkΣ−aΣíĊñD
yta·≤l≤tyD·yDyβ−Ċπ≤íalDgπαΠat≤í≤tyDαfDt−ĊDmĊUTDaΣñDmĊUVLVQMDyyσtĊΠσRDJournaldofdChemicaldTheorydandd
ComputationPD2011PD[PDUUU^QWT

6.4 83

427 kΣ−aΣíĊñDσta·≤l≤tyD·yDt−πĊĊQñ≤ΠĊΣσ≤αΣalDaπαΠat≤í≤tyDαfDĊΣñα−ĊñπallyDñαβĊñDíluσtĊπσD‘LUTMsLTSQMD
w≤t−D‘DcDmĊPDyΣPDv·DaΣñDsDcDiuPDg˙PDguRDJournaldofdPhysicaldChemistrydAPD2011PDUUYPD^^^WQ^ 2.8 32

426 z−ĊαπĊt≤íalDσtuñyDαΣDt−ĊDπĊ˙≤ασĊlĊít≤v≤tyDαfDt−ĊDh]TD·uíky·allD≤ΣDĊlĊítπαβ−≤l≤íDaΣñDΣuílĊαβ−≤l≤íD
πĊaít≤αΣσDuσ≤Σ˙DjlzQ·aσĊñDπĊaít≤v≤tyD≤Σñ≤íĊσRDJournaldofdPhysicaldChemistrydAPD2011PDUUYPD^TZ^Q]T 2.8 29

425 z−ĊαπĊt≤íalDσtuñyDαfDfαπΠaΠ≤ñĊDñĊíαΠβασ≤t≤αΣDβat−wayσRDJournaldofdPhysicaldChemistrydAPD2011PD
UUYPD]XUQYU 2.8 72

424 xĊβlyDtαDFiαΠΠĊΣtDαΣDKklĊítπαΣ≤íDσtπuítuπĊσPDv≤·πat≤αΣalDaΣñDt−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσDαfDΣĊutπalD
aΣñDí−aπ˙ĊñDΣ≤α·≤uΠDíluσtĊπσDt·LΣMPDΣDcD[QUVKFRDJournaldofdPhysicaldChemistrydAPD2011PDUUYPDUXUV[Q] 2.8 3

423 kΣíaβσulat≤αΣDαfDσΠallD·aσĊDΠαlĊíulĊσDaΣñDtĊtπa−ĊñπalSíu·aΣĊQl≤kĊDíluσtĊπσDαfD˙παuβD}DatαΠσD≤ΣDt−ĊD
·απαΣD·uíky·all_DaDñĊΣσ≤tyDfuΣít≤αΣalDt−ĊαπyDσtuñyRDJournaldofdPhysicaldChemistrydAPD2011PDUUYPDVVZ]Q]T 2.8 28

422 klĊítπαΣ≤íDσtπuítuπĊσPDv≤·πat≤αΣalDaΣñDt−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσDαfDΣĊutπalDaΣñDí−aπ˙ĊñDΣ≤α·≤uΠD
íluσtĊπσDt·LΣMPDΣDcD[QUVRDJournaldofdPhysicaldChemistrydAPD2011PDUUYPDWYVWQWY 2.8 13

421
z−ĊD˙παuβDUXDíat≤αΣ≤íDíluσtĊπσD·yDĊΣíaβσulat≤αΣDαfDíα≤Σa˙ĊDΠĊtalσD‘UTsOPDw≤t−D‘DcDmĊPDyΣPDv·DaΣñD
sDcDiuPDg˙PDgu_DkΣ−aΣíĊñDσta·≤l≤tyDαfDXTDvalĊΣíĊDĊlĊítπαΣDσyσtĊΠσRDChemicaldPhysicsdLettersPD2011PD
YTVPDU][QU^W

2.5 22

420 iαββĊπDñαβ≤Σ˙DαfDσΠallD˙αlñDíluσtĊπDíat≤αΣσ_D≤ΣfluĊΣíĊDαΣD˙ĊαΠĊtπ≤íDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊRD
JournaldofdChemicaldPhysicsPD2011PDUWYPDVVXWTY 3.9 25

419 oΣvĊσt≤˙at≤αΣσDαfDt−ĊDhαπαΣDhuíky·allDh]T_DhαΣñ≤Σ˙DgΣalyσ≤σDaΣñDi−ĊΠ≤íalDxĊaít≤v≤tyRDProgressdind
TheoreticaldChemistrydanddPhysicsPD2011PDVZYQV[] 0.6 1

418 z−ĊDaπαΠat≤íD]QĊlĊítπαΣDíu·≤íDσ≤l≤íαΣDíluσtĊπσDhĊfy≤L]MPDhfy≤L]MLOMPDaΣñDify≤L]MLVOMRDJournaldofd
PhysicaldChemistrydAPD2010PDUUXPD[ZT^QUY 2.8 40

417
j≤σβaπatĊDĊffĊítσDαfDiuDaΣñD}DαΣDσtπuítuπĊσDαfDĊxα−ĊñπalDtπaΣσ≤t≤αΣDΠĊtalQñαβĊñDσ≤l≤íαΣDíluσtĊπσ_DaD
íαΠ·≤ΣĊñDfaπQ≤ΣfπaπĊñDσβĊítπασíαβ≤íDaΣñDíαΠβutat≤αΣalDσtuñyRDJournaldofdthedAmericandChemicald
SocietyPD2010PDUWVPDUYY]^QZTV

16.4 60

416 lαπΠat≤αΣDaΣñDñĊíαΠβασ≤t≤αΣDαfDí−ĊΠ≤íallyDaít≤vatĊñDaΣñDσta·≤l≤zĊñD−yñπaz≤ΣĊRDJournaldofdPhysicald
ChemistrydAPD2010PDUUXPDZVWYQX^ 2.8 27

415 z−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊDαfD·απαΣDαx≤ñĊσDhΣuΠDLΣDcDYQUTPDΠDcDUQVMDaΣñD
t−Ċ≤πDaΣ≤αΣσRDJournaldofdPhysicaldChemistrydAPD2010PDUUXPDV]^WQ^UV 2.8 33

414 lαπΠat≤αΣDαfDv−ασβ−aalkyΣĊDzπ≤ΠĊπσ_DgDsĊí−aΣ≤σt≤íDytuñyRDOrganometallicsPD2010PDV^PDUUT[QUUUZ 3.8 7

413 gDtĊwDrααkDatDt−ĊDytπuítuπĊDaΣñD}≤·πat≤αΣalDyβĊítπaDαfDyΠallDt≤α·≤uΠDiluσtĊπσDaΣñDz−Ċ≤πDoαΣσRD
JournaldofdPhysicaldChemistrydCPD2010PDUUXPDUWVUTQUWVU] 3.8 13

412 laσtDπĊaít≤αΣσDαfD−yñπαxyíaπ·ĊΣĊσ_DtuΣΣĊl≤Σ˙DĊffĊítDvĊπσuσD·≤ΠαlĊíulaπDβπαíĊσσĊσRDJournaldofd
PhysicaldChemistrydAPD2010PDUUXPDYY[WQ^ 2.8 24

411 z−ĊπΠαñyΣaΠ≤íDβπαβĊπt≤ĊσDαfDt−ĊD‘uLVMPD‘LVMuPD‘’uPD‘LVMuLVMPDaΣñD‘’uLVMDL‘PD’DcDilPDhπPDaΣñDoMD
≤σαΠĊπσRDJournaldofdPhysicaldChemistrydAPD2010PDUUXPDXVYXQZY 2.8 35

(2010-2011)
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410 z−ĊDσtπuítuπĊDαfDguLZM’LOMD≤ΣDt−ĊD˙aσDβ−aσĊRDPhysicaldChemistrydChemicaldPhysicsPD2010PDUVPDUW^T[QUW 3.6 19

409 ytπuítuπĊDaΣñDσta·≤l≤tyDαfDaluΠ≤Σ≤uΠDñαβĊñDl≤t−≤uΠDíluσtĊπσDLr≤LΣMglLTSOMPDΣDcDUQ]M_DaDíaσĊDαfDt−ĊD
β−ĊΣαΠĊΣαlα˙≤íalDσ−ĊllDΠαñĊlRDPhysicaldChemistrydChemicaldPhysicsPD2010PDUVPDUUX[[Q]Z 3.6 11

408 z−ĊπΠαí−ĊΠ≤σtπyDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊDαfDσΠallD·απαΣDíluσtĊπσDLhLΣMPDΣDcDYQUWMDaΣñDt−Ċ≤πDaΣ≤αΣσRD
JournaldofdPhysicaldChemistrydAPD2010PDUUXPD^^XQUTT[ 2.8 102

407 sĊπíuπyDñ≤íat≤αΣσ_Dl≤ΣĊaπDfαπΠD≤σDΠαπĊDσta·lĊDt−aΣDaπαΠat≤íDπ≤Σ˙RDPhysicaldChemistrydChemicaldPhysics
PD2010PDUVPDYYZQ] 3.6 8

406 z−ĊαπĊt≤íalDaΣalyσ≤σDαfDt−ĊDLntuMVPDLntu´•´•´•ntyMPDaΣñDLntyMVDñ≤ΠĊπσDâ��DgDíaσĊDαfDπĊñDaΣñD·luĊDσ−≤ftσD
αfDtâ��nDσtπĊtí−≤Σ˙DfπĊνuĊΣíyRDCanadiandJournaldofdChemistryPD2010PD]]PD]X^Q]Y[ 0.9 5

405 z−ĊD−≤˙−Dσta·≤l≤tyDαfD·απαΣQñαβĊñDl≤t−≤uΠDíluσtĊπσDr≤YhPDr≤ZhOSâ��DaΣñDr≤[h_DgDíaσĊDαfDt−ĊD
β−ĊΣαΠĊΣαlα˙≤íalDσ−ĊllDΠαñĊlRDChemicaldPhysicsdLettersPD2010PDX]^PD[YQ]T 2.5 19

404
zuΣ≤Σ˙Dt−ĊDβασ≤t≤αΣDαfDuΣβa≤πĊñDĊlĊítπαΣσDaΣñDñαu·lĊtâ��νuaπtĊtD˙aβDαfDt−ĊD
UPWPYQtπ≤ΠĊt−ylĊΣĊ·ĊΣzĊΣĊDtπ≤πañ≤íalD·yDΣ≤tπα˙ĊΣPDβ−ασβ−απuσDaΣñDaπσĊΣ≤íDσu·σt≤tut≤αΣRDChemicald
PhysicsdLettersPD2010PDX^^PDVZQWT

2.5 5

403 z−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσPDĊlĊítπαΣ≤íDσtπuítuπĊDaΣñD·αΣñ≤Σ˙DαfDΠ≤xĊñDl≤t−≤uΠD·απαΣDíluσtĊπσDLhΣr≤PD
ΣDcDUâ��]MDaΣñDt−Ċ≤πDaΣ≤αΣσRDChemicaldPhysicsPD2010PDW[YPDWYQXY 2.3 33

402 laπQ≤ΣfπaπĊñDσβĊítπaDαfDyttπ≤uΠQñαβĊñD˙αlñDíluσtĊπσDguLΣM’DLΣcUQ^MRDChemPhysChemPD2010PDUUPDU^WVQXW 3.2 33

401 z−ĊπΠαí−ĊΠ≤íalDβaπaΠĊtĊπσDαfDíaffĊ≤ΣĊPDt−Ċαβ−yll≤ΣĊPDaΣñDxaΣt−≤ΣĊRDJournaldofdChemicald
ThermodynamicsPD2010PDXVPDXW[QXXT 2.9 9

400 sĊtaσta·lĊDñ≤ΠĊt−ylDβ−t−alatĊDΠαlĊíulaπD≤αΣσ_DjαĊσDt−ĊDlασσDαfDaDΠĊt−αxylDπañ≤íalDβπαíĊĊñDw≤t−DαπD
w≤t−αutDaΣí−≤ΠĊπ≤íDaσσ≤σtaΣíĊeRDInternationaldJournaldofdMassdSpectrometryPD2010PDV^TPDUV[QUWV 1.9 4

399 oΣDσĊaπí−DαfDaπαΠat≤íDσĊvĊΣQΠĊΠ·ĊπĊñDπ≤Σ˙σRDComputationaldanddTheoreticaldChemistryPD2010PD^XWPDVWQWU 18

398 vαtĊΣt≤alD−yñπα˙ĊΣDσtαπa˙ĊDαfDl≤t−≤uΠDaΠ≤ñα·απaΣĊσDaΣñDñĊπ≤vat≤vĊσRDChemicaldPhysicsdLettersPD2010
PDX]^PDUX]QUYW 2.5 32

397 r≤t−≤uΠDatαΠDíaΣD·ĊDñαβĊñDatDt−ĊDíĊΣtĊπDαfDaD˙ĊπΠaΣ≤uΠDía˙Ċ_Dz−ĊDσta·lĊD≤íασa−ĊñπalDmĊUVr≤â��D
íluσtĊπDaΣñDñĊπ≤vat≤vĊσRDChemicaldPhysicsdLettersPD2010PDX^VPDV^TQV^Z 2.5 27

396 iatalyt≤íD˙ĊΣĊπat≤αΣDαfDΠαlĊíulaπD−yñπα˙ĊΣDfπαΠD−yñπaz≤ΣĊDuσ≤Σ˙Dl≤t−≤uΠDaΣñD·Ċπyll≤uΠD−yñπ≤ñĊσRD
ChemicaldPhysicsdLettersPD2010PDX^ZPDVYQWU 2.5 11

395 z−ĊαπĊt≤íalDσtuñyDαfDiuDαx≤ñat≤αΣDαΣDσΠallD˙αlñDíluσtĊπDaΣ≤αΣσ_DxαlĊDαfDt−ĊDíaπ·αΣatĊDaññuítσRD
ChemicaldPhysicsdLettersPD2010PDX^]PDUVTQUVX 2.5 6

394 z−ĊαπĊt≤íalDσtuñyDαfDiuDañσαπβt≤αΣDαΣDyttπ≤uΠQñαβĊñD˙αlñDíluσtĊπσDguΣ’DLΣcUâ��^MRDChemicaldPhysicsd
LettersPD2010PDX^]PDV^ZQWTU 2.5 19

393 ialíulat≤αΣσDσu˙˙ĊσtDaDΣĊwDβπĊβaπat≤αΣDπαutĊDtαDaΠΠαΣ≤uΠD−yñπαtπ≤·απatĊDσaltDfαπDuσĊD≤ΣD−yñπα˙ĊΣD
σtαπa˙ĊRDChemicaldPhysicsdLettersPD2010PDYTTPDVW[QVXU 2.5 1
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392 v−ασβ−aĊt−yΣĊDβαlyΠĊπσDaπĊDaΣalα˙uĊσDαfDí≤σQβαlyaíĊtylĊΣĊDaΣñD˙πaβ−aΣĊRDComptesdRendusdChimiePD
2010PDUWPDUU[WQUU[^ 2.7 8

391 klĊítπαΣ≤íDσtπuítuπĊDaΣñDβπαβĊπt≤ĊσDαfDσαΠĊDαl≤˙αΠĊπσD·aσĊñDαΣDfluαπ≤ΣatĊñDUnQβ−ασβ−αlĊσ_DΣQD
vĊπσuσDβQtyβĊDΠatĊπ≤alσRDComptesdRendusdChimiePD2010PDUWPD^UVQ^VV 2.7 6

390 jĊΣσ≤tyDfuΣít≤αΣalDt−ĊαπyDσtuñyDαfDt−ĊDαx≤ñat≤vĊDñĊ−yñπα˙ĊΣat≤αΣDαfDβπαβaΣĊDαΣDt−ĊDLTTUMDσuπfaíĊD
αfD}VuYRDInternationaldJournaldofdQuantumdChemistryPD2010PDUUTPDVZYWQVZ[T 2.1 14

389 mπαwt−DΠĊí−aΣ≤σΠDaΣñDí−ĊΠ≤íalD·αΣñ≤Σ˙D≤ΣDσíaΣñ≤uΠQñαβĊñDíαββĊπDíluσtĊπσ_DĊxβĊπ≤ΠĊΣtalDaΣñD
t−ĊαπĊt≤íalDσtuñyD≤ΣDíαΣíĊπtRDChemistrydsdAdEuropeandJournalPD2009PDUYPDW^[TQ]V 4.8 29

388 xĊσαΣaΣíĊDσtπuítuπĊσDαfDtQ−ĊtĊπαíyíl≤íDíaπ·ĊΣĊσRDChemicaldPhysicsdLettersPD2009PDX]UPDYXQY[ 2.5 6

387 ytπuítuπĊDaΣñDĊlĊítπαΣDñĊlαíal≤zat≤αΣDαfDt−ĊD·απαΣDαx≤ñĊDíluσtĊπDhWLhuMWDaΣñD≤tσDaΣ≤αΣDaΣñDñ≤aΣ≤αΣRD
ChemicaldPhysicsdLettersPD2009PDX]WPDWYQXV 2.5 31

386
ytuñyDαfDt−ĊDañσαπβt≤αΣDσtĊβD≤ΣDt−ĊDαx≤ñat≤vĊDñĊ−yñπα˙ĊΣat≤αΣDαfDβπαβaΣĊDαΣD}LVMuLYMDLTTUMDuσ≤Σ˙D
íalíulat≤αΣσDαfDĊlĊítπαΣ≤íDñĊΣσ≤tyDαfDσtatĊσRDInterdisciplinarydSciencesrdComputationaldLifedSciencesPD
2009PDUPDWT]QUX

3.5 4

385 iuZyíODaΣñDiuYyí_Dyta·lĊPD−≤˙−DσyΠΠĊtπyDaΣñDaπαΠat≤íDσíaΣñ≤uΠQñαβĊñDíα≤Σa˙ĊDΠĊtalDíluσtĊπσRD
ChemicaldPhysicsdLettersPD2009PDXZ^PDWTXQWT[ 2.5 22

384 ialíulat≤αΣσDσu˙˙ĊσtDfaí≤lĊD−yñπα˙ĊΣDπĊlĊaσĊDfπαΠDwatĊπDuσ≤Σ˙D·απaΣĊσDaΣñDalaΣĊσDaσDíatalyσtσRD
ChemicaldPhysicsdLettersPD2009PDX[VPDU[YQU]T 2.5 11

383 klĊítπαΣ≤íDσtπuítuπĊDαfDt−ĊDΠ≤xĊñDaluΠ≤ΣuΠDaΣñDσαñ≤uΠDíluσtĊπDglVtaRDChemicaldPhysicsdLettersPD
2009PDX[ZPDVWZQVW^ 2.5 1

382 wuaΣtuΠDí−ĊΠ≤σtπyDσtuñyDαfDσyΠΠĊtπ≤íDΠĊt−yΣĊDσu·σt≤tut≤αΣDβattĊπΣσD≤ΣDt−ĊD·απαΣD·uíky·allRD
ChemicaldPhysicsdLettersPD2009PDX]WPDUTUQUTZ 2.5 24

381 iαΠΠĊΣtDαΣDâ��zuΣ≤Σ˙Dsa˙ΣĊt≤íDsαΠĊΣtσD·yDWñDzπaΣσ≤t≤αΣQsĊtalQjαβĊñDguZDiluσtĊπσâ��RDJournaldofd
PhysicaldChemistrydCPD2009PDUUWPDVUTUZQVUTU] 3.8 27

380 iαΠβutat≤αΣalDytuñyDαfDsαlĊíulaπDiαΠβlĊxĊσDhaσĊñDαΣDgΠΠαΣ≤aDglaΣĊDfαπDi−ĊΠ≤íalDnyñπα˙ĊΣD
ytαπa˙ĊRDJournaldofdPhysicaldChemistrydCPD2009PDUUWPDU]^UXQU]^VZ 3.8 15

379 z−ĊDĊffĊítDαfDt−ĊDtnVDσu·σt≤tuĊΣtDαΣDtnW_D−yñπaz≤ΣĊDaσDaΣDaltĊπΣat≤vĊDfαπDaΠΠαΣ≤aD≤ΣD−yñπα˙ĊΣD
πĊlĊaσĊD≤ΣDt−ĊDβπĊσĊΣíĊDαfD·απaΣĊσDaΣñDalaΣĊσRDPhysicaldChemistrydChemicaldPhysicsPD2009PDUUPDZWW^QXX 3.6 41

378
xĊΠaπka·lĊD·luĊDσ−≤ftσDαfDiQnDaΣñDtQnDσtπĊtí−≤Σ˙DfπĊνuĊΣí≤ĊσD≤ΣDt−ĊD≤ΣtĊπaít≤αΣDαfD
ΠαΣασu·σt≤tutĊñDfαπΠalñĊ−yñĊDaΣñDt−≤αfαπΠalñĊ−yñĊDw≤t−DΣ≤tπασylD−yñπ≤ñĊRDJournaldofdPhysicald
ChemistrydAPD2009PDUUWPDWVXYQYW

2.8 32

377 r≤t−≤uΠQjαβĊñDmĊπΠaΣ≤uΠDtaΣαw≤πĊeDkxβĊπ≤ΠĊΣtalDaΣñDz−ĊαπĊt≤íalDoΣñ≤íat≤αΣRDJournaldofdPhysicald
ChemistrydCPD2009PDUUWPDUT]Y]QUT]Z[ 3.8 22

376 luΣñaΠĊΣtalDz−ĊπΠαí−ĊΠ≤íalDvπαβĊπt≤ĊσDαfDgΠΠαΣ≤aDhαπaΣĊDaΣñDjĊ−yñπα˙ĊΣatĊñDjĊπ≤vat≤vĊσD
LhtnΣPDΣDcDTâ��ZMRDJournaldofdPhysicaldChemistrydCPD2009PDUUWPDUZYYWQUZYZT 3.8 32

375 kxβĊπ≤ΠĊΣtalDñĊtĊít≤αΣDaΣñDt−ĊαπĊt≤íalDí−aπaítĊπ≤zat≤αΣDαfD˙ĊπΠaΣ≤uΠQñαβĊñDl≤t−≤uΠDíluσtĊπσD
r≤LΣMmĊDLΣDcDUQ[MRDJournaldofdPhysicaldChemistrydAPD2009PDUUWPD^T]TQ^U 2.8 23

(2009-2010)
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374 oΣtĊπaít≤αΣDαfDin‘LWMDL‘DcDlPDilPDhπMDw≤t−DntuD≤ΣñuíĊσDπĊΠaπka·lĊD·luĊDσ−≤ftσDαfD·αt−DiQnDaΣñDtQnD
·αΣñσRDPhysicaldChemistrydChemicaldPhysicsPD2009PDUUPD^VZQWW 3.6 14

373 vπαñuít≤αΣDαfD−yñπα˙ĊΣDfπαΠDπĊaít≤αΣσDαfDΠĊt−aΣĊDw≤t−D·απaΣĊσRDPhysicaldChemistrydChemicald
PhysicsPD2009PDUUPD^[TWQ^ 3.6 6

372 nyñπαlyσ≤σDαfDaσβaπt≤íDaí≤ñDβ−ασβ−απaΠ≤ñatĊDΣuílĊαt≤ñĊσ_DaDíαΠβaπat≤vĊDνuaΣtuΠDí−ĊΠ≤íalDσtuñyRD
PhysicaldChemistrydChemicaldPhysicsPD2009PDUUPD[V[XQ]Y 3.6 7

371 z−ĊπΠαí−ĊΠ≤σtπyDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊDαfDσΠallD·απαΣDaΣñD·απαΣDαx≤ñĊDíluσtĊπσDaΣñDt−Ċ≤πDaΣ≤αΣσRD
JournaldofdPhysicaldChemistrydAPD2009PDUUWPDX]^YQ^T^ 2.8 76

370 kΣĊπ˙Ċt≤íσDaΣñDΠĊí−aΣ≤σΠDαfDt−ĊDñĊíαΠβασ≤t≤αΣDαfDtπ≤fluαπαΠĊt−aΣαlRDJournaldofdPhysicald
ChemistrydAPD2008PDUUVPDUV^]QWUV 2.8 27

369
gDuΣ≤f≤ĊñDβĊπσβĊít≤vĊDαΣDt−ĊD−yñπα˙ĊΣDatαΠDtπaΣσfĊπDaΣñDβπαtαΣQíαuβlĊñDĊlĊítπαΣDtπaΣσfĊπD
ΠĊí−aΣ≤σΠσD≤ΣDtĊπΠσDαfDtαβα˙πaβ−≤íDfĊatuπĊσDαfDt−ĊD˙παuΣñDaΣñDĊxí≤tĊñDβαtĊΣt≤alDĊΣĊπ˙yDσuπfaíĊσD
aσDĊxĊΠβl≤f≤ĊñD·yDt−ĊDπĊaít≤αΣD·ĊtwĊĊΣDβ−ĊΣαlDaΣñDπañ≤íalσRDJournaldofdthedAmericandChemicald
SocietyPD2008PDUWTPD[TTTQUT

16.4 125

368 iaπ·αxylQfuΣít≤αΣal≤zĊñDtaσkQσβĊí≤f≤íD≤αΣ≤íDl≤νu≤ñσDfαπDσαlu·≤l≤z≤Σ˙DΠĊtalDαx≤ñĊσRDInorganicdChemistryPD
2008PDX[PD^^][Q^^ 5.1 207

367 klĊítπαΣ≤íDσtπuítuπĊDαfD˙ĊπΠaΣ≤uΠDΠαΣα−yñπ≤ñĊσDmĊLΣMnPDΣDcDUQWRDJournaldofdPhysicaldChemistrydAPD
2008PDUUVPDUVU][Q^Y 2.8 13

366 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊD≤ΣtĊπaít≤αΣD·ĊtwĊĊΣDnt“DL“DcDuPDyMDaΣñDnLVM‘tnLVMDL‘DcDhPDglMRD
iαΣvĊΣt≤αΣalDaΣñDñ≤−yñπα˙ĊΣD·αΣñσRDPhysicaldChemistrydChemicaldPhysicsPD2008PDUTPDYUTYQUW 3.6 16

365 z−ĊαπĊt≤íalDytuñyDαfDt−ĊDnyñπα˙ĊΣDxĊlĊaσĊDfπαΠDgΠΠαΣ≤aDglaΣĊDaΣñDt−ĊDiatalyt≤íDkffĊítDαfDglaΣĊRD
JournaldofdPhysicaldChemistrydCPD2008PDUUVPDYZZVQYZ[U 3.8 29

364 sĊí−aΣ≤σΠDαfDt−ĊD−yñπat≤αΣDαfDíaπ·αΣDñ≤αx≤ñĊ_Dñ≤πĊítDβaπt≤í≤βat≤αΣDαfDnVuDvĊπσuσDΠ≤íπασαlvat≤αΣRD
JournaldofdPhysicaldChemistrydAPD2008PDUUVPDUTW]ZQ^] 2.8 99

363 maσQβ−aσĊDΣ≤tπασat≤αΣDαfDĊt−ylĊΣĊDaΣñDπĊlatĊñDĊvĊΣtσD≤ΣDt−ĊDiVnXtuODlaΣñσíaβĊRDJournaldofd
PhysicaldChemistrydAPD2008PDUUVPDYXU]QV] 2.8 2

362 nĊatσDαfDfαπΠat≤αΣDαfDtπ≤βlĊtDĊt−ylĊΣĊPDĊt−yl≤ñĊΣĊPDaΣñDaíĊtylĊΣĊRDJournaldofdPhysicaldChemistrydAPD
2008PDUUVPDVT]VQ[ 2.8 34

361 z−ĊπΠαí−ĊΠ≤íalDβaπaΠĊtĊπσDαfDinluDaΣñDilVuRDJournaldofdPhysicaldChemistrydAPD2008PDUUVPDX^[WQ]U 2.8 9

360 xĊaít≤αΣσDαfDñ≤·απaΣĊDw≤t−DaΠΠαΣ≤aDaΣñDaΠΠαΣ≤aD·απaΣĊ_Díatalyt≤íDĊffĊítσDfαπDΠult≤βlĊDβat−wayσD
fαπD−yñπα˙ĊΣDπĊlĊaσĊRDJournaldofdPhysicaldChemistrydAPD2008PDUUVPD^^XZQYX 2.8 34

359 oΣtĊπΣalDĊΣĊπ˙yDĊffĊítσDαΣDt−ĊD≤αΣSΠαlĊíulĊDπĊaít≤αΣσDαfD≤αΣ≤zĊñDΠĊt−ylD≤σαíyaΣ≤ñĊRDEuropeand
JournaldofdMassdSpectrometryPD2008PDUXPDV^^QWT^ 1.1 3

358 z−ĊDiu[yíDíluσtĊπD≤σDaDσta·lĊDσ≤˙ΠaQaπαΠat≤íDσĊvĊΣQΠĊΠ·ĊπĊñDπ≤Σ˙RDChemPhysChemPD2008PD^PD]WWQ] 3.2 45

357 zuΣ≤Σ˙Dt−ĊD˙ĊαΠĊtπ≤íDσtπuítuπĊD·yDñαβ≤Σ˙Dσ≤l≤íαΣDíluσtĊπσRDChemPhysChemPD2008PD^PD[TWQZ 3.2 49
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356 llux≤αΣal≤tyDaΣñDσ≤˙ΠaQaπαΠat≤í≤tyD≤ΣDσΠallDyttπ≤uΠQñαβĊñD˙αlñDíluσtĊπσRDChemPhysChemPD2008PD^PDVX[UQX3.2 35

355 oσαΠĊπ≤íDπĊíα˙Σ≤t≤αΣD·yD≤αΣSΠαlĊíulĊDπĊaít≤αΣσ_Dt−ĊD≤αΣ≤zĊñDβ−ĊΣαlQíyílα−Ċxañ≤ĊΣαΣĊDíaσĊRDJournald
ofdthedAmericandSocietydfordMassdSpectrometryPD2008PDU^PDUVZQW[ 3.5 13

354 z−ĊD·απαΣD·uíky·allD−aσDaΣDuΣĊxβĊítĊñDz−DσyΠΠĊtπyRDChemicaldPhysicsdLettersPD2008PDXYTPDU[YQU[[ 2.5 74

353 z−ĊDíyílα−Ċxañ≤ĊΣyl≤ñĊΣĊΠĊt−aΣαΣĊDπañ≤íalDíat≤αΣD≤σDaDΠαπĊDσta·lĊDñ≤σtαΣ≤íD≤σαΠĊπDαfD≤αΣ≤zĊñD
·ĊΣzalñĊ−yñĊRDChemicaldPhysicsdLettersPD2008PDXYZPDUXUQUXY 2.5 5

352 i−ĊΠ≤íalD·αΣñ≤Σ˙D≤ΣDt−ĊD·απαΣD·uíky·allRDChemicaldPhysicsdLettersPD2008PDXZUPDVVZQVV] 2.5 50

351 oαΣSΠαlĊíulĊDπĊaít≤αΣσD≤Σvαlv≤Σ˙D≤αΣ≤zĊñDtαluĊΣĊDαπD≤αΣ≤zĊñDΠĊt−ylD·ĊΣzαatĊDaΣñDΣĊutπalDΠĊt−ylD
≤σαíyaΣ≤ñĊRDInternationaldJournaldofdMassdSpectrometryPD2008PDV[TPDUTUQUUT 1.9 4

350 {Σ≤ΠαlĊíulaπDí−ĊΠ≤σtπyDαfDΠĊtaσta·lĊDñ≤ΠĊt−ylD≤σαβ−t−alatĊDπañ≤íalDíat≤αΣσRDInternationaldJournald
ofdMassdSpectrometryPD2008PDV[YPDUUTQUUZ 1.9 7

349 iπyσtalDσtπuítuπĊDaΣñDa·D≤Σ≤t≤αDíalíulat≤αΣσDαfDaDíyaΣαQíaπ·aΠ≤Π≤ñ≤íDaí≤ñDĊt−ylDĊσtĊπRDJournaldofd
MoleculardStructurePD2008PD]]YPD^[QUTW 3.4 2

348 i−παΠ≤uΠQñαβĊñD˙ĊπΠaΣ≤uΠDíluσtĊπσDiπmĊΣDLΣDcDUQYM_D˙ĊαΠĊtπyPDĊlĊítπαΣ≤íDσtπuítuπĊPDaΣñDtαβαlα˙yD
αfDí−ĊΠ≤íalD·αΣñ≤Σ˙RDJournaldofdPhysicaldChemistrydAPD2007PDUUUPDUWYXXQYW 2.8 58

347
nĊatσDαfDfαπΠat≤αΣDαfDñ≤β−ασβ−ĊΣĊPDβ−ασβ−≤Σαβ−ασβ−≤Σ≤ñĊΣĊPDñ≤β−ασβ−≤ΣĊPDaΣñDt−Ċ≤πDΠĊt−ylD
ñĊπ≤vat≤vĊσPDaΣñDΠĊí−aΣ≤σΠDαfDt−ĊD·απaΣĊQaσσ≤σtĊñD−yñπα˙ĊΣDπĊlĊaσĊRDJournaldofdPhysicaldChemistryd
APD2007PDUUUPDU[VZQWZ

2.8 37

346 wuaΣtuΠDí−ĊΠ≤íalDaΣñDσtat≤σt≤íalDπatĊD≤ΣvĊσt≤˙at≤αΣDαfDt−ĊDilVLaWhUMOtuL‘Vv≤MDπĊaít≤αΣ_DaDfaσtD
í−ĊΠ≤íalDνuĊΣí−≤Σ˙DβπαíĊσσRDJournaldofdPhysicaldChemistrydAPD2007PDUUUPDZZV]QWZ 2.8 1

345 z−ĊαπĊt≤íalDβπĊñ≤ít≤αΣDαfDt−ĊD−ĊatσDαfDfαπΠat≤αΣDαfDiVnYuNDπañ≤íalσDñĊπ≤vĊñDfπαΠDĊt−aΣαlDaΣñDαfD
t−ĊDk≤ΣĊt≤íσDαfD·ĊtaQiQiDσí≤σσ≤αΣD≤ΣDt−ĊDĊt−αxyDπañ≤íalRDJournaldofdPhysicaldChemistrydAPD2007PDUUUPDUUWQVZ 2.8 41

344 gΠΠαΣ≤aDzπ≤·απaΣĊ_DDz−ĊαπĊt≤íalDytuñyDαfDt−ĊDsĊí−aΣ≤σΠDαfDnyñπα˙ĊΣDxĊlĊaσĊRDJournaldofdPhysicald
ChemistrydCPD2007PDUUUPD^ZTWQ^ZUW 3.8 28

343 oΣtĊπaít≤αΣDαfDtπ≤atαΠ≤íD˙ĊπΠaΣ≤uΠDw≤t−Dl≤t−≤uΠDatαΠσ_DĊlĊítπαΣ≤íDσtπuítuπĊDaΣñDσta·≤l≤tyDαfDmĊWr≤ΣD
íluσtĊπσRDJournaldofdPhysicaldChemistrydAPD2007PDUUUPDXWYWQZU 2.8 26

342 {σĊDαfDjlzQ·aσĊñDπĊaít≤v≤tyDñĊσíπ≤βtαπσDfαπDπat≤αΣal≤z≤Σ˙Dπañ≤íalDaññ≤t≤αΣDπĊaít≤αΣσ_Daββl≤ía·≤l≤tyDaΣñD
ñ≤ff≤íult≤ĊσRDFaradaydDiscussionsPD2007PDUWYPDU^UQVTUaDñ≤σíuσσ≤αΣDVW[QY^PDYTWQZ 3.6 39

341 iαΠβutat≤αΣalDσtuñyDαfDt−ĊDπĊlĊaσĊDαfDnVDfπαΠDaΠΠαΣ≤aD·απaΣĊDñ≤ΠĊπDLhnWtnWMVDaΣñD≤tσD≤αΣDβa≤πD
≤σαΠĊπσRDJournaldofdPhysicaldChemistrydAPD2007PDUUUPD]]XXQYZ 2.8 118

340 sαlĊíulaπDΠĊí−aΣ≤σΠDαfD−yñπα˙ĊΣDπĊlĊaσĊDπĊaít≤αΣσ_Dzαβαlα˙≤íalDaΣalyσ≤σDuσ≤Σ˙Dt−ĊDĊlĊítπαΣD
lαíal≤zat≤αΣDfuΣít≤αΣRDComputationaldanddTheoreticaldChemistryPD2007PD]UUPD[[Q]^ 8

339 sαΣαQPDñ≤QPDtπ≤QDaΣñDtĊtπaβ−ασβ−atπ≤afulvĊΣĊσ_DklĊítπαΣ≤íDσtπuítuπĊDaΣñDaπαΠat≤í≤tyRDComputationald
anddTheoreticaldChemistryPD2007PD]UUPDV[QWY 10
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338 z−ĊDtπ≤βlĊtDσtatĊDαfD≤Σñ≤˙α_DklĊítπαΣ≤íDσtπuítuπĊDíalíulat≤αΣσRDChemicaldPhysicsdLettersPD2007PDXX^PDUUQU[ 2.5 8

337 nĊatσDαfDfαπΠat≤αΣDαfDt−ĊDiπ≤Ċ˙ĊĊDfαπΠalñĊ−yñĊDαx≤ñĊDaΣñDñ≤αx≤πaΣĊRDChemicaldPhysicsdLettersPD
2007PDXX]PDU]WQU]] 2.5 70

336 uΣDt−ĊDlασσDαfDaDΠĊt−ylDπañ≤íalDfπαΠDΠĊtaσta·lĊDñ≤ΠĊt−ylDtĊπĊβ−t−alatĊDΠαlĊíulaπD≤αΣσRD
InternationaldJournaldofdMassdSpectrometryPD2007PDVZUPDUWXQUW^ 1.9 5

335 kxβĊπ≤ΠĊΣtalDα·σĊπvat≤αΣDaΣñDíαΠβutat≤αΣalD≤ñĊΣt≤f≤íat≤αΣDαfDyífiuUZOPDaDσta·lĊD
ñαβaΣtQĊΣíaβσulatĊñDíαββĊπDía˙ĊRDPhysicaldReviewdAPD2007PD[ZPD 2.6 36

334 oαΣQΠαlĊíulĊDπĊaít≤αΣσD≤Σvαlv≤Σ˙DΠĊt−ylD≤σαíyaΣ≤ñĊDaΣñDΠĊt−ylDíyaΣ≤ñĊRDEuropeandJournaldofdMassd
SpectrometryPD2007PDUWPDW]YQ^Y 1.1 4

333 z−ĊDĊxí−aΣ˙ĊDíαuβl≤Σ˙D≤ΣDiπWuΣDLΣDcDTQWMDíluσtĊπσRDJournaldofdPhysicaldChemistrydAPD2007PDUUUPDXUYTQ[ 2.8 16

332 sαlĊíulaπDΠĊí−aΣ≤σΠDfαπDnVDπĊlĊaσĊDfπαΠDhnWtnWPD≤Σíluñ≤Σ˙Dt−ĊDíatalyt≤íDπαlĊDαfDt−ĊDrĊw≤σDaí≤ñD
hnWRDJournaldofdPhysicaldChemistrydAPD2007PDUUUPDZ[^Q^T 2.8 154

331 nĊatσDαfDfαπΠat≤αΣDαfD·απαΣD−yñπ≤ñĊDaΣ≤αΣσDaΣñDñ≤aΣ≤αΣσDaΣñDt−Ċ≤πDaΠΠαΣ≤uΠDσaltσD
”hΣnΠyQ–”tnXO–yDw≤t−DycUQVRDInorganicdChemistryPD2007PDXZPD[YZUQ[T 5.1 56

330 UQhαπylQWPXQñ≤ΠĊt−ylβ−ασβ−αlĊDtπ≤ΠĊπ_DyyΣt−Ċσ≤σPDíπyσtalDσtπuítuπĊDaΣñDνuaΣtuΠDí−ĊΠ≤íalD
íalíulat≤αΣσRDJournaldofdOrganometallicdChemistryPD2006PDZ^UPDXTY]QXTZX 2.3 4

329 lαπΠat≤αΣDαfDβ−ασβ−aĊt−yΣĊDñ≤ΠĊπσ_DaDΠĊí−aΣ≤σt≤íDσtuñyRDChemistrydsdAdEuropeandJournalPD2006PDUVPD]TXXQYY4.8 14

328 oΣtĊπaít≤αΣDαfDñ≤atαΠ≤íD˙ĊπΠaΣ≤uΠDw≤t−Dl≤t−≤uΠDatαΠσ_DĊlĊítπαΣ≤íDσtπuítuπĊDaΣñDσta·≤l≤tyRDJournaldofd
ChemicaldPhysicsPD2006PDUVXPDVUXWUV 3.9 24

327
z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDσu·σt≤tuĊΣtDĊffĊítσDαΣDt−ĊDyQnD·αΣñDñ≤σσαí≤at≤αΣDĊΣĊπ˙yDaΣñD≤αΣ≤zat≤αΣD
ĊΣĊπ˙yDαfDWQβyπ≤ñ≤ΣĊt−≤αl_DvπĊñ≤ít≤αΣDαfDΣαvĊlDaΣt≤αx≤ñaΣtRDJournaldofdPhysicaldChemistrydAPD2006PD
UUTPDUT^TXQUU

2.8 26

326
sĊt−ylDaΣñDβ−ĊΣylDσu·σt≤tut≤αΣDĊffĊítσDαΣDt−ĊDβπαtαΣDaff≤Σ≤t≤ĊσDαfD−yñπ≤ñĊσDαfDf≤πσtDaΣñDσĊíαΣñDπαwD
ĊlĊΠĊΣtσDaΣñDσu·σt≤tuĊΣtDĊffĊítσDαΣDt−ĊDβπαtαΣDaff≤Σ≤t≤ĊσDαfDπ≤Σ˙Díaπ·αΣσD≤ΣD·ĊΣzĊΣĊ_DaDjlzDσtuñyRD
JournaldofdPhysicaldChemistrydAPD2006PDUUTPDXYT^QUY

2.8 14

325 nĊatσDαfDfαπΠat≤αΣDaΣñDσ≤Σ˙lĊtQtπ≤βlĊtDσĊβaπat≤αΣσDαfD−yñπαxyΠĊt−ylĊΣĊDaΣñDUQ−yñπαxyĊt−yl≤ñĊΣĊRD
JournaldofdPhysicaldChemistrydAPD2006PDUUTPD]]ZXQ[U 2.8 37

324 z−ĊD˙ĊαΠĊtπ≤íPDĊlĊítπαΣ≤íPDaΣñDΠa˙ΣĊt≤íDβπαβĊπt≤ĊσDαfDg˙Y‘ODL‘DcDyíPDz≤PD}PDiπPDsΣPDlĊPDiαPDaΣñDt≤MD
íluσtĊπσRDJournaldofdChemicaldPhysicsPD2006PDUVXPDU]XWU^ 3.9 28

323 uΣDt−ĊDΣatuπĊDαfDt−ĊDivD˙παuβDañjaíĊΣtDtαDaDvalĊΣíĊQñĊf≤í≤ĊΣtDatαΠ_Dβ−ασβ−aĊt−yΣylDσu·σt≤tuĊΣtD
vσRDβ−ασβ−απuσDíĊΣtĊπRDJournaldofdPhysicaldOrganicdChemistryPD2006PDU^PDUZ[QU[V 2.1 3

322 oΣtĊπΣalDĊΣĊπ˙yDĊffĊítσDαΣDí−aπ˙ĊDσtπ≤ββ≤Σ˙DσβĊítπaDαfD”i[n]–ODaΣñD”iYnZ–ODπañ≤íalDíat≤αΣσRD
ChemicaldPhysicsdLettersPD2006PDXU^PDUW^QUXW 2.5 6

321 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊD˙ĊαΠĊtπ≤íDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊDαfDΣĊutπalDaΣñDaΣ≤αΣ≤íDñαβĊñDσ≤lvĊπD
íluσtĊπσPDg˙Y‘TPâ��Dw≤t−D‘cyíPDz≤PD}PDiπPDsΣPDlĊPDiαPDaΣñDt≤RDChemicaldPhysicsPD2006PDWWTPDWZYQW[^ 2.3 21
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320 i−aπaítĊπ≤zat≤αΣDαfDaDñ≤σtαΣ≤íD≤σαΠĊπDiZnYiOLunMuinVDαfDΠĊt−ylD·ĊΣzαatĊDπañ≤íalDíat≤αΣD·yD
aσσαí≤at≤vĊD≤αΣâ��ΠαlĊíulĊDπĊaít≤αΣσRDInternationaldJournaldofdMassdSpectrometryPD2006PDVX^QVYTPDX]XQX^V 1.9 5

319 jĊíαΠβασ≤t≤αΣDΠĊí−aΣ≤σΠDαfDt−ĊDaΣ≤αΣσD˙ĊΣĊπatĊñD·yDatΠασβ−Ċπ≤íDβπĊσσuπĊDí−ĊΠ≤íalD≤αΣ≤zat≤αΣDαfD
Σ≤tπαaΣ≤l≤ΣĊσRDJournaldofdPhysicaldChemistrydAPD2005PDUT^PDUT^YXQZT 2.8 3

318 nyñπα˙ĊΣD·αΣñ≤Σ˙DtαDβ≤QσyσtĊΠσDαfD≤ΣñαlĊDaΣñDUQΠĊt−yl≤ΣñαlĊ_D≤σDt−ĊπĊDaΣyDunRRRβ−ĊΣylD·αΣñeRD
JournaldofdPhysicaldChemistrydAPD2005PDUT^PD]TV]QWX 2.8 28

317 z−ĊαπĊt≤íalDσtuñyDαfDlαwQly≤Σ˙Dtπ≤βlĊtDσtatĊσDαfDaΣ≤l≤ΣĊRDJournaldofdPhysicaldChemistrydAPD2005PDUT^PDUTW^ZQXTV2.8 16

316 z−ĊαπĊt≤íalDσtuñyDαΣDt−ĊD˙παuβDVDatαΠσDODtVuDπĊaít≤αΣσRDJournaldofdPhysicaldChemistrydAPD2005PDUT^PDZT^^QUTW2.8 16

315 gñĊΣ≤ΣĊDπañ≤íalσD≤ΣDt−ĊD˙aσDβ−aσĊ_DaΣDĊxβĊπ≤ΠĊΣtalDaΣñDíαΠβutat≤αΣalDσtuñyDαfD−yñπα˙ĊΣDatαΠD
aññuítσDtαDañĊΣ≤ΣĊRDJournaldofdPhysicaldChemistrydAPD2005PDUT^PD]UVUQWV 2.8 31

314 z−ĊDiQnDaΣñDalβ−aLiQ‘MD·αΣñDñ≤σσαí≤at≤αΣDĊΣt−alβ≤ĊσDαfDtαluĊΣĊPDiZnYQinV‘DL‘DcDlPDilMPDaΣñDt−Ċ≤πD
σu·σt≤tutĊñDñĊπ≤vat≤vĊσ_DaDjlzDσtuñyRDJournaldofdPhysicaldChemistrydAPD2005PDUT^PDUTWXVQ[ 2.8 38

313
vαtĊΣt≤alDĊΣĊπ˙yDσuπfaíĊσPDβπαñuítDñ≤σtπ≤·ut≤αΣσDaΣñDt−ĊπΠalDπatĊDíαĊff≤í≤ĊΣtσDαfDt−ĊDπĊaít≤αΣDαfD
uLWvMDw≤t−DiVnXL‘Ug˙M_DaDíαΠβπĊ−ĊΣσ≤vĊDt−ĊαπĊt≤íalDσtuñyRDJournaldofdPhysicaldChemistrydAPD2005PD
UT^PD[X]^Q^^

2.8 87

312 z−ĊαπĊt≤íalDaΣñDĊxβĊπ≤ΠĊΣtalDπĊĊvaluat≤αΣDαfDt−ĊD·aσ≤í≤tyDαfDlaΠ·ñaWQβ−ασβ−≤Σ≤ΣĊRDJournaldofd
PhysicaldChemistrydAPD2005PDUT^PDV^Y[QZW 2.8 25

311 vulσĊñDlaσĊπDβ−αtαlyσ≤σDaΣñDνuaΣtuΠDí−ĊΠ≤íalQσtat≤σt≤íalDπatĊDσtuñyDαfDt−ĊDπĊaít≤αΣDαfDt−ĊDĊt−yΣylD
πañ≤íalDw≤t−DwatĊπDvaβαπRDJournaldofdChemicaldPhysicsPD2005PDUVVPDUUXWT[ 3.9 28

310 wuaΣtuΠDí−ĊΠ≤íalDσtuñyDαfD−yñπα˙ĊΣDa·σtπaít≤αΣDπĊaít≤αΣσDαfDt−ĊDĊt−yΣylDπañ≤íalDw≤t−D−yñπα˙ĊΣD
íαΠβαuΣñσDLiVnOn‘MRDComputationaldanddTheoreticaldChemistryPD2005PD[WVPDVU^QVVX 12

309 z−ĊαπĊt≤íalDσtuñyDαfD−yβĊπf≤ΣĊDíαuβl≤Σ˙DíαΣσtaΣtσDαfDuπaí≤lPDíytασ≤ΣĊDaΣñDt−Ċ≤πD−alα˙ĊΣatĊñD
ñĊπ≤vat≤vĊσD≤ΣDtπ≤βlĊtDσtatĊRDChemicaldPhysicsPD2005PDWUTPDUQ^ 2.3 5

308 oΣtĊπaít≤αΣDαfDtπ≤βlĊtDuπaí≤lDaΣñDt−yΠ≤ΣĊDw≤t−DwatĊπRDChemicaldPhysicsPD2005PDWUZPDWYQXX 2.3 19

307 kΣĊπ˙Ċt≤íσDaΣñDí−ĊΠ≤íalD·αΣñ≤Σ˙DαfDt−ĊDUPWPYQtπ≤ñĊ−yñπα·ĊΣzĊΣĊDtπ≤πañ≤íalDaΣñD≤tσDβπαtαΣatĊñDfαπΠRD
ChemicaldPhysicsPD2005PDWUZPDUVYQUXT 2.3 24

306 yβ≤ΣQβ−≤l≤í≤tyDaΣñDσβ≤ΣQñαΣ≤í≤tyDαfDσ≤ΠβlĊDΣ≤tπĊΣĊσDaΣñDβ−ασβ−≤Σ≤ñĊΣĊσRDChemicaldPhysicsdLettersPD
2005PDXTUPDWW[QWXU 2.5 27

305 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDk≤ΣĊt≤íσDαfD−yñπα˙ĊΣDa·σtπaít≤αΣD≤ΣDπĊaít≤αΣσDαfDσ≤ΠβlĊD−yñπα˙ĊΣD
íαΠβαuΣñσDw≤t−Dtπ≤βlĊtDñ≤fluαπαíaπ·ĊΣĊRDChemicaldPhysicsdLettersPD2005PDXTVPDXZTQXZ[ 2.5 5

304 wuaΣtuΠDí−ĊΠ≤íalDσtuñyDαfDt−ĊDĊlĊítπαΣ≤íDσtπuítuπĊDαfDt−ĊDUQΠĊt−ylĊΣĊQWPYQñ≤ñĊ−yñπα·ĊΣzĊΣĊD
tπ≤πañ≤íalDLi[nYMRDChemicaldPhysicsdLettersPD2005PDXTXPDUYTQUYY 2.5 4

303 gDíαΣíĊπtĊñDΠĊí−aΣ≤σΠDαfDβπαtαΣDtπaΣσfĊπD≤ΣD˙πĊĊΣDfluαπĊσíĊΣtDβπαtĊ≤ΣRDgDt−ĊαπĊt≤íalDσtuñyRD
ChemicaldPhysicsdLettersPD2005PDXTXPDVYTQVYZ 2.5 40
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302 kffĊítDαfDβπαtαΣat≤αΣDαΣDt−ĊDĊlĊítπαΣ≤íDσtπuítuπĊDαfDUPWPYQtπ≤ΠĊt−ylĊΣĊ·ĊΣzĊΣĊDtπ≤πañ≤íalRDChemicald
PhysicsdLettersPD2005PDXUUPDXYTQXYZ 2.5 7

301 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDπĊaít≤αΣDαfDkĊtĊΣylDaΣñDΣ≤tπα˙ĊΣDñ≤αx≤ñĊDπañ≤íalσDLniiuOtuVMRDChemicald
PhysicsdLettersPD2005PDXUZPDU^^QVTY 2.5 10

300 tĊtπαβσ≤ΣD≤ΣtĊπaít≤αΣσD≤ΣDt−ĊDΠ≤ΣαπD˙πααvĊDαfDñLmmiiggzzmmMDσtuñ≤ĊñD·yDaDíαΠ·≤Σat≤αΣDαfD
πĊσαlut≤αΣDĊΣ−aΣíĊΠĊΣtDaΣñDa·D≤Σ≤t≤αDíalíulat≤αΣσRDFEBSdJournalPD2005PDV[VPDWYWUQXU 5.7 23

299 i−ĊΠ≤íalD·αΣñ≤Σ˙D≤ΣDzw≤ttĊπ≤αΣ≤íDñ≤aΠ≤ΣαQΠĊtaQνu≤ΣαΣα≤ñσDaΣñDt−Ċ≤πD≤σαΠĊπσRDJournaldofdPhysicald
OrganicdChemistryPD2005PDU]PDUUVWQUUWU 2.1 5

298 klĊítπαΣ≤íDσtπuítuπĊDαfDUPWPYQtπ≤aΠ≤Σα·ĊΣzĊΣĊDtπ≤íat≤αΣDaΣñDπĊlatĊñDtπ≤πañ≤íalσ_Dñαu·lĊtDvĊπσuσD
νuaπtĊtD˙παuΣñDσtatĊRDJournaldofdChemicaldPhysicsPD2005PDUVVPDUYXWT] 3.9 14

297 xĊΠaπka·lĊD≤ΣfluĊΣíĊDαfDfluαπ≤ΣĊDσu·σt≤tut≤αΣDαΣDĊlĊítπαΣ≤íDaΣñDt−ĊπΠαí−ĊΠ≤íalDβπαβĊπt≤ĊσDαfD
β−ασβ−αlĊσRDChemicaldPhysicsdLettersPD2004PDW]WPDUW]QUXV 2.5 27

296 j≤πĊítDa·D≤Σ≤t≤αDñyΣaΠ≤íσDσtuñ≤ĊσDαfDt−ĊDπĊaít≤αΣσDαfDntuDw≤t−DnDaΣñDunDπañ≤íalσRDChemicaldPhysicsd
LettersPD2004PDW]]PD^XQ^^ 2.5 19

295 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDπĊaít≤αΣDαfDt−ĊDĊt−yΣylDπañ≤íalDw≤t−DaΠΠαΣ≤aDLiVnDODtnWM_D−yñπα˙ĊΣD
a·σtπaít≤αΣDvĊπσuσDíαΣñĊΣσat≤αΣRDPhysicaldChemistrydChemicaldPhysicsPD2004PDZPDXUUU 3.6 13

294 kffĊítDαfDyu·σt≤tuĊΣtσDαΣDt−ĊDvâ��nDhαΣñDj≤σσαí≤at≤αΣDkΣt−alβ≤ĊσDαfDv−ĊΣylβ−ασβ−≤ΣĊσDaΣñDvπαtαΣD
gff≤Σ≤t≤ĊσDαfDv−ĊΣylβ−ασβ−≤ΣĊDgΣ≤αΣσ_DDgDjlzDytuñyRDJournaldofdPhysicaldChemistrydAPD2004PDUT]PDUUWZVQUUWZ]2.8 20

293 z−ĊαπĊt≤íalDjĊtĊπΠ≤Σat≤αΣDαfDt−ĊDklĊítπαΣ≤íDsĊí−aΣ≤σΠσDαfDUPWQj≤βαlaπDiyílαaññ≤t≤αΣDxĊaít≤αΣσDαfD
lulΠ≤Σ≤íDgí≤ñDaΣñDj≤azαΠĊt−aΣĊRDJournaldofdPhysicaldChemistrydAPD2004PDUT]PD^UZ^Q^U[^ 2.8 27

292 z−ĊDtπ≤βlĊtDσtatĊDαfDíytασ≤ΣĊDaΣñD≤tσDñĊπ≤vat≤vĊσ_DĊlĊítπαΣD≤ΠβaítDaΣñDνuaΣtuΠDí−ĊΠ≤íalDσtuñyRD
JournaldofdChemicaldPhysicsPD2004PDUVUPDUUZZ]Q[X 3.9 45

291 g·DoΣ≤t≤αDaΣñDjĊΣσ≤tyDluΣít≤αΣalDytuñyDαfDz−≤αΣ≤tπασαD‘tyDaΣñDz−≤azylDoσαΠĊπσD‘ytPD‘DcDnPDlPDilPDhπPD
unPDynPDtnVPDinWPDilWPDaΣñDy≤lWRDJournaldofdPhysicaldChemistrydAPD2004PDUT]PDYT[WQYT]T 2.8 22

290 z−ĊDYQjĊ−yñπαQΠQxylylĊΣĊDzπ≤πañ≤íalDaΣñDotσDt≤tπα˙ĊΣDaΣñDv−ασβ−απuσDjĊπ≤vat≤vĊσ_´ DuβĊΣQy−ĊllD
jαu·lĊtDvĊπσuσDwuaπtĊtDmπαuΣñDytatĊRDJournaldofdPhysicaldChemistrydAPD2004PDUT]PD]XUUQ]XU] 2.8 11

289 ux≤ñat≤αΣDαfDglkal≤QsĊtalDgtαΠσDw≤t−Dt≤tπαuσDux≤ñĊ_DDsαlĊíulaπDsĊí−aΣ≤σΠσDfπαΠDl≤πσtDvπ≤Σí≤βlĊσD
ialíulat≤αΣσRDJournaldofdPhysicaldChemistrydAPD2004PDUT]PDUVZ]QUV[X 2.8 14

288 {σĊDαfDjlzQhaσĊñDxĊaít≤v≤tyDjĊσíπ≤βtαπσDfαπDxat≤αΣal≤z≤Σ˙Dxañ≤íalDxĊaít≤αΣσ_DDgDiπ≤t≤íalDgΣalyσ≤σRD
JournaldofdPhysicaldChemistrydAPD2004PDUT]PDX]XQX]^ 2.8 36

287 y≤Σ˙lĊtâ��zπ≤βlĊtDkΣĊπ˙yDmaβσDαfDmaσQv−aσĊDxtgDaΣñDjtgDhaσĊσRDgDwuaΣtuΠDi−ĊΠ≤íalDytuñyRDJournald
ofdPhysicaldChemistrydAPD2004PDUT]PDZYYXQZYZU 2.8 49

286 iαΠΠĊΣtσDαΣDâ��z−ĊαπĊt≤íalDkσt≤Πat≤αΣσDαfDt−ĊDV^]DqDmaσQv−aσĊDgí≤ñ≤t≤ĊσDαfDt−ĊDvyπ≤Π≤ñ≤ΣĊQhaσĊñD
tuílĊα·aσĊσD{πaí≤lPDz−yΠ≤ΣĊPDaΣñDiytασ≤ΣĊâ��RDJournaldofdPhysicaldChemistrydAPD2004PDUT]PDUUTUQUUTU 2.8 2

285 j≤σtαΣ≤íDoσαΠĊπσDaΣñDzautαΠĊπσDαfDt−ĊDgñĊΣ≤ΣĊDiat≤αΣDxañ≤íalD≤ΣDt−ĊDmaσDv−aσĊDaΣñDgνuĊαuσD
yαlut≤αΣRDJournaldofdPhysicaldChemistrydAPD2004PDUT]PD^V]WQ^V^W 2.8 44
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284 z−ĊαπĊt≤íalDytuñyDαfDt−ĊDoΣtĊπaít≤αΣD·ĊtwĊĊΣDsĊt−ylDlluαπ≤ñĊPDsĊt−ylDi−lαπ≤ñĊPDaΣñDsĊt−ylD
hπαΠ≤ñĊDw≤t−Dnyñπα˙ĊΣDvĊπαx≤ñĊRDJournaldofdPhysicaldChemistrydAPD2004PDUT]PDUUUTUQUUUT] 2.8 28

283 gDyβĊí≤f≤íDmaσQv−aσĊDyu·σt≤tut≤αΣDxĊaít≤αΣD·ĊtwĊĊΣDkΣαlDxañ≤íalDiat≤αΣσDaΣñDtQhutylDt≤tπ≤tĊRD
EuropeandJournaldofdMassdSpectrometryPD2004PDUTPD]]^Q]^] 1.1 9

282 z−ĊαπĊt≤íalDaΣñDkxβĊπ≤ΠĊΣtalDytuñyDαfDt−ĊDiαΣfαπΠat≤αΣDaΣñD}≤·πat≤αΣalDlπĊνuĊΣí≤ĊσDαfD
tQgíĊtylQrQalaΣ≤ΣĊDaΣñDtQgíĊtylQrQalaΣ≤ΣatĊRDSpectroscopydLettersPD2003PDWZPDYW[QYYT 1.1

281 gDνuaΣtuΠDí−ĊΠ≤íalDσtuñyDαfDt−ĊDβπαtαΣat≤αΣDαfDβ−ĊΣylβ−ασβ−≤ΣĊDaΣñD≤tσD−alα˙ĊΣatĊñDñĊπ≤vat≤vĊσRD
EuropeandJournaldofdMassdSpectrometryPD2003PD^PDVY[QZZ 1.1 6

280 klĊítπαΣ≤íDσtπuítuπĊDαfDzw≤ttĊπ≤αΣ≤íDñ≤aΠ≤ΣαQΠĊtaQνu≤ΣαΣα≤ñDΠαlĊíulĊσ_D≤ñĊΣt≤tyDαfD{}Da·σαπβt≤αΣD
·aΣñσRDChemicaldPhysicsdLettersPD2003PDW]VPDWX^QWYX 2.5 19

279 gDñĊΣσ≤tyDfuΣít≤αΣalDσtuñyDαfDt−ĊD˙παuΣñDσtatĊDĊlĊítπαΣ≤íDσtπuítuπĊDαfDβ−ασβ−απuσâ��βαπβ−yπ≤ΣσRD
ChemicaldPhysicsdLettersPD2003PDW[ZPDWV^QWW[ 2.5 25

278 z−ĊDπ≤Σ˙DílασuπĊDαfDĊt−ylĊΣĊDβ−ασβ−≤tĊσD≤σDaDΣĊwDvLoooMQ≤ΣσĊπt≤αΣDπĊaít≤αΣRDgDíαΠβutat≤αΣalDσtuñyRD
ComputationaldanddTheoreticaldChemistryPD2003PDZWWPDWYQX] 1

277 vπαtαΣat≤αΣDaΣñDΠĊt−ylat≤αΣDαfDt−≤αβ−ĊΣαlPDt−≤αaΣ≤σαlĊDaΣñDt−Ċ≤πD−alα˙ĊΣatĊñDñĊπ≤vat≤vĊσ_DΠaσσD
σβĊítπαΠĊtπ≤íDaΣñDíαΠβutat≤αΣalDσtuñyRDInternationaldJournaldofdMassdSpectrometryPD2003PDVV]PDUYUQUZY 1.9 11

276
gDt−ĊαπĊt≤íalDaββπαaí−DtαDt−ĊDπĊ˙≤ασĊlĊít≤v≤tyD≤ΣDUPWQñ≤βαlaπDíyílαaññ≤t≤αΣσDαfDñ≤azαalkaΣĊσPD
−yñπazα≤íDaí≤ñDaΣñDΣ≤tπαuσDαx≤ñĊDtαDaíĊtylĊΣĊσPDβ−ασβ−aalkyΣĊσDaΣñDíyaΣ≤ñĊσRDJournaldofdPhysicald
OrganicdChemistryPD2003PDUZPDZUYQZVY

2.1 28

275 vαlyΣ≤tπα˙ĊΣDíαΠβαuΣñσRDCoordinationdChemistrydReviewsPD2003PDVXXPD^WQUUW 23.2 149

274 sαlĊíulaπDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊDαfDzw≤ttĊπ≤αΣ≤íDñ≤aΠ≤ΣαQΠĊtaQνu≤ΣαΣα≤ñDΠαlĊíulĊσRDMoleculard
PhysicsPD2003PDUTUPDVWX[QVWYY 1.7 13

273 jĊΣσ≤tyDfuΣít≤αΣalDσtuñyDαfDt−ĊDñĊíαΠβασ≤t≤αΣDβat−wayσDαfDΣ≤tπαĊt−aΣĊDaΣñDVQΣ≤tπαβπαβaΣĊRD
PhysicaldChemistrydChemicaldPhysicsPD2003PDYPDU[WTQU[W] 3.6 30

272 z−ĊDyâ��nDhαΣñDj≤σσαí≤at≤αΣDkΣt−alβ≤ĊσDaΣñDgí≤ñ≤t≤ĊσDαfDvaπaDaΣñDsĊtaDyu·σt≤tutĊñDz−≤αβ−ĊΣαlσ_DDgD
wuaΣtuΠDi−ĊΠ≤íalDytuñyRDJournaldofdPhysicaldChemistrydAPD2003PDUT[PD^U]VQ^U]] 2.8 67

271 g·DoΣ≤t≤αSxxqsDytuñyDαfDt−ĊDvαtĊΣt≤alDkΣĊπ˙yDyuπfaíĊDαfDzπ≤βlĊtDkt−ylĊΣĊDaΣñDvπαñuítDhπaΣí−≤Σ˙D
xat≤ασDαfDt−ĊDiLWvMDODinXDxĊaít≤αΣRDJournaldofdPhysicaldChemistrydAPD2003PDUT[PDU[]]QU[^Z 2.8 32

270 ytπuítuπĊâ��vπαβĊπtyDxĊlat≤αΣσ−≤βσD≤ΣDv−ασβ−αlĊQiαΣta≤Σ≤Σ˙Dˇ�QiαΣju˙atĊñDyyσtĊΠσ_DDgDwuaΣtuΠD
i−ĊΠ≤íalDytuñyRDJournaldofdPhysicaldChemistrydAPD2003PDUT[PD]W]Q]XZ 2.8 48

269 t≤tπαΠĊt−aΣĊâ��sĊt−ylDt≤tπ≤tĊDxĊaππaΣ˙ĊΠĊΣt_DDgDvĊπσ≤σtĊΣtDj≤σíπĊβaΣíyD·ĊtwĊĊΣDz−ĊαπyDaΣñD
kxβĊπ≤ΠĊΣtRDJournaldofdPhysicaldChemistrydAPD2003PDUT[PDXV]ZQXV^U 2.8 67

268 g·DoΣ≤t≤αDytuñyDαfDyβĊítπalDaΣñDz−ĊπΠαí−ĊΠ≤íalDvπαβĊπt≤ĊσDαfDUnQv−ασβ−αlĊσRDJournaldofdPhysicald
ChemistrydAPD2003PDUT[PD[YUXQ[YVW 2.8 12

267 gz≤ñαQt≤tπĊΣĊDoσDvπα·a·lyDt−ĊDtXDsαlĊíulĊDu·σĊπvĊñD≤ΣDsaσσDyβĊítπαΠĊtπ≤íDkxβĊπ≤ΠĊΣtσRDJournald
ofdPhysicaldChemistrydAPD2003PDUT[PDYXYVQYXZT 2.8 21
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266 gΣDĊxβĊπ≤ΠĊΣtalDaΣñDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊDπĊaít≤αΣDαfDĊt−yΣylDπañ≤íalσDw≤t−DΣ≤tπα˙ĊΣDñ≤αx≤ñĊD
LnieiOtuVMRDJournaldofdChemicaldPhysicsPD2003PDUU]PDUT^^ZQUUTT] 3.9 24

265 t≤tπαuσDux≤ñĊ_DklĊítπαΣDgttaí−ΠĊΣtDaΣñDvασσ≤·lĊDyíĊΣaπ≤αDfαπDotσDxĊaít≤αΣDw≤t−DΣσDsĊtalDgtαΠσD
2003PDUTZ[QUT^[

264 z−ĊαπĊt≤íalDv≤·πat≤αΣalDaΣalyσ≤σDαfDΠαΣα−alα˙ĊΣatĊñDβ−ĊΣαlσRDSpectrochimicadActadsdPartdA:d
MoleculardanddBiomoleculardSpectroscopyPD2002PDY]PDU^YUQZ^ 4.4 24

263 oαΣ≤zĊñDaΣ≤l≤ΣĊDaΣñD≤tσDñ≤σtαΣ≤íDπañ≤íalDíat≤αΣD≤σαΠĊπσRDInternationaldJournaldofdMassdSpectrometryPD
2002PDVU[PDXYQYX 1.9 14

262 j≤σtαΣ≤íD≤σαΠĊπσDαfD≤αΣ≤zĊñD·ĊΣzalñĊ−yñĊRDInternationaldJournaldofdMassdSpectrometryPD2002PDVU[PDZYQ[W 1.9 7

261 sĊí−aΣ≤σΠDαfDt−ĊDαx≤ñat≤αΣDπĊaít≤αΣDαfDiuDw≤t−DtVuDv≤aDΣαΣañ≤a·at≤íDĊlĊítπαΣDtπaΣσfĊπRD
InternationaldJournaldofdQuantumdChemistryPD2002PD]^PDWV^QWXT 2.1 13

260 rαwDĊΣĊπ˙yD·aππ≤ĊπσDαfDnQatαΠDa·σtπaít≤αΣDfπαΠDβ−ĊΣαlσRDJournaldofdMoleculardStructurePD2002PDZUYPDVX[QVYT3.4 14

259 ytπuítuπĊâ��βπαβĊπtyDπĊlat≤αΣσ−≤βσD≤ΣDβ−ασβ−αlĊDαl≤˙αΠĊπσ_DaDt−ĊαπĊt≤íalD≤Σσ≤˙−tRDJournaldofd
OrganometallicdChemistryPD2002PDZXWQZXXPDU^XQVTU 2.3 23

258 jĊΣσ≤tyDfuΣít≤αΣalDσtuñ≤ĊσDαΣDtQfuσĊñDβαπβ−yπ≤ΣRDklĊítπαΣ≤íPDΠa˙ΣĊt≤íDaΣñDΠĊtalD·≤Σñ≤Σ˙D
βπαβĊπt≤ĊσRDJournaldofdOrganometallicdChemistryPD2002PDZXWQZXXPDVZYQV[U 2.3 15

257 iαll≤σ≤αΣallyD≤ΣñuíĊñDlασσDαfDtuVDπañ≤íalDfπαΠDβπαtαΣatĊñDΣ≤tπα≤Π≤ñazαlĊσDaΣñDΣ≤tπαβyπazαlĊσRD
ChemicaldPhysicsdLettersPD2002PDWYZPDVY^QVZZ 2.5 5

256 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDΠαlĊíulaπDΠĊí−aΣ≤σΠDαfDt−ĊDr≤LVyUSVMOtVuL‘U˛£OMDπĊaít≤αΣRDChemicald
PhysicsdLettersPD2002PDWZWPDYYTQYY] 2.5 8

255 z−ĊDπĊaít≤αΣDαfDiVnDw≤t−DnV_Dg·σαlutĊDπatĊDíαĊff≤í≤ĊΣtDΠĊaσuπĊΠĊΣtσDaΣñDa·D≤Σ≤t≤αDσtuñyRDJournald
ofdChemicaldPhysicsPD2002PDUUZPDW[TTQW[T^ 3.9 36

254 {ΣΣatuπalDiαvalĊΣtDjtgDhaσĊDva≤π≤Σ˙_DDwuaΣtuΠDi−ĊΠ≤íalDytuñyRDJournaldofdPhysicaldChemistrydAPD
2002PDUTZPD^WU^Q^WVX 2.8 17

253 nyñπα˙ĊΣDhαΣñ≤Σ˙D·ĊtwĊĊΣDv−ĊΣαlDaΣñDgíĊtαΣ≤tπ≤lĊRDJournaldofdPhysicaldChemistrydAPD2002PDUTZPDXVZ[QXV[U2.8 52

252 kxβĊπ≤ΠĊΣtalDaΣñDt−ĊαπĊt≤íalDσtuñyDαfDñ≤íyaΣαíaπ·ĊΣĊDiLitMVRDMoleculardPhysicsPD2002PDUTTPDUZ^WQU[TV 1.7 11

251 qĊyDβπαβĊπt≤ĊσDαfDΠαΣα−alα˙ĊΣDσu·σt≤tutĊñDβ−ĊΣαlσ_D≤ΣtĊπβπĊtat≤αΣD≤ΣDtĊπΠσDαfDt−ĊDĊlĊítπαΣD
lαíal≤zat≤αΣDfuΣít≤αΣRDMoleculardPhysicsPD2002PDUTTPDUZY^QUZ[Y 1.7 25

250 oΣfluĊΣíĊDαfD·u≤lñ≤Σ˙D·lαíkDaπαΠat≤í≤tyD≤ΣDt−ĊDñĊtĊπΠ≤Σat≤αΣDαfDĊlĊítπαΣ≤íDβπαβĊπt≤ĊσDαfD
f≤vĊQΠĊΠ·ĊπĊñD−ĊtĊπαíyíl≤íDαl≤˙αΠĊπσRDPhysicaldChemistrydChemicaldPhysicsPD2002PDXPDUYVVQUYWT 3.6 65

249 XPXQβQh≤β−ĊΣylD·≤σQβ−ασβ−≤Σ≤ñĊΣĊ_D˙ĊΣĊπat≤αΣDαfDaD·≤σQ†LiuMYDíαΠβlĊxDaΣñDa·D≤Σ≤t≤αDíalíulat≤αΣDαfD
≤tσDĊlĊítπαΣ≤íDσtπuítuπĊRDPerkindTransactionsdIIdRSCPD2002PDVUXTQVUXY 2

Minh Tho Nguyen
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248 jĊΣσ≤tyDfuΣít≤αΣalDíalíulat≤αΣσDαΣDβπαtαΣatĊñDaΣñDñĊβπαtαΣatĊñDt−≤αuπaí≤lσDaΣñDt−Ċ≤πDíαΠβlĊxĊσD
w≤t−DwatĊπRDChemicaldPhysicsPD2001PDVZXPDVUQWY 2.3 14

247 kv≤ñĊΣíĊDfαπDt−ĊDβπαñuít≤αΣDαfDβπαβĊΣĊD≤αΣD≤ΣDt−ĊD˙aσDβ−aσĊRDxĊaít≤αΣDαfD≤αΣ≤zĊñDñ≤í−lαπαíaπ·ĊΣĊD
w≤t−DaíĊtαΣĊRDTetrahedrondLettersPD2001PDXVPDZZ^QZ[U 2 6

246 vπαtαΣat≤αΣDt−ĊπΠαí−ĊΠ≤σtπyDαfDĊt−ylD−al≤ñĊσRDChemPhysChemPD2001PDVPDZTXQUT 3.2 11

245 gDt−ĊαπĊt≤íalDσtuñyDαΣDt−ĊDΠαlĊíulaπDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊDαfD−ĊtĊπαaπαΠat≤íD·αwlQσ−aβĊñD
ΠαlĊíulĊσRDChemicaldPhysicsdLettersPD2001PDWWWPDUTWQUUV 2.5 18

244 jĊíαΠβασ≤t≤αΣDΠĊí−aΣ≤σΠDαfDt−ĊDβαlyΣ≤tπα˙ĊΣDtYDaΣñDtZDíluσtĊπσDaΣñDt−Ċ≤πD≤αΣσRDChemicaldPhysicsd
LettersPD2001PDWWYPDWUUQWVT 2.5 76

243 gDwuaΣtuΠDí−ĊΠ≤íalDσtuñyDαΣDt−ĊDβαtĊΣt≤alDĊΣĊπ˙yDσuπfaíĊDαfDs˙LUyMOtVuDπĊaít≤αΣRDChemicald
PhysicsdLettersPD2001PDWXXPDVUWQVVT 2.5 8

242 iαll≤σ≤αΣalDaít≤vat≤αΣDαfDβπαtαΣatĊñDiQ−alα˙ĊΣαβyπazαlĊσRDChemicaldPhysicsdLettersPD2001PDWX[PDXZYQX[V 2.5 7

241 lπαΠDlαíal≤zĊñDtαDñĊlαíal≤zĊñDaΣΣulĊΣĊσ_D−αwDπ≤Σ˙Dσtπa≤ΣDĊΣ−aΣíĊσDñĊlαíal≤zat≤αΣD≤ΣD−≤˙−ĊπD
aΣΣulĊΣĊσRDChemicaldPhysicsdLettersPD2001PDWX^PDWT[QWUV 2.5 4

240 gDt−ĊαπĊt≤íalDπĊQĊvaluat≤αΣDαfDt−ĊD−ĊatDαfDfαπΠat≤αΣDαfDβ−ĊΣylíaπ·ĊΣĊRDChemicaldPhysicsdLettersPD
2001PDWX^PDY[UQY[[ 2.5 16

239 z−≤αuπaí≤lσ_DytπuítuπĊσPDtautαΠĊπ≤σΠPD≤ΣtĊπaít≤αΣDw≤t−DwatĊπPDaΣñDfuΣít≤αΣ≤Σ˙D≤ΣDxtgDaΣñDΠαñ≤f≤ĊñD
jtgD·aσĊDva≤πσRDAdvancesdindQuantumdChemistryPD2001PDXTPD[^QUTV 1.4 11

238 nyñπα˙ĊΣD·αΣñ≤Σ˙D≤ΣD·ĊΣzαΣ≤tπ≤lĊâ��watĊπDíαΠβlĊxĊσRDJournaldofdChemicaldPhysicsPD2001PDUUYPD]WWQ]XU 3.9 32

237 oαΣ≤zĊñDv−ĊΣαlDaΣñDotσDoσαΠĊπσD≤ΣDt−ĊDmaσDv−aσĊRDJournaldofdPhysicaldChemistrydAPD2001PDUTYPDUUY]VQUUY^V2.8 48

236 q≤ΣĊt≤íDσta·≤l≤tyDαfDΣαvĊlDΣ≤tπ≤lĊDyl≤ñĊσRDPerkindTransactionsdIIdRSCPD2001PDUVW^QUVXZ 11

235 z−ĊαπĊt≤íalDytuñyDαfDzautαΠĊπ≤íDlαπΠσDαfD{πaí≤lRDURDxĊlat≤vĊDuπñĊπDαfDyta·≤l≤t≤ĊσDaΣñDz−Ċ≤πDxĊlat≤αΣD
tαDvπαtαΣDgff≤Σ≤t≤ĊσDaΣñDjĊβπαtαΣat≤αΣDkΣt−alβ≤ĊσRDJournaldofdPhysicaldChemistrydAPD2001PDUTYPDUV]]QUV^Y2.8 110

234 z−ĊαπĊt≤íalDytuñyDαfD”VDODU–Díyílαaññ≤t≤αΣDαfDiuDaΣñDiyDtαDaíĊtylĊΣĊσDfαπΠ≤Σ˙DíyílαβπαβĊΣαΣĊσDaΣñD
íyílαβπαβĊΣĊt−≤αΣĊσRDJournaldofdOrganicdChemistryPD2001PDZZPDXWUZQVZ 4.2 30

233 z−ĊαπĊt≤íalDytuñyDαfD{πaí≤lDzautαΠĊπσRDVRDoΣtĊπaít≤αΣDw≤t−D†atĊπRDJournaldofdPhysicaldChemistrydAPD
2001PDUTYPDU^WXQU^XW 2.8 99

232 gΣαt−ĊπDlααkDatDt−ĊDĊlĊítπαΣDattaí−ΠĊΣtDtαDΣ≤tπαuσDαx≤ñĊRDJournaldofdChemicaldPhysicsPD2001PDUUXPD[^UUQ[^U[3.9 33

231 vπαtαΣat≤αΣDαfDmaσĊαuσDnalα˙ĊΣatĊñDv−ĊΣαlσDaΣñDgΣ≤σαlĊσDaΣñDotσDoΣtĊπβπĊtat≤αΣD{σ≤Σ˙DjlzQhaσĊñD
rαíalDxĊaít≤v≤tyDoΣñ≤íĊσRDJournaldofdPhysicaldChemistrydAPD2001PDUTYPD][T^Q][U[ 2.8 31

(2001-2001)
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230 viivDaΣñD≤tσD≤σαΠĊπσ_DaDt−ĊαπĊt≤íalDσtuñyRDPhysicaldChemistrydChemicaldPhysicsPD2001PDWPDYUY]QYUZX 3.6 11

229 z−ĊαπĊt≤íalDσtuñyDαfDíyaΣαβ−ασβ−aβπαβyΣĊDLtiivMPD≤σαíyaΣαβ−ασβ−aβπαβyΣĊDLitivMDaΣñDt−Ċ≤πD
≤σαΠĊπσ_Dσta·≤l≤tyDaΣñDβπαβĊπt≤ĊσRDPhysicaldChemistrydChemicaldPhysicsPD2001PDWPDUY]]QUY^[ 3.6 3

228 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDπ≤Σ˙DαβĊΣ≤Σ˙DαfDβ−ασβ−≤πaΣĊDaΣñDσ≤l≤πaΣĊ_DíαΣtπaσt≤Σ˙DΠĊí−aΣ≤σΠσDαfD
−yñπα˙ĊΣDΠ≤˙πat≤αΣRDPerkindTransactionsdIIdRSCPD2001PD[ZZQ[[W 7

227 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDĊlĊítπαΣ≤íDσtπuítuπĊDαfD‘iivDΠαlĊíulĊσDL‘DcnPDlPDilPDhπPDoM_Díaπ·ĊΣĊDσRD
β−ασβ−≤Σ≤ñĊΣĊRDPhysicaldChemistrydChemicaldPhysicsPD2001PDWPD]^YQ^TT 3.6 4

226 z−ĊαπĊt≤íalDσtuñyDαfDíyílαβπαβĊΣαΣĊσDaΣñDíyílαβπαβĊΣĊt−≤αΣĊσ_DñĊíαΠβασ≤t≤αΣDv≤aD≤ΣtĊπΠĊñ≤atĊσRD
PerkindTransactionsdIIdRSCPD2001PD]^]Q^TY 16

225 oαΣ≤zĊñDhĊΣzαΣ≤tπ≤lĊDaΣñDotσDj≤σtαΣ≤íDoσαΠĊπσD≤ΣDt−ĊDmaσDv−aσĊRDJournaldofdPhysicaldChemistrydAPD2001PD
UTYPD]Y[^Q]Y][ 2.8 19

224 rαwDkΣĊπ˙yDhaππ≤ĊπDvπαtαΣDzπaΣσfĊπD≤ΣDvπαtαΣatĊñDhĊΣzĊΣĊâ��†atĊπDiαΠβlĊxRDJournaldofdPhysicald
ChemistrydAPD2001PDUTYPDUYWQUYY 2.8 37

223 nαwDt−ĊDlαuπtĊĊΣDsασtDyta·lĊDinXvVDoσαΠĊπσDoΣtĊπíαΣvĊπtgΣDa·DoΣ≤t≤αStsxDytuñyRDJournaldofd
PhysicaldChemistrydAPD2001PDUTYPD]W]Q]X] 2.8 2

222 oσαΠĊπ≤zat≤αΣDaΣñDj≤σσαí≤at≤αΣDαfDoαΣ≤zĊñDj≤ΠĊt−ylDyulfαx≤ñĊ_DDgDz−ĊαπĊt≤íalDoΣσ≤˙−tRDJournaldofd
PhysicaldChemistrydAPD2001PDUTYPDUUUV]QUUUWW 2.8 5

221 iαΠΠĊΣtDαΣDt−ĊDklĊítπαΣ≤íDxĊαπ˙aΣ≤zat≤αΣD≤ΣDUPWQj≤βαlaπDiyílαaññ≤t≤αΣDαfDlulΠ≤Σ≤íDgí≤ñDtαD
gíĊtylĊΣĊRDJournaldofdPhysicaldChemistrydAPD2001PDUTYPDUT^XWQUT^XY 2.8 13

220 t≤tπαuσDαx≤ñĊDaσDaDUPWQñ≤βαlĊ_DaDt−ĊαπĊt≤íalDσtuñyDαfD≤tσDíyílαaññ≤t≤αΣDΠĊí−aΣ≤σΠRDJournaldofdOrganicd
ChemistryPD2001PDZZPDZT^ZQUTW 4.2 50

219 sĊí−aΣ≤σΠDαfDt−ĊDπ≤Σ˙Qí−a≤ΣDπĊaππaΣ˙ĊΠĊΣtD≤ΣDβ−ασβ−≤πaΣĊσ_D−yñπα˙ĊΣDvĊπσuσD−alα˙ĊΣDΠ≤˙πat≤αΣRD
JournaldofdOrganicdChemistryPD2001PDZZPDYZ[UQ] 4.2 5

218 z−≤αuπaí≤lσ_´ Dgí≤ñ≤tyPDhaσ≤í≤tyPDaΣñDoΣtĊπaít≤αΣDw≤t−D†atĊπRDJournaldofdPhysicaldChemistrydAPD2001PDUTYPDWW[^QWW][2.8 38

217 iαll≤σ≤αΣalDoΣtĊπaít≤αΣDαfDoαΣ≤zĊñDvyπ≤ñ≤ΣĊDtQux≤ñĊσDw≤t−D}aπ≤αuσDzaπ˙ĊtσD≤ΣDaDtĊwDny·π≤ñDsaσσD
yβĊítπαΠĊtĊπRDEuropeandJournaldofdMassdSpectrometryPD2000PDZPDWQ^ 1.1 11

216 ialíulatĊñDvπαβĊπt≤ĊσDaΣñDx≤Σ˙Qi−a≤ΣDxĊaππaΣ˙ĊΠĊΣtσDαfDzπ≤β−ασβ−≤πaΣĊDLvWnWMRDEuropeandJournald
ofdInorganicdChemistryPD2000PDVTTTPDUTWQUUV 2.3 6

215 iαΣtπaσt≤Σ˙DΠĊí−aΣ≤σΠDαfDt−ĊD−yñπat≤αΣDαfDíaπ·αΣDσu·αx≤ñĊDaΣñDkĊtĊΣĊRDgDt−ĊαπĊt≤íalDσtuñyRD
JournaldofdPhysicaldOrganicdChemistryPD2000PDUWPDXZQYZ 2.1 13

214 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDβĊΣtaΣ≤tπα˙ĊΣDíat≤αΣDLtYOMRDChemicaldPhysicsdLettersPD2000PDWU[PDUWYQUXU 2.5 41

213 jlzDσtuñyDαfDt−ĊD≤ΣtĊπaít≤αΣD·ĊtwĊĊΣD˙uaΣ≤ΣĊDaΣñDwatĊπRDJournaldofdMoleculardStructurePD2000PDYYYPDZUQZZ3.4 30

Minh Tho Nguyen
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212
jĊ−alα˙ĊΣat≤αΣDαfDβπαtαΣatĊñDiQ−alα˙ĊΣαQUPVPXQtπ≤azαlĊσ_DσyΣt−Ċσ≤σDαfDΣĊwD−ĊtĊπαíyíl≤íDíaπ·ĊΣ≤íD
aΣñDyl≤ñDπañ≤íalDíat≤αΣσDaΣñDíαΣtπaσt≤Σ˙D·Ċ−av≤αuπDαfDíαll≤σ≤αΣD˙aσĊσRDInternationaldJournaldofdMassd
SpectrometryPD2000PDU^^PDVVUQVWW

1.9 8

211 i−aπaítĊπ≤zat≤αΣDαfD≤αΣ≤zĊñDíaπ·ĊΣĊσD≤ΣDt−ĊD˙aσDβ−aσĊRDInternationaldJournaldofdMassdSpectrometryPD
2000PDVTVPDg]QgVY 1.9 31

210 jĊΣσ≤tyDfuΣít≤αΣalDíalíulat≤αΣσDαΣDσ≤ΠβlĊDíaπ·αΣylD·aσĊσ_DβπαtαΣat≤αΣDaΣñD−yñπα˙ĊΣD·αΣñD
fαπΠat≤αΣDw≤t−DwatĊπRDChemicaldPhysicsPD2000PDVYYPDUX^QUZW 2.3 22

209 iαll≤σ≤αΣalDaít≤vat≤αΣDαfDβπαtαΣatĊñD−alα˙ĊΣαQβyπ≤ñ≤ΣĊσ_Dñ≤ffĊπĊΣtD·Ċ−av≤αuπDαfDtaπ˙ĊtD˙aσĊσRD
ChemicaldPhysicsdLettersPD2000PDWVWPD[UQ[] 2.5 10

208 kxβĊπ≤ΠĊΣtalDaΣñDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊD˙aσDβ−aσĊDπĊaít≤αΣDαfDĊt−yΣylDπañ≤íalDw≤t−DΠĊt−aΣĊD
LnieiOinXMRDChemicaldPhysicsdLettersPD2000PDWV^PDXUVQXVT 2.5 27

207 kxβĊπ≤ΠĊΣtalDaΣñDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊDπĊaít≤αΣDαfDt−ĊDĊt−yΣylDπañ≤íalDw≤t−DaíĊtylĊΣĊD
LnieiOnieinMRDChemicaldPhysicsPD2000PDVZVPDVXWQVYV 2.3 40

206 nvXDQDaΣñDLinVMvWDQDgΣ≤αΣσDlαπΠDlαuπQΠĊΠ·ĊπĊñDx≤Σ˙σDw≤t−DaΣDgllylDsα≤ĊtyDâ��DgΣDa·D≤Σ≤t≤αStsxD
σtuñyRDJournaldofdMoleculardModelingPD2000PDZPDV]^QV^] 2 2

205 uΣDt−ĊDtπ≤βlĊtâ��σ≤Σ˙lĊtDĊΣĊπ˙yD˙aβDαfDaíĊtylĊΣĊRDJournaldofdChemicaldPhysicsPD2000PDUUVPD[TT]Q[TUT 3.9 10

204 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDσtπuítuπĊQβπαβĊπtyDπĊlat≤αΣσ−≤βD≤ΣDβ−ασβ−αlĊDΠαΣαΠĊπσRDJournaldofd
OrganicdChemistryPD2000PDZYPDVZWUQZ 4.2 65

203 zπ≤βlĊtâ��σ≤Σ˙lĊtDĊΣĊπ˙yD˙aβσD≤ΣD≤αñαQíaπ·ĊΣĊσDLoâ��iâ��‘M_DxĊΠaπka·lĊDñ≤σíπĊβaΣíyD·ĊtwĊĊΣDt−ĊαπyDaΣñD
ĊxβĊπ≤ΠĊΣtRDPhysicaldChemistrydChemicaldPhysicsPD2000PDVPDYTXUQYTXY 3.6 38

202 gπĊDxxeiâ��vxeeLhnWMVâ��ĊlĊítπαΣDβααπâ��Dβ−ασβ−απuσDyl≤ñĊσeâ��DaΣDa·D≤Σ≤t≤αâ��tsxDσtuñyRDPerkind
TransactionsdIIdRSCPD2000PDVX[YQVX]V 4

201 klĊítπαΣ≤íDytπuítuπĊDialíulat≤αΣσDαΣDt−ĊDxĊaít≤αΣDαfD}≤ΣylDxañ≤íalDw≤t−Dt≤tπ≤íDux≤ñĊRDJournaldofd
PhysicaldChemistrydAPD2000PDUTXPDU^TYQU^UX 2.8 12

200 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDσαlvĊΣtDĊffĊítDαΣDt−ĊD−yñπα˙ĊΣDa·σtπaít≤αΣDπĊaít≤αΣDαfDt−ĊDΠĊt−ylDπañ≤íalD
w≤t−D−yñπα˙ĊΣDβĊπαx≤ñĊRDPerkindTransactionsdIIdRSCPD2000PD^[[Q^]U 13

199 βQv−ĊΣyl·≤σβ−ασβ−≤Σ≤ñĊΣĊDaΣñDotσDiaπ·ĊΣĊDaΣñDt≤tπĊΣĊDgΣalα˙uĊσ_DDgΣDa·DoΣ≤t≤αDytuñyRDJournaldofd
PhysicaldChemistrydAPD2000PDUTXPDXTVVQXTV^ 2.8 9

198 iαΣñĊΣσat≤αΣDxĊaít≤αΣσD·ĊtwĊĊΣDUPWQhutañ≤ĊΣĊDxañ≤íalDiat≤αΣDaΣñDgíĊtylĊΣĊD≤ΣDt−ĊDmaσDv−aσĊRD
JournaldofdPhysicaldChemistrydAPD2000PDUTXPDY[[]QY[]Z 2.8 32

197 uΣDt−ĊD−ĊatσDαfDfαπΠat≤αΣDαfDfαπΠylDíyaΣ≤ñĊDaΣñDt−≤αfαπΠylDíyaΣ≤ñĊRDJournaldofdChemicaldPhysicsPD
1999PDUUTPDZ]XQZ]Z 3.9 7

196 gDνuaΣtuΠDí−ĊΠ≤íalDσtuñyDαfDt−πĊĊD≤σαΠĊπσDαfDtVTRDChemicaldPhysicsdLettersPD1999PDWUYPDWV[QWWX 2.5 39

195 uΣDt−ĊD−ĊatσDαfDfαπΠat≤αΣDαfDΠĊt−ylkĊtĊΣĊPDñ≤ΠĊt−ylkĊtĊΣĊDaΣñDπĊlatĊñDíat≤αΣσRDChemicaldPhysicsd
LettersPD1999PDWTTPDWXZQWYT 2.5 26

(1999-2000)
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194 z−ĊαπĊt≤íalDaΣñDkxβĊπ≤ΠĊΣtalDLXTTQUTDTTTDíΠQUMDytuñyDαfDt−ĊD}≤·πat≤αΣalDyβĊítπuΠDαfD
vĊΣtaí−lαπαβ−ĊΣαlRDJournaldofdMoleculardSpectroscopyPD1999PDU^YPDWT]QWUZ 1.3 14

193 v−ασβ−≤Σ≤ñĊΣĊDzπaΣσ≤t≤αΣDsĊtalDiαΠβlĊxĊσ_DgDiαΠ·≤ΣĊñDg·DoΣ≤t≤αDsuQjlzDytuñyDαfDiπLiuMYâ��vxRD
EuropeandJournaldofdInorganicdChemistryPD1999PDU^^^PDUT[QUUY 2.3 33

192 gDjĊΣσ≤tyDluΣít≤αΣalDytuñyDαfDt−ĊDj≤ΠĊπ≤zat≤αΣDαfDv−ασβ−aalkyΣĊσD≤ΣDt−ĊDvπĊσĊΣíĊDαfDzπaΣσ≤t≤αΣD
sĊtalDlπa˙ΠĊΣtσRDEuropeandJournaldofdInorganicdChemistryPD1999PDU^^^PDUV]UQUV]^ 2.3 13

191 UPWQy≤˙Πatπαβ≤íDy−≤ftσD≤ΣDiaπ·αΣylkĊtĊΣĊσPDiaπ·αΣylDoσαíyaΣatĊσDaΣñDgΣalα˙αuσDiαΠβαuΣñσRD
EuropeandJournaldofdOrganicdChemistryPD1999PDU^^^PDXTUQXT[ 3.2 7

190 sĊí−aΣ≤σΠDαfD”VDODU–Diyílαaññ≤t≤αΣσDαfDnyñπα˙ĊΣDoσαíyaΣ≤ñĊDtαDglkyΣĊσ_DDsαlĊíulaπDuπ·≤talDaΣñD
jĊΣσ≤tyDluΣít≤αΣalDz−ĊαπyDytuñyRDJournaldofdthedAmericandChemicaldSocietyPD1999PDUVUPDY^^VQZTTU 16.4 95

189 ”iVnXuy–d´•dOdDxañ≤íalDíat≤αΣσDñĊπ≤vĊñDfπαΠDalkylDt−≤αfαπΠatĊσ_DtaΣñĊΠDΠaσσDσβĊítπαΠĊtπyDaΣñD
ΠαlĊíulaπDαπ·≤talDíalíulat≤αΣσRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1999PD]VUQ]VZ 2

188 z−ĊαπĊt≤íalDσtuñyDαfDt−ĊDinWDODtyDaΣñDπĊlatĊñDπĊaít≤αΣσ_DΠĊí−aΣ≤σΠDαfDnitDfαπΠat≤αΣRDMoleculard
PhysicsPD1999PD^ZPDU]U[QU]VV 1.7 1

187 tĊíĊσσ≤tyDtαDíαΣσ≤ñĊπDaDt−πĊĊQwatĊπDí−a≤ΣD≤ΣDΠαñĊll≤Σ˙Dt−ĊD−yñπat≤αΣDαfDkĊtĊΣĊD≤Π≤ΣĊσDaΣñD
íaπ·αñ≤≤Π≤ñĊσRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1999PD]UWQ]VT 18

186 UPWQj≤βαlaπDíyílαaññ≤t≤αΣσDαfDt−≤αΣ≤tπασαDíαΠβαuΣñσDLxâ��tyM_DaDñĊΣσ≤tyDfuΣít≤αΣalDt−ĊαπyDσtuñyRD
JournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1999PDUVX^QUVYZ 18

185 vαtĊΣt≤alDĊΣĊπ˙yDσuπfaíĊσDπĊlatĊñDtαDt−≤αxyQ−yñπαxyQíaπ·ĊΣĊDLny˛‰i˛‰unMDaΣñD≤tσDπañ≤íalDíat≤αΣRD
PhysicaldChemistrydChemicaldPhysicsPD1999PDUPD[YYQ[ZT 3.6 24

184 vαtĊΣt≤alDĊΣĊπ˙yDσuπfaíĊDfαπDuΣ≤ΠαlĊíulaπDñ≤σσαí≤at≤αΣσDaΣñDπĊaππaΣ˙ĊΠĊΣtσDαfDt−ĊD˙παuΣñDσtatĊDαfD
”iVnWlu–DσyσtĊΠσRDPhysicaldChemistrydChemicaldPhysicsPD1999PDUPDUTUWQUTVX 3.6 3

183 z−ĊD−yñπat≤αΣDΠĊí−aΣ≤σΠDαfDkĊtĊΣĊ_DUYDyĊaπσDlatĊπRDCanadiandJournaldofdChemistryPD1999PD[[PD]U[Q]V^ 0.9 22

182 xĊ˙≤αí−ĊΠ≤σtπyDαfDUPWQñ≤βαlaπDíyílαaññ≤t≤αΣσD·ĊtwĊĊΣDaz≤ñĊσDaΣñDσu·σt≤tutĊñDĊt−ylĊΣĊσ_DaD
t−ĊαπĊt≤íalDσtuñyRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1999PDVUU[QVUVU 38

181 gΣαt−ĊπDrααkDatDt−ĊDsĊí−aΣ≤σΠDαfDt−ĊDiαΣíĊπtĊñDUPWQj≤βαlaπDiyílαaññ≤t≤αΣDαfDlulΠ≤Σ≤íDgí≤ñDtαD
gíĊtylĊΣĊRDJournaldofdOrganicdChemistryPD1999PDZXPDZYQZ^ 4.2 92

180 sĊí−aΣ≤σΠDaΣñDq≤ΣĊt≤íσDαfDt−ĊDxĊaít≤αΣDαfDgíĊtylĊΣĊDaΣñDt≤tπ≤íDux≤ñĊRDJournaldofdPhysicaldChemistryd
APD1999PDUTWPDYTUYQYTVV 2.8 5

179
oσαΠĊπ≤zat≤αΣDαfDgíĊtαΣ≤tπ≤lĊDtQsĊt−yl≤ñĊD”inWitinV–â�¢ODaΣñDtQsĊt−ylkĊtĊΣ≤Π≤ΣĊD”inWtiinV–â�¢OD
xañ≤íalDiat≤αΣσD≤ΣDt−ĊDmaσDv−aσĊ_DDz−ĊαπĊt≤íalDytuñyDαfDt−ĊD”iWPnYPt–â�¢ODvαtĊΣt≤alDkΣĊπ˙yDyuπfaíĊRD
JournaldofdPhysicaldChemistrydAPD1999PDUTWPD^W]Q^XZ

2.8 9

178 z−≤αlâ��z−≤αΣĊDzautαΠĊπ≤σΠD≤ΣDz−≤αfαπΠ≤íDgí≤ñ_DDoΠβαπtaΣíĊDαfDyβĊí≤f≤íDyαlvĊΣtDoΣtĊπaít≤αΣσRDJournald
ofdPhysicaldChemistrydAPD1999PDUTWPDU[UQU[[ 2.8 32

177
vπαtαΣat≤αΣDaΣñDjĊβπαtαΣat≤αΣDkΣt−alβ≤ĊσDαfDmuaΣ≤ΣĊDaΣñDgñĊΣ≤ΣĊDaΣñDoΠβl≤íat≤αΣσDfαπDt−ĊD
ytπuítuπĊDaΣñDkΣĊπ˙yDαfDz−Ċ≤πDiαΠβlĊxĊσDw≤t−D†atĊπ_´ DiαΠβaπ≤σαΣDw≤t−D{πaí≤lPDz−yΠ≤ΣĊPDaΣñD
iytασ≤ΣĊRDJournaldofdPhysicaldChemistrydAPD1999PDUTWPD]]YWQ]]ZT

2.8 91
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176 z−ĊαπĊt≤íalDytuñyDαfDj≤t−≤αfαπΠ≤íDgí≤ñPDj≤t−≤α−yñπαxyDiaπ·ĊΣĊDaΣñDz−Ċ≤πDxañ≤íalDiat≤αΣσ_DD
{Σ≤ΠαlĊíulaπDaΣñDgσσ≤σtĊñDxĊaππaΣ˙ĊΠĊΣtσRDJournaldofdPhysicaldChemistrydAPD1999PDUTWPDY[Y]QY[ZY 2.8 15
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174 z−ĊαπĊt≤íalDσtuñ≤ĊσDαΣDiVnOtuDπĊaít≤αΣσ_DΠĊí−aΣ≤σΠDfαπDnitOiuDaΣñDniuOitDfαπΠat≤αΣRD
ChemicaldPhysicsdLettersPD1998PDV]WPD^UQ^Z 2.5 21
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illRDChemicaldPhysicsdLettersPD1998PDV]WPDUYVQUZT 2.5 6

172 z−ĊD˙aσQβ−aσĊDxΣ‘â��tuODL‘cuPDtPDyMDíat≤αΣσ_DΣ≤tπασαDαΣ≤uΠDíat≤αΣσDvĊπσuσD≤αΣâ��ΠαlĊíulĊDíαΠβlĊxĊσRD
ChemicaldPhysicsdLettersPD1998PDV]WPDWY[QWZV 2.5 8

171 yta·≤l≤zat≤αΣDαfDβ−ασβ−≤Σ≤ñĊΣĊσD·yDΠĊtalDíαΠβlĊxat≤αΣ_DgDt−ĊαπĊt≤íalDσtuñyDαfDiπLiuMYâ��vnRD
ChemicaldPhysicsdLettersPD1998PDV]YPDXV^QXW[ 2.5 24

170 z−ĊαπĊt≤íalDσtuñ≤ĊσDαΣDt−ĊDiVnOuVDπĊaít≤αΣ_DΠĊí−aΣ≤σΠDfαπDniuOiuPDniiuOuDaΣñDinOiuVD
fαπΠat≤αΣRDChemicaldPhysicsdLettersPD1998PDV][PDUT^QUU] 2.5 27

169 uΣDt−ĊDfαπΠat≤αΣDαfDt−ĊD´•inVinVinctnVODñ≤σtαΣ≤íDπañ≤íalDíat≤αΣDuβαΣD≤αΣ≤zat≤αΣDαfD
íyílαβπαβylaΠ≤ΣĊDaΣñDallylaΠ≤ΣĊRDChemicaldPhysicsdLettersPD1998PDV^WPD^TQ^Z 2.5 12

168 z−ĊαπĊt≤íalDaΣalyσ≤σDαfDπĊaít≤αΣσDπĊlatĊñDtαDt−ĊDntuVDĊΣĊπ˙yDσuπfaíĊ_DunDODtuDaΣñDnDODtuVRD
ChemicaldPhysicsPD1998PDVWTPDUQUU 2.3 30

167 z−ĊD˙aσDβ−aσĊDσulfuπQíαΣta≤Σ≤Σ˙Dñ≤σtαΣ≤íDπañ≤íalDíat≤αΣD−íOLα−Mσí´•−VRDRapiddCommunicationsdindMassd
SpectrometryPD1998PDUVPDU^[VQU^[Y 2.2 3

166 gββπαaí−DtαDπĊ˙≤αí−ĊΠ≤σtπyDuσ≤Σ˙DlαíalDσαftΣĊσσD≤ΣDUPWQñ≤βαlaπDíyílαaññ≤t≤αΣσRDJournaldofd
ComputationaldChemistryPD1998PDU^PDU^YQVTV 3.5 51

165 gDñĊΣσ≤tyDfuΣít≤αΣalDσtuñyDαfDwĊaklyD·αuΣñD−yñπα˙ĊΣD·αΣñĊñDíαΠβlĊxĊσRDChemicaldPhysicsPD1998PD
VWVPDV^^QWTZ 2.3 48

164 z−ĊαπĊt≤íalDytuñyDαΣD{Σ≤ΠαlĊíulaπDxĊaít≤αΣσDαfDgíĊtylDiyaΣ≤ñĊDaΣñDgíĊtylDoσαíyaΣ≤ñĊRDJournaldofd
PhysicaldChemistrydAPD1998PDUTVPDXUVQXVU 2.8 19

163 {Σ≤ΠαlĊíulaπDi−ĊΠ≤σtπyDαfDt−ĊDmaσĊαuσDiyílαβπαβylaΠ≤ΣĊDxañ≤íalDiat≤αΣRDJournaldofdthedAmericand
ChemicaldSocietyPD1998PDUVTPDUYVQUZT 16.4 31

162 vπαtαΣat≤αΣDaΣñDñĊβπαtαΣat≤αΣDĊΣĊπ˙≤ĊσDαfDuπaí≤lDoΠβl≤íat≤αΣσDfαπDt−ĊDuπaí≤lâ��watĊπDíαΠβlĊxRD
JournaldofdthedChemicaldSocietyrdFaradaydTransactionsPD1998PD^XPDUV[[QUV]T 94

161 z−ĊαπĊt≤íalDytuñyDαfDt−ĊDnVDODtuDaΣñDxĊlatĊñDxĊaít≤αΣσDαfD”nVtu–DoσαΠĊπσRDJournaldofdPhysicald
ChemistrydAPD1998PDUTVPDWU[YQWU]W 2.8 41

160 z−ĊαπĊt≤íalDoΣvĊσt≤˙at≤αΣσDαfDt−ĊDmaσQv−aσĊDj≤ΠĊπσDLinXPDn‘MPD‘DcDlPDilPDhπRDJournaldofdPhysicald
ChemistrydAPD1998PDUTVPDZ]ZYQZ][T 2.8 14

159 gDz−ĊαπĊt≤íalDytuñyDαfDt−ĊDinVtDyyσtĊΠ_DDxĊaít≤αΣσD≤ΣD·αt−DrαwĊσtDry≤Σ˙Djαu·lĊtDaΣñDwuaπtĊtD
ytatĊσRDJournaldofdPhysicaldChemistrydAPD1998PDUTVPD]TUWQ]TVT 2.8 47
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158 z−ĊαπĊt≤íalDytuñyDαfDt−ĊDoΣtĊπaít≤αΣD·ĊtwĊĊΣDz−yΠ≤ΣĊDaΣñD†atĊπRDvπαtαΣat≤αΣDaΣñDjĊβπαtαΣat≤αΣD
kΣt−alβ≤ĊσDaΣñDiαΠβaπ≤σαΣDw≤t−D{πaí≤lRDJournaldofdPhysicaldChemistrydAPD1998PDUTVPDZTUTQZTUZ 2.8 116

157 oΣvĊπσ≤αΣDvπαíĊσσĊσD≤ΣDv−ασβ−≤ΣĊσDaΣñDz−Ċ≤πDxañ≤íalDiat≤αΣσ_DD†−ĊΣDoσDaDvσĊuñαQpa−Σâ��zĊllĊπDkffĊítD
uβĊπat≤vĊeâ� RDJournaldofdPhysicaldChemistrydAPD1998PDUTVPDZYX^QZYY[ 2.8 37

156 z−ĊαπĊt≤íalDytuñ≤ĊσDαΣDt−ĊDinWiuDODilDxĊaít≤αΣ_DDnyñπα˙ĊΣDg·σtπaít≤αΣDvĊπσuσDiuDj≤σβlaíĊΠĊΣtRD
JournaldofdPhysicaldChemistrydAPD1998PDUTVPD]UYTQ]UYZ 2.8 5

155 gΠ≤Σat≤αΣDαfDqĊtĊΣĊσ_DDkv≤ñĊΣíĊDfαπDaDsĊí−aΣ≤σΠDoΣvαlv≤Σ˙DkΣαlσDαfDgΠ≤ñĊσDaσDoΣtĊπΠĊñ≤atĊσRD
JournaldofdOrganicdChemistryPD1998PDZWPD^ZZ^Q^Z[[ 4.2 34

154 z−ĊDglíα−αlyσ≤σDxĊaít≤αΣDαfDoσαíyaΣatĊσDm≤v≤Σ˙D{πĊt−aΣĊσ_Dkv≤ñĊΣíĊDfαπDaDsult≤ΠαlĊíulaπD
sĊí−aΣ≤σΠRDJournaldofdOrganicdChemistryPD1998PDZWPDZ][]QZ]]Y 4.2 74

153 jĊΣσ≤tyDluΣít≤αΣalDgββπαaí−DtαDxĊ˙≤αí−ĊΠ≤σtπyPDgít≤vat≤αΣDkΣĊπ˙yPDaΣñDnaπñΣĊσσDvπαf≤lĊD≤ΣD
UPWQj≤βαlaπDiyílαaññ≤t≤αΣσRDJournaldofdPhysicaldChemistrydAPD1998PDUTVPDZU]UQZU]Y 2.8 77

152 kxβĊπ≤ΠĊΣtalDaΣñDz−ĊαπĊt≤íalDkv≤ñĊΣíĊDfαπDaDiαΣíĊπtĊñDiatalyσ≤σD·yD†atĊπDiluσtĊπσD≤ΣDt−ĊD
nyñπαlyσ≤σDαfDoσαíyaΣatĊσRDJournaldofdOrganicdChemistryPD1998PDZWPDZ]Z[QZ][[ 4.2 59

151 sĊí−aΣ≤σΠDαfDtnVOiuVDfαπΠat≤αΣD≤ΣDunOntiuDπĊaít≤αΣ_DxatĊDíαΣσtaΣtDĊvaluat≤αΣDv≤aDa·D≤Σ≤t≤αD
íalíulat≤αΣσDaΣñDσtat≤σt≤íalDt−ĊαπyRDJournaldofdChemicaldPhysicsPD1997PDUTZPD^[TWQ^[T[ 3.9 10

150 sĊí−aΣ≤σΠDαfDt−ĊDhĊíkΠaΣΣDπĊaππaΣ˙ĊΠĊΣtD≤ΣDσulfuπ≤íDaí≤ñDσαlut≤αΣRDJournaldofdthedChemicald
SocietydPerkindTransactionsdIIPD1997PD]VUQ]VZ 24

149 z−ĊαπĊt≤íalDí−aπaítĊπ≤zat≤αΣDαfDt−ĊD−yñπα˙ĊΣQ·αΣñD≤ΣtĊπaít≤αΣDαfDñ≤aíĊtaΠ≤ñĊDw≤t−DwatĊπDaΣñD
ΠĊt−aΣαlRDJournaldofdthedChemicaldSocietyrdFaradaydTransactionsPD1997PD^WPDWWQXU 12

148 xĊ˙≤ασĊlĊít≤v≤tyDαfDuxĊtaΣĊDlαπΠat≤αΣD≤ΣDt−ĊDv−αtαíyílαaññ≤t≤αΣDαfDrαwĊσtDWLΣPˇ�NMDytatĊDαfD
iaπ·αΣylDiαΠβαuΣñσ_DDoΣtĊπβπĊtat≤αΣD{σ≤Σ˙DrαíalDyαftΣĊσσRDJournaldofdOrganicdChemistryPD1997PDZVPDZXTXQZXTZ4.2 34

147 wuaΣtuΠDi−ĊΠ≤íalDytuñyDαfDt−ĊDnyñπα˙ĊΣQ·αΣñĊñiXnVnilDiαΠβlĊxĊσâ� RDJournaldofdChemicald
ResearchdSynopsesPD1997PDVUZQVU[ 7

146
tαvĊlD˛†Qj≤σtαΣ≤íDxañ≤íalDiat≤αΣσD”iΣnVΣOVy–â�¢ODLΣDcDVPDWMDlαπΠĊñDuβαΣDjĊíaπ·αΣylat≤αΣDαfDoαΣ≤zĊñD
yQglkylDz−≤αfαπΠatĊσ_DDgDsaσσDyβĊítπαΠĊtπ≤íDaΣñDa·DoΣ≤t≤αDytuñyRDJournaldofdPhysicaldChemistrydAPD
1997PDUTUPD^]U]Q^]VW
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145 gDtĊwDrααkDatDt−ĊDilaσσ≤íalDhĊíkΠaΣΣDxĊaππaΣ˙ĊΠĊΣt_DDgDytπαΣ˙DiaσĊDαfDgít≤vĊDyαlvĊΣtDkffĊítRD
JournaldofdthedAmericandChemicaldSocietyPD1997PDUU^PDVYYVQVYZV 16.4 87

144 uΣDt−ĊDgσyΣí−παΣ≤σΠDαfDoσαíyaΣ≤ñĊDgññ≤t≤αΣDtαDj≤βαlaπαβ−≤lĊσ_DDgββl≤íat≤αΣDαfDrαíalDyαftΣĊσσRD
JournaldofdOrganicdChemistryPD1997PDZVPDZXU[QZXU^ 4.2 54

143 nαwDsaΣyD†atĊπDsαlĊíulĊσDgπĊDgít≤vĊlyDoΣvαlvĊñD≤ΣDt−ĊDtĊutπalDnyñπat≤αΣDαfDiaπ·αΣDj≤αx≤ñĊeRD
JournaldofdPhysicaldChemistrydAPD1997PDUTUPD[W[^Q[W]] 2.8 128

142 ialíulat≤αΣDαfDt−ĊD−yβĊπf≤ΣĊDíαΣσtaΣtσDαfDβ−ασβ−απuσQíαΣta≤Σ≤Σ˙Dπañ≤íalσRDMoleculardPhysicsPD1997PD
^UPDYW[QYYT 1.7 33

141 kff≤í≤ĊΣtDialíulat≤αΣDαfDoσαtπαβ≤íDnyβĊπf≤ΣĊDiαΣσtaΣtσDαfDv−ασβ−απuσDxañ≤íalσD{σ≤Σ˙DjĊΣσ≤tyD
luΣít≤αΣalDz−ĊαπyRDJournaldofdPhysicaldChemistrydAPD1997PDUTUPDWU[XQWU]U 2.8 38
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140 z−≤αΣ≤tπασylDíyaΣ≤ñĊDLtityMRDComputationaldanddTheoreticaldChemistryPD1997PDXU]PDVT^QVVT 8

139 tĊwDlααkDatDfπĊĊDπañ≤íalDaññ≤t≤αΣDtαDαlĊf≤ΣσDuσ≤Σ˙DlαíalDπĊaít≤v≤ty≤Σñ≤íĊσRDJournaldofdthedChemicald
SocietydPerkindTransactionsdIIPD1997PDUXUYQUXU] 38

138 z−ĊDfluαπ≤ΣĊDĊffĊítDαΣDt−ĊDσta·≤l≤tyDαfDβ−ασβ−aalkĊΣĊσPDβ−ασβ−aσ≤lĊΣĊσPDαxαβ−ασβ−aΣĊPD
t−≤αxαβ−ασβ−aΣĊDaΣñDt−Ċ≤πDπĊaππaΣ˙ĊñD≤σαΠĊπσRDJournaldofdOrganometallicdChemistryPD1997PDYV^PDWQUX 2.3 10

137 g·D≤Σ≤t≤αDíalíulat≤αΣσDαΣDt−ĊD−yñπα˙ĊΣD·αΣñD≤ΣtĊπaít≤αΣD·ĊtwĊĊΣDñ≤aíĊtaΠ≤ñĊDaΣñDaΠΠαΣ≤aRD
JournaldofdMoleculardStructurePD1997PDXTXPD[YQ]V 3.4 4

136 gDz−ĊαπĊt≤íalDoΣvĊσt≤˙at≤αΣDαfDiyílαaññ≤t≤αΣσDαfDnyñπα˙ĊΣDoσαíyaΣ≤ñĊDtαDinVe‘DaΣñDvne‘D
j≤βαlaπαβ−≤lĊσDL‘DcDinVPDtnPDuPDy≤nVPDvnPDyMRDChemischedBerichtePD1997PDUWTPDZ^Q[Z 10

135 g·D≤Σ≤t≤αDíalíulat≤αΣσDaΣñDνuaΣtuΠDσtat≤t≤σíalDaΣalyσ≤σDαfDt−ĊDy≤nWOtuDπĊaít≤αΣRDChemicaldPhysicsd
LettersPD1997PDVZYPDWYQXT 2.5 5

134 z−ĊαπĊt≤íalDσtuñ≤ĊσDαΣDt−ĊDnVu´•´•iolDíαΠβlĊxRDChemicaldPhysicsdLettersPD1997PDVZ]PDWVUQWVX 2.5 4

133 u·σĊπvat≤αΣDαfDt−≤α−yñπαxyQ−yñπαxyQíaπ·ĊΣĊD”nyeieun–Dw−ĊΣDσĊaπí−≤Σ˙DfαπDt−≤αΣfαπΠ≤íDaí≤ñD
”niLeyMDun–D≤ΣDt−ĊD˙aσDβ−aσĊRDChemicaldPhysicsdLettersPD1997PDV[TPD^WQ^] 2.5 19

132 uΣDt−ĊD˙ĊαΠĊtπyDaΣñD≤ΣvĊπσ≤αΣDβπαíĊσσDαfDvlWO´•DL‘DDVgUMRDChemicaldPhysicsdLettersPD1997PDV[WPDU^^QVTX 2.5 10

131 z−ĊαπĊt≤íalDgΣalyσ≤σDαfDt−ĊDsĊt−aΣĊDkl≤Π≤Σat≤αΣDfπαΠDuxαΣ≤uΠDiat≤αΣσD”xWu–OPDxDcDnPDinWRDThed
JournaldofdPhysicaldChemistryPD1996PDUTTPDVT]^QVT^W 10

130 gΣαt−ĊπDrααkDatDt−ĊDjĊíαΠβασ≤t≤αΣDαfDsĊt−ylDgz≤ñĊDaΣñDsĊt−aΣ≤Π≤ΣĊ_DDnαwDoσDnitDlαπΠĊñeRDThed
JournaldofdPhysicaldChemistryPD1996PDUTTPDZX^^QZYTW 58

129 q≤ΣĊt≤íDytuñyD≤ΣDaDs≤íπαwavĊQoΣñuíĊñDvlaσΠaDgftĊπ˙lαwDαfDt−ĊDiuLVyMDgtαΠDxĊaít≤αΣDw≤t−DinWilD≤ΣD
t−ĊDzĊΠβĊπatuπĊDxaΣ˙ĊDW]^â��]YWDqRDThedJournaldofdPhysicaldChemistryPD1996PDUTTPD]WTVQ]WT[ 2

128 j≤ff≤íult≤ĊσDαfDjĊΣσ≤tyDluΣít≤αΣalDz−ĊαπyD≤ΣDoΣvĊσt≤˙at≤Σ˙Dgññ≤t≤αΣDxĊaít≤αΣσDαfDt−ĊDnyñπα˙ĊΣDgtαΠRD
ThedJournaldofdPhysicaldChemistryPD1996PDUTTPDU]XVVQU]XVY 51

127 z−ĊαπĊt≤íalDgΣalyσ≤σDαfDxĊaít≤αΣσD·ĊtwĊĊΣDv−ασβ−aΣylΣ≤tπĊΣĊσDaΣñDhαπaΣĊσ_Dz−ĊDlatĊDαfDt−ĊD
gññuítσRDInorganicdChemistryPD1996PDWYPDXU]YQXU^T 5.1

126 maσQv−aσĊDi−ĊΠ≤σtπyDαfDvπαtαΣatĊñDkt−ylaΠ≤ΣĊ_DDgDsaσσDyβĊítπαΠĊtπ≤íDaΣñDsαlĊíulaπDuπ·≤talD
ytuñyRDThedJournaldofdPhysicaldChemistryPD1996PDUTTPDWYYVQWYYZ 6

125 xĊaít≤αΣDαfDoσαíyaΣ≤íDgí≤ñDaΣñDnyñπα˙ĊΣDgtαΠDLnDODntiuM_DDz−ĊαπĊt≤íalDi−aπaítĊπ≤zat≤αΣRDThed
JournaldofdPhysicaldChemistryPD1996PDUTTPDUZUYQUZVU 37

124 oσDaíĊtylĊΣĊDπañ≤íalDaΣ≤αΣDw≤t−DaDtπaΣσâ��·ĊΣtDfαπΠDα·σĊπvĊñD≤ΣDΠatπ≤xDĊxβĊπ≤ΠĊΣteDgΣDa·D≤Σ≤t≤αDσtuñyRD
JournaldofdChemicaldPhysicsPD1996PDUTYPDZW]YQZW][ 3.9 5

123 uβĊΣ≤Σ˙Dt−ĊDaz≤π≤ñ≤Σ≤Π≤ΣĊDπ≤Σ˙_DaDt−ĊαπĊt≤íalDσtuñyRDJournaldofdthedChemicaldSocietydPerkind
TransactionsdIIPD1996PDV^^ 5

(1996-1997)
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122 oΣDyĊaπí−DαfDy≤Σ˙lĊtDv−ασβ−≤Σ≤ñĊΣĊσRDJournaldofdOrganicdChemistryPD1996PDZUPD[T[[Q[T]X 4.2 67

121 yαΠĊDíalíulatĊñDβπαβĊπt≤ĊσDαfDβ−ĊΣylβ−ασβ−≤Σ≤ñĊΣĊDLiZnYvMRDChemicaldPhysicsdLettersPD1996PDVYXPDWT[QWUW2.5 23

120 gz≤ñαβĊΣtazαlĊD≤σDvπα·a·lyDt−ĊDrαwĊσtQkΣĊπ˙yDt]DyβĊí≤ĊσDâ��DgDz−ĊαπĊt≤íalDytuñyRDChemisched
BerichtePD1996PDUV^PDUUY[QUUY^ 56

119 gDz−ĊαπĊt≤íalDytuñyDαfDz−≤αΣ≤tπασylDgz≤ñĊDLtWeteyMPDz−≤azylDgz≤ñĊDLtWeyetMDaΣñDt≤tπασylDgz≤ñĊD
LtWeteuMRDChemischedBerichtePD1996PDUV^PDUW[WQUW[[ 14

118 gDyĊaπí−DfαπDz−≤αΣ≤tπασylDi−lαπ≤ñĊDLilâ��teyMD≤ΣDt−ĊDmaσDv−aσĊRDChemischedBerichtePD1996PDUV^PDUW[^QUW]U 9

117 q≤ΣĊt≤íDgΣalyσĊσDiαΠ·≤Σ≤Σ˙DwuaΣtuΠDi−ĊΠ≤íalDaΣñDwuaΣtuΠDytat≤σt≤íalDsĊt−αñσ_DDyαΠĊDiaσĊD
ytuñ≤Ċσâ� RDThedJournaldofdPhysicaldChemistryPD1996PDUTTPDUT^YZQUT^ZZ 19

116 vπαβĊπt≤ĊσDαfDβ−ασβ−απuσDíαΠβαuΣñσD·yDñĊΣσ≤tyDfuΣít≤αΣalDt−Ċαπy_DinWvDσβĊí≤ĊσDaσDaDtĊσtDíaσĊRD
JournaldofdChemicaldPhysicsPD1996PDUTYPDU^VVQU^WV 3.9 27

115 z−ĊαπĊt≤íalDi−aπaítĊπ≤zat≤αΣDαfDlπĊĊDtQLsĊt−αxyíaπ·αΣylM˙lyí≤ΣĊDaΣñDotσDoΣtĊπaít≤αΣDw≤t−D†atĊπRD
ThedJournaldofdPhysicaldChemistryPD1995PD^^PD^[W^Q^[XZ 12

114 xĊaít≤αΣDαfDv−ασβ−aĊt−ĊΣĊDw≤t−Dnyñπα˙ĊΣDoσαíyaΣ≤ñĊ_D”VOU–DvĊπσuσD”VOV–Diyílαaññ≤t≤αΣRDJournaldofd
thedAmericandChemicaldSocietyPD1995PDUU[PD[YWYQ[YXW 16.4 5

113 z−ĊαπĊt≤íalDytuñyDαfDt−ĊDz−ĊπΠalDjĊíαΠβασ≤t≤αΣDαfDgíĊt≤íDgí≤ñ_DjĊíaπ·αxylat≤αΣD}ĊπσuσD
jĊ−yñπat≤αΣRDThedJournaldofdPhysicaldChemistryPD1995PD^^PDUU]]WQUU]]] 84

112
oΠβαπtaΣtDπαlĊDαfDt−ĊDhĊíkΠaΣΣDπĊaππaΣ˙ĊΠĊΣtD≤ΣDt−ĊD˙aσDβ−aσĊDí−ĊΠ≤σtπyDαfDβπαtαΣatĊñD
fαπΠalñĊ−yñĊDαx≤ΠĊσDaΣñDt−Ċ≤πD”inXtu–OD≤σαΠĊπσRDJournaldofdthedChemicaldSocietydPerkind
TransactionsdIIPD1995PDU[^U

18

111 z−ĊD˙aσDβ−aσĊDΣ≤tπα˙ĊΣDñ≤σulf≤ñĊDπañ≤íalDLytyMRDChemicaldPhysicsdLettersPD1995PDVWZPDVTUQVTY 2.5 13

110 gDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊDπĊaít≤αΣDαfDy≤nVDw≤t−DiVnVDaΣñDiVjVRDChemicaldPhysicsdLettersPD1995PDVXTPDYUWQYVT2.5 25

109
kxβĊπ≤ΠĊΣtalDoΣvĊσt≤˙at≤αΣDαfDt−ĊDxĊaít≤αΣD·ĊtwĊĊΣDt≤tπ≤íDux≤ñĊDaΣñDqĊtĊΣylDxañ≤íalσDLniiuDOD
tuM_DxatĊDiαĊff≤í≤ĊΣtDatDzDcDV^TQZ[TDqDaΣñDvπαñuítDj≤σtπ≤·ut≤αΣDatD[TTDqRDThedJournaldofdPhysicald
ChemistryPD1994PD^]PD]TWZQ]TXW

56

108
lαπΠat≤αΣDαfDinLaXRyomsgRQDaΣñSαπD‘VRvoRMD≤ΣDt−ĊDxĊaít≤αΣDαfDqĊtĊΣylDxañ≤íalσDw≤t−Duxy˙ĊΣDgtαΠσRD
jĊtĊπΠ≤Σat≤αΣDαfDt−ĊDsĊt−yl≤ñyΣĊD’≤ĊlñDatDV^TDqDaΣñDa·DoΣ≤t≤αDialíulat≤αΣσRDThedJournaldofdPhysicald
ChemistryPD1994PD^]PDUU^]]QUU^^Z

25

107 z−ĊDt−≤αΣ≤tπαxylDfπĊĊDπañ≤íalDLnVtyMDaΣñD≤tσD≤αΣ≤íDíαuΣtĊπβaπtσDLnVtyODaΣñDnVtyâ��M_DgDt−ĊαπĊt≤íalD
aΣñDĊxβĊπ≤ΠĊΣtalDσtuñyRDJournaldofdChemicaldPhysicsPD1994PDUTUPDX]]YQX]^V 3.9 15

106 gDβ−αtα≤αΣ≤zat≤αΣDaΣñDΠαlĊíulaπDαπ·≤talDσtuñyDαfDíyílα·utaΣαlDaΣñDíyílα·utylaΠ≤ΣĊDπañ≤íalDíat≤αΣσRD
InternationaldJournaldofdMassdSpectrometrydanddIondProcessesPD1994PDUW[PD^WQUTZ 15

105 kffĊítDαfDfluαπ≤ΣĊDaΣñDí−lαπ≤ΣĊDatαΠσDαΣDt−ĊDσta·≤l≤tyDαfDβ−ασβ−≤Σασu·σt≤tutĊñDΣ≤tπĊΣĊσDaΣñD
β−ασβ−≤Σ≤ñĊΣĊσRDJournaldofdMoleculardStructurePD1994PDWUTPDUVYQUWX 3.4 7
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104
kffĊítDαfDlluαπ≤ΣĊDaΣñDi−lαπ≤ΣĊDyu·σt≤tuĊΣtσDαΣDyta·≤l≤t≤ĊσDαfDj≤β−ασβ−aallĊΣĊPDj≤β−ασβ−≤πĊΣĊPDaΣñD
v−ασβ−aΣylβ−ασβ−aalkyΣĊDoσαΠĊπσDL‘‘eDivVDyβĊí≤ĊσDw≤t−D‘PD‘eDcDnPDlPDaΣñDilMRDChemischedBerichtePD
1994PDUV[PD^Z^Q^[]

15

103 iαΣíĊπΣ≤Σ˙Dt−ĊD−ĊatσDαfDfαπΠat≤αΣDαfDt−ĊD”iPDnWPDt–ODπañ≤íalDíat≤αΣσRDChemicaldPhysicsdLettersPD1994PD
VVUPDUX^QUYY 2.5 18

102 nyñπα˙ĊΣDíyaΣ≤ñĊDlασσDfπαΠD”inYnV–ODíat≤αΣσ_DUPVQĊl≤Π≤Σat≤αΣDvĊπσuσDhĊíkΠaΣΣDπĊaππaΣ˙ĊΠĊΣtRD
InternationaldJournaldofdMassdSpectrometrydanddIondProcessesPD1994PDUWZPDXYQYW 3

101 kffĊítDαfDfluαπ≤ΣĊDaΣñDí−lαπ≤ΣĊDatαΠσDαΣDt−ĊDσta·≤l≤tyDαfDβ−ασβ−≤ΣαQσu·σt≤tutĊñDΣ≤tπĊΣĊσDaΣñD
β−ασβ−≤Σ≤ñĊΣĊσRDComputationaldanddTheoreticaldChemistryPD1994PDWUTPDUVYQUWX 2

100 z−ĊαπĊt≤íalDi−aπaítĊπ≤zat≤αΣDαfDt−ĊDxĊaít≤αΣD·ĊtwĊĊΣDt≤tπ≤íDux≤ñĊDaΣñDqĊtĊΣylDxañ≤íalσDLniiuDOD
tuM_DiuDvĊπσuσDiuVDrασσRDThedJournaldofdPhysicaldChemistryPD1994PD^]PD]TWTQ]TWY 56

99 x≤Σ˙â��í−a≤ΣDπĊaππaΣ˙ĊΠĊΣtσDαfDβ−ασβ−≤πaΣĊRDJournaldofdthedChemicaldSocietyrdFaradaydTransactionsPD
1994PD^TPDU[[UQU[]U 14

98 gDt−ĊαπĊt≤íalDíαΠβaπ≤σαΣDαfDβ−ασβ−≤ΣαDaΣñDaΠ≤ΣαD˙παuβσD≤ΣDt−ĊD≤σαíyaΣ≤ñĊâ��íyaΣ≤ñĊD
πĊaππaΣ˙ĊΠĊΣtRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1994PD]T[Q]UW 14

97 ilaσσ≤íalDaΣñDΣαΣQílaσσ≤íalDσ≤l≤íαΣDπañ≤íalDíat≤αΣσ_DnΣy≤‘¸�ODσβĊí≤ĊσDL‘DcDtPDuPDlPDvPDyDaΣñDilMRDJournaldofd
thedChemicaldSocietyrdFaradaydTransactionsPD1994PD^TPDWYTYQWYUU 2

96 z−ĊαπĊt≤íalDĊv≤ñĊΣíĊDαfDaDσ≤Σ˙lĊtD˛–Qαxαíaπ·ĊΣĊD≤ΣtĊπΠĊñ≤atĊD≤ΣDt−ĊDπĊtπαQ†αlffDπĊaππaΣ˙ĊΠĊΣtDαfD
azafulvĊΣαΣĊRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1994PDUZ^QU[T 6

95 sĊí−aΣ≤σΠDαfDt−ĊDiyílαaññ≤t≤αΣDαfDoσαíyaΣ≤ñĊDtαDy≤lĊΣĊ_Dy≤l≤πaΣ≤Π≤ΣĊDvĊπσuσDy≤laz≤π≤ñ≤ΣĊRDJournaldofd
OrganicdChemistryPD1994PDY^PD]TUYQ]TVV 4.2 14

94 ialíulatĊñDvπαβĊπt≤ĊσDαfDzπ≤β−ασβ−a”URURU–βπαβĊllaΣĊRDInorganicdChemistryPD1994PDWWPDUUYWQUUY[ 5.1 11

93 iVh[n^_DyΣaβσ−αtσDαfDaDxĊaππaΣ˙≤Σ˙Diaπ·απaΣĊRDJournaldofdthedAmericandChemicaldSocietyPD1994PD
UUZPD^W^YQ^W^Z 16.4 11

92 ytπuítuπĊDaΣñDíαΣfαπΠat≤αΣDαfDí−lαπασulfαΣyl≤σαíyaΣatĊDaΣñDíyílαβπαβyl≤σαíyaΣatĊRDJournaldofdthed
ChemicaldSocietyrdFaradaydTransactionsPD1993PD]^PDVW]U 12

91 sĊí−aΣ≤σΠDαfDt−ĊDhĊíkΠaΣΣDπĊaππaΣ˙ĊΠĊΣtDαfDfαπΠalñĊ−yñĊDαx≤ΠĊDaΣñDfαπΠalñĊ−yñĊD−yñπazαΣĊD
≤ΣDt−ĊD˙aσDβ−aσĊRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1993PDU^Z^ 20

90 {Σ≤ΠαlĊíulaπDí−ĊΠ≤σtπyDαfD≤αΣ≤zĊñDv≤ΣylaΠ≤ΣĊPD”inVintnV–R·ulRO_DaDΠaσσDσβĊítπαΠĊtπ≤íDaΣñD
ΠαlĊíulaπDαπ·≤talDσtuñyRDJournaldofdthedAmericandChemicaldSocietyPD1993PDUUYPD^[V]Q^[WW 16.4 10

89 gDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊDñ≤ΠĊπ≤zat≤αΣDαfDβ−ασβ−aĊt−yΣĊDLniRtβl·αΣñRvM_D−ĊañQtαQta≤lDvĊπσuσD
−ĊañQtαQ−ĊañDíyílαaññ≤t≤αΣeRDJournaldofdOrganicdChemistryPD1993PDY]PDV]U[QV]VU 4.2 24

88
nĊatσDαfDfαπΠat≤αΣDaΣñDβπαtαΣDaff≤Σ≤t≤ĊσDαfDσαΠĊDαxα·απαΣσDLxQhRtβl·αΣñRuMDaΣñDσulf≤ñα·απαΣσD
LxQhRtβl·αΣñRyMDw≤t−DxDcD−yñπα˙ĊΣPDfluαπ≤ΣĊPDí−lαπ≤ΣĊPDaΣñDΠĊt−ylD˙παuβRDThedJournaldofdPhysicald
ChemistryPD1993PD^[PDYVVXQYVV[

11

87 gDΠaσσDσβĊítπαΠĊtπ≤íDaΣñDa·D≤Σ≤t≤αDΠαlĊíulaπDαπ·≤talDí−aπaítĊπ≤zat≤αΣDαfDt−≤αΣ≤tπασylD−yñπ≤ñĊD
LnQtcyMRDMoleculardPhysicsPD1993PD[]PDUUUQUU^ 1.7 25
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86 gDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊDueyeheuDπañ≤íalRDChemicaldPhysicsdLettersPD1993PDVTYPDY[VQY[Z 2.5

85 UPWQ−yñπα˙ĊΣDσ−≤ftD≤ΣDβ−ασβ−aβπαβĊΣĊσRDyuβπafaí≤alDσ≤˙Πatπαβ≤íDπĊaππaΣ˙ĊΠĊΣtσRDChemicaldPhysicsd
LettersPD1993PDVUVPDYXWQYXZ 2.5 9

84 uΣDt−ĊDĊΣĊπ˙yD·aππ≤ĊπDfαπDUPVQĊl≤Π≤Σat≤αΣDαfDΠĊt−aΣĊDfπαΠDt−ĊDñ≤ΠĊt−ylαxαΣ≤uΠDíat≤αΣRD
InternationaldJournaldofdMassdSpectrometrydanddIondProcessesPD1993PDUVXPDxUUQxUX 12

83 z−ĊDr≤iVnVDaΣñDtaiVnVDaññuítσRDMoleculardPhysicsPD1992PD[[PD^VUQ^WZ 1.7 7

82 ialíulatĊñDβπαβĊπt≤ĊσDαfDσαΠĊDαxα·απαΣσDxQheuDLxDcDnPDlPDilDaΣñDinWMDaΣñDt−Ċ≤πD−≤˙−ĊπDĊΣĊπ˙yD
≤σαΠĊπσDxQuchRDMoleculardPhysicsPD1992PD[YPDUUTYQUUVU 1.7 8

81 nyñπat≤αΣDαfD·≤σLβĊΣtaΠĊt−ylβ−ĊΣylMQDaΣñD·≤σΠĊσ≤tylQkĊtĊΣĊσDlĊañ≤Σ˙DtαDĊΣĊQUPUQñ≤αlσDLĊΣαlσDαfD
íaπ·αxyl≤íDaí≤ñσMRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1992PD^V[ 26

80 sαlĊíulaπDαπ·≤talDσtuñyDαfDt−ĊDtπ≤β−ασβ−απuσDσβĊí≤ĊσDLvWMDaΣñD≤tσDΠĊtalDíαΠβlĊxĊσDLvWMiαLiuMWDaΣñD
LvWMt≤LiYnYMRDPolyhedronPD1992PDUUPDVYU[QVYVW 2.7 3

79 nĊatσDαfDfαπΠat≤αΣDαfD≤σαΠĊπ≤íD”iPDnXPDu–OPD”iPDnWPDt–ODaΣñD”iPDnYPDt–ODπañ≤íalDíat≤αΣσRDChemicald
PhysicsdLettersPD1992PDU^TPDYYUQYYZ 2.5 6

78 iαΠΠĊΣtDαΣDt−ĊDaííuπatĊDt−ĊαπĊt≤íalDñĊtĊπΠ≤Σat≤αΣDαfD−ĊatσDαfDfαπΠat≤αΣRDChemicaldPhysicsdLetters
PD1992PDU^ZPDW^TQW^Z 2.5 33

77 z−ĊD≤ñĊΣt≤tyDαfDt−ĊDσ≤xDΣ≤tπα˙ĊΣDatαΠσDLtZDσβĊí≤ĊσRDChemicaldPhysicsdLettersPD1992PDU^YPDU[^QU]W 2.5 34

76 UPWQ−yñπα˙ĊΣDσ−≤ftD≤ΣDβπαβĊΣĊDπañ≤íalDíat≤αΣ_DaDfaí≤lĊDaΣtaπafaí≤alDπĊaππaΣ˙ĊΠĊΣtRDChemicaldPhysicsd
LettersPD1991PDU]VPDVVYQVWU 2.5 13

75 z−ĊDñ≤σtαΣ≤íDniODLunMDu˜�nVDπañ≤íalDíat≤αΣ_DaDσta·lĊD≤σαΠĊπDαfD≤αΣ≤zĊñDΠĊt−ylDfαπΠatĊRDChemicald
PhysicsdLettersPD1991PDU]ZPDW^WQXTT 2.5 6

74 lulΠ≤Σ≤íDaí≤ñDLnituM_D·ĊΣtDvĊπσuσDl≤ΣĊaπDĊνu≤l≤·π≤uΠDσtπuítuπĊeRDChemicaldPhysicsdLettersPD1991PDU]UPD]WQ][2.5 21

73 {Σ≤ΠαlĊíulaπDπĊaππaΣ˙ĊΠĊΣtσDíαΣΣĊít≤Σ˙D−yñπαxyĊt−yl≤ñĊΣĊDLinWQiQunMPDaíĊtalñĊ−yñĊD
LinWQin_uMPDaΣñDv≤ΣylDalíα−αlDLinV_inQunMRDJournaldofdthedAmericandChemicaldSocietyPD1991PDUUWPDZXYVQZXY]16.4 114

72 iαΣtπaσt≤Σ˙D·Ċ−av≤αuπDαfD−yñπα˙ĊΣDfluαπ≤ñĊDaΣñD−yñπα˙ĊΣDí−lαπ≤ñĊD≤ΣDt−ĊDfαπΠat≤αΣDαfDwĊakD
íαΠβlĊxĊσDw≤t−DΠĊt−aΣĊRDChemicaldPhysicsdLettersPD1990PDU[YPDY^WQZTT 2.5 10

71 ytĊπĊασβĊí≤f≤í≤tyD≤ΣDaΣ≤αΣ≤íDUPDUQaññ≤t≤αΣDtαD≤σαíyaΣ≤ñĊσRDgDπĊQĊxaΠ≤Σat≤αΣDαfDt−ĊDLnâ��DODnteiMD
βαtĊΣt≤alDĊΣĊπ˙yDσuπfaíĊRDJournaldofdPhysicaldOrganicdChemistryPD1990PDWPDZ^[Q[TV 2.1 6

70 z−ĊαπĊt≤íalDβπĊñ≤ít≤αΣDαfDt−ĊDσtĊπĊαí−ĊΠ≤σtπyDaΣñDπĊ˙≤αí−ĊΠ≤σtπyD≤ΣDaΣ≤αΣ≤íDaññ≤t≤αΣDtαD
β−ασβ−aQĊt−yΣĊRDJournaldofdthedChemicaldSocietydChemicaldCommunicationsPD1990PD^]^ 5

69 lVvt_DaDπĊΠaπka·lyDσta·lĊDσβĊí≤ĊσRDJournaldofdthedChemicaldSocietydChemicaldCommunicationsPD1990PDUXVYQUXV[ 6
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68 iαΠΠĊΣtDαΣDâ��z−ĊDπañ≤íalDíat≤αΣDαfDĊt−ylDñ≤t−≤αaíĊtatĊâ��RDChemicaldPhysicsdLettersPD1989PDUZVPDVX]QVYT 2.5 2

67 laí≤lĊDUPWQ−yñπα˙ĊΣDσ−≤ftσD≤ΣDt−ĊD˛ DσtatĊDαfDπañ≤íalDíat≤αΣσ_DlαπΠ≤íDaΣñDt−≤αfαπΠ≤íDaí≤ñσDaσDaDtĊσtD
íaσĊRDChemicaldPhysicsdLettersPD1989PDUZWPDWXXQWX] 2.5 15

66 oσαíyaΣα˙ĊΣDLtitiMDaΣñDñ≤≤σαíyaΣα˙ĊΣDLittiM_DytπuítuπĊσDaΣñDσαΠĊDσβĊítπασíαβ≤íDβπαβĊπt≤ĊσRD
ChemicaldPhysicsdLettersPD1989PDUY[PDXWTQXWY 2.5 39

65 UPVDnyñπα˙ĊΣDσ−≤ftσD≤ΣDt−≤αfαπΠalñĊ−yñĊDLnVieyMPDβ−ασβ−azĊΣĊDLntevnMDaΣñDñ≤β−ασβ−ĊΣĊDLnvevnM_D
oΣQβlaΣĊDvĊπσuσDαutQαfQβlaΣĊDΠ≤˙πat≤αΣRDChemicaldPhysicsdLettersPD1989PDUY]PDUWYQUXU 2.5 24

64 ytπuítuπĊσDaΣñDĊΣĊπ˙≤ĊσDαfDt−ĊDσ≤ΠβlĊσtDβ−ασβ−≤ΣαylDLnVvuMâ�¢DaΣñDt−≤αβ−ασβ−≤ΣαylDLnVvyMâ�¢Dπañ≤íalσRD
gΣDa·D≤Σ≤t≤αDσtuñyRDChemicaldPhysicsPD1989PDUWUPDVXYQVYW 2.3 20

63 ytπuítuπĊσDaΣñDĊΣĊπ˙≤ĊσDαfDt−ĊD”hnVv–D≤σαΠĊπσDaΣñD≤ΣtĊπaít≤αΣDαfD·απylβ−ασβ−≤Σ≤ñĊΣĊDw≤t−DΠĊtalD
íαΠβlĊxĊσRDPolyhedronPD1989PD]PD^Z^Q^[Y 2.7 12

62 sαlĊíulaπDαπ·≤talDσtuñyDαfDt−ĊDíαΠβlĊxat≤αΣDαfDvYDaΣñDvZDπ≤Σ˙σDw≤t−DaπĊΣĊΠĊtalDfπa˙ΠĊΣtσRD
PolyhedronPD1989PD]PDUUWYQUUW] 2.7 18

61 gDt−ĊαπĊt≤íalD≤ΣvĊσt≤˙at≤αΣDαfDt−ĊD≤ΣtĊπΠĊñ≤aíyDαfDalkyl≤ñĊΣĊíaπ·ĊΣĊσDaΣñD≤σαΣ≤tπ≤lĊσD≤ΣDt−ĊD
fαπΠat≤αΣDαfDfuπaΣσDaΣñDαxazαlĊσRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1989PDZ]W 2

60 uΣDt−ĊD˙ĊαΠĊtπyPD≤αΣ≤zat≤αΣDaΣñDñ≤σσαí≤at≤αΣDĊΣĊπ˙≤ĊσDαfDt−ĊDfαπΠylDaΣ≤αΣDLniuâ��MRDChemicaldPhysicsd
LettersPD1988PDUXYPDVTTQVTX 2.5 5

59 gDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊD”nvV–ODíat≤αΣDaΣñD”nVvV–VODñ≤íat≤αΣσ_Dyta·lĊD·π≤ñ˙ĊñDσtπuítuπĊσRD
ChemicaldPhysicsdLettersPD1988PDUXZPDYVXQYWT 2.5 14

58 oΣtĊπΠĊñ≤aíyDαfDΣ≤tπĊΣĊD≤ΣDt−ĊDíuπt≤uσQtyβĊDπĊaππaΣ˙ĊΠĊΣtDαfDβ−ασβ−≤Σ≤íDaz≤ñĊσRDoΣσ≤˙−tσDfπαΠDg·D
≤Σ≤t≤αDσtuñyDαfDt−ĊDnVvLeuMetenvLeuMetnD≤ΣtĊπíαΣvĊπσ≤αΣRDPolyhedronPD1988PD[PDVVWQVV[ 2.7 4

57 sαlĊíulaπDσtπuítuπĊDaΣñDσβĊítπασíαβ≤íDβπαβĊπt≤ĊσDαfDíaπ·αñ≤≤Π≤ñĊDLnteietnMRDChemicaldPhysicsPD
1988PDUVVPDWTYQWUY 2.3 36

56 ialíulat≤αΣσDαΣDt−ĊDĊlĊítπαΣDaff≤Σ≤t≤ĊσDαfDt−ĊDβ−ασβ−απuσDatαΠDaΣñD≤tσD−yñπ≤ñĊσDLvnΣPDΣcTâ��XMRD
ComputationaldanddTheoreticaldChemistryPD1988PDU]TPDVWQV^ 5

55 ytπuítuπĊσDaΣñDĊΣĊπ˙≤ĊσD≤ΣDσαΠĊDσ≤ΠβlĊD˙ĊπΠylĊΣĊσPDmĊxyDL‘PD’DcDnPDlPDilM_DgDtĊσtDαfDt−ĊDsojoQDUD·aσ≤σD
σĊtRDComputationaldanddTheoreticaldChemistryPD1988PDU]TPDV^[QWT] 9

54 ialíulat≤αΣσDαΣDt−ĊDĊlĊítπαΣDaff≤Σ≤tyDαfDσ≤lylĊΣĊDLy≤nVMRDComputationaldanddTheoreticaldChemistryPD
1988PDUZXPDW^UQW^[ 4

53
gΣDg·D≤Σ≤t≤αDσtuñyDαfDt−ĊD−yñπα˙ĊΣDaññ≤t≤αΣDtαDΠĊt−ylD≤σαíyaΣ≤ñĊDLinWtiMDaΣñDΠĊt−aΣĊñ≤azαΣ≤uΠD
≤αΣDLinWttOM_DaDíaσĊDαfDaD·≤fuπíat≤Σ˙Dβα≤ΣtDαΣDt−ĊDβαtĊΣt≤alDĊΣĊπ˙yDσuπfaíĊRDJournaldofdthedChemicald
SocietydPerkindTransactionsdIIPD1988PDX[[QX]W

4

52 g·D≤Σ≤t≤αDσtuñyDαfDt−ĊD−yñπat≤αΣDαfDíaπ·αΣDñ≤αx≤ñĊ_Dgññ≤t≤αΣalDíαΠΠĊΣtσD·aσĊñDαΣDπĊf≤ΣĊñD
íalíulat≤αΣσRDComputationaldanddTheoreticaldChemistryPD1987PDUYTPDWU^QWVY 40

51 gDiuπt≤uσQtyβĊDπĊaππaΣ˙ĊΠĊΣtD≤ΣDt−ĊDσ≤l≤íαΣDσĊπ≤ĊσaDaΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDΠαñĊlD
σ≤lylΣ≤tπĊΣĊâ��σ≤laΣ≤Π≤ΣĊD≤σαΠĊπ≤zat≤αΣRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1987PDUV]^QUV^V 8

(1987-1989)

35



50 ytπuítuπĊσDaΣñDĊΣĊπ˙≤ĊσDαfDt−ĊDtwαDlαwĊσtQly≤Σ˙DĊlĊítπαΣ≤íDσtatĊσD≤ΣDt−ĊDσulβ−≤ñαQ·απαΣσDπañ≤íalD
íat≤αΣσPDxhyO´•DLxDcDnPDlPDilDaΣñDinWMRDMoleculardPhysicsPD1987PDZVPD[WYQ[X] 1.7 8

49 gΣDg·D≤Σ≤t≤αDσtuñyDαfDt−ĊDñ≤añ≤íDβπαtαtπαβ≤íDtautαΠĊπ≤σΠDnWv‘enVv‘nDL‘DcDuPDtnPDinVMRDJournaldofd
thedChemicaldSocietydPerkindTransactionsdIIPD1987PDX[QYX 16

48
tαΣQσtĊπĊασβĊí≤f≤í≤tyD≤ΣDΣĊutπalDUPUQaññ≤t≤αΣDtαD≤σαíyaΣ≤ñĊσRDgΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDπĊaít≤αΣσDαfD
ntiDw≤t−DwatĊπPDaΠΠαΣ≤aPDwatĊπDñ≤ΠĊπPDaΠΠαΣ≤aDñ≤ΠĊπPDaΣñDt−ĊDwatĊπâ��aΠΠαΣ≤aDíαΠβlĊxRDJournald
ofdthedChemicaldSocietydPerkindTransactionsdIIPD1987PDUZ[YQUZ]U

6

47 gΣDg·D≤Σ≤t≤αDíalíulat≤αΣDαfDt−ĊDaí≤ñQíatalyσĊñD−yñπαlyσ≤σDαfDtQΣ≤tπασαaΠ≤ΣĊσRDgD−yβαt−Ċσ≤σDαΣDt−ĊD
πatĊQñĊtĊπΠ≤Σ≤Σ˙DσtĊβRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1987PDWXY 11

46
sĊí−aΣ≤σΠDαfDt−ĊDiuπt≤uσQtyβĊDπĊaππaΣ˙ĊΠĊΣtD≤ΣDt−ĊD·απαΣDσĊπ≤ĊσRDgΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊD
·απy≤Σ≤tπĊΣĊDLnVhâ��tMâ��≤Π≤Σα·απaΣĊDLnhtnMD≤σαΠĊπ≤σat≤αΣRDJournaldofdthedChemicaldSocietydChemicald
CommunicationsPD1987PDWXVQWXX

13

45 g·≤Σtt≤αDíalíulat≤αΣDαfDt−ĊD≤αΣ≤zat≤αΣDβαtĊΣt≤alσDaΣñD−yβĊπf≤ΣĊDσβl≤tt≤Σ˙DíαΣσtaΣtσDαfDt−ĊDπañ≤íalD
aΣ≤αΣσDlil‘‘‘DaΣñDilV‘‘‘RDChemicaldPhysicsdLettersPD1987PDUWZPDXUWQXU[ 2.5 10

44 iαΠΠĊΣtDαΣDâ��a·D≤Σ≤t≤αDνuaΣtuΠQí−ĊΠ≤íalDσtuñyDαfDt−ĊDuΣ≤ΠαlĊíulaπDβyπαlyσ≤σDΠĊí−aΣ≤σΠσDαfDaíĊt≤íD
aí≤ñâ��RDChemicaldPhysicsdLettersPD1987PDUW]PDX]ZQX]] 2.5 20

43 z−ĊDβπαtαΣat≤αΣDαfDñ≤β−ασβ−ĊΣĊDLnvcvnMDaΣñDβ−ασβ−≤Σαβ−ασβ−≤Σ≤ñĊΣĊDLnVvQvM_DaΣDghD≤Σ≤t≤αDσtuñyRD
ChemicaldPhysicsdLettersPD1987PDUWYPD[WQ[[ 2.5 9

42 gDt−ĊαπĊt≤íalDíalíulat≤αΣDαfDσαΠĊDlαwQly≤Σ˙DĊlĊítπαΣ≤íDσtatĊσDαfDhuVDORDMoleculardPhysicsPD1986PDY]PDZYYQZY]1.7 7

41 gΣDa·D≤Σ≤t≤αDσtuñyDαΣDt−ĊDsíraffĊπtyQtyβĊDπĊaππaΣ˙ĊΠĊΣtD≤ΣDt−ĊD·utaΣalDπañ≤íalDíat≤αΣD
LinuinVinVinWORíΣtñαtRMRDThedJournaldofdPhysicaldChemistryPD1986PD^TPDV^^UQV^^X 17

40 gΣDa·D≤Σ≤t≤αDíalíulat≤αΣDαfDt−ĊD·aππ≤ĊπDtαD≤ΣvĊπσ≤αΣD≤ΣDtlWORDChemicaldPhysicsdLettersPD1986PDUVWPDYW[QYXT 2.5 11

39 gΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDĊlĊítπαΣ≤íDσβĊítπuΠDαfDñ≤í−lαπασ≤lylĊΣĊPDy≤ilVRDChemicaldPhysicsPD1986PDUTWPDVXWQVYU2.3 14

38 uΣDt−ĊDkâ��“D≤σαΠĊπ≤zat≤αΣD≤ΣDβ−ασβ−aalkĊΣĊDΠĊtalDíαΠβlĊxĊσRDPolyhedronPD1986PDYPDUVVWQUVVZ 2.7 6

37 rαwQíααπñ≤ΣatĊñDβ−ασβ−απuσQβ−ασβ−απuσDíαΠβαuΣñσRDgΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDnVvVDaΣñDnVvOVD
σβĊí≤ĊσRDChemicaldPhysicsPD1986PDUT^PDV[[QV]] 2.3 13

36 g·D≤Σ≤t≤αDíalíulat≤αΣσDαΣDlαwQly≤Σ˙DĊlĊítπαΣ≤íDσtatĊσDαfDt−ĊDv‘PDv‘DODaΣñDv‘DQDσβĊí≤ĊσDL‘DcDnPDlDaΣñDilMRD
MoleculardPhysicsPD1986PDY^PDYX[QYY] 1.7 34

35
gΣDa·D≤Σ≤t≤αDíalíulat≤αΣDαfDt−ĊD˙ĊαΠĊtπ≤ĊσDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊσDαfDβ−ασβ−aQalkyΣĊDíat≤αΣσ_D
xâ��ivOLxDcDnPDinWPDtnVPDunDaΣñDlMRDJournaldofdthedChemicaldSocietyrdFaradaydTransactionsdyPD1986PD
]VPD]U[Q]VW

3

34 gDt−ĊαπĊt≤íalDí−aπaítĊπ≤zat≤αΣDαfDσαΠĊDñ≤atαΠ≤íDíαββĊπDσβĊí≤ĊσRDJournaldofdthedChemicaldSocietyrd
FaradaydTransactionsdyPD1986PD]VPDUXV[ 16

33 iaΣDt−ĊDíyíl≤íD−Ċxaβ−ασβ−a·ĊΣzĊΣĊDLvZMDĊx≤σteRDJournaldofdthedChemicaldSocietydChemicald
CommunicationsPD1986PDW]W 24

Minh Tho Nguyen
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32 uΣDt−ĊDβπĊfĊππĊñDβπαtαΣat≤αΣDσ≤tĊD≤ΣDfuπaΣDaΣñDv≤ΣylDalíα−αlRDgΣDa·D≤Σ≤t≤αDσtuñyRDJournaldofdthed
ChemicaldSocietydPerkindTransactionsdIIPD1986PDUX[QUYT 6

31 g·D≤Σ≤t≤αDσtuñyDαfDσtπuítuπĊσDaΣñDπĊlat≤vĊDσta·≤l≤t≤ĊσDαfDxivDLxDcDnPDlMDaΣñDt−Ċ≤πDĊΣĊπ˙Ċt≤íallyD
−≤˙−ĊπQly≤Σ˙D≤σαΠĊπσDxviRDComputationaldanddTheoreticaldChemistryPD1986PDUW^PDUXYQUYV 25

30 z−ĊDσtπuítuπĊDaΣñD·αΣñ≤Σ˙DαfDt−ĊDl≤t−≤uΠDΠĊta·απatĊDLr≤huVMDΠαlĊíulĊRDgΣDa·D≤Σ≤t≤αDσtuñyRD
ComputationaldanddTheoreticaldChemistryPD1986PDUWZPDW[UQW[^ 20

29 gΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊD˙παuΣñDaΣñDĊxí≤tĊñDσtatĊσDαfDiunVDaΣñDiunOVRDJournaldofdthedChemicald
SocietyrdFaradaydTransactionsdyPD1986PD]VPDZ^ 4

28 gΣDa·D≤Σ≤t≤αDíalíulat≤αΣDαfDt−ĊDĊlĊítπαΣ≤íDσtπuítuπĊDαfDíαββĊπDñ≤αx≤ñĊRDThedJournaldofdPhysicald
ChemistryPD1985PD]^PDYYZ^QYY[T 22

27 gΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊD˙παuΣñDaΣñDĊxí≤tĊñDσtatĊσDαfDnvuRDChemicaldPhysicsPD1985PD^]PDXX[QXYW 2.3 11

26 iaΣDUPVPWQuxañ≤azαlĊD·ĊDyta·lĊeRDAngewandtedChemiedInternationaldEditiondindEnglishPD1985PDVXPD[UWQ[UY 20

25 y≤Σ˙lĊtDUgeDΠĊt−ylΣ≤tπĊΣĊ_DgDβασσ≤·lĊD≤ΣtĊπΠĊñ≤atĊD≤ΣDt−ĊDβ−αtαí−ĊΠ≤íalDñĊíαΠβασ≤t≤αΣDαfD
ΠĊt−ylaz≤ñĊRDChemicaldPhysicsdLettersPD1985PDUU[PDV^TQV^X 2.5 26

24 gΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDĊlĊítπαΣ≤íDσβĊítπuΠDαfDñ≤í−lαπαíaπ·ĊΣĊDiilVRDChemicaldPhysicsdLettersPD
1985PDUU[PDV^YQWTT 2.5 48

23 ytπuítuπĊDaΣñDπĊlat≤vĊDĊΣĊπ˙≤ĊσDαfDσαΠĊDΣ≤tπα˙ĊΣQíαΣta≤Σ≤Σ˙Dπañ≤íalDíat≤αΣσD·yDstjuDíalíulat≤αΣRD
JournaldofdthedChemicaldSocietydDaltondTransactionsPD1985PDU^UY 4

22 ytπuítuπĊσDaΣñDβπαβĊπt≤ĊσDαfDíaπ·α≤Π≤ñαβ−ασβ−ĊΣĊDLnvitnMDaΣñDíaπ·αñ≤β−ασβ−ĊΣĊDLnvivnMRDgΣD
a·D≤Σ≤t≤αDσtuñyRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1985PDVTTYQVTUV 15

21 ytπuítuπĊDaΣñDβπαβĊπt≤ĊσDαfDUQβ−ασβ−aQallĊΣĊDLnViivnMRD˛–Qiaπ·αΣDvĊπσuσDβ−ασβ−απuσDβπαtαΣat≤αΣeRD
JournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1985PDU^^^QVTTX 14

20 ytπuítuπĊDaΣñDβπαβĊπt≤ĊσDαfDβ−ασβ−akĊtĊΣĊDLnâ��viuM_Dβ−ασβ−απuσDvĊπσuσDαxy˙ĊΣDβπαtαΣat≤αΣeRD
JournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1985PDU^^UQU^^[ 33

19 gΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDfαπΠat≤αΣDaΣñDσtπuítuπĊDαfDtuOQLtVMΣDLΣDcDUDaΣñDVMDíluσtĊπσRDChemicald
PhysicsdLettersPD1985PDUU[PDY[UQY[Z 2.5 20

18 ytπuítuπĊPDσta·≤l≤tyDaΣñDv≤·πat≤αΣalDσβĊítπuΠDαfDt−ĊDfluαπαfαπΠatĊDaΣ≤αΣRDComputationaldandd
TheoreticaldChemistryPD1985PDUWWPDVZ^QV[Z 5

17 gDt−ĊαπĊt≤íalDσtuñyDαfDt−ĊDβ−ασβ−≤ΣαΣ≤tπĊΣĊDLnVv_tMQ≤Π≤Σαβ−ασβ−aΣĊDLnv_tnMDπĊaππaΣ˙ĊΠĊΣtRD
JournaldofdthedAmericandChemicaldSocietyPD1985PDUT[PD]TV^Q]TWW 16.4 35

16 j≤β−ασβ−ĊΣĊDLnvvnMDaΣñDβ−ασβ−≤ΣαQβ−ασβ−≤Σ≤ñĊΣĊDLnVvvM_DgΣDa·D≤Σ≤t≤αDyilDaΣñDioDσtuñyDαfD
σta·≤l≤tyDaΣñDĊlĊítπαΣ≤íDσtπuítuπĊRDChemicaldPhysicsPD1984PD][PDVWQV^ 2.3 31

15
iαΠβaπat≤vĊDyilDσtuñyDαfDt−ĊDΣatuπĊDαfDt−ĊDíaπ·αΣâ��β−ασβ−απuσD·αΣñD≤ΣDβ−ασβ−aQalkyΣĊσPDxivPDaΣñD
αfDt−ĊD·απαΣâ��σulβ−uπD·αΣñD≤ΣDσulβ−≤ñα·απαΣσPDxhyRDJournaldofdthedChemicaldSocietyrdFaradayd
TransactionsdyPD1984PD]TPDUVVYQUVWX

21

(1984-1986)
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14 g·D≤Σ≤t≤αDyilDσtuñyDαfDt−ĊDΠαlĊíulaπDσtπuítuπĊσDaΣñDπĊlat≤vĊDσta·≤l≤t≤ĊσDαfDt−ĊDiVnXtODíat≤αΣD
≤σαΠĊπσRDJournaldofdthedChemicaldSocietydPerkindTransactionsdIIPD1984PDUXTU 13

13 nyβαt−Ċσ≤zĊñDσtπuítuπĊσDfαπDt−ĊDinWuVODíat≤αΣD≤σαΠĊπσD≤ΣDσĊvĊπalD≤αΣQΣĊutπalDπĊaít≤αΣσRDgΣDa·D
≤Σ≤t≤αDσĊlfQíαΣσ≤σtĊΣtDf≤ĊlñDσtuñyRDThedJournaldofdPhysicaldChemistryPD1984PD]]PDXV^YQXV^] 14

12
g·DoΣ≤t≤αDialíulat≤αΣσDαfDt−ĊDsαlĊíulaπDytπuítuπĊσDaΣñDt−ĊDklĊítπαΣ≤íDvπαβĊπt≤ĊσDαfD
v−ασβ−aQglkyΣĊσxQievLxcnPinWPtnVPunPDlDaΣñDilMRDZeitschriftdFurdNaturforschungdsdSectiondAd
JournaldofdPhysicaldSciencesPD1984PDW^PDUZ^QU[X

1.4 12

11 gΣDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDfαπΠat≤αΣDaΣñDσtπuítuπĊDαfDnVitO´•tVRDChemicaldPhysicsdLettersPD1983PD^[PDYTWQYT[2.5 8

10 gDíαΠβaπat≤vĊDa·D≤Σ≤t≤αDσtuñyDαfDt−ĊDΠαlĊíulaπDσtπuítuπĊσDaΣñDĊlĊítπαΣ≤íDβπαβĊπt≤ĊσDαfDñ≤·απαΣD
tπ≤αx≤ñĊDuLhuMVDaΣñDñ≤íyaΣαĊt−ĊπDuLitMVRDComputationaldanddTheoreticaldChemistryPD1983PDUTXPDWYWQWZX 13

9 gΣDaΣalyσ≤σDαfDπĊaítaΣtDaββπαaí−D≤ΣDíαΣíĊπtĊñDUPWQñ≤βαlaπDíyílαaññ≤t≤αΣσD·yDt−ĊDσĊíαΣñDΠαΠĊΣtDαfD
lαíal≤zĊñDαπ·≤talσRDComputationaldanddTheoreticaldChemistryPD1983PDUTYPDWXWQWX^ 7

8 oσDtZDaΣDαβĊΣQí−a≤ΣDΠαlĊíulĊeRDComputationaldanddTheoreticaldChemistryPD1983PDUTYPDWYUQWY] 33

7 gΣDa·DoΣ≤t≤αDyilDytuñyDαΣDt−ĊDyta·≤l≤tyDaΣñDytπuítuπĊDαfDnVitOD´•DΣtVDiluσtĊπσRDZeitschriftdFurd
NaturforschungdsdSectiondAdJournaldofdPhysicaldSciencesPD1983PDW]PD]YYQ]Y] 1.4 5

6 g·DoΣ≤t≤αDialíulat≤αΣDαfDsαlĊíulaπDvπαβĊπt≤ĊσDαfDiyaΣαβαlyyΣĊσPDnâ��LieiMΣâ��itRDZeitschriftdFurd
NaturforschungdsdSectiondAdJournaldofdPhysicaldSciencesPD1982PDW[PDUV[VQUV[Y 1.4 6

5 g·D≤Σ≤t≤αDioDσtuñyDαΣDt−ĊDσ≤Σ˙lĊtQtπ≤βlĊtDσĊβaπat≤αΣDαfDĊt−yl≤ñĊΣĊPDinWinRDChemicaldPhysicsdLettersPD
1982PD^VPDXY^QXZU 2.5 14

4 iaΣD−Ċxaz≤ΣĊDLtZMD·ĊDσta·lĊeRDChemicaldPhysicsdLettersPD1981PD]WPDWU[QWU^ 2.5 38
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