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376 uζ−rningEmζsignE{ulζsEforE}ζlζβtivζExxiγ−tionEl−t−lystsEfromEqighR†hroughputEnxpζrimζnt−tionE
−nγEjrtifiβi−lErntζlligζnβζSSEACSfCatalysisQE2022QEVWQEWWWXRWWXW 13.1 5

375 jrtifiβi−lRintζlligζnβζRγrivζnEγisβovζryEofEβ−t−lystEgζnζsEwithE−ppliβ−tionEtoElxE−βtiv−tionEonE
sζmiβonγuβtorEoxiγζsSSENaturefCommunicationsQE2022QEVXQEYVb 17.4 13

374 }r}}xPPcEjElPPErmplζmζnt−tionEofEthζE}urζRrnγζpζnγζnβζE}βrζζningE−nγE}p−rsifyingExpζr−torE
jppro−βhSEJournalfoffOpenfSourcefSoftwareQE2022QE_QEXb^U 5.2 1

373 ojr{Eγ−t−Eζn−αlingEnζwEhorizonsEforEm−tζri−lsErζsζ−rβhSSENatureQE2022QE^UYQE^XZR^YW 50.4 6

372 {o−γm−pEonEorg−niβâ��inorg−niβEhyαriγEpζrovskitζEsζmiβonγuβtorsE−nγEγζviβζsSEAPLfMaterialsQE2021QE
bQEVUbWUW 5.7 28

371 jllRζlζβtronEpζrioγiβEpU“UEimplζmζnt−tionEwithEnumζriβ−lE−tomiβEorαit−lEα−sisEfunβtionscE
jlgorithmE−nγEαζnβhm−rksSEPhysicalfReviewfMaterialsQE2021QEZQE 3.2 11

370 xy†rvjmnQE−nEjyrEforEζxβh−ngingEm−tζri−lsEγ−t−SEScientificfDataQE2021QEaQEWV_ 8.2 8

369 v−tζri−lsEgζnζsEofEhζtζrogζnζousEβ−t−lysisEfromEβlζ−nEζxpζrimζntsE−nγE−rtifiβi−lEintζlligζnβζSSEMRSf
BulletinQE2021QEY^QEVUV^RVUW^ 3.2 11

368 prv}cEpr−phiβ−lErntζrf−βζEforEv−tζri−lsE}imul−tionsSEJournalfoffOpenfSourcefSoftwareQE2021QE^QEW_^_ 5.2

367 jrtifiβi−lEintζlligζnβζEforEhighRthroughputEγisβovζryEofEtopologiβ−lEinsul−torscE†hζEζx−mplζEofE
−lloyζγEtζtr−γymitζsSEPhysicalfReviewfMaterialsQE2020QEYQE 3.2 13

366 jnh−rmoniβityEmζ−surζEforEm−tζri−lsSEPhysicalfReviewfMaterialsQE2020QEYQE 3.2 14

365 oqrRviαζscEjαErnitioEViαr−tion−lE}imul−tionsSEJournalfoffOpenfSourcefSoftwareQE2020QEZQEW^_V 5.2 3

364 kigEm−t−RmrivζnEv−tζri−lsE}βiζnβζE−nγErtsEojr{Em−t−Ernfr−struβturζE2020QEYbR_X 12

363 yζnt−βζnζE−nγEtζtr−βζnζEmolζβulζsE−nγEfilmsEonEqT}iMVVVNcElζvζlE−lignmζntEfromEhyαriγEγζnsityE
funβtion−lEthζorySEElectronicfStructureQE2020QEWQEUXZUUW 2.6 6

362 †ow−rγsEnxpζrimζnt−lEq−nγαooksEinEl−t−lysisSETopicsfinfCatalysisQE2020QE^XQEV^aXRV^bb 2.3 11

361 oullyE−nh−rmoniβEnonpζrturα−tivζEthζoryEofEviαroniβ−llyErζnorm−lizζγEζlζβtroniβEα−nγEstruβturζsSE
PhysicalfReviewfBQE2020QEVUWQE 3.3 11

360 rγζntifyingEγom−insEofE−ppliβ−αilityEofEm−βhinζElζ−rningEmoγζlsEforEm−tζri−lsEsβiζnβζSENaturef
CommunicationsQE2020QEVVQEYYWa 17.4 29
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359 }imult−nζousElζ−rningEofEsζvζr−lEm−tζri−lsEpropζrtiζsEfromEinβomplζtζEγ−t−α−sζsEwithEmultiRt−skE
}r}}xSEJPhysfMaterialsQE2019QEWQEUWYUUW 4.2 45

358 voγul−tionEofEthζE“orkEounβtionEαyEthζEjtomiβE}truβturζEofE}trongExrg−niβEnlζβtronEjββζptorsEonE
qR}iMVVVNSEAdvancedfElectronicfMaterialsQE2019QEZQEVaUUabV 6.4 21

357
v−inRgroupEtζstEsζtEforEm−tζri−lsEsβiζnβζE−nγEζnginζζringEwithEusζrRfriζnγlyEgr−phiβ−lEtoolsEforE
ζrrorE−n−lysiscEsystζm−tiβEαζnβhm−rkEofEthζEnumζriβ−lE−nγEintrinsiβEζrrorsEinEst−tζRofRthζR−rtE
ζlζβtroniβRstruβturζE−pproxim−tionsSENewfJournalfoffPhysicsQE2019QEWVQEUVXUWZ

2.9 10

356 †hζEwxvjmEl−αor−torycEfromEγ−t−Esh−ringEtoE−rtifiβi−lEintζlligζnβζSEJPhysfMaterialsQE2019QEWQEUX^UUV 4.2 77

355 wζwEtolζr−nβζEf−βtorEtoEprζγiβtEthζEst−αilityEofEpζrovskitζEoxiγζsE−nγEh−liγζsSESciencefAdvancesQE
2019QEZQEζ−−vU^bX 14.3 376

354 kζnζfitsEfromEusingEmixζγEprζβisionEβomput−tionsEinEthζEnuyjRjnxE−nγEn}}n”RrrEζigζnsolvζrE
projζβtsSEJapanfJournalfoffIndustrialfandfAppliedfMathematicsQE2019QEX^QE^bbR_V_ 0.6 7

353
v−ssivζRy−r−llζlErmplζmζnt−tionEofEthζE{ζsolutionRofRrγζntityElouplζγRllustζrEjppro−βhζsEinEthζE
wumζriβEjtomRlζntζrζγExrαit−lEor−mζworkEforEvolζβul−rE}ystζmsSEJournalfoffChemicalfTheoryfandf
ComputationQE2019QEVZQEY_WVRY_XY

6.4 15

352 mζtζrminingEsurf−βζEph−sζEγi−gr−msEinβluγingE−nh−rmoniβEζffζβtsSEPhysicalfReviewfBQE2019QEVUUQE 3.3 5

351 †woRtoRthrζζEγimζnsion−lEtr−nsitionEinEnζutr−lEgolγEβlustζrscE†hζEβruβi−lErolζEofEv−nEγζrE“−−lsE
intζr−βtionsE−nγEtζmpζr−turζSEPhysicalfReviewfMaterialsQE2019QEXQE 3.2 24

350 nlζβtronRphononEβouplingEinEγRζlζβtronEsoliγscEjEtζmpζr−turζRγζpζnγζntEstuγyEofErutilζE†ixWEαyE
firstRprinβiplζsEthζoryE−nγEtwoRphotonEphotoζmissionSEPhysicalfReviewfResearchQE2019QEVQE 3.9 5

349 kigEm−t−RmrivζnEv−tζri−lsE}βiζnβζE−nγErtsEojr{Em−t−Ernfr−struβturζE2019QEVRWZ 3

348 kζyonγE}β−lingE{ζl−tionsEforEthζEmζsβriptionEofEl−t−lytiβEv−tζri−lsSEACSfCatalysisQE2019QEbQEW_ZWRW_Zb 13.1 95

347 y−r−mζtriβ−llyEβonstr−inζγEgζomζtryErζl−x−tionsEforEhighRthroughputEm−tζri−lsEsβiζnβζSENpjf
ComputationalfMaterialsQE2019QEZQE 10.9 8

346 lrowγRsourβingEm−tζri−lsRsβiζnβζEβh−llζngζsEwithEthζEwxvjmEWUVaEt−gglζEβompζtitionSENpjf
ComputationalfMaterialsQE2019QEZQE 10.9 22

345 lomp−βtErζprζsζnt−tionEofEonζRp−rtiβlζEw−vζfunβtionsE−nγEsβ−l−rEfiζlγsEoαt−inζγEfromE
ζlζβtroniβRstruβturζEβ−lβul−tionsSEComputerfPhysicsfCommunicationsQE2019QEWX_QEYWRY^ 4.2

344 oirstRprinβiplζsEsupζrβζllEβ−lβul−tionsEofEsm−llEpol−ronsEwithEpropζrE−ββountEforElongRr−ngζE
pol−riz−tionEζffζβtsSENewfJournalfoffPhysicsQE2018QEWUQEUXXUWX 2.9 25

343 uoβ−lEjtomiβEjrr−ngζmζntsE−nγEk−nγE}truβturζEofEkoronEl−rαiγζSEAngewandtefChemieftf
InternationalfEditionQE2018QEZ_QE^VXUR^VXZ 16.4 25

342 rnsightfulEβl−ssifiβ−tionEofEβryst−lEstruβturζsEusingEγζζpElζ−rningSENaturefCommunicationsQE2018QEbQEW__Z 17.4 151
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341 }r}}xcEjEβomprζssζγRsζnsingEmζthoγEforEiγζntifyingEthζEαζstElowRγimζnsion−lEγζsβriptorEinE−nE
immζnsityEofEoffζrζγEβ−nγiγ−tζsSEPhysicalfReviewfMaterialsQE2018QEWQE 3.2 170

340 wxvjmcE†hζEojr{EβonβζptEforEαigEγ−t−RγrivζnEm−tζri−lsEsβiζnβζSEMRSfBulletinQE2018QEYXQE^_^R^aW 3.2 155

339 jllRζlζβtronQErζ−lRsp−βζEpζrturα−tionEthζoryEforEhomogζnζousEζlζβtriβEfiζlγscEthζoryQE
implζmζnt−tionQE−nγE−ppliβ−tionEwithinEmo†SENewfJournalfoffPhysicsQE2018QEWUQEU_XUYU 2.9 20

338 yζrform−nβζEofEv−riousEγζnsityRfunβtion−lE−pproxim−tionsEforEβohζsivζEpropζrtiζsEofE^YEαulkEsoliγsSE
NewfJournalfoffPhysicsQE2018QEWUQEU^XUWU 2.9 110

337 u−ttiβζEγyn−miβsEβ−lβul−tionsEα−sζγEonEγζnsityRfunβtion−lEpζrturα−tionEthζoryEinErζ−lEsp−βζSE
ComputerfPhysicsfCommunicationsQE2017QEWVZQEW^RY^ 4.2 27

336 Unγζrst−nγingEα−nγEg−psEofEsoliγsEinEgζnζr−lizζγEtohnR}h−mEthζorySEProceedingsfoffthefNationalf
AcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaQE2017QEVVYQEWaUVRWaU^ 11.5 280

335 uζ−rningEphysiβ−lEγζsβriptorsEforEm−tζri−lsEsβiζnβζEαyEβomprζssζγEsζnsingSENewfJournalfoffPhysicsQE
2017QEVbQEUWXUV_ 2.9 72

334 uiTvgxEl−t−lystsEmopζγEwithEjlioRv−lζntEronsSEy−rtErrcEuoβ−lE†opologyEUnr−vζlζγEαyEny{Twv{E−nγE
mo†EvoγζlingSEChemCatChemQE2017QEbQEXZb_RX^VU 5.2 10

333 lomput−tion−lEm−tζri−lscExpζnEγ−t−EsζttlζγEinEm−tζri−lsEthζorySENatureQE2017QEZYaQEZWX 50.4 6

332 UnβovζringEstruβturζRpropζrtyErζl−tionshipsEofEm−tζri−lsEαyEsuαgroupEγisβovζrySENewfJournalfoff
PhysicsQE2017QEVbQEUVXUXV 2.9 61

331 oorm−tionEofEV−β−nβiζsEinE}iRE−nγEpζRα−sζγEll−thr−tζscE{olζEofEnlζβtronEuoβ−liz−tionE−nγE}ymmζtryE
krζ−kingSEPhysicalfReviewfLettersQE2017QEVVaQEWX^YUV 7.4 16

330 †ow−rγsEζffiβiζntEγ−t−Eζxβh−ngζE−nγEsh−ringEforEαigRγ−t−EγrivζnEm−tζri−lsEsβiζnβζcEmζt−γ−t−E−nγE
γ−t−Eform−tsSENpjfComputationalfMaterialsQE2017QEXQE 10.9 53

329 jα´ rnitioEprζζnRtuαoEjppro−βhEforEthζE†hζrm−lElonγuβtivityEofE}oliγsSEPhysicalfReviewfLettersQE2017
QEVVaQEV_ZbUV 7.4 58

328 †ow−rγsEnffiβiζntExrαit−lRmζpζnγζntEmζnsityEounβtion−lsEforE“ζ−kE−nγE}trongElorrζl−tionSEPhysicalf
ReviewfLettersQE2016QEVV_QEVXXUUW 7.4 18

327 mζnsityEfunβtion−lEthζoryEstuγyEofEthζE˛–â��˛‡Eph−sζEtr−nsitionEinEβζriumcE{olζEofEζlζβtronEβorrζl−tionE
−nγEfRorαit−lEloβ−liz−tionSEPhysicalfReviewfBQE2016QEbXQE 3.3 15

326 nnforβingEthζElinζ−rEαζh−viorEofEthζEtot−lEζnζrgyEwithEhyαriγEfunβtion−lscErmpliβ−tionsEforEβh−rgζE
tr−nsfζrQEintζr−βtionEζnζrgiζsQE−nγEthζEr−nγomRph−sζE−pproxim−tionSEPhysicalfReviewfBQE2016QEbYQE 3.3 40

325 }ζlfRβonsistζntEprζζnLsEfunβtionEζmαζγγingEforE−γv−nβζγEζlζβtroniβEstruβturζEmζthoγsEα−sζγEonE−E
γyn−miβ−lEmζ−nRfiζlγEβonβζptSEPhysicalfReviewfBQE2016QEbXQE 3.3 26

324 {ζproγuβiαilityEinEγζnsityEfunβtion−lEthζoryEβ−lβul−tionsEofEsoliγsSEScienceQE2016QEXZVQE−−γXUUU 33.3 784
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323 “−vζRfunβtionEinspirζγEγζnsityEfunβtion−lE−ppliζγEtoEthζEqWTI{{rm{q}}}ø{W}×{P}IEβh−llζngζSENewf
JournalfoffPhysicsQE2016QEVaQEU_XUW^ 2.9 10

322 qyαriγEfunβtion−lsEforEl−rgζEpζrioγiβEsystζmsEinE−nE−llRζlζβtronQEnumζriβE−tomRβζntζrζγEα−sisE
fr−mζworkSEComputerfPhysicsfCommunicationsQE2015QEVbWQE^UR^b 4.2 89

321 vultisβ−lζE−ppro−βhEtoEthζEζlζβtroniβEstruβturζEofEγopζγEsζmiβonγuβtorEsurf−βζsSEPhysicalfReviewfB
QE2015QEbVQE 3.3 24

320 kigEγ−t−EofEm−tζri−lsEsβiζnβζcEβritiβ−lErolζEofEthζEγζsβriptorSEPhysicalfReviewfLettersQE2015QEVVYQEVUZZUX 7.4 495

319 jllRζlζβtronEform−lismEforEtot−lEζnζrgyEstr−inEγζriv−tivζsE−nγEstrζssEtζnsorEβomponζntsEforEnumζriβE
−tomRβζntζrζγEorαit−lsSEComputerfPhysicsfCommunicationsQE2015QEVbUQEXXRZU 4.2 58

318 nviγζnβζEforEphotogζnζr−tζγEintζrmζγi−tζEholζEpol−ronsEinE nxSENaturefCommunicationsQE2015QE^QE^bUV17.4 42

317 w−tivζElikζEhζliβζsEinE−Espζβi−llyEγζsignζγE˛†EpζptiγζEinEthζEg−sEph−sζSEPhysicalfChemistryfChemicalf
PhysicsQE2015QEV_QEZX_^RaZ 3.6 13

316 p“VUUcEkζnβhm−rkingEpU“UEforEvolζβul−rE}ystζmsSEJournalfoffChemicalfTheoryfandfComputationQE
2015QEVVQEZ^^ZRa_ 6.4 207

315
nxploringEthζEβonform−tion−lEprζfζrζnβζsEofEWURrζsiγuζEpζptiγζsEinEisol−tioncEjβRjl−VbRuysEPE
qMPNvsSEjβRuysRjl−VbEPEqMPNE−nγEthζEβurrζntErζ−βhEofEmo†SEPhysicalfChemistryfChemicalfPhysicsQE2015QE
V_QE_X_XRaZ

3.6 42

314 jββur−tζEloβ−lizζγErζsolutionEofEiγζntityE−ppro−βhEforElinζ−rRsβ−lingEhyαriγEγζnsityEfunβtion−lsE−nγE
forEm−nyRαoγyEpζrturα−tionEthζorySENewfJournalfoffPhysicsQE2015QEV_QEUbXUWU 2.9 65

313 “hyEgr−phζnζEgrowthEisEvζryEγiffζrζntEonEthζElEf−βζEth−nEonEthζE}iEf−βζEofE}ilcErnsightsEfromE
surf−βζEζquiliαri−E−nγEthζEMXˆ�XNâ��Xlâ��}ilMV´flV´flV´flNErζβonstruβtionSEPhysicalfReviewfBQE2015QEbVQE 3.3 11

312 kζyonγEthζEp“E−pproxim−tioncEjEsζβonγRorγζrEsβrζζnζγEζxβh−ngζEβorrζβtionSEPhysicalfReviewfBQE
2015QEbWQE 3.3 37

311 }t−tiβEβorrζl−tionE−nγEζlζβtronEloβ−liz−tionEinEmolζβul−rEγimζrsEfromEthζEsζlfRβonsistζntE{yjE−nγE
p“E−pproxim−tionSEPhysicalfReviewfBQE2015QEbVQE 3.3 46

310 uζngthEγζpζnγζnβζEofEioniz−tionEpotζnti−lsEofEtr−ns−βζtylζnζscErntζrn−llyEβonsistζntEmo†Tp“E
−ppro−βhSEPhysicalfReviewfBQE2015QEbWQE 3.3 25

309 rnsightEintoEorg−niβErζ−βtionsEfromEthζEγirζβtEr−nγomEph−sζE−pproxim−tionE−nγEitsEβorrζβtionsSE
JournalfoffChemicalfPhysicsQE2015QEVYXQEVYYVVZ 3.9 11

308 rntζgζrEvζrsusEor−βtion−lElh−rgζE†r−nsfζrE−tEvζt−lMTrnsul−torNTxrg−niβErntζrf−βζscEluMTw−llNT†lwnSE
ACSfNanoQE2015QEbQEZXbVRYUY 16.7 48

307 vultiRl−ttiβζEtinζtiβEvontζEl−rloE}imul−tionsEfromEoirstEyrinβiplζscE{ζγuβtionEofEthζEyγMVUUNE
}urf−βζExxiγζEαyElxSEACSfCatalysisQE2015QEZQEVVbbRVWUb 13.1 23

306 V−liγ−tionEβh−llζngζEofEγζnsityRfunβtion−lEthζoryEforEpζptiγζsRζx−mplζEofEjβRyhζRjl−ZRuysqMPNSE
JournalfoffPhysicalfChemistryfAQE2014QEVVaQE_XYbRZb 2.8 38
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305 oirstRprinβiplζsEγζsβriptionEofEβh−rgζEtr−nsfζrEinEγonorR−ββζptorEβompounγsEfromEsζlfRβonsistζntE
m−nyRαoγyEpζrturα−tionEthζorySEPhysicalfReviewfBQE2014QEbUQE 3.3 42

304 nffζβtsEofEstr−inEonEthζEα−nγEstruβturζEofEgroupRrrrEnitriγζsSEPhysicalfReviewfBQE2014QEbUQE 3.3 73

303 voγζlingE−γsorptionE−nγErζ−βtionsEofEorg−niβEmolζβulζsE−tEmζt−lEsurf−βζsSEAccountsfoffChemicalf
ResearchQE2014QEY_QEXX^bR__ 24.3 177

302 nffiβiζnt−αEinitiosβhζmζsEforEfinγingEthζrmoγyn−miβ−llyEst−αlζE−nγEmζt−st−αlζE−tomiβEstruβturζscE
αζnβhm−rkEofEβ−sβ−γζEgζnζtiβE−lgorithmsSENewfJournalfoffPhysicsQE2014QEV^QEVWXUV^ 2.9 33

301 xriginsEofEoptiβ−lE−αsorptionE−nγEζmissionElinζsEinEjlwSEAppliedfPhysicsfLettersQE2014QEVUZQEVVVVUY 3.4 94

300 oζrroζl−stiβEswitβhingEofEγopζγEzirβoni−cEvoγζlingE−nγEunγζrst−nγingEfromEfirstEprinβiplζsSEPhysicalf
ReviewfBQE2014QEbUQE 3.3 20

299 jssζssmζntE−nγEV−liγ−tionEofEv−βhinζEuζ−rningEvζthoγsEforEyrζγiβtingEvolζβul−rEjtomiz−tionE
nnζrgiζsSEJournalfoffChemicalfTheoryfandfComputationQE2013QEbQEXYUYRVb 6.4 410

298 †hζrmoγyn−miβEζquiliαriumEβonγitionsEofEgr−phζnζEfilmsEonE}ilSEPhysicalfReviewfLettersQE2013QEVVVQEU^ZZUW7.4 32

297 qowEβ−tionsEβh−ngζEpζptiγζEstruβturζSEChemistryftfAfEuropeanfJournalQE2013QEVbQEVVWWYRXY 4.8 32

296 }t−αilityE−nγEmζt−st−αilityEofEβlustζrsEinE−Erζ−βtivζE−tmosphζrζcEthζorζtiβ−lEζviγζnβζEforE
unζxpζβtζγEstoiβhiomζtriζsEofEvgvxxSEPhysicalfReviewfLettersQE2013QEVVVQEVXZZUV 7.4 62

295 }ζlfRβonsistζntEp“cEjllRζlζβtronEimplζmζnt−tionEwithEloβ−lizζγEα−sisEfunβtionsSEPhysicalfReviewfBQE
2013QEaaQE 3.3 120

294 konγEαrζ−kingE−nγEαonγEform−tioncEhowEζlζβtronEβorrζl−tionEisEβ−pturζγEinEm−nyRαoγyE
pζrturα−tionEthζoryE−nγEγζnsityRfunβtion−lEthζorySEPhysicalfReviewfLettersQE2013QEVVUQEVY^YUX 7.4 69

293 lontrollingEthζEworkEfunβtionEofE nxE−nγEthζEζnζrgyRlζvζlE−lignmζntE−tEthζEintζrf−βζEtoEorg−niβE
sζmiβonγuβtorsEwithE−Emolζβul−rEζlζβtronE−ββζptorSEPhysicalfReviewfBQE2013QEa_QE 3.3 96

292 oqrRg−pcEjEβoγζEα−sζγEonEthζE−llRζlζβtronE−ugmζntζγEpl−nζEw−vζEmζthoγSEComputerfPhysicsf
CommunicationsQE2013QEVaYQEXYaRX^^ 4.2 44

291 }p−βζRβh−rgζEtr−nsfζrEinEhyαriγEinorg−niβRorg−niβEsystζmsSEPhysicalfReviewfLettersQE2013QEVVVQEWW^aUW 7.4 59

290 qyαriγEγζnsityEfunβtion−lEthζoryEmζζtsEqu−sip−rtiβlζEβ−lβul−tionscEjEβonsistζntEζlζβtroniβEstruβturζE
−ppro−βhSEPhysicalfReviewfBQE2013QEaaQE 3.3 99

289 rmp−βtEofEviαr−tion−lEζntropyEonEthζEst−αilityEofEunsolv−tζγEpζptiγζEhζliβζsEwithEinβrζ−singElζngthSE
JournalfoffPhysicalfChemistryfBQE2013QEVV_QEZZ_YRaY 3.4 28

288 xxiγ−tivζEmζhyγrogζn−tionEofEvζth−nζEαyErsol−tζγEV−n−γiumExxiγζEllustζrsE}upportζγEonEjuE
MVVVNE−nγEjgEMVVVNE}urf−βζsSEJournalfoffPhysicalfChemistryfCQE2013QEVV_QEVaY_ZRVaYaX 3.8 7
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}truβturζE−nγEζnζrgζtiβsEofEαζnzζnζE−γsorαζγEonEtr−nsitionRmζt−lEsurf−βζscEγζnsityRfunβtion−lE
thζoryEwithEv−nEγζrE“−−lsEintζr−βtionsEinβluγingEβollζβtivζEsuαstr−tζErζsponsζSENewfJournalfoff
PhysicsQE2013QEVZQEUZXUY^

2.9 129

286 wotEsoEloosζlyEαounγEr−rζEg−sE−tomscEfinitζRtζmpζr−turζEviαr−tion−lEfingζrprintsEofEnζutr−lE
golγRβlustζrEβomplζxζsSENewfJournalfoffPhysicsQE2013QEVZQEUaXUUX 2.9 50

285 rntζrf−βζEγipolζsEofEorg−niβEmolζβulζsEonEjgMVVVNEinEhyαriγEγζnsityRfunβtion−lEthζorySENewfJournalf
offPhysicsQE2013QEVZQEVWXUWa 2.9 54

284 lonβζntr−tionEofEv−β−nβiζsE−tEmζt−lRoxiγζEsurf−βζscEβ−sζEstuγyEofEvgxMVUUNSEPhysicalfReviewf
LettersQE2013QEVVVQEUYZZUW 7.4 85

283 u−rgζEworkEfunβtionErζγuβtionEαyE−γsorptionEofE−EmolζβulζEwithE−Enζg−tivζEζlζβtronE−ffinitycE
pyriγinζEonE nxMVUVUNSEJournalfoffChemicalfPhysicsQE2013QEVXbQEV_Y_UV 3.9 62

282 wumζriβE−tomRβζntζrζγRorαit−lEα−sisEsζtsEwithEv−lζnβζRβorrζl−tionEβonsistζnβyEfromEqEtoEjrSENewf
JournalfoffPhysicsQE2013QEVZQEVWXUXX 2.9 65

281 {ζnorm−lizζγEsζβonγRorγζrEpζrturα−tionEthζoryEforEthζEζlζβtronEβorrζl−tionEζnζrgycElonβζptQE
implζmζnt−tionQE−nγEαζnβhm−rksSEPhysicalfReviewfBQE2013QEaaQE 3.3 88

280 xnEthζE−ββur−βyEofEv−nEγζrE“−−lsEinβlusivζEγζnsityRfunβtion−lEthζoryEζxβh−ngζRβorrζl−tionE
funβtion−lsEforEiβζE−tE−mαiζntE−nγEhighEprζssurζsSEJournalfoffChemicalfPhysicsQE2013QEVXbQEVZY_UW 3.9 107

279 jnErntroγuβtionEtoEthζE†hζoryEofElryst−llinζEnlζmζnt−lE}oliγsE−nγEthζirE}urf−βζsE2013QEVXR_W 5

278 {−nγomRph−sζE−pproxim−tionE−nγEitsE−ppliβ−tionsEinEβomput−tion−lEβhζmistryE−nγEm−tζri−lsE
sβiζnβζSEJournalfoffMaterialsfScienceQE2012QEY_QE_YY_R_Y_V 4.3 389

277 }tr−inEζffζβtsE−nγEα−nγEp−r−mζtζrsEinEvgxQE nxQE−nγElγxSEAppliedfPhysicsfLettersQE2012QEVUVQEVZWVUZ 3.4 56

276 nlζβtroniβEpropζrtiζsEofEl−nth−niγζEoxiγζsEfromEthζEp“EpζrspζβtivζSEPhysicalfReviewfBQE2012QEa^QE 3.3 86

275 {olζEofEnitrogζnEv−β−nβiζsEinEthζEluminζsβζnβζEofEvgRγopζγEp−wSEAppliedfPhysicsfLettersQE2012QE
VUUQEVYWVVU 3.4 107

274 wζwEpζrspζβtivζEonEform−tionEζnζrgiζsE−nγEζnζrgyElζvζlsEofEpointEγζfζβtsEinEnonmζt−lsSEPhysicalf
ReviewfLettersQE2012QEVUaQEU^^YUY 7.4 93

273 †ow−rγEuowR†ζmpζr−turζEmζhyγrogζn−tionEl−t−lysiscErsophoronζEjγsorαζγEonEyγMVVVNSEJournalfoff
PhysicalfChemistryfLettersQE2012QEXQEZaWR^ 6.4 33

272 kζnβhm−rkEofEp“EmζthoγsEforE−z−αζnzζnζsSEPhysicalfReviewfBQE2012QEa^QE 3.3 132

271 kζnzζnζE−γsorαζγEonEmζt−lscElonβζrtζγEζffζβtEofEβov−lζnβyE−nγEv−nEγζrE“−−lsEαonγingSEPhysicalf
ReviewfBQE2012QEa^QE 3.3 227

270 mζnsityRfunβtion−lEthζoryEwithEsβrζζnζγEv−nEγζrE“−−lsEintζr−βtionsEforEthζEmoγζlingEofEhyαriγE
inorg−niβRorg−niβEsystζmsSEPhysicalfReviewfLettersQE2012QEVUaQEVY^VUX 7.4 467
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269 oirstRprinβiplζsEoptiβ−lEspζβtr−EforEoEβζntζrsEinEvgxSEPhysicalfReviewfLettersQE2012QEVUaQEVW^YUY 7.4 131

268 {ζsolutionRofRiγζntityE−ppro−βhEtoEq−rtrζζâ��ooβkQEhyαriγEγζnsityEfunβtion−lsQE{yjQEvyWE−nγp“withE
numζriβE−tomRβζntζrζγEorαit−lEα−sisEfunβtionsSENewfJournalfoffPhysicsQE2012QEVYQEUZXUWU 2.9 411

267 jssζssmζntEofEβorrζl−tionEζnζrgiζsEα−sζγEonEthζEr−nγomRph−sζE−pproxim−tionSENewfJournalfoff
PhysicsQE2012QEVYQEUYXUUW 2.9 111
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2012QEVUaQEWX^YUW 7.4 920
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LettersQE2012QEVUbQEVY^YUW 7.4 51

262 orζζEgolγEβlustζrscEαζyonγEthζEst−tiβQEmonostruβturζEγζsβriptionSEFaradayfDiscussionsQE2011QEVZWQE
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ReviewfBQE2011QEaXQE 3.3 16

257
mispζrsionErntζr−βtionsEwithEmζnsityRounβtion−lE†hζorycEkζnβhm−rkingE}ζmiζmpiriβ−lE−nγE
rntζr−tomiβEy−irwisζElorrζβtζγEmζnsityEounβtion−lsSEJournalfoffChemicalfTheoryfandfComputationQE
2011QE_QEXbYYRZV

6.4 230

256 jktiviζrungsζnζrgiζnEfˆ…rEγiζEmiffusionEvonEmζfζktζnEinE}iliβiumcEγiζE{ollζEγζsE
just−usβhkorrζl−tionsfunktion−lsSEAngewandtefChemieQE2011QEVWXQEVUYUXRVUYU_ 3.6

255 miζElxRxxiγ−tionE−lsEvoγζllrζ−ktionEfˆ…rEhζtζrogζnζEyrozζssζSEAngewandtefChemieQE2011QEVWXQEVUWYWRVUW_Z3.6 73

254 jβtiv−tionEζnζrgiζsEforEγiffusionEofEγζfζβtsEinEsiliβoncEthζErolζEofEthζEζxβh−ngζRβorrζl−tionE
funβtion−lSEAngewandtefChemieftfInternationalfEditionQE2011QEZUQEVUWWVRZ 16.4 29

253 lxEoxiγ−tionE−sE−Eprototypiβ−lErζ−βtionEforEhζtζrogζnζousEproβζssζsSEAngewandtefChemieftf
InternationalfEditionQE2011QEZUQEVUU^YRbY 16.4 510

252 qyγrogζnEαonγsE−nγEv−nEγζrEw−−lsEforβζsEinEiβζE−tE−mαiζntE−nγEhighEprζssurζsSEPhysicalfReviewf
LettersQE2011QEVU_QEVaZ_UV 7.4 181
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251 nnh−nβζγEγipolζEmomζntsEinEphotoRζxβitζγE††oâ��†lwzEγimζrsSENewfJournalfoffPhysicsQE2011QEVXQEU_XUXb 2.9 8

250 Unr−vζlingEthζEst−αilityEofEpolypζptiγζEhζliβζscEβritiβ−lErolζEofEv−nEγζrE“−−lsEintζr−βtionsSEPhysicalf
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249 k−nγEp−r−mζtζrsE−nγEstr−inEζffζβtsEinE nxE−nγEgroupRrrrEnitriγζsSESemiconductorfSciencefandf
TechnologyQE2011QEW^QEUVYUX_ 1.8 48

248 }t−αlζEstruβturζE−nγEm−gnζtiβEst−tζEofEultr−thinElrjsEfilmsEonEp−jsMUUVNcEjEγζnsityEfunβtion−lE
thζoryEstuγySEPhysicalfReviewfBQE2010QEaWQE 3.3 13

247 {olζEofEstr−inEinEpol−riz−tionEswitβhingEinEsζmipol−rErnp−wTp−wEqu−ntumEwζllsSEAppliedfPhysicsf
LettersQE2010QEb_QEVaVVUW 3.4 29

246 lovζr−gζRmζpζnγζntEjγsorptionEvoγζEofE“−tζrEonEoζXxYMUUVNcErnsightsEfromEoirstEyrinβiplζsE
l−lβul−tionsSEJournalfoffPhysicalfChemistryfCQE2010QEVVYQEVVVYaRVVVZ^ 3.8 63

245 mζsβriαingEkothEmispζrsionErntζr−βtionsE−nγEnlζβtroniβE}truβturζEUsingEmζnsityEounβtion−lE†hζorycE
†hζEl−sζEofEvζt−lRyhth−loβy−ninζEmimζrsSEJournalfoffChemicalfTheoryfandfComputationQE2010QE^QEaVRbU 6.4 100

244 oirstRprinβiplζsEmoγζlingEofEloβ−lizζγEγEst−tζsEwithEthζEp“iumjPUE−ppro−βhSEPhysicalfReviewfBQE
2010QEaWQE 3.3 188

243 v−gnζtismEinElREorEwRγopζγEvgxE−nγE nxcE−EγζnsityRfunβtion−lEstuγyEofEimpurityEp−irsSEPhysicalf
ReviewfLettersQE2010QEVUZQEW^_WUX 7.4 103

242 }ζβonγ−ryE}truβturζEofEjβRjl−nRuysqPEyoly−l−ninζEyζptiγζsEMnEfEZQVUQVZNEinEV−βuocEqζliβ−lEorEwothSE
JournalfoffPhysicalfChemistryfLettersQE2010QEVQEXY^ZRXY_U 6.4 72

241 V−nEγζrE“−−lsErntζr−βtionsEkζtwζζnExrg−niβEjγsorα−tζsE−nγE−tExrg−niβTrnorg−niβErntζrf−βζsSEMRSf
BulletinQE2010QEXZQEYXZRYYW 3.2 244

240 oirstRprinβiplζsEstuγyEofEthζEmζβh−nismEofEζthylζnζEζpoxiγ−tionEovζrEjgâ��luEp−rtiβlζsSEJournalfoff
MaterialsfChemistryQE2010QEWUQEVUZWV 20

239 u−rgζRsβ−lζEsurf−βζErζβonstruβtionEζnζrgζtiβsEofEytMVUUNE−nγEjuMVUUNEαyE−llRζlζβtronEγζnsityE
funβtion−lEthζorySEPhysicalfReviewfBQE2010QEaWQE 3.3 46

238 nlζβtroniβEα−nγEstruβturζEofEzirβoni−E−nγEh−fni−EpolymorphsEfromEthζEp“EpζrspζβtivζSEPhysicalf
ReviewfBQE2010QEaVQE 3.3 157

237 jlloyEβ−t−lystEinE−Erζ−βtivζEζnvironmζntcEthζEζx−mplζEofE−gRβuEp−rtiβlζsEforEζthylζnζEζpoxiγ−tionSE
PhysicalfReviewfLettersQE2010QEVUYQEUXZZUX 7.4 80

236 †ζmpζr−turζRmζpζnγζntEvorphologyQEv−gnζtiβE−nγExptiβ−lEyropζrtiζsEofEuiRmopζγEvgxSE
ChemCatChemQE2010QEWQEaZYRa^W 5.2 91

235 nxploringEthζEr−nγomEph−sζE−pproxim−tioncEjppliβ−tionEtoElxE−γsorαζγEonEluMVVVNSEPhysicalf
ReviewfBQE2009QEaUQE 3.3 136

234 }truβtur−lEst−αilityE−nγEm−gnζtiβE−nγEζlζβtroniβEpropζrtiζsEofEloWvn}iMUUVNTvgxEhζtζrostruβturζscE
−EγζnsityRfunβtion−lEthζoryEstuγySEPhysicalfReviewfLettersQE2009QEVUXQEUY^aUW 7.4 30
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233 y−rti−lEγissoβi−tionEofEw−tζrEonEoζXxYMUUVNcE−γsorα−tζEinγuβζγEβh−rgζE−nγEorαit−lEorγζrSEPhysicalf
ReviewfLettersQE2009QEVUXQEV_^VUW 7.4 84

232 †hζrmoγyn−miβsEofEthζEqζuslζrE−lloyEloWâ��xvnVPx}icEjEβomαinζγEγζnsityEfunβtion−lEthζoryE−nγE
βlustζrEζxp−nsionEstuγySEPhysicalfReviewfBQE2009QE_bQE 3.3 58

231 mispζrsionRβorrζβtζγEvˆ‚llζrRylζssζtEsζβonγRorγζrEpζrturα−tionEthζorySEJournalfoffChemicalfPhysicsQE
2009QEVXVQEUbYVU^ 3.9 172

230 mζnsityEfunβtion−lEthζoryEstuγyEofEthζEβonform−tion−lEsp−βζEofE−nEinfinitζlyElongEpolypζptiγζEβh−inSE
JournalfoffChemicalfPhysicsQE2009QEVXVQEUaZVUY 3.9 16

229 †hζoryEofEsh−pζEζvolutionEofErnjsEqu−ntumEγotsEonErnUSZp−USZjsTrnyMUUVNEsuαstr−tζSENewfJournalf
offPhysicsQE2009QEVVQEU_XUVa 2.9 4

228
louplζγEβlustζrEαζnβhm−rksEofEw−tζrEmonomζrsE−nγEγimζrsEζxtr−βtζγEfromEγζnsityRfunβtion−lE
thζoryEliquiγEw−tζrcEthζEimport−nβζEofEmonomζrEγζform−tionsSEJournalfoffChemicalfPhysicsQE2009QE
VXVQEVWYZUb

3.9 57

227 nx−min−tionEofEthζEβonβζptEofEγζgrζζEofEr−tζEβontrolEαyEfirstRprinβiplζsEkinζtiβEvontζEl−rloE
simul−tionsSESurfacefScienceQE2009QE^UXQEV_WYRV_XU 1.8 86

226 jgâ��luE−lloyEsurf−βζsEinE−nEoxiγizingEζnvironmζntcEjEfirstRprinβiplζsEstuγySESurfacefScienceQE2009QE
^UXQEVY^_RVY_Z 1.8 35

225 nffiβiζntExMwNEintζgr−tionEforE−llRζlζβtronEζlζβtroniβEstruβturζEβ−lβul−tionEusingEnumζriβEα−sisE
funβtionsSEJournalfoffComputationalfPhysicsQE2009QEWWaQEaX^_RaX_b 4.1 342

224 jαEinitioEmolζβul−rEsimul−tionsEwithEnumζriβE−tomRβζntζrζγEorαit−lsSEComputerfPhysicsf
CommunicationsQE2009QEVaUQEWV_ZRWVb^ 4.2 1637

223 jββur−tζEmolζβul−rEv−nEγζrE“−−lsEintζr−βtionsEfromEgrounγRst−tζEζlζβtronEγζnsityE−nγEfrζζR−tomE
rζfζrζnβζEγ−t−SEPhysicalfReviewfLettersQE2009QEVUWQEU_XUUZ 7.4 3885

222 lontrollingEpol−riz−tionE−tEinsul−tingEsurf−βζscEqu−sip−rtiβlζEβ−lβul−tionsEforEmolζβulζsE−γsorαζγEonE
insul−torEfilmsSEPhysicalfReviewfLettersQE2009QEVUXQEUZ^aUX 7.4 62

221 rnsightEfromEfirstEprinβiplζsEintoEthζEn−turζEofEthζEαonγingEαζtwζζnEw−tζrEmolζβulζsE−nγEYγEmζt−lE
surf−βζsSEJournalfoffChemicalfPhysicsQE2009QEVXUQEVaY_U_ 3.9 84

220 nxpζrimζnt−lE−nγEthζorζtiβ−lEstuγyEofEoxygζnE−γsorptionEstruβturζsEonEjgMVVVNSEPhysicalfReviewfBQE
2009QEaUQE 3.3 80

219 mζfζβtEform−tionEζnζrgiζsEwithoutEthζEα−nγRg−pEproαlζmcEβomαiningEγζnsityRfunβtion−lEthζoryE−nγE
thζEp“E−ppro−βhEforEthζEsiliβonEsζlfRintζrstiti−lSEPhysicalfReviewfLettersQE2009QEVUWQEUW^YUW 7.4 196

218 }tr−inEζffζβtsEinEgroupRrrrEnitriγζscEmζform−tionEpotζnti−lsEforEjlwQEp−wQE−nγErnwSEAppliedfPhysicsf
LettersQE2009QEbZQEVWVVVV 3.4 132

217 †woRstζpEmζβh−nismEforElowRtζmpζr−turζEoxiγ−tionEofEv−β−nβiζsEinEgr−phζnζSEPhysicalfReviewf
LettersQE2009QEVUWQEV^^VUY 7.4 106

216 uoβ−lizζγE−nγEitinζr−ntEst−tζsEinEl−nth−niγζEoxiγζsEunitζγEαyEp“EiEumjPUSEPhysicalfReviewfLettersQE
2009QEVUWQEVW^YUX 7.4 142
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215 lompζns−tionEvζβh−nismsE−nγEounβtion−lityEofE†r−nsitionEvζt−lExxiγζE}urf−βζsE−nγErntζrf−βζscEjE
mζnsityEounβtion−lE†hζoryE}tuγyE2009QE_UbR_V_ 1

214 }ourβζsEofEζlζβtriβ−lEβonγuβtivityEinE}nxWSEPhysicalfReviewfLettersQE2008QEVUVQEUZZZUW 7.4 309

213 nxβh−ngζEintζr−βtionsE−nγEβritiβ−lEtζmpζr−turζEofEαulkE−nγEthinEfilmsEofEvn}icEjEγζnsityEfunβtion−lE
thζoryEstuγySEPhysicalfReviewfBQE2008QE_aQE 3.3 37

212
xnEthζE−ββur−βyEofEγζnsityRfunβtion−lEthζoryEζxβh−ngζRβorrζl−tionEfunβtion−lsEforEqEαonγsEinEsm−llE
w−tζrEβlustζrsSErrSE†hζEw−tζrEhζx−mζrE−nγEv−nEγζrE“−−lsEintζr−βtionsSEJournalfoffChemicalfPhysicsQE
2008QEVWbQEVbYVVV

3.9 204

211 }βrζζningEinEtwoEγimζnsionscEp“Eβ−lβul−tionsEforEsurf−βζsE−nγEthinEfilmsEusingEthζErζpζ−tζγRsl−αE
−ppro−βhSEPhysicalfReviewfBQE2008QE__QE 3.3 56

210 jlloyEsurf−βζEsζgrζg−tionEinErζ−βtivζEζnvironmζntscEoirstRprinβiplζsE−tomistiβEthζrmoγyn−miβsE
stuγyEofEjgXyγMVVVNEinEoxygζnE−tmosphζrζsSEPhysicalfReviewfBQE2008QE__QE 3.3 119

209 won−γi−α−tiβEζffζβtsEinEthζEγissoβi−tionEofEoxygζnEmolζβulζsE−tEthζEjlMVVVNEsurf−βζSEPhysicalfReviewf
BQE2008QE__QE 3.3 103

208 oirstRprinβiplζsEinvζstig−tionEofEjgRluE−lloyEsurf−βζsEinE−nEoxiγizingEζnvironmζntSEPhysicalfReviewfBQE
2008QE__QE 3.3 40

207 lxEoxiγ−tionEonEyγMVUUNE−tEtζβhnologiβ−llyErζlζv−ntEprζssurζEβonγitionscEoirstRprinβiplζsEkinζtiβE
vontζEl−rloEstuγySEPhysicalfReviewfBQE2008QE__QE 3.3 78

206 rnfluζnβζEofEthζEβorζRv−lζnβζEintζr−βtionE−nγEofEthζEpsζuγopotζnti−lE−pproxim−tionEonEthζE
ζlζβtronEsζlfRζnζrgyEinEsζmiβonγuβtorsSEPhysicalfReviewfLettersQE2008QEVUVQEVU^YUY 7.4 92

205 qowEstrongEisEthζEαonγEαζtwζζnEw−tζrE−nγEs−lthSESurfacefScienceQE2008QE^UWQEuVXZRuVXa 1.8 21

204 nxβitingEprospζβtsEforEsoliγscEnx−βtRζxβh−ngζEα−sζγEfunβtion−lsEmζζtEqu−sip−rtiβlζEζnζrgyE
β−lβul−tionsSEPhysicafStatusfSolidifnBo:fBasicfResearchQE2008QEWYZQEbWbRbYZ 1.3 82

203 lxEoxiγ−tionE−tEyγMVUUNcEjEfirstRprinβiplζsEβonstr−inζγEthζrmoγyn−miβsEstuγySEPhysicalfReviewfBQE
2007QE_ZQE 3.3 106

202 jαEinitiostuγyEofEthζEh−lfRmζt−lEtoEmζt−lEtr−nsitionEinEstr−inζγEm−gnζtitζSENewfJournalfoffPhysicsQE
2007QEbQEZRZ 2.9 48

201 moζsEphζnomζnologiβ−lEkinζtiβsEproviγζE−nE−γζqu−tζEγζsβriptionEofEhζtζrogζnζousEβ−t−lytiβE
rζ−βtionshSEJournalfoffChemicalfPhysicsQE2007QEVW^QEWUY_VV 3.9 108

200 miζlζβtriβE−nisotropyEinEthζEp“Esp−βζâ��timζEmζthoγSEComputerfPhysicsfCommunicationsQE2007QEV_^QEVRVX 4.2 43

199 †r−nsitionRmζt−lEsiliβiγζsE−sEm−tζri−lsEforEm−gnζtRsζmiβonγuβtorEhζtζrostruβturζs−NSEJournalfoff
AppliedfPhysicsQE2007QEVUVQEUaV_WZ 2.5 13

198 Ultr−thinEoxiγζscEαulkRoxiγζRlikζEmoγζlEsurf−βζsEorEuniquζEfilmshSEPhysicalfReviewfLettersQE2007QEbbQEUa^VUV7.4 52

(2007-2009)
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197 oirstRprinβiplζsEst−tistiβ−lEmζβh−niβsEstuγyEofEthζEst−αilityEofE−Esuαn−nomζtζrEthinEsurf−βζEoxiγζEinE
rζ−βtivζEζnvironmζntscElxEoxiγ−tionE−tEyγMVUUNSEPhysicalfReviewfLettersQE2007QEbaQEUY^VUV 7.4 121

196 †ow−rγsE−nEζx−βtEtrζ−tmζntEofEζxβh−ngζE−nγEβorrζl−tionEinEm−tζri−lscE−ppliβ−tionEtoEthζEGlxE
−γsorptionEpuzzlζGE−nγEothζrEsystζmsSEPhysicalfReviewfLettersQE2007QEbaQEV_^VUX 7.4 102

195 won−γi−α−tiβEpotζnti−lRζnζrgyEsurf−βζsEαyEβonstr−inζγEγζnsityRfunβtion−lEthζorySEPhysicalfReviewfBQE
2007QE_ZQE 3.3 75

194 mζnsityRfunβtion−lEthζoryEstuγyEofEh−lfRmζt−lliβEhζtζrostruβturζscEintζrstiti−lEvnEinE}iSEPhysicalf
ReviewfLettersQE2007QEbaQEVV_WUW 7.4 68

193 mζnsityRfunβtion−lEstuγyEofEvnEmonosiliβiγζEonEthζE}iMVVVNEsurf−βζcEoilmEform−tionEvζrsusEisl−nγE
nuβlζ−tionSEPhysicalfReviewfBQE2007QE_^QE 3.3 28

192 mζnsityEfunβtion−lEthζoryEstuγyEofEfl−tE−nγEstζppζγEw−llMUUVNSEPhysicalfReviewfBQE2007QE_^QE 3.3 37

191
xnEthζE−ββur−βyEofEγζnsityRfunβtion−lEthζoryEζxβh−ngζRβorrζl−tionEfunβtion−lsEforEqEαonγsEinEsm−llE
w−tζrEβlustζrscEαζnβhm−rksE−ppro−βhingEthζEβomplζtζEα−sisEsζtElimitSEJournalfoffChemicalfPhysicsQE
2007QEVW_QEVaYVUY

3.9 195

190 lonvζrgζγEpropζrtiζsEofEβlζ−nEmζt−lEsurf−βζsEαyE−llRζlζβtronEfirstRprinβiplζsEβ−lβul−tionsSESurfacef
ScienceQE2006QE^UUQE_UXR_VZ 1.8 225

189 kζhlζrQE{ζutζrQE−nγE}βhζfflζrE{ζplycSEPhysicalfReviewfLettersQE2006QEb^QE 7.4 5

188 G†ζxtαookGE−γsorptionE−tEGnontζxtαookGE−γsorptionEsitζscEh−logζnE−tomsEonE−lk−liEh−liγζEsurf−βζsSE
PhysicalfReviewfLettersQE2006QEb_QEUY^aUW 7.4 10

187 }urf−βζErζβonstruβtionsE−nγE−tomiβEorγζringEinErnxp−Vâ��xjsMUUVNEfilmscEjEγζnsityRfunβtion−lEthζoryE
stuγySEPhysicalfReviewfBQE2006QE_YQE 3.3 9

186 zu−ntumEsizζEζffζβtEinEyαMVUUNEfilmscE{olζEofEsymmζtryE−nγEimpliβ−tionsEforEfilmEgrowthSEPhysicalf
ReviewfBQE2006QE_YQE 3.3 14

185 lomp−risonEofEthζEfullRpotζnti−lE−nγEfrozζnRβorζE−pproxim−tionE−ppro−βhζsEtoEγζnsityRfunβtion−lE
β−lβul−tionsEofEsurf−βζsSEPhysicalfReviewfBQE2006QE_XQE 3.3 75

184 zu−sip−rtiβlζEβorrζβtionsEtoEthζEζlζβtroniβEpropζrtiζsEofE−nionEv−β−nβiζsE−tEp−jsMVVUNE−nγErnyMVVUNSE
PhysicalfReviewfLettersQE2006QEb_QEWW^YUV 7.4 52

183 mζsβriptionsEofEsurf−βζEβhζmiβ−lErζ−βtionsEusingE−Enζur−lEnζtworkErζprζsζnt−tionEofEthζE
potζnti−lRζnζrgyEsurf−βζSEPhysicalfReviewfBQE2006QE_XQE 3.3 103

182 xriζnt−tionRγζpζnγζntEsurf−βζE−nγEstζpEζnζrgiζsEofEyαEfromEfirstEprinβiplζsSEPhysicalfReviewfBQE
2006QE_YQE 3.3 17

181 npit−xyEofEvnEonE}iMUUVNcEjγsorptionQEsurf−βζEγiffusionQE−nγEm−gnζtiβEpropζrtiζsEstuγiζγEαyE
γζnsityRfunβtion−lEthζorySEPhysicalfReviewfBQE2006QE_YQE 3.3 49

180 }truβtur−lQEζlζβtroniβQE−nγEβhζmiβ−lEpropζrtiζsEofEn−noporousEβ−rαonSEPhysicalfReviewfLettersQE2006QE
b^QEUY^aU^ 7.4 250

Matthias Scheffler
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179 oirstRprinβiplζsEkinζtiβEvontζEl−rloEsimul−tionsEforEhζtζrogζnζousEβ−t−lysiscEjppliβ−tionEtoEthζElxE
oxiγ−tionE−tE{uxWMVVUNSEPhysicalfReviewfBQE2006QE_XQE 3.3 264

178 nx−βtRζxβh−ngζRα−sζγEqu−sip−rtiβlζEζnζrgyEβ−lβul−tionsEforEthζEα−nγEg−pQEζffζβtivζEm−ssζsQE−nγE
γζform−tionEpotζnti−lsEofE}βwSEPhysicalfReviewfBQE2006QE_YQE 3.3 78

177 yrζsζrvingEthζEh−lfRmζt−lliβityE−tEthζEqζuslζrE−lloyEloWvn}iMUUVNEsurf−βζcE−EγζnsityEfunβtion−lE
thζoryEstuγySEPhysicalfReviewfLettersQE2005QEbYQEUb^YUW 7.4 152

176 jkErnitioEjtomistiβE†hζrmoγyn−miβsE−nγE}t−tistiβ−lEvζβh−niβsEofE}urf−βζEyropζrtiζsE−nγEounβtionsE
2005QEVYbRVbY 78

175 }truβtur−lEtr−nsitionsEinEthζEpoly−l−ninζE−lph−RhζlixEunγζrEuni−xi−lEstr−inSEJournalfoffthefAmericanf
ChemicalfSocietyQE2005QEVW_QEV_WYVRY 16.4 22

174 lomαiningp“β−lβul−tionsEwithEζx−βtRζxβh−ngζEγζnsityRfunβtion−lEthζorycE−nE−n−lysisEofE
v−lζnβζRα−nγEphotoζmissionEforEβompounγEsζmiβonγuβtorsSENewfJournalfoffPhysicsQE2005QE_QEVW^RVW^ 2.9 250

173 s−hnR†ζllζrEst−αiliz−tionEofE−EGpol−rGEmζt−lEoxiγζEsurf−βζcEoζXxYMUUVNSEPhysicalfReviewfLettersQE2005QE
bYQEVW^VUV 7.4 170

172 missoβi−tionEofExWE−tEjlMVVVNcEthζErolζEofEspinEsζlζβtionErulζsSEPhysicalfReviewfLettersQE2005QEbYQEUX^VUY 7.4 234

171 mζnsityEofEβonfigur−tion−lEst−tζsEfromEfirstRprinβiplζsEβ−lβul−tionscEthζEph−sζEγi−gr−mEofEjlRw−E
surf−βζE−lloysSEChemPhysChemQE2005QE^QEVbWXRa 3.2 18

170 “hζnEsζζingEisEnotEαζliζvingcExxygζnEonEjgMVVVNQE−EsimplζE−γsorptionEsystζmhSEJournalfoffVacuumf
SciencefandfTechnologyfA:fVacuumsfSurfacesfandfFilmsQE2005QEWXQEVYa_RVYb_ 2.9 97

169 oirstRprinβiplζsEstuγyEofEthinEm−gnζtiβEtr−nsitionRmζt−lEsiliβiγζEfilmsEonE}iMUUVNSEPhysicalfReviewfBQE
2005QE_WQE 3.3 43

168 ”ζE−γsorptionEonEmζt−lEsurf−βζscEoirstRprinβiplζsEinvζstig−tionsSEPhysicalfReviewfBQE2005QE_WQE 3.3 90

167 mζnsityRfunβtion−lEthζoryEstuγyEofEthζEiniti−lEoxygζnEinβorpor−tionEinEyγMVVVNSEPhysicalfReviewfBQE
2005QE_VQE 3.3 74

166 }truβturζQEnnζrgζtiβsE−nγEyropζrtiζsEofEoζXxYMUUVNEfromEoirstEyrinβiplζsE2005QEX_ZRXaV 1

165 jkErnitioEjtomistiβE†hζrmoγyn−miβsE−nγE}t−tistiβ−lEvζβh−niβsEofE}urf−βζEyropζrtiζsE−nγEounβtionsE
2005QEVYb 10

164 qyγrogζnE−γsorptionEonE{uxWMVVUNcEmζnsityRfunβtion−lEβ−lβul−tionsSEPhysicalfReviewfBQE2004QE_UQE 3.3 57

163 jγsorptionE−nγEγiffusionEofE−EllE−γ−tomEonEthζEp−jsMUUVNRβMaˆ�WNE˛¶Esurf−βζSEPhysicalfReviewfBQE2004QE
^bQE 3.3 24

162 oirstRprinβiplζsEstuγyEofElowRinγζxEsurf−βζsEofElζ−γSEPhysicalfReviewfBQE2004QE_UQE 3.3 57

(2004-2006)
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161 xnEthζEjββur−βyEofEmo†EforEmζsβriαingEqyγrogζnEkonγscEEmζpζnγζnβζEonEthζEkonγEmirζβtion−litySE
JournalfoffPhysicalfChemistryfAQE2004QEVUaQEZ^bWRZ^ba 2.8 324

160 q−llm−rkEofEpζrfζβtEgr−phζnζSEPhysicalfReviewfLettersQE2004QEbWQEWWZZUW 7.4 440

159 {ζprζsζntingEhighRγimζnsion−lEpotζnti−lRζnζrgyEsurf−βζsEforErζ−βtionsE−tEsurf−βζsEαyEnζur−lE
nζtworksSEChemicalfPhysicsfLettersQE2004QEXbZQEWVURWVZ 2.5 262

158 }truβturζEγζtζrmin−tionEofEisol−tζγEmζt−lEβlustζrsEvi−Ef−rRinfr−rζγEspζβtrosβopySEPhysicalfReviewf
LettersQE2004QEbXQEUWXYUV 7.4 148

157 oirstRprinβiplζsEstuγyEofEfζrrom−gnζtismEinEζpit−xi−lE}iRvnEthinEfilmsEonE}iMUUVNSEPhysicalfReviewf
LettersQE2004QEbWQEWX_WUW 7.4 60

156 †hζrmoγyn−miβEst−αilityEofEyγxEsurf−βζsSEPhysicalfReviewfBQE2004QE^bQE 3.3 170

155 †hζEstζ−γyEst−tζEofEhζtζrogζnζousEβ−t−lysisQEstuγiζγEαyEfirstRprinβiplζsEst−tistiβ−lEmζβh−niβsSE
PhysicalfReviewfLettersQE2004QEbXQEVV^VUZ 7.4 265

154 xxygζnExvζrl−yζrsEonEyγMVVVNE}tuγiζγEαyEmζnsityEounβtion−lE†hζoryâ� SEJournalfoffPhysicalfChemistryf
BQE2004QEVUaQEVYY__RVYYaX 3.4 112

153 rnsightsEintoEthζEfunβtionEofEsilvζrE−sE−nEoxiγ−tionEβ−t−lystEαyE−αEinitioE−tomistiβEthζrmoγyn−miβsSE
PhysicalfReviewfBQE2003QE^aQE 3.3 157

152 }urf−βζEβoorγin−tionEβhζmistrycEγihyγrogζnEvζrsusEhyγriγζEβomplζxζsEonE{uxWMVVUNSEAngewandtef
ChemieftfInternationalfEditionQE2003QEYWQEWVZVRY 16.4 73

151 †hζEyγMNâ��{W_´°RxEsurf−βζEoxiγζErζvisitζγSESurfacefScienceQE2003QEZYVQEVUVRVVW 1.8 185

150 jγhζsionEofEloppζrE−nγEjlumin−EfromEoirstEyrinβiplζsSEJournalfoffthefAmericanfCeramicfSocietyQE
2003QEa^QE^b^R_UU 3.8 15

149 mζnsityEounβtion−lE†hζoryE}tuγyEofEthζEloopζr−tivityEofEqyγrogζnEkonγsEinEoinitζE−nγErnfinitζE
˛–RqζliβζsSEJournalfoffPhysicalfChemistryfBQE2003QEVU_QEVYXWRVYX_ 3.4 99

148 “hyEisE−EnoαlζEmζt−lEβ−t−lytiβ−llyE−βtivζhE†hζErolζEofEthζExRjgEintζr−βtionEinEthζEfunβtionEofEsilvζrE−sE
−nEoxiγ−tionEβ−t−lystSEPhysicalfReviewfLettersQE2003QEbUQEWZ^VUW 7.4 158

147 jγ−tomEkinζtiβsEonE−nγEαζlowEthζEsurf−βζcEthζEζxistζnβζEofE−EnζwEγiffusionEβh−nnζlSEPhysicalf
ReviewfLettersQE2003QEbUQEUZ^VUV 7.4 267

146 }uαsurf−βζEoxygζnE−nγEsurf−βζEoxiγζEform−tionE−tEjgMVVVNcEjEγζnsityRfunβtion−lEthζoryE
invζstig−tionSEPhysicalfReviewfBQE2003QE^_QE 3.3 127

145 w−nostruβturζsE−tEsurf−βζsEfromEsuαstr−tζRmζγi−tζγEintζr−βtionsSEPhysicalfReviewfBQE2003QE^aQE 3.3 47

144 oirstRprinβiplζsE−tomistiβEthζrmoγyn−miβsEforEoxiγ−tionEβ−t−lysiscEsurf−βζEph−sζEγi−gr−msE−nγE
β−t−lytiβ−llyEintζrζstingErζgionsSEPhysicalfReviewfLettersQE2003QEbUQEUY^VUX 7.4 344
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143 nffζβtEofE−EhumiγEζnvironmζntEonEthζEsurf−βζEstruβturζEofE{uxWMVVUNSEPhysicalfReviewfBQE2003QE^_QE 3.3 117

142 jγsorptionEofE”ζE−tomsEonEmζt−lEsurf−βζscEnζwEinsightsEfromEfirstRprinβiplζsEβ−lβul−tionsSEPhysicalf
ReviewfLettersQE2003QEbUQEU^^VUY 7.4 158

141 lompositionE−nγEstruβturζEofEthζE{uxWMVVUNEsurf−βζEinE−nExWE−nγElxEζnvironmζntcErmpliβ−tionsEforE
thζEβ−t−lytiβEform−tionEofElxWSEPhysicalfReviewfBQE2003QE^aQE 3.3 401

140 zu−sip−rtiβlζEl−lβul−tionsEforEyointEmζfζβtsEonE}ζmiβonγuβtorE}urf−βζsSEPhysicafStatusfSolidifnBo:f
BasicfResearchQE2002QEWXYQEXY^RXZX 1.3 8

139 jtomistiβEγζsβriptionEofEoxiγζEform−tionEonEmζt−lEsurf−βζscEthζEζx−mplζEofEruthζniumSEChemicalf
PhysicsfLettersQE2002QEXZWQEXVVRXV_ 2.5 111

138 nffζβtEofEhyγrogζnEonEjlWxXTluEintζrf−βi−lEstruβturζE−nγE−γhζsionSEPhysicalfReviewfBQE2002QE^^QE 3.3 34

137 rniti−lE−γsorptionEofEloEonEluMUUVNcEEjEfirstRprinβiplζsEinvζstig−tionSEPhysicalfReviewfBQE2002QE^ZQE 3.3 31

136 nnζrgyEα−rriζrsE−nγEβhζmiβ−lEpropζrtiζsEinEthζEβo−γsorptionEofEβ−rαonEmonoxiγζE−nγEoxygζnEonE
{uMUUUVNSEPhysicalfReviewfBQE2002QE^ZQE 3.3 36

135 }t−αilityEofEsuαsurf−βζEoxygζnE−tE{hMVVVNSEPhysicalfReviewfBQE2002QE^ZQE 3.3 49

134 oirstRprinβiplζsEstuγyEofEnuβlζ−tionQEgrowthQE−nγEintζrf−βζEstruβturζEofEoζTp−jsSEPhysicalfReviewfBQE
2002QE^ZQE 3.3 64

133 vζt−st−αlζEprζβursorsEγuringEthζEoxiγ−tionEofEthζE{uMUUUVNEsurf−βζSEPhysicalfReviewfBQE2002QE^ZQE 3.3 112

132 lommζntEonEGjnom−lousEmoαilityEofEstronglyEαounγEsurf−βζEspζβiζscEllEonEp−jsMUUVNRβMaExEWNGSE
PhysicalfReviewfLettersQE2002QEabQEWXb^UVdE−uthorErζplyEWXb^UW 7.4 4

131 zu−ntumEthζoryEofEγissoβi−tivζEβhζmisorptionEonEmζt−lEsurf−βζsSEAccountsfoffChemicalfResearchQE
2002QEXZQEVbXRWUU 24.3 154

130 xxygζnE−γsorptionEonEjgMVVVNcEjEγζnsityRfunβtion−lEthζoryEinvζstig−tionSEPhysicalfReviewfBQE2002QE
^ZQE 3.3 231

129 l−t−lysisE−nγEβorrosioncEthζEthζorζtiβ−lEsurf−βζRsβiζnβζEβontζxtSESurfacefScienceQE2002QEZUUQEX^aRXbY 1.8 186

128 jαErnitioE†hζrmoγyn−miβsE−nγE}t−tistiβ−lEvζβh−niβsEofEmiffusionQEprowthQE−nγE}ζlfREjssζmαlyEofE
zu−ntumEmotsE2002QEXZZRX^b 1

127 rsl−nγEwuβlζ−tionEinEvζt−lE†hinRoilmEprowthE2002QEa_Rb_

126 nxβh−ngζRβorrζl−tionEkζrnζlsEforEζxβitζγEst−tζsEinEsoliγsSEPhysicalfReviewfBQE2001QE^XQE 3.3 23

(2001-2003)
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125 nffζβtEofEstr−inEonEsurf−βζEγiffusionEinEsζmiβonγuβtorEhζtζroζpit−xySEPhysicalfReviewfBQE2001QE^YQE 3.3 88

124 }urf−βζEβorζRlζvζlEshiftsE−tE−nEoxygζnRriβhE{uEsurf−βζcExT{uMUUUVNEvsSE{uxWMVVUNSESurfacefScienceQE
2001QEYbUQEWURWa 1.8 52

123 lompositionQEstruβturζQE−nγEst−αilityEofE{uxWMVVUNE−sE−EfunβtionEofEoxygζnEprζssurζSEPhysicalf
ReviewfBQE2001QE^ZQE 3.3 1561

122 †hζElxTytMVVVNEyuzzlζSEJournalfoffPhysicalfChemistryfBQE2001QEVUZQEYUVaRYUWZ 3.4 579

121 }uαstr−tζRvζγi−tζγErntζr−βtionEonEjgMVVVNE}urf−βζsEfromEoirstEyrinβiplζsSENATOfSciencefSeriesf
SeriesfIIsfMathematicssfPhysicsfandfChemistryQE2001QEWWZRWX^ 2

120 rmprovingEthζEζffiβiζnβyEofEoyRujy“Eβ−lβul−tionsSEComputerfPhysicsfCommunicationsQE2000QEVW^QEWbYRXUb4.2 181

119 p−jsMUUVNEsurf−βζEunγζrEβonγitionsEofElowEjsEprζssurζcEζviγζnβζEforE−EnovζlEsurf−βζEgζomζtrySE
PhysicalfReviewfLettersQE2000QEaZQEXabURX 7.4 187

118 rsl−nγEnuβlζ−tionEinEthinRfilmEζpit−xycEjEfirstRprinβiplζsEinvζstig−tionSEPhysicalfReviewfLettersQE2000QE
aYQEZX_VRY 7.4 215

117 myn−miβsEofEhyγrogζnEγissoβi−tionE−tEthζEsulfurRβovζrζγEyγMVUUNEsurf−βζSEPhysicalfReviewfBQE2000QE
^VQEaYWZRaYXW 3.3 32

116 nnζrgζtiβsEofErnjsE†hinEoilmsE−nγErsl−nγsEonEthζEp−jsMUUVNE}uαstr−tζSEJapanesefJournalfoffAppliedf
PhysicsQE2000QEXbQEYWbaRYXUV 1.4 17

115 nffζβtEofEthζEζnvironmζntEonE−lph−RjlWxXEMUUUVNEsurf−βζEstruβturζsSEPhysicalfReviewfLettersQE2000QE
aYQEX^ZURX 7.4 430

114 jαErnitioEk−sζγE†ightRkinγingEq−miltoni−nEforEthζEmissoβi−tionEofEvolζβulζsE−tE}urf−βζsSEPhysicalf
ReviewfLettersQE1999QEaWQEVWUbRVWVW 7.4 35

113 †rζnγsEinEthζEβhζmiβ−lErζ−βtivityEofEsurf−βζsEstuγiζγEαyE−αEinitioEqu−ntumRγyn−miβsEβ−lβul−tionsSE
PhysicalfReviewfBQE1999QEZbQEVXWb_RVXXUU 3.3 63

112 {ot−tion−lEζffζβtsEinEthζEγissoβi−tionEofEqWEonEmζt−lEsurf−βζsEstuγiζγEαyE−αEinitioE
qu−ntumRγyn−miβsEβ−lβul−tionsSEChemicalfPhysicsfLettersQE1999QEXVVQEVR_ 2.5 32

111 jαEinitioEpsζuγopotζnti−lsEforEζlζβtroniβEstruβturζEβ−lβul−tionsEofEpolyR−tomiβEsystζmsEusingE
γζnsityRfunβtion−lEthζorySEComputerfPhysicsfCommunicationsQE1999QEVVbQE^_Rba 4.2 1174

110 yhononREvζrsusEζlζβtronRmζγi−tζγEγζsorptionE−nγEoxiγ−tionEofElxEonE{uMUUUVNSEScienceQE1999QEWaZQEVUYWRZ33.3 395

109 †ζmpζr−turζRγζpζnγζntEsurf−βζErζl−x−tionsEofEjgMVVVNSEPhysicalfReviewfBQE1999QEZbQEb_URb_Y 3.3 53

108 †hζE−γsorptionEofEoxygζnE−tEp−wEsurf−βζsSEAppliedfPhysicsfLettersQE1999QE_YQEV^bZRV^b_ 3.4 197

Matthias Scheffler
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107 jtomiβE}truβturζEofEthζEp−jsMUUVNâ��MWˆ�YNE}urf−βζE{ζsolvζγEUsingE}β−nningE†unnζlingEviβrosβopyE
−nγEoirstRyrinβiplζsE†hζorySEPhysicalfReviewfLettersQE1999QEaXQEWbabRWbbW 7.4 148
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pl−nζRw−vζEβoγζE“rnwSEComputerfPhysicsfCommunicationsQE1996QEbYQEXVRYa 4.2 167
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41 yrζssurζEγζpζnγζnβζEofEγζζpElζvζlsEofEthζEjsE−ntisitζQEthζEp−Rv−β−nβyRjsRintζrstiti−lEp−irQE−nγEofE
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