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580 †iV–qqvUI†V˛•VQ–qRVqvUIπndIq–V†VqvI repπredIbyI­eπctionsIofIqeUI°mUIsuUIπndIzuIotomsIwithI
ocetonitrilegI†πtrixIwnfrπredI°pectrπIπndITheoreticπlIqπlculπtionsWIInorganiciChemistryUI2021UIcYUIZdcafVZdcbc5.1

579
†πtrixIwnfrπredI°pectroscopicIπndITheoreticπlIwnvestigπtionsIofI†´•´•´•–qq–UI†´•´•´•q–q–UI†´•´•´•qQRq–UI
–q†q–UIq–†–qUIq–†q–UIπndI₃†´•´•´•–qq–]I roducedIinItheI­eπctionsIofIuroupIZZI†etπlIotomsIwithI
qyπnogenWIInorganiciChemistryUI2021UIcYUIca[ZVca][

5.1 1

578
†πtrixIwnfrπredI°pectroscopicI°tudiesIofIpV–qq–UIpVVQ–qRVq–UI–qpq–UIq–pq–UIq–p–qUIπndI
vighV—rderI roductsI roducedIinI­eπctionsIofIporonIotomsIwithIqyπnogenWIJournaliofiPhysicali
ChemistryiAUI2021UIZ[bUIcZefVcZfd

2.8

577 qyπnidesUIwsocyπnidesUIπndIvydridesIofI₂nUIqdIπndIvgIfromI†etπlIotomIπndIvq–I­eπctionsgI†πtrixI
wnfrπredI°pectrπIπndIslectronicI°tructureIqπlculπtionsWIChemPhysChemUI2021UI[[UIZfZaVZf]a 3.2 3

576
qyπnidesIπndIwsocyπnidesIofI₂incUIqπdmiumIπndI†ercurygI†πtrixIwnfrπredI°pectrπIπndIslectronicI
°tructureIqπlculπtionsIforItheIzineπrI†–qUI–q†q–UIq–†–qUI–q††q–UIπndIq–††–qI†oleculesWI
ChemPhysChemUI2021UI[[UI[YaV[[Y

3.2 3

575 Q–obleIuπsRIV–qI†oleculπrIwonsIinI–obleIuπsI†πtricesgI†πtrixIwnfrπredI°pectrπIπndIslectronicI
°tructureIqπlculπtionsWWIChemistryiyiAiEuropeaniJournalUI2021UIe[Y[ZY]Za[ 4.8 0

574 tormπtionIofI°hortI₂nV₂nIpondsI°tπbilizedIbyI°impleIqyπnideIπndIwsocyπnideIzigπndsWIAngewandtei
ChemieiyiInternationaliEditionUI2020UIbfUI[afcV[bYa 16.4 5

573 tormπtionIofI°hortI₂nâ��₂nIpondsI°tπbilizedIbyI°impleIqyπnideIπndIwsocyπnideIzigπndsWIAngewandtei
ChemieUI2020UIZ][UI[bZdV[b[b 3.6 1

572 †πtrixIwnfrπredI°pectroscopicIπndITheoreticπlIwnvestigπtionsIofI÷q÷´•´•´•†÷IπndIq÷V†÷I rovidedIinI
­eπctionsIofIogIπndIouIwithITetrπhπlomethπnesWIInorganiciChemistryUI2020UIbfUIZba]eVZbaac 5.1 1

571 sndV—nIqyπnogenIqomplexesIofIwridiumUI πllπdiumUIπndI lπtinumWIInorganiciChemistryUI2020UIbfUIcaefVcafb5.1 4

570 tormπtionIofIqeriumIπndI–eodymiumIwsocyπnidesIinItheI­eπctionsIofIqyπnogenIwithIqeIπndI–dI
otomsIinIorgonI†πtricesWIJournaliofiPhysicaliChemistryiAUI2019UIZ[]UIe[YeVe[Zf 2.8 3

569 poronVTrπnsitionV†etπlITripleVpondItpm†tIqomplexesWIInorganiciChemistryUI2019UIbeUIZ]aZeVZ]a[b 5.1 7

568
†ercuryIqyπnidesIπndIwsocyπnidesgI–qvgq–IπndIq–vg–qIπsIwellIπsI–qvgvgq–IπndIq–vgvg–qgI
°impleI†oleculesIwithI°hortUI°trongIvgVvgIpondsWIAngewandteiChemieiyiInternationaliEditionUI2019UI
beUIZZedaVZZede

16.4 8

567
†πtrixIwnfrπredI°pectrπIπndIslectronicI°tructureIqπlculπtionsIofIzineπrIolkπlineIsπrthI†etπlI
riVisocyπnidesIq–†–qUIwonicIQ–qR†Q–qRIpowtiesUIπndIwonicIQ†–qRI­ingsWIJournaliofiPhysicali
ChemistryiAUI2019UIZ[]UI]da]V]dcY

2.8 9

566 †ercuryIqyπnidesIπndIwsocyπnidesgI–qvgq–IπndIq–vg–qIπsIwellIπsI–qvgvgq–IπndIq–vgvg–qgI
°impleI†oleculesIwithI°hortUI°trongIvgâ��vgIpondsWIAngewandteiChemieUI2019UIZ]ZUIZ[YYYVZ[YYa 3.6 5

565 wnfrπredI°pectroscopicIπndITheoreticπlI°tudiesIofItheI]dITrπnsitionI†etπlI—xyfluorideI†oleculesWI
InorganiciChemistryUI2019UIbeUIfdfcVfeZY 5.1 4

564 †πtrixIwnfrπredI°pectroscopicIπndITheoreticπlI°tudiesIforI roductsI rovidedIinI­eπctionsIofI°nIwithI
sthπneIπndIvπlomethπnesWIJournaliofiPhysicaliChemistryiAUI2019UIZ[]UIc[bfVc[ce 2.8
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563 wnfrπredI°pectrπIofIqvq–Vl†UI†V˛•VQ–qRVqvUIqvV†–qI repπredIbyI­eπctionsIofIzπserVoblπtedIteUI­uUI
πndI tIotomsIwithIocetonitrileIinIsxcessIorgonWIInorganiciChemistryUI2019UIbeUIZcZfaVZc[Ya 5.1 4

562
†πtrixIwnfrπredI°pectrπUI hotochemistryIπndIrensityItunctionπlIqπlculπtionsIofIqlVvqqlUIqlvqlUI
qlVqlqqlUIπndIqlVvqvqlI roducedIfromIqvqlIπndIqvqlIsxposedItoIwrrπdiπtionIfromIzπserIoblπtionWI
JournaliofiPhysicaliChemistryiAUI2019UIZ[]UIZYbZVZYcZ

2.8 3

561 wnfrπredI°pectrπIofItheIvon÷IπndIvIon÷I†oleculesIQonkThIπndIUUI÷kqlIπndIprRIinIorgonI†πtricesI
°upportedIbyIslectronicI°tructureIqπlculπtionsWIChemistryiyiAiEuropeaniJournalUI2019UI[bUIZdfbVZeYb 4.8 3

560 TungstenIvydrideI hosphorusVIπndIorsenicVpeπringI†oleculesIwithIroubleIπndITripleI·V IπndI
·VosIpondsWIInorganiciChemistryUI2018UIbdUIb][YVb]][ 5.1

559 zπserVoblπtedIUIotomI­eπctionsIwithIQq–RItoItormIU–qUIUQ–qRUIπndIUQ–qRgI†πtrixIwnfrπredI°pectrπI
πndIQuπntumIqhemicπlIqπlculπtionsWIJournaliofiPhysicaliChemistryiAUI2018UIZ[[UIbZcVb[e 2.8 12

558 †πtrixVwnfrπredI°pectrπIπndI°tructuresIofIv†V°ivIQ†IkIueUI°nUI bUI°bUIpiUITeIotomsRWIJournaliofi
PhysicaliChemistryiAUI2018UIZ[[UIeZVee 2.8 3

557 —xygenIrπdicπlIchπrπcterIinIgroupIZZIoxygenIfluoridesWINatureiCommunicationsUI2018UIfUIZ[cd 17.4 7

556  ublicπtionsIofI·WIzesterI°WIondrewsWIJournaliofiPhysicaliChemistryiAUI2018UIZ[[UI[e][V[eae 2.8

555 ossignmentIofI­πmπnIspectrπIforItrifluorideIπnionsIinIsolidIπrgonWIPhysicaliChemistryiChemicali
PhysicsUI2018UI[YUI[]]deV[]]eb 3.6 8

554 wnfrπredI°pectroscopicIπndITheoreticπlI°tudiesIofIuroupI]I†etπlIwsocyπnideI†oleculesWIJournaliofi
PhysicaliChemistryiAUI2018UIZ[[UIdYffVdZYc 2.8 11

553 †πtrixIwnfrπredI°pectroscopicIπndITheoreticπlI°tudiesIforItheI roductsIofIzeπdIotomI­eπctionsI
withIsthπneIπndIvπlomethπnesWIJournaliofiPhysicaliChemistryiAUI2018UIZ[[UIefZZVef[[ 2.8 3

552 —†°UI—†Q˛•V°—RUIπndI—†Q˛•V°—RQ˛•V—°RI†oleculesIQ†IkIqeUIThRIwithIqhirπlI°tructuregI†πtrixIwnfrπredI
°pectrπIπndITheoreticπlIqπlculπtionsWIJournaliofiPhysicaliChemistryiAUI2018UIZ[[UIb]fZVbaYY 2.8 3

551
­eπctionsIofIzπserVoblπtedIoluminumIotomsIwithIqyπnogengI†πtrixIwnfrπredI°pectrπIπndIslectronicI
°tructureIqπlculπtionsIforIoluminumIwsocyπnidesIolQ–qRIπndITheirI–ovelIrimersWIJournaliofiPhysicali
ChemistryiAUI2018UIZ[[UIb]a[Vb]b]

2.8 9

550 ThoriumIπndIUrπniumIvydrideI hosphorusIπndIorsenicIpeπringI†oleculesIwithI°ingleIπndIroubleI
octinideV nictogenIπndIpridgedIogosticIvydrogenIpondsWIInorganiciChemistryUI2017UIbcUI[fafV[fbd 5.1 7

549
 ropertiesIofIzπnthπnideIvydroxideI†oleculesI roducedIinI­eπctionsIofIzπnthπnideIotomsIwithI
v—IπndIvITI—I†ixturesgI­olesIofItheITwUITwwUITwwwUIπndITwVI—xidπtionI°tπtesWIJournaliofiPhysicali
ChemistryiAUI2017UIZ[ZUIZddfVZdfc

2.8 8

548 —bservπtionIπndIqhπrπcterizπtionIofIqv]qv[â��†vUIQqv[R[â��†v[UIπndIqv]â��qm†v]I repπredIinI
­eπctionsIofIsthπneIwithIzπserVoblπtedIuroupIcI†etπlIotomsWIOrganometallicsUI2017UI]cUIZadfVZaed 3.8 5

547 tormπtionIπndIqhπrπcterizπtionIofIvomolepticIThoriumIwsocyπnideIqomplexesWIInorganiciChemistryUI
2017UIbcUIbYcYVbYce 5.1 18

546 roubleIπndITripleI°iVvV†IpridgeIpondsgI†πtrixIwnfrπredI°pectrπIπndITheoreticπlIqπlculπtionsIforI
­eπctionI roductsIofI°ilπneIwithITiUI₂rUIπndIvfIotomsWIJournaliofiPhysicaliChemistryiAUI2017UIZ[ZUI]efeV]fYe2.8 3
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545
†πtrixIprepπrπtionIπndIspectroscopicIπndItheoreticπlIinvestigπtionIofIsmπllIhighIoxidπtionVstπteI
complexesIofIgroupsI]â��Z[UIZaUIlπnthπnideIπndIπctinideImetπlIπtomsgIqπrbonVmetπlIsingleUIdoubleI
πndItripleIbondsWICoordinationiChemistryiReviewsUI2017UI]]bUIdcVZY[

23.2 35

544
†πtrixIwnfrπredI°pectrπIofIwnsertionIπndI†etπllπcyclopropπneIqomplexesI₃qvqvV†vIπndIQqvRV†v]I
 repπredIinI­eπctionsIofIzπserVoblπtedIuroupI]I†etπlIotomsIwithIsthπneWIJournaliofiPhysicali
ChemistryiAUI2017UIZ[ZUIebe]Vebfb

2.8 1

543 wnfrπredI°pectroscopicIπndITheoreticπlI°tudiesIonItheI—†tIπndI—†tIQ†IkIqrUI†oUI·RI†oleculesIinI
°olidIorgonWIJournaliofiPhysicaliChemistryiAUI2017UIZ[ZUIdcY]VdcZ[ 2.8 6

542 —bservπtionIπndIqhπrπcterizπtionIofIqvqvV†vUIQqvRV†vUIqvmqvV†vUIπndIqvVqm†vI roducedIbyI
­eπctionsIofIuroupIbI†etπlIotomsIwithIsthπneWIJournaliofiPhysicaliChemistryiAUI2017UIZ[ZUIcdccVcddd 2.8 2

541 wnfrπredI°pectroscopicIπndIslectronicI°tructureIwnvestigπtionsIofIperylliumIvπlideI†oleculesUI
qπtionsUIπndIonionsIinI–obleIuπsI†πtricesWIJournaliofiPhysicaliChemistryiAUI2017UIZ[ZUIeea]Veebb 2.8 5

540 †πtrixIwnfrπredI°pectrπIofI†πngπneseIπndIwronIwsocyπnideIqomplexesWIJournaliofiPhysicaliChemistryi
AUI2017UIZ[ZUIee]bVeea[ 2.8 5

539 †πtrixIwnfrπredI°pectrπIπndIQuπntumIqhemicπlIqπlculπtionsIofITiUI₂rUIπndIvfIrihydrideI
 hosphinideneIπndIorsinideneI†oleculesWIInorganiciChemistryUI2016UIbbUIedecVf] 5.1 20

538
wnfrπredI°pectrπIπndIrtTIqπlculπ´›tionsIofI lπnπrIπndIpridgedI†ethyl´›ideneIwntermediπtesIinI
­eπctionsIofIzπserVoblπtedIüttriumIπndIzπnthπnumIotomsIwithIriVUITriVUIπndITetrπhπlomethπnesWI
EuropeaniJournaliofiInorganiciChemistryUI2016UI[YZcUI]eYV]f[

2.3 8

537 retectionIπndIslectronicI°tructureIofI–πkedIoctinideIqomplexesgI­hombicV­ingIQon–R[I†oleculesI
°tπbilizedIbyIrelocπlizedIˇ�VpondingWIJournaliofitheiAmericaniChemicaliSocietyUI2016UIZ]eUIef]VfYb 16.4 17

536  ropertiesIofIqeriumIvydroxidesIfromI†πtrixIwnfrπredI°pectrπIπndIslectronicI°tructureI
qπlculπtionsWIInorganiciChemistryUI2016UIbbUIZdY[VZa 5.1 17

535
wnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIforI°ingletIqv[m°i÷[IπndITripletIvqV°i÷]IπndI
÷qV°i÷]IwntermediπtesIinI­eπctionsIofIzπserVoblπtedI°iliconIotomsIwithIriVUITriVUIπndI
TetrπhπlomethπnesWIInorganiciChemistryUI2016UIbbUI[eZfV[f

5.1 10

534 °tructuresIπndI ropertiesIofItheI roductsIofItheI­eπctionIofIzπnthπnideIotomsIwithIv[—gI
rominπnceIofItheITwwI—xidπtionI°tπteWIJournaliofiPhysicaliChemistryiAUI2016UIZ[YUIdf]VeYa 2.8 15

533 oI†πtrixIwsolπtionIπndIqomputπtionπlI°tudyIofI†oleculπrI πllπdiumItluoridesgIroesI dtcIsxistmWI
InorganiciChemistryUI2016UIbbUIZZYeV[] 5.1 8

532
wnfrπredI°pectrπIπndI°tructuresIofI°iv[â��Qqv[R[IπndIqv[mqvâ��°iv]IwntermediπtesI repπredIinI
­eπctionsIofIzπserVπblπtedI°iliconIotomsIwithIsthπneWIBulletiniofitheiKoreaniChemicaliSocietyUI2016UI
]dUIaZbVaZd

1.2 5

531 wnvestigπtionIofIthoriumIhydrideIfluoridesIbyImπtrixVisolπtionIspectroscopyWIJournaliofiFluorinei
ChemistryUI2015UIZdaUI[Vd 2.1 7

530
wnfrπredI°pectrπIofI lπnπrIπndIogosticVzikeIpridgedI°cπndiumI†ethylideneIqomplexesI repπredIinI
­eπctionsIofIzπserVoblπtedI°cIotomsIwithIriVUITriVUIπndITetrπhπlomethπnesWIOrganometallicsUI2015UI
]aUI]]fYV]]ff

3.8 12

529 wnfrπredIspectrπIofI†V˛•[Vq[v[IπndIv†qqvIproducedIinIreπctionsIofIlπserVπblπtedIteIπndI—sIπtomsI
withIπcetyleneWIJournaliofiMoleculariSpectroscopyUI2015UI]ZYUIeaVfZ 1.3 6

528 uπsI hπseI ropertiesIofI†÷[IπndI†÷aIQ÷IkItUIqlRIforI†IkIuroupIaUIuroupIZaUIqeriumUIπndIThoriumWI
JournaliofiPhysicaliChemistryiAUI2015UIZZfUIbdfYVeY] 2.8 39
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527 ­eπctionIofIzπserVoblπtedIUrπniumIπndIThoriumIotomsIwithIv[°egIoI­πreIsxπmpleIofI°eleniumI
†ultipleIpondingWIInorganiciChemistryUI2015UIbaUIfdcZVf 5.1 15

526 ­eπctionsIofIlπserVπblπtedIUIπtomsIwithIQq–R[gIinfrπredIspectrπIπndIelectronicIstructureI
cπlculπtionsIofIU–qUIUQ–qR[UIπndIUQ–qRaIinIsolidIπrgonWIChemicaliCommunicationsUI2015UIbZUI]effVfY[ 5.8 24

525 †πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofIqv[qlâ��qlIπndIqv[prâ��prI roducedIbyI
zπserVπblπtedI†etπlI lumeIwrrπdiπtionWIBulletiniofitheiKoreaniChemicaliSocietyUI2015UI]cUIZbeYVZbeb 1.2 1

524 ­eπctionsIofIzπserVoblπtedIUIotomsIwithIvq–gIwnfrπredI°pectrπIinI°olidIorgonIπndIQuπntumI
qhemicπlIqπlculπtionsIforIvU–qWIEuropeaniJournaliofiInorganiciChemistryUI2015UI[YZbUI[fdaV[feZ 2.3 10

523
w­I°pectrπIπndIrtTIqπlculπtionsIofI´›†â��˛•[VQ–qRâ��qv]UIqv]â��†–qUIπndIqv[k†QvR–qI repπredIbyI
­eπctionsIofIzπserVoblπtedIvfIπndITiIotomsIwithIoceto´›nitrileWIEuropeaniJournaliofiInorganici
ChemistryUI2015UI[YZbUIa]dfVa]ed

2.3 7

522 tluorreicheItluorideIâ��IneueIsrkenntnisseIˆ…berIdieIqhemieIvonI olyfluoridπnionenWIAngewandtei
ChemieUI2015UIZ[dUIe]fdVeaYZ 3.6 24

521 tluorineV­ichItluoridesgI–ewIwnsightsIintoItheIqhemistryIofI olyfluorideIonionsWIAngewandtei
ChemieiyiInternationaliEditionUI2015UIbaUIe[dfVe] 16.4 43

520
†πtrixIwnfrπredI°pectroscopicIπndIQuπntumIqhemicπlIwnvestigπtionsIofItheIuroupIbITrπnsitionI
†etπlIotomIπndIq÷aI†oleculeIQ÷IkIvUItUIπndIqlRI­eπctionI roductsWIJournaliofiPhysicaliChemistryiAUI
2015UIZZfUIZ[da[Vbb

2.8 7

519 †ethπneIπctivπtionIbyIlπserVπblπtedIThIπtomsgImπtrixIinfrπredIspectrπIπndItheoreticπlI
investigπtionsIofIqvâ��VThVvIπndIqvâ��mThvâ��WIJournaliofiPhysicaliChemistryiAUI2015UIZZfUI[[efVfd 2.8 7

518 ­eπctionsIofIlπserVπblπtedIUIπtomsIwithIvtgIinfrπredIspectrπIπndIquπntumIchemicπlIcπlculπtionsIofI
vUtUIUvUIπndIUtIinInobleIgπsIsolidsWIJournaliofiPhysicaliChemistryiAUI2015UIZZfUI[[b]VcZ 2.8 8

517 octinideVsiliconImultirπdicπlIbondinggIinfrπredIspectrπIπndIelectronicIstructuresIofItheI°iQ˛…V÷Ront]I
QonIkIThUIUhI÷IkIvUItRImoleculesWIJournaliofitheiAmericaniChemicaliSocietyUI2014UIZ]cUIZa[dV]d 16.4 37

516 ­eπctionsIofIlπnthπnideIπtomsIwithIoxygenIdifluorideIπndItheIroleIofItheIznIoxidπtionIstπteWI
InorganiciChemistryUI2014UIb]UIaacVbc 5.1 23

515 °pectroscopicIobservπtionIofIphotoVinducedImetπstπbleIlinkπgeIisomersIofIcoinπgeImetπlIQquUIogUI
ouRIsulfurIdioxideIcomplexesWIPhysicaliChemistryiChemicaliPhysicsUI2014UIZcUI[cYdV[Y 3.6 12

514  ropertiesIofIThtQxRIfromIinfrπredIspectrπIinIsolidIπrgonIπndIneonIwithIsupportingIelectronicI
structureIπndIthermochemicπlIcπlculπtionsWIJournaliofiPhysicaliChemistryiAUI2014UIZZeUI[ZYdVZf 2.8 15

513 wnfrπredI°pectrπIofIq÷]â��ouqlIπndIq÷[â��ouql[IuenerπtedIinI­eπctionsIofIzπserVoblπtedIuoldIotomsI
withIqhlorofluoromethπnesIπndIqπrbonITetrπchlorideWIOrganometallicsUI2014UI]]UIa]ZbVa][[ 3.8 9

512 wnfrπredIspectrπIπndIelectronicIstructureIcπlculπtionsIforI––IcomplexesIwithIUUIU–UIπndI–U–IinI
solidIπrgonUIneonUIπndInitrogenWIJournaliofiPhysicaliChemistryiAUI2014UIZZeUIb[efV]Y] 2.8 19

511 †πtrixIinfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIforInewIisoVhπlomethπnesgIqvql[VqlUI
qvtqlVqlUIqtql[VqlUIqvpr[VprUIπndIqpr]VprIinIsolidIπrgonWIJournaliofiPhysicaliChemistryiAUI2013UIZZdUIcb[bV]b2.8 10

510 °pontπneousIsulfurIdioxideIπctivπtionIbyIuroupIVImetπlIQVUI–bUITπRIπtomsIinIexcessIπrgonIπtI
cryogenicItemperπturesWIPhysicaliChemistryiChemicaliPhysicsUI2013UIZbUIfe[]V][ 3.6 14

(2013-2015)

5



509 tormπtionIπndIchπrπcterizπtionIofIvUtIπndIrUtIinIsolidIπrgonWIChemicaliCommunicationsUI2013UIafUI]ec]Vb5.8 9

508
†πtrixIinfrπredIspectroscopyIπndIquπntumVchemicπlIcπlculπtionsIforItheIcoinπgeVmetπlIfluoridesgI
compπrisonsIofIorVoutUI–eVoutUIπndI†oleculesI†t[IπndI†t]WIChemistryiyiAiEuropeaniJournalUI2013UI
ZfUIZ]fdVaYf

4.8 59

507 wnfrπredI°pectrπIofIqv]â��†÷IπndIqv[÷â��†vI repπredIinI­eπctionsIofIzπserVoblπtedIuoldUI lπtinumUI
 πllπdiumUIπndI–ickelIotomsIwithIqv]qlIπndIqv]prWIOrganometallicsUI2013UI][UI[db]V[dbf 3.8 16

506
wnfrπredI°pectrπIofI†πngπneseIwnsertionUIVinylUIπndIqyclicIqomplexesI repπredIinI­eπctionsIofI
zπserVoblπtedI†nIotomsIwithI†ethπneUIsthπneUIsthylIqhlorideUIπndIZU[VrichloroethπneWI
OrganometallicsUI2013UI][UI]abeV]ace

3.8 8

505
ThoriumIfluoridesIThtUITht[UITht]UIThtaUITht]Qt[RUIπndIThtbVIchπrπcterizedIbyIinfrπredIspectrπIinI
solidIπrgonIπndIelectronicIstructureIπndIvibrπtionπlIfrequencyIcπlculπtionsWIInorganiciChemistryUI
2013UIb[UIe[[eV]]

5.1 16

504 wnfrπredIspectrπIofIv[Th°IπndIv[U°IinInobleIgπsImπtrixesgIenhπncedIvVonV°IcovπlentIbondingWI
InorganiciChemistryUI2013UIb[UIZY[dbVeb 5.1 23

503 wnfrπredIspectrπIπndIelectronicIstructureIcπlculπtionsIforItheI–U–Q––RZVbIπndI–UQ––RZVcI
complexesIinIsolidIπrgonWIInorganiciChemistryUI2013UIb[UIffefVf] 5.1 19

502 TπntπlumIπtomIreπctionsIwithIπmmoniπgI†πtrixIinfrπredIspectrπIπndIrtTIcπlculπtionsIofItheI
v[Tπ–vIπndIv[TπQ–v[R[ImoleculesWIChemicaliPhysicsiLettersUI2012UIb[]UIcVZY 2.5 4

501 wnfrπredI°pectrπIofI­hZ[qIπndI­hZ]qIinI°olidI–eonIπndI°olidIorgonWIChemicaliPhysicsiLettersUI2012UI
b[eUIdVZY 2.5 0

500
­eπctionsIofIgroupI]ImetπlsIwithI—t[gIinfrπredIspectroscopicIπndItheoreticπlIinvestigπtionsIofItheI
groupI]IoxydifluorideI—†t[IπndIoxyfluorideI—†tImoleculesWIJournaliofiPhysicaliChemistryiAUI2012UI
ZZcUIZYZZbV[Z

2.8 7

499 wnfrπredIspectroscopicIπndItheoreticπlIstudiesIofItheI—Tit[UI—₂rt[IπndI—vft[ImoleculesIwithI
terminπlIoxoIligπndsWIDaltoniTransactionsUI2012UIaZUIZZdYcVZb 4.3 23

498 wnfrπredIspectroscopicIπndItheoreticπlIinvestigπtionsIofItheI—Ut[IπndI—Tht[ImoleculesIwithItripleI
oxoIbondIchπrπcterWIInorganiciChemistryUI2012UIbZUIcfe]VfZ 5.1 28

497 wnfrπredIspectrπIofIqv]V†vIthroughImethπneIπctivπtionIbyIlπserVπblπtedI°nUI bUI°bUIπndIpiIπtomsWI
JournaliofiPhysicaliChemistryiAUI2012UIZZcUIebYYVc 2.8 15

496 wnfrπredI°pectrπIofItheI˛•[V†Q–qRVqv]UIqv]V†–qUIπndIqv[m†QvR–qIqomplexesI repπredIbyI
­eπctionsIofIThoriumIπndIUrπniumIotomsIwithIocetonitrileWIOrganometallicsUI2012UI]ZUIb]bVbaa 3.8 24

495 —†°UI—†Q˛•[V°—RUIπndI—†Q˛•[V°—RQ˛•[V°—[RImoleculesIQ†IkITiUI₂rUIvfRgIinfrπredIspectrπIπndIdensityI
functionπlIcπlculπtionsWIInorganiciChemistryUI2012UIbZUIdaZbV[a 5.1 25

494
wnfrπredI°pectrπIofItheIqomplexesI—siV–qqv]UI­eiV–qqv]UIqv]â��­e–qUIqv[m­eQvR–qUIπndI
qvm­eQvR[–qIπndItheirI†nIqounterpπrtsI repπredIbyI­eπctionsIofIzπserVoblπtedI—sUI­eUIπndI†nI
otomsIwithIocetonitrileIinIsxcessIorgonWIOrganometallicsUI2012UI]ZUIcYfbVcZYb

3.8 14

493 wnfrπredIspectrπIofI†V˛•[Vq[v[IπndIv†VqmqvIproducedIinIreπctionsIofIlπserVπblπtedIgroupIcImetπlI
πtomsIwithIπcetyleneWIJournaliofiPhysicaliChemistryiAUI2012UIZZcUIZZeeYVd 2.8 14

492 wnfrπredIspectrπIofI†V˛•[Vq[v[UIv†VqmqvUIπndIv†VqmqvVIprepπredIinIreπctionsIofIlπserVπblπtedI
groupI]ImetπlIπtomsIwithIπcetyleneWIJournaliofiPhysicaliChemistryiAUI2012UIZZcUIZYfZdV[c 2.8 23

Lester S Andrews

6



491 †ethπneItoImethπnolIconversionIinducedIbyIthoriumIoxideIthroughItheIqv]ThQ—RvIintermediπteI
inIsolidIπrgonWIInorganiciChemistryUI2012UIbZUIZZYbbVcY 5.1 10

490
wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIofItheI†iV–qqqv]UI˛•[â��†Q–qRâ��qv]UIqv]â��†–qUI
qv[†QvR–qUIπndIqv†QvR[–qIcomplexesIproducedIbyIreπctionsIofIuroupIcImetπlIπtomsIwithI
πcetonitrileWIJournaliofiOrganometalliciChemistryUI2012UIdY]UI[bV]]

2.3 11

489 UntersuchungIvonIuoldfluoridenIundIihrenIsdelgπskomplexenIdurchI†πtrixisolπtionsspektroskopieI
undIquπntenchemischeI­echnungenWIAngewandteiChemieUI2012UIZ[aUIZYdeYVZYdea 3.6 19

488 wnvestigπtionIofIgoldIfluoridesIπndInobleIgπsIcomplexesIbyImπtrixVisolπtionIspectroscopyIπndI
quπntumVchemicπlIcπlculπtionsWIAngewandteiChemieiyiInternationaliEditionUI2012UIbZUIZYc[eV][ 16.4 51

487
tormπtionIofImetπlIoxyfluoridesIfromIspecificImetπlIreπctionsIwithIoxygenIdifluoridegIinfrπredI
spectroscopicIπndItheoreticπlIinvestigπtionsIofItheI—°ct[IrπdicπlIπndI—°ctIwithIterminπlIsingleIπndI
tripleI°cV—IbondsWIChemistryiyiAiEuropeaniJournalUI2012UIZeUIZ[aacVbZ

4.8 9

486 †πtrixIinfrπredIspectroscopicIπndItheoreticπlIofItheIdifluoroπminoImetπlIfluorideImoleculesgI
t[–†tIQ†IkIquUIogUIouRWIInorganiciChemistryUI2012UIbZUIccdVd] 5.1 8

485 °pektroskopischeIpeobπchtungIeinesIuruppeVZ[V—xyfluoridsgIeineI†πtrixisolπtionsVIundI
quπntenchemischeIUntersuchungIvonIQuecksilberoxyfluoridenWIAngewandteiChemieUI2012UIZ[aUIe]bfVe]c]3.6 9

484 °pectroscopicIobservπtionIofIπIuroupIZ[IoxyfluoridegIπImπtrixVisolπtionIπndIquπntumVchemicπlI
investigπtionIofImercuryIoxyfluoridesWIAngewandteiChemieiyiInternationaliEditionUI2012UIbZUIe[]bVe 16.4 21

483 wnfrπredI°pectrπIπndIQuπntumIqhemicπlIqπlculπtionsIofItheIpridgeVpondedIvqQtRznt[QznIkIzπâ��zuRI
qomplexesWIOrganometallicsUI2011UI]YUIaaa]Vaab[ 3.8 21

482 qombinedItripleIπndIdoubleIbondsItoIurπniumgItheI–mUk–VvIurπnimineInitrideImoleculeIprepπredI
inIsolidIπrgonWIInorganiciChemistryUI2011UIbYUI]e[cV]Z 5.1 34

481 TheIv­uqqvUI­uqqv[UIπndI­uV˛•[Vq[v[ImoleculesgIinfrπredIspectrπIπndIdensityIfunctionπlI
cπlculπtionsWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIZ[ZfaV[YY 2.8 14

480 wnfrπredIspectrπIofIqv]V†tIπndIseverπlIfrπgmentsIprepπredIbyImethylIfluorideIreπctionsIwithI
lπserVπblπtedIquUIogUIπndIouIπtomsWIInorganiciChemistryUI2011UIbYUIZY]ZfV[d 5.1 17

479 wnfrπredIspectrπIπndIquπntumIchemicπlIcπlculπtionsIofItheIurπniumVcπrbonImoleculesIUqUIqUqUI
UqvUIπndIUQqqR[WIJournaliofiChemicaliPhysicsUI2011UIZ]aUI[aa]Z] 3.9 30

478 wsIrhodiumItetroxideIinItheIformπlIoxidπtionIstπteIVwwwIstπblemIπIquπntumIchemicπlIπndImπtrixI
isolπtionIinvestigπtionIofIrhodiumIoxidesWITheoreticaliChemistryiAccountsUI2011UIZ[fUIccdVcdc 1.9 13

477 †πtrixIwnfrπredI°pectroscopyIπndIπITheoreticπlIwnvestigπtionIofI°U—IπndIU°[WIEuropeaniJournaliofi
InorganiciChemistryUI2011UI[YZZUIaabdVaac] 2.3 10

476 wnfrπredIspectrπIofItheIethynylImetπlIhydridesIproducedIinIreπctionsIofIlπserVπblπtedI†nIπndI­eI
πtomsIwithIπcetyleneWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIaf[fV]a 2.8 18

475 †πtrixIinfrπredIspectroscopicIπndIdensityIfunctionπlItheoreticπlIinvestigπtionsIonIthoriumIπndI
urπniumIπtomIreπctionsIwithIdimethylIetherWIDaltoniTransactionsUI2011UIaYUIZZZYcVZa 4.3 12

474 wnfrπredIspectrπIofIqv]V†vUIqv]V†UIπndIqv]V†vVIprepπredIviπImethπneIπctivπtionIbyIlπserVπblπtedI
ouUIogUIπndIquIπtomsWIDaltoniTransactionsUI2011UIaYUIZZZZbV[a 4.3 30

(2011-2012)
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473
QuπntumVchemicπlIcπlculπtionsIπndIw­IspectrπIofItheIQt[R†t[ImoleculesIQ†IkIpUIolUIuπUIwnUITlRIinI
solidImπtricesgIπInewIclπssIofIveryIhighIelectronIπffinityIneutrπlImoleculesWIJournaliofitheiAmericani
ChemicaliSocietyUI2011UIZ]]UI]dceVdZ

16.4 10

472 ­eπctionsIofIlπteIlπnthπnideImetπlIπtomsIπndImethπnolIinIsolidIπrgongIπImπtrixIisolπtionIinfrπredI
spectroscopicIπndItheoreticπlIstudyWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIZabeZVf[ 2.8 13

471 †πtrixIinfrπredIspectroscopicIπndItheoreticπlIstudiesIonItheIreπctionsIofIscπndiumUIyttriumUIπndI
lπnthπnideImetπlIπtomsIwithIdimethylIetherWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIZZc[aV]Z 2.8 4

470 †πtrixIinfrπredIspectrπIπndItheoreticπlIstudiesIofIthoriumIoxideIspeciesgITh—xIπndITh[—yWIJournali
ofiPhysicaliChemistryiAUI2011UIZZbUIZaaYdVZc 2.8 39

469 wnfrπredIspectrumIofItheIqv]—qv[IrπdicπlIinIsolidIπrgonWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUI]Y[fV]]2.8 10

468 wnfrπredI°pectrπIofIq÷]â��†n÷IπndIq÷[m†n÷[IQ÷IkIvUItUIqlRI repπredIinI­eπctionsIofIzπserVoblπtedI
†πngπneseIotomsIwithIvπlomethπnesWIOrganometallicsUI2011UI]YUIaddVaec 3.8 17

467 †πtrixIinfrπredIspectroscopicIπndItheoreticπlIinvestigπtionsIofIurπniumIπtomIπndImethπnolI
reπctionIproductsWIInorganiciChemistryUI2011UIbYUIdYffVZYb 5.1 14

466 TetrπhydrometπlπteIspeciesIVvQ[RQvQ[RRUI–bvQaRUIπndITπvQaRgImπtrixIinfrπredIspectrπIπndIquπntumI
chemicπlIcπlculπtionsWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIZaZdbVe] 2.8 12

465 †πtrixIinfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIofItheIv[qq–IπndIv[q–qIrπdicπlsI
producedIfromIqv]q–WIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIec]eVa[ 2.8 22

464 †πtrixIinfrπredIspectroscopicIπndIcomputπtionπlIinvestigπtionsIofItheIlπnthπnideVmethyleneI
complexesIqv[znt[IwithIsingleIznVqIbondsWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIZfZ]V[Z 2.8 26

463
†πtrixIinfrπredIspectroscopicIπndIelectronicIstructureIinvestigπtionsIofItheIlπnthπnideImetπlI
πtomVmethylIfluorideIreπctionIproductsIqv]VzntIπndIqv[VznvtgItheIformπtionIofIsingleI
cπrbonVlπnthπnideImetπlIbondsWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIbcYfV[a

2.8 22

462 wnfrπredIspectrπIofI­hIπtomIreπctionIproductsIwithIq[v[gItheIv­hqqvUI­hqqvUI­hqqv[UIπndI
­hV˛•[Vq[v[ImoleculesWIJournaliofiPhysicaliChemistryiAUI2011UIZZbUIfaadVbb 2.8 19

461 wnfrπredIspectrπIofIqv]â��†vUIqv]â��†UIπndIqv]â��†vâ��IprepπredIviπImethπneIπctivπtionIbyI
lπserVπblπtedIouUIogUIπndIquIπtomsWIDaltoniTransactionsUI2011UIaYUIZZZZb 4.3 1

460 †etπlIotomI­eπctionsItoItormI–ovelI°mπllI†oleculesI2011UI[bVaf 1

459  olyfluorideIπnionsUIπImπtrixVisolπtionIπndIquπntumVchemicπlIinvestigπtionWIInorganiciChemistryUI
2010UIafUIdZbcVca 5.1 98

458 UIπndI aIreπctionIproductsgIπIquπntumIchemicπlIπndImπtrixIisolπtionIspectroscopicIinvestigπtionWI
InorganiciChemistryUI2010UIafUIf[]YVb 5.1 14

457
wnfrπredI°pectrπIofI°impleI†ethylidyneUI†ethylideneUIπndIwnsertionIqomplexesIuenerπtedIinI
­eπctionsIofIzπserVoblπtedI­hodiumIotomsIwithIvπlomethπnesIπndIsthπneWIOrganometallicsUI2010UI
[fUI[[ZZV[[[[

3.8 27

456 wnfrπredIspectrπIofIvqmqV†vIπndI†V˛•[VQq[v[RIproducedIinIreπctionsIofIlπserVπblπtedIgroupIbI
trπnsitionVmetπlIπtomsIwithIπcetyleneWIJournaliofiPhysicaliChemistryiAUI2010UIZZaUIZYY[eV]f 2.8 26
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455 wnfrπredIspectrπIofIqvQ[Rk₂rQvR–qUIqvQ]RV₂r–qUIπndIetπQ[RV₂rQ–qRVqvQ]RIproducedIbyIreπctionsIofI
lπserVπblπtedI₂rIπtomsIwithIπcetonitrileWIJournaliofiPhysicaliChemistryiAUI2010UIZZaUIefZVd 2.8 24

454 wnfrπredIspectrπIofIq÷[kqo÷[IπndIq÷]Vqo÷IcomplexesIfromIreπctionsIofIlπserVπblπtedIcobπltI
πtomsIwithIhπlomethπnesWIJournaliofiPhysicaliChemistryiAUI2010UIZZaUIeYbcVce 2.8 17

453 wnfrπredIspectrπIofIqv[k†QvR–qUIqv]V†–qUIπndIetπ[V†Q–qRVqv]IproducedIbyIreπctionsIofI
lπserVπblπtedIgroupIbImetπlIπtomsIwithIπcetonitrileWIJournaliofiPhysicaliChemistryiAUI2010UIZZaUIbffdVcYYc2.8 27

452 wnfrπredIspectrπIπndIquπntumIchemicπlIcπlculπtionsIofItheIurπniumIcπrbideImoleculesIUqIπndIqUqI
withItripleIbondsWIJournaliofitheiAmericaniChemicaliSocietyUI2010UIZ][UIeaeaVe 16.4 47

451 wnfrπredIspectrπIofI†t[UI†t[TUI†taVUI†t]UIπndI†[tcImoleculesIQ†IkI°cUIüUIzπRIinIsolidIπrgonWI
JournaliofiPhysicaliChemistryiAUI2010UIZZaUI[[f]Vf 2.8 22

450 †πtrixIinfrπredIspectrπIπndIelectronicIstructureIcπlculπtionsIofItheIfirstIπctinideIborylenegI
tpkThtQ[RWIChemicaliCommunicationsUI2010UIacUIZcacVe 5.8 25

449 wnfrπredIspectrπIofI÷q₃tripleIbond]wr÷Q]RIπndIq÷Q[Rkwr÷Q[RIprepπredIbyIreπctionsIofIlπserVπblπtedI
iridiumIπtomsIwithIhπlomethπnesWIDaltoniTransactionsUI2010UI]fUIbadeVef 4.3 22

448 qompπrisonIofIqπlculπtedIπndI—bservedIVibrπtionπlItrequenciesIofI–ewI†oleculesIfromIπnI
sxperimentπlI erspectiveI2010UI]b]V]db

447 –obleIgπsImπtricesImπyIchπngeItheIelectronicIstructureIofItrπppedImoleculesgItheIU—Q[RQ–gRQaRI
₃–gk–eUIor]IcπseWIChemistryiyiAiEuropeaniJournalUI2010UIZcUIZ[eYaVd 4.8 24

446 qπlculπtionsIπndI†πtrixIwnfrπredI°pectrπIofITerminπlIporyleneIqomplexesItpm†t[WIAngewandtei
ChemieUI2010UIZ[[UIZcZVZca 3.6 12

445 qπlculπtionsIπndImπtrixIinfrπredIspectrπIofIterminπlIboryleneIcomplexesItpk†t[WIAngewandtei
ChemieiyiInternationaliEditionUI2010UIafUIZbdVcY 16.4 34

444 tormπtionIπndIcπlculπtionsIofItheIsimpleIterminπlItripletIpnictinideneImoleculesI–X†tQ]RUI X†tQ]RUI
πndIosX†tQ]RIQ†IkITiUI₂rUIvfRWIInorganiciChemistryUI2009UIaeUIc[fdV]Y[ 5.1 13

443
wnfrπredI°pectrπIofI lπtinumIwnsertionIπndI†ethylideneIqomplexesI repπredIinI—xidπtiveIqâ��vQ÷RI
­eπctionsIofIzπserVoblπtedI tIotomsIwithI†ethπneUIsthπneUIπndIvπlomethπnesWIOrganometallicsUI
2009UI[eUIZ]beVZ]ce

3.8 56

442 †πtrixIinfrπredIspectroscopicIπndIcomputπtionπlIinvestigπtionIofIlπteIlπnthπnideImetπlIhydrideI
speciesI†vQxRQvQ[RRQyRIQ†IkITbVzuUIxIkIZVaUIyIkIYV]RWIJournaliofiPhysicaliChemistryiAUI2009UIZZ]UIZ[bccVd[ 2.8 12

441 sxperimentπlIπndItheoreticπlIinvestigπtionIofIsimpleIterminπlIgroupIcIπrsenideIos₃tripleIbond]†t]I
moleculesWIJournaliofiPhysicaliChemistryiAUI2009UIZZ]UIcYcaVf 2.8 6

440 wnfrπredIspectrπUIstructureIπndIbondingIinItheIzi—[UIzi—[ziUIzi—IπndIzi[—ImoleculesIinIsolidIneonWI
MoleculariPhysicsUI2009UIZYdUId]fVdae 1.7 41

439 †πtrixIinfrπredIspectrπIofItheIqVvIinsertionIπndIdihydridoIcyclicIproductsIfromIreπctionsIofIgroupI]I
metπlIπtomsIwithIethyleneWIJournaliofiPhysicaliChemistryiAUI2009UIZZ]UIccddVee 2.8 6

438 wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIofItheI°U—[ImoleculeWIInorganiciChemistryUI
2009UIaeUIceeeVfb 5.1 21

(2009-2010)
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437 wnfrπredI°pectrπIofI°mπllIwnsertionIπndI†ethylideneIqomplexesIinI­eπctionsIofIzπserVoblπtedI
–ickelIotomsIwithIvπlomethπnesWIOrganometallicsUI2009UI[eUIbc[]Vbc][ 3.8 30

436 †πtrixIinfrπredIspectrπIofIdihydridoIcyclicIπndItrihydridoIethynylIproductsIfromIreπctionsIofIThIπndI
UIπtomsIwithIethyleneImoleculesWIJournaliofiPhysicaliChemistryiAUI2009UIZZ]UIbYd]VeZ 2.8 12

435 wnfrπredI°pectrπIofI°mπllIwnsertionIπndI†ethylideneIqomplexesIinI­eπctionsIofIzπserVoblπtedI
 πllπdiumIotomsIwithIvπlomethπnesWIOrganometallicsUI2009UI[eUIcedZVcedf 3.8 18

434 wnfrπredIspectrπIπndItheoreticπlIcπlculπtionsIforIteUI­uUIπndI—sImetπlIhydridesIπndIdihydrogenI
complexesWIJournaliofiPhysicaliChemistryiAUI2009UIZZ]UIbbZVc] 2.8 23

433 pindingImotifsIforIlπnthπnideIhydridesgIπIcombinedIexperimentπlIπndItheoreticπlIstudyIofItheI
†vQxRQv[RQyRIspeciesIQ†IkIzπVudhIxIkIZVahIyIkIYVcRWIJournaliofiPhysicaliChemistryiAUI2009UIZZ]UI[aacVbb 2.8 27

432
tormπtionIofIcπrbyneIcomplexesIinIreπctionsIofIlπserVπblπtedI—sIπtomsIwithIhπlomethπnesgI
chπrπcterizπtionIbyIqVvQ÷RIπndI—sVvQ÷RIstretchingIπbsorptionsIπndIcomputedIstructuresWIDaltoni
TransactionsUI2009UIbebeVcc

4.3 20

431 wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIforI°†—[ImoleculesIQ†IkIqrUI†oUI·RWIJournaliofi
PhysicaliChemistryiAUI2009UIZZ]UIef]aVaZ 2.8 12

430 wnfrπredIspectrπIπndIdensityIfunctionπlItheoryIcπlculπtionsIofIcoinπgeImetπlIdisulfideImoleculesI
πndIcomplexesWIDaltoniTransactionsUI2009UIaZfYVe 4.3 12

429 wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIofItripletIpnictinideneI–IdividedIbyITht]UI
 vTht]IπndIosIdividedIbyITht]ImoleculesWIDaltoniTransactionsUI2009UIf[cYVb 4.3 17

428 os₃tripleIbond]Ut]ImoleculeIwithIπIweπkItripleIbondItoIurπniumWIInorganiciChemistryUI2009UIaeUIcbfaVe 5.1 21

427 °pectroscopicIπndItheoreticπlIstudiesIofItrπnsitionImetπlIoxidesIπndIdioxygenIcomplexesWIChemicali
ReviewsUI2009UIZYfUIcdcbVeYe 68.1 317

426 wnfrπredIspectrπIofIThv[UIThvaUIπndItheIhydrideIbridgingIThvaQv[RxIQxIkIZVaRIcomplexesIinIsolidI
neonIπndIhydrogenWIJournaliofiPhysicaliChemistryiAUI2008UIZZ[UIZdbaVcZ 2.8 22

425 °ilylidyneUIv°i₃tripleIbond]†ov]IπndIv°i₃tripleIbond]·v]UIπndIsilylImetπlIhydrideUI°iv]VqrvUI
productsIinIsilπneIreπctionsWIJournaliofitheiAmericaniChemicaliSocietyUI2008UIZ]YUIcdccVd] 16.4 26

424 wnfrπredI°pectrπUI°tructureUIπndIpondingIofItheIuroupIcIπndIommoniπI†g–v]UIv[–â��†vUIπndI
–m†v]I­eπctionI roductsIinI°olidIorgonWIOrganometallicsUI2008UI[dUIaeebVaefZ 3.8 19

423
wnfrπredIspectrπIofImethylidynesIformedIinIreπctionsIofIreIπtomsIwithImethπneUImethylIhπlidesUI
methyleneIhπlidesUIπndIethπnegImethylidyneIqVvIstretchingIπbsorptionsUIbondIlengthsUIπndIsI
chπrπcterWIInorganiciChemistryUI2008UIadUIZcb]Vc[

5.1 41

422 qVvIπctivπtionIofIethπneIbyIgroupIaImetπlIπtomsgIobservπtionIπndIchπrπcterizπtionIofItheI
†vVqv[qv]UI†v[VQqv[R[UIπndI†v]Vqvkqv[IcomplexesWIJournaliofiPhysicaliChemistryiAUI2008UIZZ[UIZbZfV[b2.8 19

421
­eπctionsIofIπctinideImetπlIπtomsIwithIethπnegIcomputπtionIπndIobservπtionIofInewIThIπndIUI
ethylideneIdihydrideUImetπllπcyclopropπneIdihydrideUIπndIvinylImetπlItrihydrideIcomplexesWIJournali
ofiPhysicaliChemistryiAUI2008UIZZ[UIcfY[Vd

2.8 34

420
†ethylidyneIqomplexesI repπredIbyI­eπctionsIofIzπserVoblπtedI—sIotomsIwithI†ethπneUI†ethylI
vπlidesUIπndIsthπnegI—bservπtionIofItheIqâ��vIπndI—sâ��vI°tretchingIobsorptionsWIOrganometallicsUI
2008UI[dUIZdecVZdfc

3.8 40
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419 wnfrπredIspectrπIofIvq₃tripleIbond]qV†vIπndI†Vetπ[VQq[v[RIfromIreπctionsIofIlπserVπblπtedIgroupVI
aItrπnsitionVmetπlIπtomsIwithIπcetyleneWIJournaliofiPhysicaliChemistryiAUI2008UIZZ[UIc[fbV]Ya 2.8 38

418
wnfrπredIspectrπIofImetπllπcyclopropπneUIinsertionUIπndIdihydridoIcomplexIproductsIinIreπctionsIofI
lπserVπblπtedIgroupIcImetπlIπtomsIwithIethyleneImoleculesWIJournaliofiPhysicaliChemistryiAUI2008UI
ZZ[UIZ[YdZVeY

2.8 13

417 wnfrπredIspectrπUIstructureUIπndIbondingIofItheIuev]VqrvUIvue₃tripleIbond]†ov]UIπndIvue₃tripleI
bond]·v]ImoleculesIinIsolidIneonIπndIπrgonWIInorganiciChemistryUI2008UIadUIeZbfVcc 5.1 3

416
­eπctionsIofIzπserVoblπtedIwronIotomsIwithIvπlomethπnesgIwnfrπredI°pectrπUIrensityItunctionπlI
qπlculπtionsUIπndI°tructuresIofI°impleIwronIwnsertionIπndI†ethylideneIqomplexesWIOrganometallicsUI
2008UI[dUIb[aZVb[bZ

3.8 40

415 wnfrπredIspectrπIofItheI·vaQv[RaIcomplexIinIsolidIhydrogenWIJournaliofitheiAmericaniChemicali
SocietyUI2008UIZ]YUIZfd[Ve 16.4 29

414 wnfrπredIspectrumIofItheIqv]V tvIcomplexIinIsolidIπrgonIprepπredIinItheIoxidπtiveIqVvIinsertionIofI
methπneIbyIlπserVπblπtedI tIπtomsWIJournaliofiPhysicaliChemistryiAUI2008UIZZ[UIZ[[f]Vb 2.8 27

413 wnfrπredIspectrπIπndIelectronicIstructuresIofIπgosticIurπniumImethylideneImoleculesWIInorganici
ChemistryUI2008UIadUIZa]bVa[ 5.1 49

412 wnfrπredI°pectrumIofItheI­uv[Qv[RaIqomplexIinI°olidIvydrogenWIOrganometallicsUI2008UI[dUIa[d]Va[dc 3.8 8

411
 repπrπtionIπndIchπrπcterizπtionIofIsimpleIdihπlomethylideneIplπtinumIdihπlideIcomplexesIinI
reπctionsIofIlπserVπblπtedI tIπtomsIwithItetrπhπlomethπnesWIJournaliofitheiAmericaniChemicali
SocietyUI2008UIZ]YUIZbe]cVaZ

16.4 40

410 oIcombinedItheoreticπlIπndIexperimentπlIstudyIofIsimpleIterminπlIgroupIcInitrideIπndIphosphideI
–₃tripleIbond]†÷]IπndI ₃tripleIbond]†÷]ImoleculesWIJournaliofiPhysicaliChemistryiAUI2008UIZZ[UIeY]YVd 2.8 26

409 ­eπctionsIofIurπniumIπtomsIwithIπmmoniπgIinfrπredIspectrπIπndIquπsiVrelπtivisticIcπlculπtionsIofI
theIUg–v]UIv[–VVUvUIπndIv–kkUv[IcomplexesWIChemistryiyiAiEuropeaniJournalUI2008UIZaUIfZf[V[YZ 4.8 34

408 ­eπctionsIofIThoriumIotomsIwithI olyhπlomethπnesgIwnfrπredI°pectrπIofItheIqv[kTh÷[UIvqˆ•Th÷]UI
πndI÷qˆ•Th÷]I†oleculesWIEuropeaniJournaliofiInorganiciChemistryUI2008UI[YYeUIZYadVZYbe 2.3 35

407
wnfrπredI°pectrπIofIwnsertionUI†ethylideneUIπndI†ethylidyneIqomplexesIinI­eπctionsIofI
zπserVoblπtedI­utheniumIotomsIwithIvπlomethπnesIπndI†ethπneWIEuropeaniJournaliofiInorganici
ChemistryUI2008UI[YYeUI[b]dV[baf

2.3 27

406 °impleI–₃tripleIbond]Ut]IπndI ₃tripleIbond]Ut]ImoleculesIwithItripleIbondsItoIurπniumWI
AngewandteiChemieiyiInternationaliEditionUI2008UIadUIb]ccVdY 16.4 71

405 °impleI–mUt]IπndI mUt]I†oleculesIwithITripleIpondsItoIUrπniumWIAngewandteiChemieUI2008UIZ[YUIbaacVbabY3.6 12

404 †ethπneIπndImethylIhπlideIπctivπtionIbyI°cIπtomsgIwnfrπredIspectrπIπndIrtTIcπlculπtionsIforItheI
qv]â��°c÷IπndIqv[â��°cv÷IcomplexesWIInorganicaiChimicaiActaUI2008UI]cZUIbbZVbbf 2.7 9

403 †ethπneIoctivπtionIbyIzπserVoblπtedIuroupI]I†etπlIotomsgIIwnfrπredI°pectrπIπndI°tructuresIofItheI
qv]â��†vIπndIqv[â��†v[IqomplexesWIOrganometallicsUI2007UI[cUIc]]Vca] 3.8 49

402 wnfrπredIspectrπIπndItheoreticπlIcπlculπtionsIofIlithiumIhydrideIclustersIinIsolidIhydrogenUIneonUI
πndIπrgonWIJournaliofiPhysicaliChemistryiAUI2007UIZZZUIcYYeVZf 2.8 23
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401
uroupIaI†etπlIotomI­eπctionsIwithIqt]qlUIqtql]UIqt]prUIπndIqt]wgIIoI†πtrixIwnfrπredI°pectroscopicI
πndIrtTIwnvestigπtionIofIqompetitiveI˛–VvπlogenITrπnsferItoItormITripletI÷qˆ•†÷]IqomplexesWI
OrganometallicsUI2007UI[cUIaZb[VaZbf

3.8 14

400 ogosticIinterπctionIinItheImethylideneImetπlIdihydrideIcomplexesIv[†qv[IQ†küUI₂rUI–bUI†oUI­uUI
ThUIorIURWIJournaliofiPhysicaliChemistryiAUI2007UIZZZUIca[YVa 2.8 75

399 †ethylidyneI÷qm†÷]IQ†IkIqrUI†oUI·hI÷IkIvUItUIqlRIriπgnosticIqâ��vIπndIqâ��÷I°tretchingIobsorptionsI
πndI†ethylideneIqv[†÷[IonπloguesWIOrganometallicsUI2007UI[cUIc]d]Vc]ed 3.8 41

398
†πtrixIinfrπredIspectroscopicIstudiesIofItheI†vVq[v]IπndI†v[Vq[v[IintermediπtesIinItheI
reπctionsIofIethyleneIwithIlπserVπblπtedIgroupIbImetπlIπtomsWIJournaliofiPhysicaliChemistryiAUI2007UI
ZZZUIb[YZVZY

2.8 18

397 wnfrπredIspectrπIofItheIqv]V†÷IπndIqv[V†v÷IcomplexesIformedIbyIreπctionsIofIlπserVπblπtedI
groupI]ImetπlIπtomsIwithImethylIhπlidesWIJournaliofiPhysicaliChemistryiAUI2007UIZZZUI[aeYVfZ 2.8 25

396 °odiumIhydrideIclustersIinIsolidIhydrogenIπndIneongIinfrπredIspectrπIπndItheoreticπlIcπlculπtionsWI
JournaliofiPhysicaliChemistryiAUI2007UIZZZUIdYfeVZYa 2.8 9

395 wnfrπredIspectrπIπndItheoreticπlIcπlculπtionsIofIyvIπndIQyvR[IinIsolidIhydrogenWIJournaliofiPhysicali
ChemistryiAUI2007UIZZZUIZ[[cYVb 2.8 3

394 tormπtionIofIvqm­ev]IinI†ethπneIoctivπtionIbyI­heniumIotomsgI—bservπtionIofItheIslusiveI
†ethylidyneIqâ��vI°tretchingIobsorptionWIOrganometallicsUI2007UI[cUIaYfeVaZYZ 3.8 30

393
wnfrπredIπndIrtTIinvestigπtionsIofItheI÷q₃tripleIbond]­e÷]IπndIvq₃tripleIbond]­e÷]IcomplexesgI
xπhnVTellerIdistortionIπndItheImethylidyneIqV÷QvRIstretchingIπbsorptionsWIInorganiciChemistryUI2007
UIacUIed[eV]e

5.1 20

392 uroupIaItrπnsitionImetπlIqv[k†t[UIqvtk†t[UIπndIvqX†t]IcomplexesIformedIbyIqVtIπctivπtionI
πndIπlphπVfluorineItrπnsferWIInorganiciChemistryUI2007UIacUIadffVeYe 5.1 26

391 sxperimentπlIπndItheoreticπlIevidenceIforIUQqcvcRIπndIThQqcvcRIcomplexesWIJournaliofiPhysicali
ChemistryiAUI2007UIZZZUIZZffcV[YYY 2.8 25

390 onIwnfrπredI°pectroscopicIπndITheoreticπlI°tudyIofIuroupIaITrπnsitionI†etπlIqv[†ql[πndI
vqˆ•†ql]qomplexesWIOrganometallicsUI2007UI[cUI]][V]]f 3.8 18

389 wnfrπredIspectrumIπndIstructureIofIthorimineIQv–kThv[RWIChemistryiyiAiEuropeaniJournalUI2007UIZ]UIbcYZVc4.8 31

388 TheIπctivπtionIofIhydrogenIbyIziIπtomsItoIformI₃QzivR[]WIAngewandteiChemieiyiInternationaliEditionUI
2007UIacUI[cY[Vc 16.4 16

387 qhirπlityUIπgosticIinterπctionsUIπndIpyrπmidπlityIinIπctinideImethylideneIcomplexesWIAngewandtei
ChemieiyiInternationaliEditionUI2007UIacUIfYabVf 16.4 37

386 †ercuryIisIπItrπnsitionImetπlgItheIfirstIexperimentπlIevidenceIforIvgtQaRWIAngewandteiChemieiyi
InternationaliEditionUI2007UIacUIe]dZVb 16.4 103

385 TheIoctivπtionIofIvydrogenIbyIziIotomsIToItormI₃QzivR[]WIAngewandteiChemieUI2007UIZZfUI[cbcV[ccY 3.6 4

384 qhirπlityUIogosticIwnterπctionsUIπndI yrπmidπlityIinIoctinideI†ethylideneIqomplexesWIAngewandtei
ChemieUI2007UIZZfUIf[Y]Vf[Yd 3.6 9
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383 †ercuryIwsIπITrπnsitionI†etπlgITheItirstIsxperimentπlIsvidenceIforIvgtaWIAngewandteiChemieUI2007UI
ZZfUIeb[]Veb[d 3.6 43

382 tormπtionIofIunprecedentedIπctinideItripleIbondIcπrbonIinIurπniumImethylidyneImoleculesWI
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaUI2007UIZYaUIZefZfV[a 11.5 74

381
TitπniumUI₂irconiumUIπndIvπfniumI†etπlIotomI­eπctionsIwithIqtaUIqqlaUIπndIqt[ql[gIIoI†πtrixI
wsolπtionI°pectroscopicIπndIrtTIwnvestigπtionIofITripletI÷qˆ•†÷]IqomplexesWIOrganometallicsUI2007
UI[cUI[bZfV[b[d

3.8 40

380 wnfrπredIspectrumIπndIbondingIinIurπniumImethylideneIdihydrideUIqv[kUv[WIInorganiciChemistryUI
2007UIacUIafZdV[b 5.1 68

379 oIcombinedIexperimentπlIπndItheoreticπlIstudyIofIurπniumIpolyhydridesIwithInewIevidenceIforItheI
lπrgeIcomplexIUvaQv[RcWIJournaliofiPhysicaliChemistryiAUI2007UIZZZUIc]e]Vd 2.8 34

378 wnfrπredIspectroscopicIobservπtionIofItheIgroupIZ]ImetπlIhydroxidesUI†Q—vRZU[U]IQ†IkolUIuπUIwnUI
πndITlRIπndIvolQ—vR[WIJournaliofiPhysicaliChemistryiAUI2007UIZZZUIZecYVe 2.8 26

377
­eπctionsIofIThIπndIUIπtomsIwithIq[v[gIinfrπredIspectrπIπndIrelπtivisticIcπlculπtionsIofItheI
metπllπcyclopropeneUIπctinideIinsertionUIπndIethynylIproductsWIChemistryiyiAiEuropeaniJournalUI2006
UIZ[UIe][aV]b

4.8 35

376 wnfrπredIspectrπIofI†Q—vRQZU[U]RIQ†IkI†nUIteUIqoUI–iRImoleculesIinIsolidIπrgonIπndItheIchπrπcterIofI
firstIrowItrπnsitionImetπlIhydroxideIbondingWIJournaliofiPhysicaliChemistryiAUI2006UIZZYUIZYY]bVab 2.8 61

375 uroupIaItrπnsitionImetπlVbenzeneIπdductsgIcπrbonIringIdeformπtionIuponIcomplexπtionWIJournaliofi
PhysicaliChemistryiAUI2006UIZZYUIdeYcVZb 2.8 23

374 sxperimentπlIπndItheoreticπlIinvestigπtionsIofIw­IspectrπIπndIelectronicIstructuresIofItheIUQ—vR[UI
U—[Q—vRUIπndIU—[Q—vR[ImoleculesWIInorganiciChemistryUI2006UIabUIaZbdVcc 5.1 22

373 tormπtionIπndIchπrπcterizπtionIofItheIurπniumImethylideneIcomplexesIqv[IkIUv÷IQ÷IkItUIqlUIπndI
prRWIInorganiciChemistryUI2006UIabUIZeadVb[ 5.1 45

372 †πtrixI repπrπtionIπndI°pectroscopicIπndITheoreticπlIwnvestigπtionsIofI°impleI†ethylideneIπndI
†ethylidyneIqomplexesIofIuroupIaâ��cITrπnsitionI†etπlsWIOrganometallicsUI2006UI[bUIaYaYVaYb] 3.8 199

371 slectronIdeficientIcπrbonVtitπniumItripleIbondsgIformπtionIofItripletI÷qXTi÷]ImethylidyneI
complexesWIInorganiciChemistryUI2006UIabUIfebeVc] 5.1 20

370 †ethπneIπctivπtionIbyIlπserVπblπtedIVUI–bUIπndITπIπtomsgItormπtionIofIqv]V†vUIqv[k†v[UI
qv†v]VUIπndIQqv]R[†v[WIJournaliofiPhysicaliChemistryiAUI2006UIZZYUI]eecVfY[ 2.8 39

369 wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIforItheI°cQ—vR[U]IπndIv—°c—ImoleculesIπndI
theI°cQ—vR[TIcπtionIinIsolidIπrgonWIJournaliofiPhysicaliChemistryiAUI2006UIZZYUIZebYVe 2.8 15

368 tormπtionIofIqv[Tit[IbyIqâ��tIoctivπtionIπndI˛–VtITrπnsferWIOrganometallicsUI2006UI[bUIZ]aZVZ]a] 3.8 13

367 wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIforI†Q—vRQ[U]RIπndIv—†—ImoleculesIπndI
†Q—vR[TIcπtionsIQ†IkIüUIzπRWIJournaliofiPhysicaliChemistryiAUI2006UIZZYUIaZbdVce 2.8 13

366 qontrπstingIproductsIinItheIreπctionsIofIqrUI†oUIπndI·IπtomsIwithIv[—[gIorgonImπtrixIinfrπredI
spectrπIπndItheoreticπlIcπlculπtionsWIJournaliofiPhysicaliChemistryiAUI2006UIZZYUIZYaYfVZe 2.8 21
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365
wnfrπredIspectrπIofItheIqv]V†÷UIqv[k†v÷UIπndIqv₃tripleIbond]†v[÷VIcomplexesIformedIbyI
reπctionIofImethylIhπlidesIwithIlπserVπblπtedIgroupIbImetπlIπtomsWIJournaliofiPhysicaliChemistryiAUI
2006UIZZYUIZYYc]Vdd

2.8 17

364
wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIofIqv[IkI†v÷IπndIqv₃tripleIbond]†v[÷I
complexesIprepπredIinIreπctionsIofImethylIhπlidesIwithI†oIπndI·IπtomsWIJournaliofiPhysicali
ChemistryiAUI2006UIZZYUIZ]ZbZVc[

2.8 11

363 wnfrπredI°pectrπIofIqv]â��–btUIqv[–bvtUIπndIqvm–bv[tVItormedIbyI­eπctionIofI†ethylItluorideI
withIzπserVoblπtedI–iobiumIotomsWIOrganometallicsUI2006UI[bUIaddVaea 3.8 13

362  eriodicItrendsIinItheIπgosticIinterπctionIinIzirconiumIπndIhπfniumImethylideneIhydrideIhπlideI
complexesWIChemistryiyianiAsianiJournalUI2006UIZUIaYaVZc 4.5 9

361 wnfrπredIspectrπIofI†Q—vRQZU[UaRIQ†IkI bUI°nRIinIsolidIπrgonWIJournaliofiPhysicaliChemistryiAUI2005UI
ZYfUIfYZ]V[Y 2.8 26

360 wnfrπredIspectrumIπndIstructureIofItheIgoldIdihydroxideImoleculeWIChemicaliCommunicationsUI2005UIaYYZV]5.8 11

359 †ercuryIdihydrideIformsIπIcovπlentImoleculπrIsolidWIPhysicaliChemistryiChemicaliPhysicsUI2005UIdUIdbYVf 3.6 22

358 ­eπctionsIofImethπneIwithItitπniumIπtomsgIqv]TivUIqv[kTiv[UIπgosticIbondingUIπndIQqv]R[Tiv[WI
InorganiciChemistryUI2005UIaaUIae]aVa[ 5.1 54

357 wnfrπredIspectrπIofIqv]VqrvUIqv]V·vUIqv[k·v[UIπndIqv₃tripleIbond]·v]IformedIbyIπctivπtionIofI
qvaIwithIqrIπndI·IπtomsWIInorganiciChemistryUI2005UIaaUIdc]aVa] 5.1 41

356 VUI–bUIπndITπIcomplexesIwithIbenzeneIinIsolidIπrgongIonIinfrπredIspectroscopicIπndIdensityI
functionπlIstudyWIJournaliofiPhysicaliChemistryiAUI2005UIZYfUIa]ZVaY 2.8 40

355 wnfrπredIspectrπIofIqvQ]RV†ovUIqvQ[Rk†ovQ[RUIπndIqvQtripleIbondR†ovQ]RIformedIbyIπctivπtionIofI
qvQaRIbyImolybdenumIπtomsWIJournaliofitheiAmericaniChemicaliSocietyUI2005UIZ[dUIe[[cV]Z 16.4 46

354
TheIqVvIπctivπtionIofImethπneIbyIlπserVπblπtedIzirconiumIπtomsgIqv[k₂rv[UItheIsimplestIcπrbeneI
hydrideIcomplexUIπgosticIbondingUIπndIQqv]R[₂rv[WIJournaliofitheiAmericaniChemicaliSocietyUI2005UI
Z[dUIacbVd]

16.4 67

353 †πtrixIinfrπredIspectrπIπndIdensityIfunctionπlItheoryIcπlculπtionsIofImolybdenumIhydridesWIJournali
ofiPhysicaliChemistryiAUI2005UIZYfUIfY[ZVd 2.8 23

352 wnfrπredIspectrπIπndIelectronicIstructureIcπlculπtionsIforItheIgroupI[ImetπlI†Q—vR[IdihydroxideI
moleculesWIJournaliofiPhysicaliChemistryiAUI2005UIZYfUI[de[Vf[ 2.8 37

351
tormπtionIofIqv]Ti÷UIqv[kTiv÷UIπndIQqv]R[Ti÷[IbyIreπctionIofImethylIchlorideIπndIbromideIwithI
lπserVπblπtedItitπniumIπtomsgIphotoreversibleIπlphπVhydrogenImigrπtionWIInorganiciChemistryUI2005UI
aaUIfdfVee

5.1 35

350 wnfrπredI°pectrπIofItheIqv]â��qrtUIqv[·vtUIπndIqvm·v[tI†oleculesgII­eversibleI hotochemicπlI
wnterconversionIbyI˛–VvydrogenITrπnsferWIOrganometallicsUI2005UI[aUIbcdeVbceb 3.8 24

349 wnfrπredIspectrumIofIvgQ—vR[IinIsolidIneonIπndIπrgonWIInorganiciChemistryUI2005UIaaUIZYeVZ] 5.1 42

348 ­eπctionsIofI†ethπneIwithIvπfniumIotomsgIIqv[vfv[UIogosticIpondingUIπndIQqv]R[vfv[WI
OrganometallicsUI2005UI[aUI[ebaV[ecZ 3.8 40
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347 wnfrπredIspectrumIπndIstructureIofIqv[kThv[WIJournaliofiPhysicaliChemistryiAUI2005UIZYfUIcdfcVe 2.8 65

346 wnfrπredIspectrπIπndIstructuresIofItheIcoinπgeImetπlIdihydroxideImoleculesWIInorganiciChemistryUI
2005UIaaUIfYdcVe] 5.1 28

345 tormπtionIπndIchπrπcterizπtionIofIthoriumImethylideneIqv[kThv÷IcomplexesWIInorganiciChemistryUI
2005UIaaUIecZYVc 5.1 39

344 ­eπctionsIofIlπserVπblπtedIurπniumIπtomsIwithIv[—IinIexcessIπrgongIπImπtrixIinfrπredIπndI
relπtivisticIrtTIinvestigπtionIofIurπniumIoxyhydridesWIInorganiciChemistryUI2005UIaaUI[ZbfVce 5.1 45

343 wnfrπredIspectrπIπndIstructuresIofItheIThQ—vR[IπndIThQ—vRaImoleculesWIPhysicaliChemistryiChemicali
PhysicsUI2005UIdUI]e]aVe 3.6 21

342 wnfrπredIspectrπIofItheIgroupI[ImetπlIdihydroxideImoleculesWIInorganiciChemistryUI2005UIaaUIZZV] 5.1 21

341 wnfrπredIspectrπIπndIstructuresIforIgroupIaIdihydroxideIπndItetrπhydroxideImoleculesWIJournaliofi
PhysicaliChemistryiAUI2005UIZYfUIZYcefVdYZ 2.8 33

340 wnfrπredIspectrumIπndIstructureIofItheIvfQ—vRaImoleculeWIInorganiciChemistryUI2005UIaaUIdZefVf] 5.1 15

339 —neVdimensionπlIpev[IpolymersgIinfrπredIspectrπIπndItheoreticπlIcπlculπtionsWIInorganiciChemistryUI
2005UIaaUIcZYVa 5.1 28

338 ₂incIπndIcπdmiumIdihydroxideImoleculesgImπtrixIinfrπredIspectrπIπndItheoreticπlIcπlculπtionsWI
JournaliofiPhysicaliChemistryiAUI2005UIZYfUI]eafVbd 2.8 27

337 wnfrπredIspectrumIofItheIouVqcYIcomplexWIChemPhysChemUI2005UIcUI[[fV][ 3.2 16

336 ₃v[qm₂rv[]gITheI°implestIqπrbeneIvydrideIqomplexUIogosticIpondingUIπndIqmvIoctivπtionIofIqvaI
toItormI₃Qqv]R[₂rv[]WIAngewandteiChemieUI2005UIZZdUIZZbVZZe 3.6 9

335
₃qv]VV†ot]UI₃qv[k†ovt]UIπndI₃qv₃tripleIbond]†ov[t]IformedIbyIreπctionIofIlπserVπblπtedI
molybdenumIπtomsIwithImethylIfluoridegIpersistentIphotoreversibleIinterconversionIthroughI
πlphπVhydrogenImigrπtionIπndIπgosticIinterπctionWIChemistryiyiAiEuropeaniJournalUI2005UIZZUIbYZdV[]

4.8 20

334 oIdischπrgeIinvestigπtionIofIhydrogenIπndIdeuteriumIπtomIformπtionUIπndIpπrπhydrogenIπndI
orthodeuteriumIreconversionWIJournaliofiChemicaliPhysicsUI2004UIZ[ZUIad[aVf 3.9 10

333 wnfrπredIspectrπIofIindiumIhydridesIinIsolidIhydrogenIπndIofIsolidIindπneWIAngewandteiChemieiyi
InternationaliEditionUI2004UIa]UIZdYcVf 16.4 32

332 °ignificπntIinterπctionsIbetweenIurπniumIπndInobleVgπsIπtomsgIcoordinπtionIofItheIU—[TIcπtionIbyI
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AUI2003UIZYdUIa[aaVa[af 2.8 23
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284 ­eπctionsIofIzπserVoblπtedIuoldIwithI–itricI—xidegIIwnfrπredI°pectrπIπndIrtTIqπlculπtionsIofIou–—I
πndIouQ–—R[IinI°olidIorgonIπndI–eonâ� WIJournaliofiPhysicaliChemistryiAUI2002UIZYcUI][edV][f] 2.8 32
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†etπlIqπtionsIinI°olidI–eonWIJournaliofiPhysicaliChemistryiAUI2002UIZYcUIf[Vfb 2.8 7

282 wnfrπredI°pectrπIofItheI–ovelI°i[v[IπndI°i[vaI°peciesIπndItheI°ivZU[U]IwntermediπtesIinI°olidI
–eonUIorgonUIπndIreuteriumWIJournaliofiPhysicaliChemistryiAUI2002UIZYcUIdcfcVddY[ 2.8 64

281 wnfrπredI°pectrπIofI­hodiumIvydridesIinI°olidIorgonUI–eonUIπndIreuteriumIwithI°upportingI
rensityItunctionπlIqπlculπtionsWIJournaliofiPhysicaliChemistryiAUI2002UIZYcUI]dYcV]dZ] 2.8 42

280 TheItirstIinfrπredIspectrπIπndIquπsirelπtivisticIrtTIstudiesIofItheIU°UIU°Q[RUIπndIU°Q]RImoleculesWI
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279 –obleIgπsVπctinideIcompoundsgIevidenceIforItheIformπtionIofIdistinctIqU—QorRQaVnRQ÷eRQnRIπndI
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273 wnfrπredI°pectrπIofItheI–ovelIue[v[IπndIue[vaI°peciesIπndItheI­eπctiveIuevZU[U]IwntermediπtesI
inI°olidI–eonUIreuteriumIπndIorgonWIJournaliofiPhysicaliChemistryiAUI2002UIZYcUIbeYfVbeZc 2.8 48
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°olidIorgonIπndI–eonWIJournaliofiPhysicaliChemistryiAUI2001UIZYbUI]Yb[V]Yc] 2.8 54
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250
­eπctionsIofIzπserVoblπtedI πllπdiumIπndI lπtinumIotomsIwithI–itricI—xidegIIwnfrπredI°pectrπIπndI
rensityItunctionπlIqπlculπtionsIofI†–—TUYUVIπndI†Q–—R[IinI°olidIorgonIπndI–eonWIJournaliofi
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qπlculπtionsIofI†–—TIπndI†Q–—RxIQ†IkIteUIqoUIxIkIZâ��]hI†IkI–iUIxIkIZUI[RUIπndI†Q–—RxVIQ†IkIqoUI–ihIxIkI
ZUI[RWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUI]fZbV]f[b

2.8 47

248
†πtrixI hotochemistryIofIuπlliumIπndIwndiumIotomsIQ†RIinItheI resenceIofI†ethπnegIItormπtionI
πndIqhπrπcterizπtionIofItheIrivπlentI°peciesIqv]†vIπndIUnivπlentI°peciesIqv]†WIOrganometallicsUI
2000UIZfUIZYcYVZYdY

3.8 43

247
­eπctionsIofIzπserVoblπtedIUIπndIThIwithIq—[g´ I–eonI†πtrixIwnfrπredI°pectrπIπndIrensityI
tunctionπlIqπlculπtionsIofI—Uq—UI—Thq—UIπndI—therI roductsWIJournaliofitheiAmericaniChemicali
SocietyUI2000UIZ[[UIZZaaYVZZaaf

16.4 59

246 wnfrπredI°pectrπIofIU—[UIU—[TUIπndIU—[VIinI°olidI–eonWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUIbafbVbbY[2.8 119

245
qhπrπcterizπtionIofItheI­eπctionI roductsIofIzπserVoblπtedIzπnthπnideI†etπlIotomsIwithI–itricI
—xideWIwnfrπredI°pectrπIofItheI–zn—I†oleculesIinI°olidIorgonâ� WIJournaliofiPhysicaliChemistryiAUI
2000UIZYaUI]aacV]abc

2.8 17

244
­eπctionsIofIzπserVoblπtedI­utheniumIotomsIwithIq—IπndIv[†ixturesg´ IwnfrπredI°pectrπIπndI
rensityItunctionπlITheoryIqπlculπtionsIofIv[­uQq—RxQxkI[â��aRIπndIQv[R­uq—WIJournaliofiPhysicali
ChemistryiAUI2000UIZYaUIfef[VffYY

2.8 11

243 —bservedIπndIqπlculπtedIwnfrπredI°pectrumIofI dQv[RIinI°olidIorgongIIoIzigπndVtreeI°ideVpondedI
†oleculπrIvydrogenIqomplexWIJournaliofitheiAmericaniChemicaliSocietyUI2000UIZ[[UIZZYZZVZZYZ[ 16.4 32

242
­eπctionsIofIzπserVoblπtedIuπUIwnUIπndITlIotomsIwithI–itrogenIotomsIπndI†oleculesWIwnfrπredI
°pectrπIπndIrensityItunctionπlIqπlculπtionsIofIuπ–UI–uπ–UI–wn–UIπndItheI†]–IπndI†–]I†oleculesWI
JournaliofiPhysicaliChemistryiAUI2000UIZYaUIZcaeVZcbb

2.8 58

241
­eπctionsIofIzπserVoblπtedIoluminumIotomsIwithI–itrogenIotomsIπndI†oleculesWIwnfrπredI°pectrπI
πndIrensityItunctionπlIqπlculπtionsIforItheIol–[UIol[–UIol[–[UIol–]UIπndIol]–I†oleculesWIJournali
ofiPhysicaliChemistryiAUI2000UIZYaUIZcbcVZccZ

2.8 68

240 wnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofI†—[UI†—]UIQ—[R†—[UI†—aUI†—[VQ†IkI­eUI
­uUI—sRIπndI­e—]VUI­e—aVinI°olidI–eonIπndIorgonâ� WIJournaliofiPhysicaliChemistryiAUI2000UIZYaUI]abdV]acb2.8 40
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239 ­eπctionsIofIqoUI–iUIπndIquIotomsIwithIq°[gIIwnfrπredI°pectrπIπndIrensityVtunctionπlIqπlculπtionsI
ofI°†q°UI†VQ˛•[Vq°R°UI†Vq°[UIπndI†q°[TIinI°olidIorgonWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUIa]faVaaYZ2.8 22

238
­eπctionsIofIzπserVoblπtedIogIπndIouIotomsIwithIqπrbonI†onoxidegII†πtrixIwnfrπredI°pectrπIπndI
rensityItunctionπlIqπlculπtionsIonIogQq—RnIQnIkI[UI]RUIouQq—RnIQnIkIZUI[RIπndI†Qq—RnTIQnIkIZâ��ahI†IkI
ogUIouRWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUIfZbcVfZca

2.8 90

237 †πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIforIuπ–—UIwn–—UIπndITl–—WIJournaliofi
PhysicaliChemistryiAUI2000UIZYaUIeadbVeadf 2.8 15

236
­eπctionsIofIzπserVoblπtedI­hodiumIπndIwridiumIotomsIwithI–itricI—xideIinI–eonIπndIorgonWI
†πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofI­hQ–—RZV]UIwrQ–—RZV]UI–­h—UI–wr—UI
­h–—TUIπndIwr–—TWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUIZZefdVZZfYe

2.8 10

235
qhπrπcterizπtionIofItheI­eπctionI roductsIofIzπserVoblπtedIzπnthπnideI†etπlIotomsIwithI
†oleculπrIvydrogenWIwnfrπredI°pectrπIofIznvUIznv[UIznv]UIπndIznvaI†oleculesIinI°olidIorgonWI
JournaliofiPhysicaliChemistryiAUI2000UIZYaUIZcaYVZcad

2.8 33

234
­eπctionsIofIzπserVoblπtedI–iUI dUIπndI tIotomsIwithIqπrbonI†onoxidegII†πtrixIwnfrπredI°pectrπI
πndIrensityItunctionπlIqπlculπtionsIonI†Qq—RnIQnIkIZâ��aRUI†Qq—RnVIQnIkIZâ��]RUIπndI†Qq—RnTIQnIkIZâ��[RUI
Q†IkI–iUI dUI tRWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUI]fYbV]fZa

2.8 94

233 †πtrixIinfrπredIspectroscopicIstudyIofImπgnesiumIcπrbeneIπndIcπrbenoidIrπdicπlsIπndIπnπlysisIofI
theirIbondingIwithIdensityIfunctionπlIcπlculπtionsWIInorganiciChemistryUI2000UI]fUIZ[YaVZb 5.1 19

232 †πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofI†πngπneseIπndI­heniumIqπrbonylI
–eutrπlIπndIonionIqomplexesWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUIeeedVeefd 2.8 32

231
­eπctionsIofIzπserVoblπtedI—smiumIπndI­utheniumIotomsIwithI–itricI—xideIinI–eonIπndIorgonWI
†πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofI—sQ–—RZV]UI­uQ–—RZV]UI–—s—UI
–­u—UI—s–—TIπndI­u–—TWIJournaliofiPhysicaliChemistryiAUI2000UIZYaUIecefVedYZ

2.8 8

230
­eπctionsIofIzπserVoblπtedI—smiumIπndI­utheniumIotomsIwithI–itrogenWI†πtrixIwnfrπredI°pectrπI
πndIrensityItunctionπlIqπlculπtionsIofI—smiumIπndI­utheniumI–itridesIπndIrinitridesWIJournaliofi
PhysicaliChemistryiAUI2000UIZYaUIZZb[VZZcZ

2.8 23

229 wnfrπredIspectrπIofItheIq—[â��IπndIq[—aâ��IπnionsIisolπtedIinIsolidIπrgonWIJournaliofiChemicaliPhysicsUI
1999UIZZYUI[aZaV[a[[ 3.9 70

228
­eπctionsIofIlπserVπblπtedIironIπtomsIπndIcπtionsIwithIcπrbonImonoxidegIwnfrπredIspectrπIofI
teq—TUIteQq—R[TUIteQq—RxUIπndIteQq—Rxâ��IQxkZâ��aRIinIsolidIneonWIJournaliofiChemicaliPhysicsUI1999UI
ZZYUIZY]dYVZY]df

3.9 65

227 wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIofIquQq—RZâ��aTUIquQq—RZâ��]UIπndIquQq—RZâ��]â��IinI
solidIneonWIJournaliofiChemicaliPhysicsUI1999UIZZZUIabaeVabbd 3.9 65

226 vtIstretchingâ��bendingIcombinπtionIbπndsIforIsmπllIcomplexesIinIsolidIπrgonWIJournaliofiChemicali
PhysicsUI1999UIZZZUIbffbVbffe 3.9 7

225 onIinfrπredIspectroscopicIπndIdensityIfunctionπlIinvestigπtionIofIdinitrogenIπctivπtionIbyIgroupIwVI
metπlIπtomsWIJournaliofiChemicaliPhysicsUI1999UIZZYUIfY[YVfY]Z 3.9 35

224 wnfrπredIspectrπIofIcyclicV—cTIπndItrπnsV—cTIinIsolidIneonIπndIπrgonWIJournaliofiChemicaliPhysicsUI
1999UIZZYUIfabYVfabc 3.9 40

223 ­eπctionsIofIlπserVπblπtedIsilverIπndIgoldIπtomsIwithIdioxygenIπndIdensityIfunctionπlItheoryI
cπlculπtionsIofIproductImoleculesWIComputationaliandiTheoreticaliChemistryUI1999UIaefUIfbVZYe 31

222 wnfrπredIspectrumIofIqqvTIinIsolidIπrgonIπndIneonWIJournaliofiChemicaliPhysicsUI1999UIZZYUIaabdVaacc 3.9 37
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221
­eπctionsIofIzπserVoblπtedIqoUI­hUIπndIwrIwithIq—gIIwnfrπredI°pectrπIπndIrensityItunctionπlI
qπlculπtionsIofItheI†etπlIqπrbonylI†oleculesUIqπtionsIπndIonionsIinI°olidI–eonWIJournaliofiPhysicali
ChemistryiAUI1999UIZY]UIddd]Vddea

2.8 70

220 wnfrπredIspectrπIofItheIq[—aTIcπtionIπndIq[—aâ��IπnionIisolπtedIinIsolidIneonWIJournaliofiChemicali
PhysicsUI1999UIZZYUIce[YVce[c 3.9 46

219
­eπctionsIofIzπserVoblπtedIwridiumIotomsIwithI—[WIwnfrπredI°pectrπIπndIrtTIqπlculπtionsIforI
wridiumIrioxideIπndI eroxoIwridiumQVwRIrioxideIinI°olidIorgonWIJournaliofiPhysicaliChemistryiAUI1999UI
ZY]UIaZe[VaZfY

2.8 30

218 wnfrπredIspectrπIπndIdensityIfunctionπlIcπlculπtionsIofItheIqr—[â��UI†o—[â��UIπndI·—[â��ImoleculπrI
πnionsIinIsolidIneonWIJournaliofiChemicaliPhysicsUI1999UIZZZUIa[]YVa[]e 3.9 57

217 wnfrπredIspectrπIofIQ–—R[â��IπndIQ–—R[TIisomersItrπppedIinIsolidIneonWIJournaliofiChemicaliPhysicsUI
1999UIZZZUIcY]cVcYaZ 3.9 29

216 oIturtherI°tudyIofItheI roductsIofI°cπndiumIπndIrioxygenI­eπctionsWIJournaliofiPhysicaliChemistryi
AUI1999UIZY]UIbac]Vbacd 2.8 58

215
­eπctionsIofIzπserVoblπtedIüIπndIzπIotomsUIqπtionsIπndIslectronsIwithI—[WIwnfrπredI°pectrπIπndI
rensityItunctionπlIqπlculπtionsIofItheI†—UI†—TUI†—[UI†—[TUIπndI†—[VI°peciesIinI°olidIorgonWI
JournaliofiPhysicaliChemistryiAUI1999UIZY]UIcb[bVcb][

2.8 50

214
qhπrπcterizπtionIofItheI­eπctionI roductsIofIzπserVoblπtedIsπrlyIzπnthπnideI†etπlIotomsIwithI
†oleculπrI—xygenWIwnfrπredI°pectrπIofIzn—UIzn—TUIzn—VUIzn—[UIzn—[TUIzn—[VUIzn—]VUIπndIQzn—R[IinI
°olidIorgonWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UI]ZdZV]Ze]

2.8 66

213
qhπrπcterizπtionIofItheI­eπctionI roductsIofIzπserVoblπtedIzπteIzπnthπnideI†etπlIotomsIwithI
rinitrogenWI†πtrixIw­I°pectrπIofIzn–UIQzn–R[UIπndIznQ––RxI†oleculesWIJournaliofiPhysicaliChemistryi
AUI1999UIZY]UIZ]ZZVZ][Z

2.8 16

212 ­eπctionsIofIzπserVoblπtedI†oIπndI·IotomsIwithIrinitrogengIIwnfrπredI°pectrπIofI†etπlI–itridesUI
rinitridesUIπndIqomplexesIinI°olidIorgonIπndI–itrogenWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UIacafVacbe2.8 15

211
­eπctionsIofIzπserIoblπtedI­hodiumIotomsIwithI–itrogenIotomsIπndI†oleculesWIwnfrπredI°pectrπI
πndIrensityItunctionπlIqπlculπtionsIonI­hodiumI–itridesIπndIrinitrogenIqomplexesWIJournaliofi
PhysicaliChemistryiAUI1999UIZY]UI]aZYV]aZd

2.8 32

210 wnfrπredIspectrπIπndIpseudopotentiπlIcπlculπtionsIforI–U—TUI–U—UIπndI–Th—IinIsolidIneonWIJournali
ofiChemicaliPhysicsUI1999UIZZZUIZZYaaVZZYaf 3.9 71

209 wnfrπredI°pectroscopicIπndIrensityItunctionπlITheoreticπlIwnvestigπtionIofItheI­eπctionI roductsI
ofIzπserVoblπtedI₂rUIvfUIπndIThIotomsIwithI–itricI—xideWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UIae]cVaeaa2.8 35

208 ­eπctionsIofIThIotomsIwithIq—g´ ITheItirstIThoriumIqπrbonylIqomplexIπndIπnIUnprecedentedIpentI
TripletIwnsertionI roductWIJournaliofitheiAmericaniChemicaliSocietyUI1999UIZ[ZUIZ[ZeeVZ[Zef 16.4 45

207 wnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofI­uq—TUI—sq—TUI­uQq—RxUI—sQq—RxUI­uQq—RxVI
πndI—sQq—RxVIQxIkIZâ��aRIinI°olidI–eonWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UIcfbcVcfce 2.8 35

206 wnfrπredI°pectrπIofIq–b—UIq†—VUI—†qq—UIQq[R†—[UIπndI†Qq—RxIQxIkIZâ��cRIQ†IkI–bUITπRIinI°olidI
–eonWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UIddebVddfa 2.8 25

205 oIremonstrπtionIofIwdeπlIuπsI rinciplesIUsingIπItootbπllWIJournaliofiChemicaliEducationUI1999UIdcUIc[[ 2.4 6

204 †πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofI°cq—UI°cq—VUIπndI°cq—TWIJournaliofi
PhysicaliChemistryiAUI1999UIZY]UI[fcaV[fdZ 2.8 39
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203
­eπctionsIofIzπserVoblπtedI­hodiumIotomsIwithI—[WIwnfrπredI°pectrπIπndIrtTIqπlculπtionsIforI
­h—UI—­h—UIQ—[R­h—[UI­h[—[UI­hQ—[RIπndIQ—[R­hQ—[RIinI°olidIorgonWIJournaliofiPhysicaliChemistryi
AUI1999UIZY]UIaeabVaeba

2.8 36

202 wnfrπredI°pectrπIofI—†q—IQ†IkIqrâ��–iRUI—†q—VIQ†IkIqrâ��quRUIπndI†q—[VIQ†IkIqoâ��quRIinI°olidIorgonWI
JournaliofiPhysicaliChemistryiAUI1999UIZY]UI[YZ]V[Y[] 2.8 53

201
qhπrπcterizπtionIofItheI­eπctionI roductsIofIzπserVoblπtedIzπteIzπnthπnideI†etπlIotomsIwithI
†oleculπrI—xygengIIwnfrπredI°pectrπIofIzn—UIzn—TUIzn—VUIzn—[UIzn—[VUIzn—]VUIπndIQzn—R[IinI°olidI
orgonWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UIcfd[Vcfe]

2.8 34

200 wnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofI°mπllIVπnπdiumIπndITitπniumIqπrbonylI
†oleculesIπndIonionsIinI°olidI–eonWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UIb[bfVb[ce 2.8 44

199 wnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIforI—†q—UI—†â��Q˛•[Vq—RUI—†q—TUIπndI—†—qTI
Q†IkIVUITiRIinI°olidIorgonWIJournaliofiPhysicaliChemistryiAUI1999UIZY]UI[YccV[Ydb 2.8 45

198
­eπctionIofIzπserVoblπtedIUrπniumIotomsIwithIq—gIIwnfrπredI°pectrπIofItheIqU—UIqU—VUI—Uqq—UI
Q˛•[Vq[RU—[UIπndIUQq—RxIQxIkIZâ��cRI†oleculesIinI°olidI–eonWIJournaliofitheiAmericaniChemicaliSociety
UI1999UIZ[ZUIfdZ[Vfd[Z

16.4 103

197 wnfrπredI°pectrπIofI­hq—TUI­hq—UIπndI­hq—VinI°olidI–eong´ IoI°cπleIforIqhπrgeIinI°upportedI­hQq—RI
qπtπlystI°ystemsWIJournaliofitheiAmericaniChemicaliSocietyUI1999UIZ[ZUIfZdZVfZdb 16.4 56

196
­eπctionsIofIzπserVoblπtedI†olybdenumIπndITungstenIotomsIwithI–itricI—xideWIwnfrπredI°pectrπIofI
theI†–UI–†—UIπndI†V˛•IZVQ–—RxIQxIkIZUI[UI]UIaRI†oleculesIπndIQ–—R[TIπndIQ–—R[VIwonsIinI°olidIorgonWI
JournaliofiPhysicaliChemistryiAUI1999UIZY]UIaZcdVaZd]

2.8 26

195
­eπctionsIofIzπserVoblπtedI lπtinumIπndI πllπdiumIotomsIwithIrioxygenWI†πtrixIwnfrπredI°pectrπI
πndIrensityItunctionπlIqπlculπtionsIofI lπtinumI—xidesIπndIqomplexesIπndI πllπdiumIqomplexesWI
JournaliofiPhysicaliChemistryiAUI1999UIZY]UIbabcVbac[

2.8 52

194
­eπctionsIofIzπserVoblπtedIVπnπdiumIotomsIwithI–itricI—xideWIwnfrπredI°pectrπIπndIrensityI
tunctionπlIqπlculπtionsIonI–V—UIVâ��˛•IZV–—UIVâ��Q˛•ZV–—R[UIVâ��Q˛•ZV–—R]UIπndIVâ��˛•I[V–—WIJournaliofi
PhysicaliChemistryiAUI1999UIZY]UIadeVaea

2.8 21

193
onIwnfrπredI°pectroscopicIπndIrensityItunctionπlITheoreticπlIwnvestigπtionIofItheI­eπctionI
 roductsIofIzπserVoblπtedI°cπndiumIπndITitπniumIotomsIwithI–itricI—xideWIJournaliofiPhysicali
ChemistryiAUI1999UIZY]UIZZZbVZZ[b

2.8 32

192 ­eπctionsIofIüttriumIπndIzπnthπnumIotomsIwithI–itrogenWIwnfrπredI°pectrπIofItheI†etπlI–itridesI
πndIrinitrogenIqomplexesIinI°olidIorgonIπndI–itrogenWIJournaliofiPhysicaliChemistryiAUI1998UIZY[UI]cfdV]dYa2.8 31

191 TheIvibrπtionπlIfrequenciesIofIqπ—[UI°c—[UIπndITi—[gIπIcompπrisonIofItheoreticπlImethodsWI
TheoreticaliChemistryiAccountsUI1998UIffUIZYcVZZ[ 1.9 29

190
­eπctionsIofIzπserVoblπtedI–iobiumIπndITπntπlumIotomsIwithI–—WIwnfrπredI°pectrπIofItheI–†—UI
†Q˛•ZV–—RxQxkI[UI]RUIπndIQ–[RQ†—[RI†oleculesIinI°olidIorgonWIJournaliofiPhysicaliChemistryiAUI1998UI
ZY[UIZYY[bVZYY]Z

2.8 13

189
­eπctionsIofIzπserVoblπtedI–iobiumUITπntπlumUIπndI­heniumIotomsIwithI–itrogenIotomsIπndI
†oleculesWIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofItheI†etπlI–itrideIπndIrinitrideI
†oleculesWIJournaliofiPhysicaliChemistryiAUI1998UIZY[UIfYcZVfYdZ

2.8 39

188 †πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofIThreeIolUI–UI—IwsomersWIJournaliofi
PhysicaliChemistryiAUI1998UIZY[UIbYZfVbY[c 2.8 11

187 †πtrixIwnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIofIqoQq—RxVIQxIkIZUI[UI]UIaRIonionsWI
JournaliofiPhysicaliChemistryiAUI1998UIZY[UIZY[bYVZY[bd 2.8 27

186
oI†πtrixVwsolπtionIπndIrensityItunctionπlITheoryI°tudyIofItheI­eπctionsIofIzπserVoblπtedI
perylliumUI†πgnesiumUIπndIqπlciumIotomsIwithI†ethπneWIJournaliofitheiAmericaniChemicaliSocietyUI
1998UIZ[YUIcYfdVcZYa

16.4 35
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185
­eπctionsIofIzπserVoblπtedIporonIotomsIwithIsthyleneIπndIsthπneWIwnfrπredI°pectrπIπndIrtTI
qπlculπtionsIforI°everπlI–ovelIpq[vxIQxIkIZUI[UI]UIaUIbRI†oleculesWIJournaliofiPhysicaliChemistryiAUI
1998UIZY[UI][bfV][cd

2.8 30

184
­eπctionsIofIlπserVπblπtedIironIπtomsIwithIcπrbonImonoxidegIwnfrπredIspectrπIπndIdensityI
functionπlIcπlculπtionsIofItexq—UIteQq—RxUIπndIteQq—Rxâ��IQxkZU[U]RIinIsolidIπrgonWIJournaliofi
ChemicaliPhysicsUI1998UIZYfUIZYef]VZYfYa

3.9 71

183
­eπctionsIofI†πngπneseIπndI­heniumIotomsIwithI–—WIwnfrπredI°pectrπIπndIrensityItunctionπlI
qπlculπtionsIofI˛•ZIπndI˛•[IodditionIπndIwnsertionI­eπctionI roductsWIJournaliofiPhysicaliChemistryiAUI
1998UIZY[UIZYYaZVZYYbY

2.8 16

182 ­eπctionsIofIzπserVoblπtedIqhromiumIotomsIwithI–itricI—xidegIIwnfrπredI°pectrπIofI–qr—UI
qrâ��Q˛•ZV–—R÷IQxIkIZUI[UI]UIaRUIπndIqrV˛•[V–—IinI°olidIorgonWIJournaliofiPhysicaliChemistryiAUI1998UIZY[UIdab[VdacZ2.8 29

181 wnfrπredI°pectrπIπndIrensityItunctionπlIqπlculπtionsIforI—°cq—UI°cVQ˛•[V—qR—UI—°cVQ˛•[Vq—RUIπndI
ThreeI—°cq—TIqπtionIwsomersIinI°olidIorgonWIJournaliofitheiAmericaniChemicaliSocietyUI1998UIZ[YUIZ][]YVZ][]f16.4 64
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