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MESSAGE FROM THE EDITORS

MolecularDynamicsNews hasnow publishedmorethan100issuessinceDick ZareandRaphilLevine
startedthe newsletterin 1982.We have witnessedjreatprogressn thefield duringthis time becausef
advancedn experimentakechniquesiswell asextraordinaryimprovementsn the speedandcapabilitiesof
computerghathasbheenexploited by new theoreticalkndcomputationahpproachesNow the advancesn
computationatapabilityhave openeda whole branchof MolecularDynamicsdealingwith simulationseven
in liquid andsolids,which hasgrown up outsidethe scopeof the newsletter Eventheavenuedor the
disseminatiorof timely scientificinformationhasprogresse@normouslyandwe have exploitedthat. Now
mostof our subscribergettheissueby emailor readit ontheweh For afew yearswe alsohave, onthe
initiative of JeremyHutson,a complementargmaillist. We take the occasiorof celebratinghe 100thissue
to thankall thosewho have helpedby subscribingandsubmittingcontritutions. We areconfidentthatyou
will continueto contritute, soaswe feel encouragedo continuepublishingthe newsletterinto the next
millenium.

We arealsosorryfor the productionproblemsthathave interruptedimely publicationof this newsletterfor
the pasttwo issuesWe believe thattheseproblemshave now beenresohed. Thisissuecontainsall
informationthatwould have beenpublishedn April andJuneexceptfor Conferenceshathave already
occurredandwerepreviously announcedn MDN andexpiredjob postings.

ELECTRONIC DELIVERY OF MDN

We offer to our subscriberseveral possibilitiesfor electronicdelivery of MDN:

1. Electronicmail to subscribers

In this casesubscribersell usif they wantthe newsletterautomaticallysentto themby electronicmail.
Subscribersnay specifywhetherthey wantaraw LaTeX sourcefile or a Postscripfile.

2. World Wide Web

Now aryonecanaccesshe newsletterasalLaTeX, dvi, HTML, pdf or Postscripfile atthe Molecular
DynamicsNews Website: http://www .ucsc.edu/mdnA Web browserwith suitableviewersallows people
to readthefiles ontheir computerscreensAlternatively thefiles canbe downloadedfor local viewing or
printing. Subscriberghoosingthis delivery optionwill receie anemailannouncemenvhena new issueis
posted.

We periodicallyupdatethe homepage andyou canfind links to MolecularDynamicsNews subscribers’
homepagesat our WWW site. We will addalink to yourhomepageif you sendusthe addresdy emailor
with the subscriptiorform onthe cover pageof thisissue.Thereis alsoallist of MDN subscribershatis
linkedto their emailaddressesiNe appreciatelectronicmail with updatedemailandhomepageaddresses.
Pleasesendyour emailmessageto MDN@CHEMISTRY.UCSC.EDUWe continueto sendhardcopy
newslettersby mail to subscribersvho requesthis form of delivery.

The MDN e-mail list continues,as detailed below

MOLECULAR DYNAMICS NEWSEMAIL LIST

All membersf thechemicalphysicscommunityareinvited to join the (free)“moleculardynamics-ews”
emaillist. The“moleculardynamics”in thetitle is to beinterpretecasmeaning‘dynamicalprocessem
molecules’ratherthan“classicalsimulationsof molecularmotion”. Thelist canbe usedto distribute details
of conferencesyacantacademi@ndpostdoctorapositions,change®f addresandothernensin the
MolecularDynamicsfield. It alsosenesasanarchie of up-to-dateemailaddressefor peoplein thefield.
Thelist wascreatedby JeremyHutsonin Junel993andhasnow morethan1300members.

Insteadof beingmaintainedmanually thelist is operatedy a systemcalled“mailbase”. Peoplecanjoin or
leave thelist simply by sendingmessageto the mailbaseprogram without thelist ownerneedingto do
arything. To join theemaillist, senda messag¢o the Internetaddressnailbase @mailbase.ac.u&ntaining
aline of theform:



join moleculardynamics-ners JohnF Kennedy

You do notneedto tell theprogramyour emailaddressasit picksit up from themessagéeaderlt does
needgo betold your realname sothatit canmaintaina usefullist of emailaddresses.

Whenyou join, youwill receve someintroductoryinformationon how to circulateinformationto the
moleculardynamics-nes list, andon the mailbasesystemitself.

If youwouldlike alist of the currentmemberssenda messageontainingtheline

review moleculardynamics-ne's

to theaddressnailbase@mailbase.ac.uk

Note that messageslistrib uted via the e-mail list are not normally printed in the newsletter unlessthe
Editors receve an explicit requestto do so.

Thereis alsoa spectroscopemaillist. To join this emaillist, senda messagé¢o the Internetaddress
mailbase@mailbase.ac.akntaininga line of theform:

join spectroscopgroy JohnKennedy



a. Open Positions
FACULTY

ASSISTANT PROFESSOR,SANTA CLARA UNIVERSITY

SantaClara,a Jesuituniversitylocatedin Silicon Valley andranked secondoy U.S.News amongregional
universitiesin the West,seeksa persono teachnon-sciencenajorscoursegUniversity Core),lower division
servicecoursesandadwancedcoursesn physicalchemistry Ph.D.required.A vigorousundegraduate
researctprogramis expected.Demonstrate@xcellencein teachingandresearctessentialOur ACS-
approed departments well-equippedjncludingan x-ray diffractometerand400 MHz NMR. For additional
information: http://chem.scu.ediBendCV, transcriptsthreelettersof recommendatiorgtatementsf
teachingphilosophyandresearctplans,andcover letterto Dr. Brian McNelis, ChemistryDepartment500
El CaminoReal,SantaClaraUniversity SantaClara,CA 95053by October7, 1999.SantaClaraUniversity
is anequalopportunity/afirmative actionemplo/er, andwelcomesapplicationdrom women,personof
color, andmembersf otherhistoricallyunderrepresentdd.S. ethnicgroups.

POSTDOCTORAL AND VISITING

PDRA IN COMPUTATION AL ANALYSIS OF WATER SPECTRA, University CollegeLondon,
Department of Physicsand Astronomy

(Re-adertisementiueto withdraval of a candidate)

A postdoctoratesearclassistantshifs availableto startassoonaspossibleto work on anNational
EnvironmentalResearciCouncilfundedprojectentitled’ Computationaknalysisof waterabsorptionst
nearinfraredandopticalwavelengths’.The projectwill involve thefirst principlescomputatiorof water
vibration-rotationspectrausingprogramsievelopedat UCL, analysisof laboratoryspectragstimationof
total atmospheri@bsorptiorby waterandthe constructiorof areliabledatabasef watertransitions.
Theappointmentill beatthelower endof the ResearclStaf ScalelA, currently£15,735- 23,651per
annum,dependingn age,qualificationsandexperienceplus £2,134Londonweighting. The grantis for two
yearsalthoughit is College policy to appointfor oneyearin thefirstinstance.

Candidateshouldhave or be aboutto obtaina PhDin theoreticaimolecularphysics/quanturchemistry
atmospheriphysics/chemistrgr arelateddiscipline.

Prospectie applicantsareencouragedo make informal contactwith Prof. JonatharTenryson
(j-tenryson@ucl.ac.ulor 0171-380-7809)Applicationsshouldbein theform of afull curriculumvitae
includingthe namesandaddressesf two refereesandsentor emailedto

Prof. JonatharTenryson,Departmenbf PhysicsandAstronomy University College London,Gower Street,
LondonWC1E6BT, UnitedKingdom.

WWW: http://lwwwtampa.phys.ucl.ac.uk/jopn

POSTDOCTORAL POSITION, University of Osnabrueck

A postdoctoraposition(BAT lla) is availablein thefield of clusterphysicsat the Departmenbf Physicsof
the University of Osnabrueckor threeyearswith specialemphasi®n SizeEffectsin FreeandDeposited
Clusters.

Theexperimentalork concernghe constructiorandtestingof clustersourcegor producingvariablesize
clusters.Sizeeffectswill becharacterizedisingsynchrotrorradiationin the softandhardX-ray regime.
Detectiontechniquesncludemassspectrometryphotoelectrorspectroscog andcoincidence
spectroscopiedPepositectlusterswill be characterizedisingscanningunnelmicroscop, optical
spectroscoyp andphotoelectrorspectroscop Theexperimentakesultswill beinterpretedusingmodel
calculations Applicantsshouldhave experiencean theabore mentionedields. They shouldalsobe
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motivatedto participatein interdisciplinarycollaborationprojectsandbeamline constructioratthe nev
storageing BESSY:II (Berlin). Applicantsarerequiredto assistn teachingof studentsandthey shouldhave
adiplomaor equivalentdegreein physicsor chemistryaswell asa Ph.D.in physicsor physicalchemistry
The University of Osnabrueclendeaorsto emplo/ ahigherportionof femaleacademicstaf. Female
candidatesirethereforeencouragedo apply andwill beselectedf suitablyqualified.Physically
handicappe@pplicantswill take precedencd equallyqualified.

Applicationscontainingthe customarydocumentshouldbe sentby 29.01.19990 the Dekandes
Fachbereich&®hysik,UniversitaetOsnabrueckBarbarastr7, D-490690snabrueckGerman.

POSTDOCTORAL POSITION, University of Toronto

ProfessoP. Brumer ChemicalPhysicsTheoryGroup,Departmenbf Chemistry University of Toronto,
Toronto,Ontario,CanadaM5S 1A1.

Pleasecall the attentionof interesteccandidateso anopenpostdoctorapositionin my researclgroup. Our
groupis currentlyengagedn theoreticalwork on coherentontrol of molecularprocessedight-matter
interactionssemiclassicainethodsof propagationguantumandclassicalnalyse®of laserinduced
intramoleculaenegy redistritution, classical-quanturnorrespondenceuantumchaosanddecoherence.
At presenpostdoctorabpplicantsarebeingsoughtto enhanceur programsn coherentontrolandin
guantumchaos.InterestechpplicantanustberecentPh.D.recipientsandshouldhave high quality training
in eithermolecule-lightinteractionsor quantumchaos/nonlineadynamics.

Applicantsareasledto sendmetheir CurriculumVitae, eithervia email (pbrumer@tika.chem.utorontoa)
or by regularmail attheabove addressThey shouldalsoarrangeto have two or morelettersof
recommendatiogentto medirectly, eitherby email or by regularmail.

PHD STUDENTSHIPS,CHEMICAL DYNAMICS GROUP, INSTITUTE OF ATOMIC AND
MOLECULAR SCIENCES,ACADEMIA SINICA, TAIWAN, ROC

PhDstudenshipareavailablein the Instituteof Atomic andMolecularSciencesAcademiaSinica, Taiwan,
ROC. The primarymissionof the candidatés to investigatechemicaldynamicsof high enegy carbon
clusterC2 andC3reactionswith sulfur containingmoleculesandunsaturatethydrocarbongmplg/ing
crossednolecularbeamgechniquesThesereactionsarerelevantto the high temperaturehemistryin
outflows of dying carbonstars,comhustionflames,andchemicalvapordepositionprocessesi second
researcltoptionis to understandhereactiondynamicsof CH andC2H radicalswith un- saturated
hydrocarbonsisanimportantmeango form highly unsaturatedadicalsin cold, interstellarmolecular
clouds.Candidatesnusthave a mastersiggreeor equivalentin physicalchemistryor physics.Pertinacious
enegetic candidateshouldsendinquiriesto Dr. Ralf I. Kaiser Instituteof Atomic andMolecularSciences,
AcademiaSinica,1 Section4, Rooseelt Rd., Taipei, 106, Taiwan,ROC.Tel:886-2-23645370;
Fax:886-2-2362020@mail:kaiser@po.iams.sinieautw. http://po.iams.sinica.edw/~kaiser.

POSTDOCTORAL RESEARCH FELLO WSHIP, University of Coimbra

Oneor two postdoctoratesearclpositionsareavailablein Theoretical& ComputationalChemistryatthe
Groupof ProfessoiA.J.C.VarandasThepositionis for researcton potentialenegy surfacesandreaction
dynamicsjncludingnon-adiabati@ffects. Theemphasiwill beon systemswith relevancein atmospheric
chemistryandcomlustionprocessesApplicantsaresoughtwith goodexperienceon ab initio electronic
structurecalculationsand/orreactiondynamics.The positionis initially for oneyear with reneval
dependingon mutualagreementApplicantsarewelcomefrom all nationalswho have obtaineda PhD,with
the positionbeingavailableat the earliestcornvenience Interesteccandidateshouldsubmita curriculum
vitee,andarrangedor two or threelettersof recommendatioto be sentto:

Professo.J.C.Varandas
Departamentale Quimica



Universidadede Coimbra
3049CoimbraCode, Portugal

For furtherinformationpleasecontactProfessoA.J.C. Varandawia e-mail: VARANDAS@QTVS1.UC.PT
telephone351-39-835867fax: 351-39-827703

POSTDOCTORAL POSITION, LawrenceLivermore National Laboratory

Two postdoctorapositionsfrom citizensof the U.S.andNATO countriesonly arecurrentlyavailablewithin
the Enegetic MaterialsCenterat LawrencelLivermoreNationalLaboratory Thefirst positionis in electronic
structuretheory involving calculationsof thegroundandelectronicallyexcited stategpropertiesof moderate
to large sizeenegetic molecules Experiencewith standardelectronicstructuremethodgabinitio andDFT)
is required,asis someprogrammingexperience Knowledgeof nonadiabatichemistryis alsohelpful. The
secondpositionis attheinterfaceof chemistryandmaterialsscience Experiencan moleculardynamics
simulationds essential Familiarity with multiscalemodeling(abinitio, semiclassicaaindcontinuum
modeling)is highly desirable Qualifiedapplicantgor thetwo positionsshouldsubmita completeC.V. with
thenamesandaddressesf atleasttwo referencegpreferablyvia email)to:

M. Riad Manaa,LawrenceLivermoreNationalLaboratory 7000EastAvenue, P. O. Box 808,L-282,
Livermore,CA 94551

Fax: (925)424- 3281,Email: MANAAL1@LLNL.GOV

POSTDOCTORAL POSITION, UNIVERSITY OF BORDEAUX, FR

A post-doctoraposition,fundedby the EuropearCommissiorunderthe TMR network "Astrophysical
Chemistry”programmeis availablefor oneor two yearsin our laboratory The network involveseight
researclgroupsperforminghigh level, experimental theoreticakineticsanddynamics andastrophysical
modelling: U. of Birmingham(GB), Chemnitz(DE), GoettingenDE), PerugiaIT), Renneg{FR), Bordeaux
(FR),U.C. London(GB) andthe Obsenratory of Meudon(FR).Thefocusfor the following projectis on
experimentalwork, but interestin theory stronglydevelopedin thelaboratoryis suitable.Reactionf C
andSi atomswith smallmoleculeswill beinvestigatedvith combinedpulsedlasersandpulsedcrossed,
supersonienoleculatbeams.The crossedbeammachinerecentlydevelopedallows for scanninghekinetic
enepy of colliding partnersddown to values(0.4 kJ/mol)relevantto the conditionsof theinterstellarmedium
(seeC.R.Acad. Sci. Paris Seriellc.,1998,771). Annualnetsalarywill bearound23000Euros.Thepostdoc
associatavill alsohave fundsto spendup to onemonthperyearof appointmentn anotheldaboratoryof the
network in orderto completehis training. Interesteccandidatesvho fulfill theeligibility conditionsrequired
for TMR network youngvisiting researcheréseehttp://www.cordis.lu/tmr/src/elond.itm) shouldsubmita
CV andthe namef oneor two refereego: Dr Michel CostedJMR 5803CNRS- UniversiteBordeaux
Laboratoirede Physico-ChimieMoleculaireUniversiteBordeauxX 33405Talencecede, Francephone:335
56 8463 45fax: 33556 84 66 45 email: costes@cribx1.u-bordaxfr

POSTDOCTORAL POSITION IN MOLECULAR LASER SPECTROSCOPY, Mississippi State
University

A postdoctoratesearctassociatgositionwill beavailablein moleculadaserspectroscopat Mississippi
StateUniversity’s Diagnosticinstrumentatior® AnalysisLaboratory(DIAL). DIAL is amultidisciplinary
researctanddevelopmeninstitute,fundedpredominanthby the Departmenbf Enegy. The majoremphasis
of ourresearctprogramsconcernsapplicationof moderninstrumentationncludinglasersto environmental,
comhustionandpropulsionproblems.Many of the projectshave bothbasicandappliedaspects.
Theresearctassociatdor this projectwill work on applicationof laserspectroscop (especiallycavity
ring-davn spectroscop photoionizationitne- of-flight mass-spectrometrgndlaserinducedfluorescence)
to ernvironmental/combstion problems.He/sheshouldhave a strongbackgroundpublications)in laser
spectroscopor arelatedarea.



Theassociateanexpecta salaryof ~$30-32Kperyear plusmedicalinsuranceandmoving expenses.
Interestedndividualswith appropriateesearctbackgroundshouldpromptly senda cover letteranda CV
(preferablyby e-mail or fax) andhave 2-3 recommendatiotetterssentdirectly to: Dr. R. Vasudg,
MississippiStateUniversity Diagnosticlnstrumentatior& AnalysisLaboratory 205ResearctBoulevard,
Researcl& TechnologyPark, Starkville,MS 39759-9734Fax:(601)-325-8465E-mail:
vasude@dial.msstate.edu.

Individualswho hadrespondedo anearlieradwertisemenneednot reapplybecausé¢heir applicationsareon
file.

We areanequalopportunity affirmative actioninstitution.

RamVasude MississippiStateUniversity 205ResearcltBoulevard, Researcl& TechnologyPark Starkville,
MS 39759-9734USA Phone:(601)-325-04990ffice); (601)-325-9034Lab) Fax: (601)-325-8465-mail:
vasude@dial.msstate.edu

POSTDOCTORAL POSITION ON SINGLE MOLECULE FLUORESCENCE MICR OSCOPY,
University of Cambridge

A threeyearpostdoctorapositionis availableimmediatelyat the University of Cambridge Departmenbf
Chemistryunderthe supervisiorof Dr David KlenermanandDr ShankaBalasubramanaiflhe projectis to
performsinglemoleculefluorescencspectroscopon cryofixatedbiomoleculeq rapidly frozenin water)in
orderto determingherelative stability of differentconformationsy studyingindividual moleculedabelled
with suitablefluorophors.The apparatugor cryofixation,the cold stagefor the microscopeandthe single
moleculefluorescencenicroscopéhave all beenbuilt. We arelooking for someonewith abackgroundn
laserspectroscopandoptics.No knowledgeof moleculamiology is requiredbut aninterestto learnabout
this subjectwould be useful. We areseekingto recruitsome-oneassoonaspossible.To apply pleasesenda
CV andthe nameof two refereego:

Dr David KlenermarnDepartmenbf ChemistrylensfieldRoadCambridgeCB2 1 EW
fax:44-(0)1223336362email: dk10012@cam.ac.uk

POSTDOCTORAL POSITION, SCHOOL OF CHEMICAL SCIENCES,UNIVERSITY OF EAST
ANGLIA

Bioimagingwith UltrafastLasers

Applicantsareinvited to develop two-photonfluorescencéioimagingof biological materials.The project,
fundedunderthe BBSRClInitiative on Bioimaging,is aninterdisciplinarycollaborationbetweerthe
UltrafastLaserandthe MetalloproteinGroupsin the Schoolof ChemicalSciencesandthe Cell Biology
Departmenbf the JohninnesCentrefor PlantandMicrobial ScienceNorwich. Thesuccessfutandidate
will bebasedn the UltrafastLasergroupandwill beresponsibldor the operationof anamplifiedtitanium
sapphirdasersystemandassociate@pticalinstrumentgor multiphotonspectroscopandimaging. A
candidatas soughtwith experienceof oneor (preferably)moreof thefollowing: ultrafastlasersnonlinear
optics;imagingoptics.

Thepostis availableimmediatelyfor a periodof threeyears

Salarywill bein theRA1A range(#15,753 #23651perannum)

Applicantsshouldsenda CV includingthe namesof two refereego Dr S. R. Meech,Schoolof Chemical
SciencesUniversity of EastAnglia, Norwich NR4 7TJ,UK. (e-mail: s.meech@uea.ac.ukel: 01603
593141 FAX: 01603592003

Postdoctoral Position in Atmospheric Chemical Kinetics, University of Michigan A postdoctoral
positionis availableimmediatelyto studythetheoryof vibrationalenegy transferinvolving smalland
mid-sizedmolecules A majorobjective is to calculatestate-to-stateibrationalenegy transferateconstants
for usein understandingion-equilibriumeffectsin Earth’s upperatmosphereA secondmajorobjectiveis to
extendthe calculationgo mid-sizemoleculeswith higherdensitief states A suiteof theoretical



techniquewill beinvestigatedpossiblyincludingclassicatrajectoriesVCC-10S,andforced-oscillator
methods.The projectis a collaborationamongJ. R. Barker (University of Michigan),M. G. Mlynczak
(NASA/Langley), andL. L. Lohr (University of Michigan). The positionis availableimmediately(atthe
University of Michigan)andis for oneyearwith extensiongby mutualagreementjor two moreyears.The
annualsalarywill be31 K —34K, dependingn experienceandqualifications.Preferenceavill be givento
applicantswith a strongbackgroundn semi-classicahnd/orquantumscatteringmethods Applicantsshould
send(via e-mailor regular post)a CV andpublicationlist, aletterdescribingresearchinterestsandthe
namef two referenceso Prof. JohnR. Barker (jrbarker@umich.edu)Departmenbf Atmospheric,
OceanicandSpaceSciencesThe University of Michigan; Ann Arbor, Ml 48109-2143.

JohnR. Barker Departmenbf AtmosphericOceanic& SpaceSciences Departmentf Chemistry 1520
SpaceResearctBuilding, University of Michigan,2455Hayward Street Ann Arbor, Ml 48109-2143USA)
Tel: 734-763-6239Fax: 734-764-5137jrbarker@umich.edu

POSTDOCTORAL APPOINTMENT , ArgonneNational Laboratory

A post-doctorapositionin the ChemicalDynamicsGroupat ArgonneNationalLaboratorywith Albert
WagnerandMichael Davis is open.Theresearclinvolvesthe developmentof techniquedor reducingthe
dimensionalityof complex chemicalkineticsandtheincorporationof thesereductionsnto computational
fluid dynamicscodesdescribingreactie flows. Of particularinterestis the applicationof low-dimensional
manifoldtechniquesgor this reduction but otherreductionapproachemayalsobeexplored. The projectas
it hasdevelopedis interdiscplinaryinvolving work in numericalanalysis appliedmathematicgparticularly
dynamicalsystems)theoreticachemistry andkinetic modeling.The successfutandidateshouldhave some
experiencen oneof theseareas.

The ChemicalDynamicsProgramat Argonneconsistof tenpermanenstaf membersfive theoreticians
andfive experimentalistsit offersauniqueopportunityfor the closeinteractionbetweertheoryand
experiment.Thegrouphasaleadershipole in a network of groupsat Argonnethathave acommoninterest
in the simulationof comhustionsystemsThe postdoctorabppointmentvill carryoutresearcthin the context
of this network. In thisregard,joint projectswith computationafluid dynamicistsfrom othergroups
involvedin directnumericalsimulationof comhustionprocessemayariseduringthe courseof this
appointmentThe positionis availableimmediately Applicantsmusthave recevedtheir Ph.D.no laterthan
threeyearsbeforetheir startingdate.

Argonneis a NationalLaboratoryoperatedy the University of Chicagofor the Departmentf Enegy, and
is anequalopportunityemployer. Thelaboratoryis locatedabout25 mileswestof Chicago.

Pleasesenda c.v. andhave two lettersof recommendatioto: Albert Wagneror Michael Davis, Chemistry
Division, ArgonneNationalLaboratory Argonne L 60439

Any of thisinformation,andary questionscanalsobe mailedelectronicallyto wagner@tcg.anl.goand
davis@tcg.anl.ge or faxedto 630-252-4470

POSTDOCTORAL POSITION, University of Waterloo

Thereis animmediateopeningfor a post-doctorafellow in the areaof tropospherieanodellingin the
AtmosphericResearclGroupat the University of Waterloo.

This positionis partof a collaboratve projectinvolving industry governmentanduniversityresearchers.
While the positionis locatedprimarily at the University of Waterloo,the candidatewill work closelywith all
of the partnersandwill spendsometime in eachof the participatingorganizationsApplicantsshouldhave
experiencan atmospherichemistryaswell assomefamiliarity with tropospheriadynamicsandwith
large-scalecomputingtechniques.

The AtmosphericResearclGroupat the University of Waterloois a collaboratiorbetweerProf. J.
Pawliszyn andProf. J.J.Sloan.Presentlyit is focusedon the developmentof new monitoringtechniquedgor
tropospherigasphaseandparticulatepollutants with a strongemphasi®on urbanandindoorair quality.



Thesuccessfutandidatewill leadthe expansionof this groupinto the areaof modelling. Therewill be
substantiahssistancéom our collaboratorsn governmentandprivateindustrywith this effort.
Furtherinformationaboutrelatedexperimentalprojectsin the AtmosphericResearclGroupmaybe foundat
ourwebsite:http://www.science.uaterloo.cathemist/, wheretheindividual pagesnaybefoundat
pawliszyn.htmlandsloan.html.

The University of Waterloo,which hasapproximately20,000studentsis locatedin Waterloo,Ontario,100
km westof Toronto. The KitchenerWaterloourbanareahasa populationof approximately250,000 andis
surroundedy a pleasantmostlyagricultural,rural region.

Applicantsshouldforwarda CV andtwo lettersof referencdo: Prof. J.J.Sloan,Department®f Chemistry
andPhysicsUniversity of Waterloo,WaterlooON N2L 3G1,CanadaTel: 15198884401 ,Fax: 1519746
0435,e-mail: sloanj@UWaterloo.CA

POSTDOCTORAL POSITION, WeizmannInstitute of Science)srael

A postdoctorapositionfor a periodof ayearto two yearsis availablein my group.Activities arefocusedon
thetheoryof lasercooling of electronicallyexcited polyatomicmoleculesguantumthermodynamicate
theory Laplaceinversionmethodstheoryandcontrolof surfacediffusion. Recentpublicationsare: P.
Talkner EP & A.M. Berezhkwvskii, Binary collision theoryfor thermalandnonisothermatelaxationand
reactionof polyatomicmoleculesChem.Phys. Vol. 235,131(1998).G. Gershinsl andER, Unimolecular
reactiondn thegasandliquid phasesA possibleresolutionto the puzzlesof thetrans-stilbene
isomerization,). Chem.Phys.Vol. 107,812(1997).EPandJ.L. Liao, A new quantuntransitionstate
theory J. Chem.Phys. Vol. 108,2733(1998).J. Shao,J.L. Liao andEP, Quantuntransitionstatetheory:
Perturbatiorexpansion,J. Chem.Phys.Vol. 108,9711(1998).EPandB. Eckhardt,Semiclassicatanonical
ratetheory Phys.Rev. E, Vol. 58,5436(1998).J.L. Liao andEP, A testof quantumransitionstatetheory
for a systemwith two degreesof freedom,J. Chem.Phys.Vol. 110,p. 80(1999).H. WadiandEP, Accurate
computatiorof quantumdensitiesof statesandRRKM rateconstantgor large polyatomicmolecules the
STAIR method,J.Chem.Phys.,in press.

Work in thegroupinvolvesboththedevelopmentof analytictheoryaswell asnumericalsimulationfor small
andlarge systemsPreriousexperiencewith moleculardynamicsandMonte Carlomethodss needed.
Salaryis ca. 22,000USD peryear morethanenoughto cover living andhousingexpensesn Israel. Suitable
candidateshouldsendtheir cv’s, list of publicationsandtwo lettersof recommendatioto Eli Pollak,
ChemicalPhysicsDept.,Weizmanninstituteof Science/6100Rehwot, Israel,Fax: +9728 9344123,
email: cfpollak@weizmann.weizmann.dc

POSTDOCTORAL POSITION, National Taiwan University

A postdoctorapositionis currentlyavailablein the Departmenbf Chemistry National Taiwan University
Taipei, Taiwan. Theresearchwill focuson oneof thetwo topics: 1. photodissociatiomndphotoionizatiorof
vanderWaalsmoleculeausinga reflectrontime-of-flight MS and2. ion-moleculereactionsusinga new
apparatusvhichis beingconstructedTherefore a candidateshouldhave experiencewith pulsedmolecular
beam lasertechniqgueandmassspectrometerfTheinitial appointmentvill befor oneyear but fundsare
availablefor supportmorethanoneyear Applicantsshouldsenda CV andtwo lettersof recommendatioto
ProfessoK. C. Lin, Dept. of Chemistry National Taiwan University, Taipei, Taiwan106,ROC. Tel:
886-2-23621483Fax: 886-2-23621483-mail: kclin@mail.ch.ntu.edu.tw

POSTDOCTORAL POSITION, University of Kentucky

Onepostdoctoratesearclassociatgositionis availableIMMEDIATELY in the areaof laserspectroscop
andchemistry Thepositionis initially for oneyearandmay berenavableuponthe mutualagreementThe
researctassociatavill work on metalclustersandmetal-ligandcomplexesusingZEKE spectroscop
photoionizatiorspectroscop time-of-flight massspectrometryandabinitio calculations Applicantsshould
have experiencdn laserspectroscopor relatedareas Personsnterestedareencouragedo send(preferably



by e-mailor fax) acoverletter, a CV, alist of publications andthe namesandaddressesf two referenceso:
Dong-Shengrang,Departmenbf Chemistry Chemistry-PhysicBuilding, Room9, University of Kentucly,
Lexington,KY 40506-0055.

Tel: (606)257-4622 Fax: (606)323-1069 E-mail: dyang0@pop.ukedu

URL: http://www.chem.ul.edu/researc¢hang/

Applicationswill beconsideredintil the positionis filled. The University of Kentucly is anEO/AA
employer.

POSTDOCTORAL POSITION, University of Queensland Australia
Postdoctorapositionsareavailableimmediatelyin the ComputationaReactionDynamicsGroupleadby Dr
SeanSmithat the University of QueenslandBrisbane Australia. The positionwill be offeredinitially for
oneyear with the possibility of extensionbeyondthatsubjectto mutualsatishction. Thework will focuson
thedevelopmentof iterative quantumscatteringmethodologie$or applicationto unimoleculamdissociation
andcollision-compl&-forming bimoleculareactions.Salarynegotiable, dependenon the qualificationsof
theapplicant. A summaryof thetheoreticalctvities in our groupandrecentpublicationscanbe accessed
via my webpage.

A postdoctorapositionin the areaof theoretical/computainal reactionkineticsis availableimmediatelyin
the ComputationaReactionDynamicsGroup(CRDG) atthe University of QueenslandThe successful
candidatewill beinvolvedin applyingary or all of

(1) microcanonicabariationaltransitionstatetheory(generalisedeactioncoordinate)(2) classical
trajectories(3) electronicstructurecalculationsand(4) stochastianasterequationsolutions

for themodellingof fastradical+ unsaturatethydrocarbomreactionsof importancein comhustion,
atmospheri@andinterstellarchemistry This work will form partof a collaboratve initiative betweerthe
CRDGat University of Queenslandhttp://www.chemistryug.edu.au/bmemgestrdgroup/) andthe Institute
of Atomic andMolecularScienceglAMS), AcademiaSincia, Taiwan,wherethesereactionsarebeing
studiedexperimentallyin a crossed-moleculdyean apparatughttp://po.iams.sinica.edw/~Kkaiser).
Interesteccandidatesreinvited to send(electronically)a resumeandthe namesof two potentialrefereedo
myself,addresssbelaw.

SeanC. Smith,SeniorLecturer Departmenbf Chemistry University of QueenslandQld 4072,Brisbane,
Australia.

tel (617)33653975fax (617)33654299email: s.smith@chemistryg.edu.au

Web: http://www.chemistryuq.edu.au/hmepaes/snith/index.html

POSTDOCTORAL POSITION, University of California, Berkeley

A postdoctorapositionis availableimmediatelyin theresearchgroupof William A. Lester Jr., University of
California,Berkeley. Theresearchs focusedon theoreticaktudiesof reactionpathwaysandmolecular
propertieausingquantumMonte Carloandotherabinitio electronicstructuremethods Applicantswith
strongbackgroundsn electronicstructuremethodsncluding effective corepotentialsandcodedevelopment
will begivenpreferencePleasesendCV listing experiencepublicationsandpresentationaswell asthe
namestelephoneandfax numbersande-mailaddressesf two referenceso theaddresdelow. In addition,
pleasaequestreferenceso forwardlettersto thefollowing address.

ProfessoiVilliam A. Lester Jr., Departmenbf Chemistry University of California, Berkeley, Berkeley, CA
94720-14601.S.A.

Tel: (510)643-9590Fax: (510)486-5574;Homepage:http://mwwechem.beriéleyedu~walgrp/

SCIENTIST, University of Waterloo, Canada

Thecandidatewill supervisaeductionandanalysisof datafrom the ACE (AtmosphericChemistry
Experiment)satelliteto belaunchedn 2001,in collaborationwith memberof the ACE ScienceTeamatthe
University of Waterloo.The ACE missionis fundedby the CanadiarSpaceAgeng for a5-yearperiod,
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1999-2003.The ACE instruments a high- resolutioninfrared Fouriertransformspectrometethatwill
measureatmospheri@bsorptiorspectraby solaroccultation.Thejob responsibilitiewill includeensuring
the orderlyflow of data,anddataintegrity aswell asthe developmentandimprovementof the datahandling
software. Experienceawith Fouriertransformspectroscopandatmospherichemistryis required.In
addition,directexperiencewith satellitedataprocessingvould be a substantiahdvantage The candidate
will have the opportunityto participatein the scientificpublicationsarisingfrom the measuremen@andto
co- supervisgraduatestudentandpostdoctoralfellows in theresearchgroupsat Waterloo.

To apply sendac.v. andthe namesof threereferenceso: PeterBernath,Departmenbf Chemistry
University of Waterloo,Waterloo,Ontario,CanadaN2L 3G1

telephone519-888-4814fax: 519-746-0435email: bernath@uwaterloo.ca

POSTDOCTORAL POSITION, CarnegieMellon University

A postdoctorapositionin experimentabhysicalandbiophysicalchemistryis now availablewith Professor
Linda Peteantn the Departmenbf Chemistryat Carngyie Mellon University The successfutandidatewill
participaten experimentsexaminingthe effect of molecularervironmenton chage-transfereactionsusing
Stark,fluorescenceandresonanc&amanspectroscopiesl hefocusof theresearchs the photochemistry
andphotophysic®f retinalsandotherpolardonoracceptompolyenesn glassyandpolymericmatrices.
Opportunitiego studychage-transfereactionsn proteinsandin organiccompoundsgonductingpolymers,
andto participatein the developmentof novel spectroscopiethodswill alsobe availableto the successful
applicant.A Ph.D.is required preferablyin physicalchemistry physicalorganicchemistry or biophysical
chemistry Additional preferencewill be givento candidatesvho have experiencewith laserspectroscop
and/orfamiliarity with the synthesisisolationandcharacterizatioof organiccompoundsExperience
working with biological materialsandwith computationathemistryprogramds alsouseful. The positionis
initially for oneyearbut maybeextendedfor anadditionalyearby mutualconsent.The salaryis negotiable.
Interesteccandidateshouldsenda cover letter, acurriculumvitae,andhave threelettersof recommendation
sentdirectly from therefereego:

ProfessotLinda PeteanuDepartmenbf Chemistry Carngjie Mellon University 4400Fifth Avenue,
Pittshurgh, PA 15213USA

phone:412-268-1327fax: 412-268-6897email: peteanu@andnecmu.edu

POSTDOCTORAL POSITION, Weizmann Institute

2 post-doctorapositionsin thefields of theoreticalandexperimental’CoherentControl” have become
availablein the groupof MosheShapiroat the Weizmanninstituteof ScienceRehawot, Israel.
Theexperimentalwork will focuson 2-photonvs. 2-photonphasecontrolof dissociatiorprocessesn
continuationof our pastdemonstratiomf lasercontrolof electronicdegreesof freedomin the Nay
dissociatiorprocesgPhys.Rev. Letters76: 2886(1996)).

Thetheoreticawork will dealwith: coherentontrolof chiral synthesis|lasercoolingof moleculesandlaser
inducedrecombinationwavepaclet andpotentialimagingby femtosecondpectroscop

Additional detailsaboutthe group,its actiities, andtwo samplepaperscanbefoundat
http://chemphys.weizmann.at-ishgiro/home.liml

Interestedhpplicantsshouldcontact(electronicmail is preferable):
ProfessoMosheShapiro,Departmenbf ChemicalPhysics,The Weizmanninstitute,Rehosot, 76100,Israel
fax:+972-8-934412, cfshapir@weizmann.weizmann.ac.il

POSTDOCTORAL POSITION, University of Notre Dame

Applicationsareinvited for aPOSTDOCTRAL POSITIONin experimentalgas/surdcereactiondynamics
atthe University of Notre Dame.Reactiondetweerincidentionsandsurfaceadsorbateareexploredunder
UHV conditions.lonsareacceleratedo hyperthermaénegies(5-300eV) andcollide with
well-characterizegdingle-crystakurfaces.A differentially-pumpedMS is usedto detectscatteregroducts
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with angular, mass-andenegy-resolutio. In addition, TPD, AES, XPS,andKelvin Probemeasurements
areemplo/edto monitorsurfacemodificationsfollowing prolongedon beamexposuresThe mechanisms
for chagetransfer dissociationandatomabstractiorreactionsare probedby measurindgiow thereaction
probabilityandproductdistributionsdependon the collision enegy, angle-of-incidenceandthe surface
adsorbatestructure.Candidatesvith previous experiencean chagedparticleopticsand/orsuriacescience
techniquesreespeciallyencouragedo apply Applicantsshouldsenda curriculumvitae andarrangefor
two lettersof recommendatioto be sentto:

Prof. DennisC. JacobsPept. of ChemistryandBiochemistry University of Notre Dame,Notre Dame,IN
46556,USA

Phone:(219)631-8023FAX: (219)631-6652HomePage- http://www.nd.edut-djacobs

POSTDOCTORAL POSITION, University of Osnabrueck

A postdoctoraposition(BAT lla) is availablein thefield of aerosophysicsat the Departmenbf Physicsof
the University of Osnabrueckor threeyearswith specialemphasi®n

physicalandchemicalpropertiesof levitatedaerosols.

This projectis primarily focusedon laboratoryexperimentson the characterizatiowf physicalandchemical
propertiesof singlelevitatedaerosobparticlesof tropospheri@andstratosphericelevance.Chemical
transformation®f atmospheridracegaseccurringon aerosolparticleswill alsobeinvestigatedThe
particlesarestoredin electrodynamidraps.Methodsfor in situ- andex situ-characterizatin of theaerosols
include: elasticandinelasticlight scatteringpptical spectroscop andmassspectrometry
Applicantsshouldhave experiencdan the abore mentionedields. They shouldalsobe motivatedto
participaten interdisciplinarycollaborationprojectsin ervironmentalresearchApplicantsarerequiredto
assistin teachingof studentsaandthey shouldhave adiplomaor equivalentdegreein physicsor chemistryas
well asaPh.D.in physicsor physicalchemistry The positionis suitablefor furtherqualification.Thereis
the possibility of part-timework.

The University of Osnabrueclende&orsto emplgy a higherportionof femaleacademicstaf. Female
candidatesirethereforeencouragedo apply andwill beselectedf suitablyqualified.Physically
handicappedpplicantswill take precedencd equallyqualified.

Applicationscontainingthe customarydocumentshouldbe sentby 01.05.9%o the DekandesFachbereichs
Physik,UniversitatOsnabrueckBarbarastr7, D-490690snabrueckierman.

POSTDOCTORAL POSITIONS, Georgia Institute of Technology

Two postdoctoratesearclpositionsareavailablein the groupof Prof. RigobertoHernandeat the Geogia
Institute of Technologywith startingdatesbetweerSeptembelf, 1999andFebruaryl, 2000.

I. Oneopeningwill beinvolvedwith furtherdevelopingiGLE andWiGLE — anirreversiblenonequilibrium
stochastiaynamics- andits applicationto polymerizationprocessesThis NSF-fundedwvork will involve
collaborationwith aformerpostdoctorastudentfFrankSomerwhowill be startingatenure-traclpositionat
St.Johrs Universityin fall'99. Seee.g.,HernandeandSomeyJ.Phys.Chem.®.103,1064and1070
(1999).

II. Oneopeningwill beinvolvedwith thedevelopmentandstudyof dynamicmodelsdescribingprotein
folding. Thiswork will involve collaborationwith a graduatestudent.A publicationanalyzingsome
interestingfeaturesof minimalistmodelsis currentlyin preparation.

Both positionsarefor atwo yeartenure(oneyear renavablefor secondyear),andwill becompensatetly a
generousalary(proportionalto experiencelandhealthbenefits.Interestedndividualsshouldsenda
statemenbf researclinterestsa CurriculumVitae andthe namesof threereferencedy e-mailto
ihernandez@chemistgaechedu, or by regularpost.
RigobertoHernandezBlanchardAssistantProfessonf Chemistry Schoolof Chemistry& Biochemistry
Geogia Instituteof TechnologyAtlanta, GA 30332-0400JSA.
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FAX: (404)894-7452 E-Mail: hernandez@chemistgatet.ecu
Website: http://www.chemistrygatech.eduig

POSTDOCTORAL POSITION, ArgonneNational Laboratory

The GasPhaseChemicalDynamicsProgramat ArgonneNationalLaboratoryhasanopeningfor a post
doctoralappointmentvorking with R. GlenMacdonald.Theresearchnvolvesthe useof high resolution
time-resoled nearinfraredandinfraredabsorptiorspectroscopto studythe spectroscop dynamicsand
kineticsof radicalsof interestto comhustionandatmospherichemistry The mainthrustof the program
overthenext few yearswill beto studythe dynamicsandkineticsof atom+ radicalandradical+ radical
processediowvever, otherstudiesarepossible dependingon the qualificationsandinterestsof the successful
candidate Severalrecentarticleswill give potentialcandidatesnideaof thevariety of problemsthatcanbe
tackledwith this apparatusa) InfraredSpectroscog J. Mol. Spectroscop186,349(1997).b) Chemical
Kinetics,J. Phys.Chem.102,4585(1998),andc) ChemicalDynamics,J. Chem.Phys.109,4224(1998).
Thesuccessfutandidateshouldbe planningto graduatesoonor be arecentgraduatdrom a Chemical
Dynamicsor Kinetics Program(withinthelast3 years),andhave experiencen laserspectroscop vacuum
techniqguesandcomputerdataacquisition.A backgroundn rovibrationalspectroscop of polyatomic
moleculesvould be adesirableasset An applicationwill requirea CV andthreelettersof recommendation.
For furtherinformation,interesteccandidateshouldcontactGlenMacdonald.

The GasPhaseChemicalDynamicsProgramat Argonneconsistof tenpermanenstaf membersfive
theoreticianandfive experimentalistslt offersanuniqueopportunityfor the closeinteractionbetween
theoryandexperiment.Argonneis a NationalLaboratoryoperatedy the University of Chicagofor the
Departmenbf Enegy, andis anequalopportunityemployer. Thelaboratoryis locatedabout25 mileswest
of Chicagolllinois, USA.

R. GlenMacdonald ArgonneNationalLaboratory ChemistryDivision, 9700SouthCassAve., Argonne,IL
60439

Ph:(630)252-7742 Fax:(630)252-4470 Email: macdonald@anlchm.chm.anhgo

POSTDOCTORAL POSITION, SandiaNational Laboratories

A Post-DoctoraPositionis availableat SandiaNationalLaboratoriesn Livermore California. The
ComhustionResearchracility is seekingarecentPhD scientistor engineelinterestedn MOLECULAR
SENSORDEVELOPMENT andapplications.The successfutandidatewill join ateamthatis actively
developingandapplyingoptical spectroscopitechniquedor real-timesensor®f interestto the Departments
of Enegy, DefenseandU.S.industry Currentwork hasbeenbasedn tunable-diode-laseABSORPTION
SPECTROSCOPYin themid- andnearinfraredregions,andnew laserbasedmid-infraredsourcesarebeing
developedin conjunctionwith otherteamsat Sandia.Mary of the sensompplicationsarein highly
particle-ladergasstreamsat high temperatureAn exampleof currentactiities is the applicationof
time-resoled measurementsf gas-phaseoncentrationandtemperaturefor real-timecontrol of processes
in bothbasicoxygenandelectricarc steelmakingln additionto commerciakteelmakingwe arecurrently
conductingexperimentdn demilitarizationof conventionalmunitions,large-scalegpool fires,andthe
assessmemdf long-termagingof organicmaterialsn weaponsomponentsThe successfutandidatewill

be exceptionallystrongtechnicallyandbe a creatve problem-soler. Candidateshouldhave aPh.D.in
eitherthe physicalscience®r engineeringandhave demonstratedxperimentandmodelingresearch
experiencewith aspectof molecularspectroscop optics,lasers comhustiondiagnosticselectronics,
computersimulation,dataanalysisasndmethodgor processontrol. Experiencewith fiber-optically coupled
lasersis alsoadwantageouslaboratoryandcommunicationskills mustbe excellent,andthe ability to work
independentlyr in ateamervironmentis amust. Travel for field experimentds requiredfor this position.
Pleasesendaresumewith namesof referencesstatemenof researchexpertise,andcopiesof college
transcriptgo:
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SandiaNationalLaboratoriesAnnalsham,MS 9111,HR Dept-CA0022,JobCodeDRH-1250,P.O Box
969, Livermore,CA 94551-0969.

US citizenshipis required.SandiaNationalLaboratoriess an EqualOpportunity/ Affirmative Action
employer. For moreinformation,pleasecontactSarahAllendorf, PrincipalMemberof the TechnicalStaf,
SandiaNationalLaboratoriesMS 9052,P.O. Box 969, Livermore,CA 94551-0969.
Fax:(925)294-337%mail: SWALLEN@SANDIA.GOV

POSTDOCTORAL POSITION, University of Southampton

LaserDriven ScanningfunnellingMicroscopy will be developedto recordIR vibrationalspectreof surface
speciewvith molecularspatialresolutionundera £460,000grantfrom the EPSRC(Chemistry& Physics
programmes)The combinationof atuneablgsIR laser/OPQwith aUHV STM will revolutionizesurface
studiesby combiningdirectimagingandspectroscopi@entification.Extensve refurbishmenbf the
physicalchemistryareais taking placeandthis togethemith a specificgrantfrom the Wolfson Foundation
will provide a purposebuilt areafor the equipment.

We seekto appointa PDRA with experiencewith eitherSTM or laser/OPGsystemsinitially for oneyear
(upto point4, £15,753pa)with extensionpossiblefor furtheryears.

For furtherinformationpleasecontact:Dr. J.G.Frey, Departmenbf Chemistry University of Southampton,
SouthamptonSO171BJ,Email: j.g.frey@soton.ac.uk

ProfessoBrian Hayden ,Departmenbf Chemistry University of SouthamptonSouthamptonSO171BJ,
Email: b.e.hayden@soton.ac.uk

Dr. W.S.Brocklesby OptoElectronicfkesearciCentre University of SouthamptonSouthamptonSO17
1BJ,Email: wsb@orc.soton.ac.uk

POSTDOCTORAL POSITION, Columbia University

We aresearchindor post-doctoratandidateso do interdisciplinarywork at ColumbiaUniversityin physical
chemistryprojectsfor two areasbasicstudiesof ervironmentallyrelatedsuriacechemistryon modelmetal
oxidesurfacesandin thechemicalphysicsof reactiondynamicson semiconductosurfaces.The candidates
shouldhave a strongexperimentabackgroundn state-resoled lasertechniquesind/orin surfacescience.
Thework, whichis focusedoy majornew NSFcentersn 1) ervironmentalchemistryand?2) advanced
materialresearchandwould involve collaboratve researctamongseveralresearchgroupsat Columbia.
Pleasdax or mail your resumesncludingthe namesof threeseniorfaculty scientistdamiliar with your
capabilitiesto Prof. RichardM. Osgood,Jr. atthe ColumbiaRadiationLaboratory 530West120thStreet,
rm. 1001,New York, NY 10027.Fax212-854-1909ColumbiaUniversityis anequalopportunityemployer.

POSTDOCTORAL POSITION, University of Montr eal

I amlooking for a postdoctorafellow to work with my groupat the University of Montreal,CanadaPeople
who applieda few monthsagoarewelcometo applyagain.

Theinitial appointmentvill befor oneyearbut fundsareavailablefor a secondyear Candidateshould
have trainingin eithertheoreticakchemistryor theoreticalphysics.Experiencen quantumdynamics
calculationsvould beanasset.

Thegroupis interestedn developingandapplyingnen methoddor calculating:(i) vibrationaland
ro-vibrationalenegy levelsof smallpolyatomicmoleculegJCP99 8519(1993),JCP1006175(1994),JCP
1018494(1994),JCP1035600(1995),JCP1079493(1997),ChemPhysLett 287 289(1998));(ii) rate
constant§ChemPhysLett 267417 (1997),ChemPhysLett 293209 (1998)),and(iii) photodissociation
crosssectiondJCP105141(1996)).

Interesteccandidateshouldsenda C.V. anda summaryof researchinterestdo Tucker Carringtonatthe
addresdelow.

Tucker Carringtondr., Departementle chimie, Universitede Montreal,Casepostale6128,succursale
Centre-ville,Montreal(QuebecH3C 3J7,Canada

14



tel: (514)343-2123fax: (514)343-7586 £-mail: Tucker.Carrington@umontreal.ca

POSTDOCTORAL POSITION, University of Notre Dame

A postdoctorapositionis availablein my groupatthe University of Notre DamestartingSeptembet, 1999.
Thepositionwill bein theareaof: Investigatingsmallmoleculediffusionthroughbiologicalmembranes
usingnovel methodgor moleculardynamics.

This projectinvolvesa combinationof computationamethodsdevelopmentandapplications Computer
programmingexperienceanda strongbackgroundn physicalchemistryand/orchemicalphysicsare
required althoughtalentedapplicantswith differentbackgroundsvill alsobe consideredThe exactstarting
dateis flexible. Thepositionwill befor oneyearwith the expectationof renaval for a secondyearupon
mutualagreement.

Interestedndividualsshouldsenda CurriculumVitae, a statemenof researchinterestsandatleast? letters
of recommendatioto meat my currentaddress.

Dr. J. Daniel Gezelter Departmenbf Chemistry ColumbiaUniversity 3000Broadway, Mail Code3159,
New York, NY 10027

Phone:(212)854-5650gezelter@chem.columbia.edu

www.chem.columbia.edufgezelter

POSTDOCTORAL POSITION, Marquette University

POSTDOCTDRAL POSITIONIN EXPERIMENTAL CHEMICAL PHYSICS

A post-doctorapositionin experimentakchemicalphysicsis availableimmediatelyin thelaboratoryof Scott
Reidin the Departmenbf Chemistryat MarquetteUniversity The successfutandidatewill participatein
experimenton the spectroscop of jet-cooledradicalsusingnonlinearfour wave mixing andtransient
gratingtechniquegsee,e.q.,JCP110,5734-57441999)]aswell aslineartechniquesuchascavity ring
down spectroscopandresonanphotoionizationln addition,the candidatewill have someopportunityto
work on a secondorojectinvolving the growth of new thin film materialsusingpulsedlaserdepositionand
thecharacterizatioof pulsedlaserdesorption/ablatio from solid targetsusingtime-of-flight mass
spectrometnandspectroscopitechniquegsee,e.g.,CPL301,517-523(1999)].

A Ph.D.in physicalchemistryor chemicalphysicsis required andcandidateiaving experiencewith
nanosecondndpicosecondNd: YAG pumpeddye lasers pulsedmolecularbeamsandhigh vacuum
equipmentill be givenpreferenceThesalaryis competitve andnegotiable,andinitial appointmentvill be
for oneyear with anextensionof oneor moreyearsby mutualconsentinterestedapplicantsshouldsenda
curriculumvitae andhave two lettersof referencesentdirectly to:

Prof. ScottA. Reid, Departmentf Chemistry MarquetteUniversity P. O. Box 1881, Mil waukee, Wi
53201-1881

Phone:(414)288-7565/7715CAX: (414)288-7066 email: Reids@marquette.edu

Additional informationmay be found on our webpageat:

www.mu.edu/dept/cheng€ulty/hinl/reid.html

MarqguetteUniversityis an AA/EO employer.

POSTDOCTORAL POSITION, Columbia University

A postdoctorapositionin the areaof state-to-statedynamicsof chemicalreactionss availableimmediately
in thelaboratoryof Professotdamesl. Valentini. The emphasi®f the projectis on the elucidationof the
influenceof "many-body” effects—thosdeatureghatdistinguishreactiondn which oneor bothreactantsare
polyatomicfrom the prototypeatom+ diatomreactions Currenttalget systemsareatom+ polyatom
reactiondike H + CH; andH + CHCl3 aswell asmorecomplex systemsTheexperimentgely on REMPI
measurements—Dopplesolved anddistance-oflight/position-resolvede mapthe enegy distributionsof
bothreactionproducts.StimulatedRamanexcitation methodsareusedto vibrationally preparghereactant
molecule andlaserphotolysiscreateghereactanatom. Relatedstudiesfocuson reactionsn molecular
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clusterswherethe "many-body” effectsaresolvation-like. The experimentsarecomplementedy
computationakimulationsof the dynamicsof thereactionsonrealisticmodelpotentialenegy surfacesasan
aid to interpretingthe experimentakesults.

InterestedhpplicantsshouldcontactProfessoivalentinivia email,fax, or mail, andarrangeo have two
lettersof recommendatiosentto him. The positionwill remainopenuntil a suitablecandidatés found.
Professodamesl. Valentini, Departmenbf Chemistry ColumbiaUniversity Mail Code3120,3000
Broadway, New York, NY 10027

Phone:212-854-7590Fax: 212-932-1289

POSTDOCTORAL POSITION, Wayne State University

A postdoctorapositionin theoreticalquantumchemicaldynamicss availableimmediatelyat WayneState
Universityin my researchgroup.Onefocusof theresearchs the exploitationof scalablgparallelcomputing
in quantumwavepaclet dynamicsin orderto extendthesizeandcompleity of the systemghatcanbe
studiedaccuratelyParallelalgorithmswill bedeveloped,implementedandappliedto severalinterestingand
computationallychallengingchemicalsystemsOneprojectinvolvesfurtherdevelopmentof anefficient
scalablequantumdynamicscodefor four atomsystemmsaandits applicationto severaldiatom-diatormand
atom-triatomreactions Anotherprojectis the useof reduced-dimensionajitquantumdynamicsmodelsto
studythe mechanismsef organicreactionsnvolving diradicalintermediatesA list of relevantpublications
canbefoundat http://dynamo.chem.ayne.edlevi/publicationspub.html.

The Chemistrydepartmenat WSU hasa strongandprominentcontingentof theoretical/computaind
chemistsInformationaboutthe chemistrydepartmentanbefoundat http://www.chem.vayne.edu.
Thisis aoneyearappointmentvith a possiblerenaval for a secondyear Applicationsmusthave aPh.D.in
chemistry physicsor arelatedfield. Experiencewnith someaspecbf chemicalreactiondynamicsanda
strongbackgroundn scientificcomputingarehighly desirable.

Interesteccandidateshouldsenda CV, a publicationlist andthreelettersof recommendatioto Evelyn
Goldfield,Dept. of Chemistry WayneStateUniversity Detroit, Ml 48202,USA. It is fineto contactme
directly by sendingemailto evi@sun.science.ayne.edwr phonemeat313-577-2580My fax numberis
313-577-2554FurtherinformationaboutWayneStateUniversity canbe found on theworld wide webat
http://wwwwayne.edu/

WSU is anEO/AA educatolandemployer. Womenandminoritiesareencouragedo apply

POSTDOCTORAL POSITIONS, University of California, Davis

| have THREE postdoctorapositionscomingavaialbleimmediatelyin TheoreticakndComputational
Studiesof ReactionDyanmicsin CondensedPhasegprimarily in supercriticafluids). | would appreciatedf
you couldbring theannouncemenfpundat

http://www-chem.ucdas.edu/gaple/tuckerhtml

to theattentionof ary qualifiedandinteresteccandidates.

SusarC. Tucker, AssociataProfessqrDepartmenbf Chemistry University of California, Davis, CA 95616
phone:530-752-2203fax: 530-752-8995email: sctucler@ucdais.edu

POSTDOCTORAL POSITION, ArgonneNational Laboratory

A postdoctorapositionin experimentakchemicalphysicsis availablestartingSummerl999in the Metall
ClusterChemistryGroupat ArgonneNationalLaboratory(USA). Our grouphasinitiateda new project
aimedat building up anRF quadrupolégon trap (Paultrap) apparatugor the studyof metalclustersand
nanocrystalsWe specificallyinvite applicationfrom candidatesvho have experiencan thedesign,
constructiorandoperationof ion traps.A backgroundn experimentalklusterchemistry/physicss also
desirableput not essential Applicantsneednot be US citizens.Salarydepend®n experienceput startsat
approximatelyUSD 41,500.Theappointments for oneto two years.Applicantsshouldsenda curriculum
vitaeto Mark Knickelbeinatknickelbein@anl.ga ArgonneNationalLaboratoryis anEqualOpportunity
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Affirmative Action Employer.

POSTDOCTORAL POSITION, CAMBRIDGE UNIVERSITY

This position,fundedby Schlumbeger CambridgeResearctandthe IsaacNewton Trust,is availableat the
CambridgeUniversity Centrefor ComputationalChemistry(CUC3)from Octoberl, 1999. The successful
candidates expectedo work in closecollaborationwith membersf CUC3in atleastoneof thefollowing
areaof research - DFT of electronicstructure- Theoryof intermolecularforces- Ab initio (CarParrinello)
simulationof aqueoushemistryandmaterials- StatisticalMechanicsandsimulationof clusters comple
fluids, glassesaaindproteins.Extensve knowledgeof advancednumericalandsimulationtechniquess
essential.

Theappointments for aninitial periodof threeyears renavablefor a furthertwo years,andwill beonthe
University’s standardscalein therangel5,735to 23,651poundssterling(currentlyunderreview), according
to ageandexperience Applications(in duplicate)includinga CV andthe namesandaddressesf two
refereeshouldbe sentto Professod. P. HansenPepartmenbf Chemistry LensfieldRoad,Cambridge,
CB2 1EWo arrive notlaterthanAugustl1, 1999.

For furtherinformationseehttp://www.ch.cam.ac.uk/

POSTDOCTORAL POSITION, UNIVERSITY OF AKRON

Continuous-wave cavity ringdovn spectroscopis a high sensitvity methodfor recordingfully resohed
infraredspectraOur objective is to obtainpreciseinformationabouttorsion-vibrationand
vibration-vibrationcouplingpathwaysimportantin intramoleculawibrationalredistritution (IVR) in small
molecules Methanolwaschoserfor studybecausét is becominga benchmarlsystemfor studiesof IVR
andbecausef its relevanceto comhustionsystemsThework is fundedby the U.S. Departmenbf Enegy.
Additional informationon the Unversity of Akron Departmenbf Chemistryandthe Perryresearclgroup
may be foundonthewebat jitalic¢, wwwchemistryuakron.edilitalice,.

Thepostdoctorafellow’s primarywork will beimplementatiorandapplicationof the cavity ringdovn
techniqueln addition,thefellow will beinvolvedin theanalysisof andquantummechanicamodelingof
highresolutionspectraThereis alsothe possibility of participationin the collaborationwith T. R. Rizzo’s
groupin the EPFLin LausanneSwitzerland A fundedNSF InternationalProgramgrantenables
collaboratorgrom Akron to spend3 monthperiodsdoing IRLAPS (infraredlaserassistegphotodissociation
spectroscop experimentsn LausanneTogethertherotationallyresohed experimentsn Akron and
Lausannespanthefrequeng rangefrom 2900to 25,000cm~! andprobelVR timescalesrom 100fs to 1 ns.
Thesuccessfutandidatewill be highly motivatedtowarda successfutesearcttareerandwill have
demonstratedesearclproductvity. A Ph.D.degreein chemistry physics,or arelatedareais expected.
Skills with laserspptics,electronicsyacuumsystemsandcomputersareneededor this position.

An initial appointmentvill befor 1 yearata salarycommensurateith experienceandqualifications.
Fundingis availablefor asecondyearandrenaval will beby mutualagreementApplicationsmaybe sent
by emailor regularmail to ProfessoDavid S. Perry Departmenbf Chemistry University of Akron, Akron,
OH 44325-3601.

Phone:330-972-6825Fax: 330-972-7370Email: Dperry@Akron.edu,

IncludeaC.V., adescriptionof researctskills, andarrangdor atleasttwo lettersof recommendatioto be
sent.The University of Akron is anequalopportunity/afirmative actionemployer.

POSTDOCTORAL POSITION, UNIVERSITY COLLEGE LONDON

Applicationsareinvited for a postdoctorapositionin the Departmenbf Chemistryat University College
Londonin Dr. David Rowley’s researclgroup. Theproject,sponsoredy the U.K. NaturalEnvironment
ResearcltCouncil,involvesthelaboratorystudyof kineticsandmechanismef gasphaseperoxyradical
reactions.Thesestudieswill becarriedoutin collaborationwith theoreticaktudiesof peroxyradical
reactionded by ProfessoDavid Clary, andatmospherienodellingstudiesncorporatingthe laboratorydata
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areplanned.

InteresteccandidateshouldcontactDr. David Rowley for furtherdetailsbeforeapplying. The positionis
initially for 1 year expectedo commencén autumnl1999.

Furtherdetailsof currentresearchnterestanay befoundat
http://calcium.chem.ucl.ac.iebguff/people/rowley/

Dr. David M. Rowley, University College London,ChemistryDepartmentChristopheingold Laboratories,
20 GordonStreet,LondonWC1H 0AJ, United Kingdom

Tel 01715044775,Internationak-44 1715044775Fax01713807463,Internationah-44 1713807463

POSTDOCTORAL POSITION, UNIVERSITY OF BIRMINGHAM

Applicationsareinvited for a postdoctorafellowshipin astrophysicathemistryunderthe supervisiorof
Professotan WM SmithandDr lan R Sims,andfundedby the EuropeariJnion’s TMR Programmeaspart
of the TMR Network on "AstrophysicalChemistry:ExperimentsCalculationsandAstrophysical
Consequencesf Reactionsat Low Temperatures.

Experimentareplannedo investigateeactionkineticsanddynamics andenegy transfemprocesseselevant
to theinterstellat€mmediumattemperatureaslow as7 K, usinglaserscoupledto a novel supersonidlow
technique More detailsof theresearcHield andthetechniquesisedmaybe found atthe following sites:
http://webbham.ac.uk/i.sims/isimssims res03.html
http://webbham.ac.uk/i.sims/isimssims res04.html

anddetailsof the AstrophysicalChemistryTMR Network shouldalsobe consulted:
http://wwwbham.ac.uk/Astrochemistry

Thepositionis availablefrom Septembefl999for two years(oneyearrenavablefor afurtheryear).The
exactcommencemerdateis nggotiable.Underthetermsof the TMR Programmeapplicantsnustbe
nationalsof a CommunityMemberStateor a Stateassociateavith the TMR Programmeélceland,lsrael,
LiechtensteinNorway). Theyoungresearchersmustnot be nationalsof the statein which the participant
appointingthemis establishedi.e.,the UK) andmustnot have carriedout their normalactvities in thatstate
for morethan18 of the 24 monthsprior to their appointmentPleasdollow thelink belav for full detailson
eligibility conditions:

http://www.cordis.lu/tmr/src/etend.htm

Informal enquiriescanbe madeto Dr lan R Sims,Schoolof Chemistry The University of Birmingham,
EdgbastonBirmingham,B152TT UK

Tel: 4441214143782 ,Fax: +441214144426,Email: i.r.sims@bham.ac.uk

or

Professotan W.M. SmithFRSatthe Schoolof ChemistryTel: +441214144422;fax: +441214144426;
E-mail; i.w.m.smith@bham.ac.uk

POSTDOCTORAL POSITION, UNIVERSITY OF YORK

Applicationsareinvited for a PostdoctoraFellowship,tenablefor up to 4 years.The successfuapplicant
will play akey rolein aprojectto build anew instrumentfor characterisationf biomoleculeswith laser
inducedevaporation.Informal enquiriesmay be madeto ProfessoKlaus Mueller-Dethlefs(Tel: 01904
434526;email: kmdé@york.ac.uk).

TheresearcHellowshipis associatedavith a projectfundedunderthe EPSRCinstrumentdevelopment
programmeo build a new instrumentfor the characterisationf biomoleculeswith laserinduced
evaporation.Theproposednstrumentwill incorporatawo differenttypesof laserdesorptiorsourcespne
employing laserdesorptiorfrom arotatingrod andthe otherlaserinducedliquid beamionisation/desotjpn
which uniquelyallows desorptiorof biomoleculesvithout denaturationCharacterisationf the
biomoleculeswill beachiezedwith laserphotoionisatiortime-of-flight massspectrometrnandphotoelectron
spectroscop Interesteccandidateshouldideally have experiencewith instrumentatiorandlasersansa
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stroninterestin spectrsocopandbiomolecularchemstryand/orphysics althoughthelatteris not essential.
Salaryin therange£15,735- £18,275perannumwithin GradelA of thescaledor researctstaf.
Furtherparticularsanddetailsof how to apply maybe obtainedby writing to the PersonneDffice,
University of York, Heslington,YORK YO105DD or by emailon jobs@york.ac.ukguotingreference
number/6034.The closingdatefor applicationds Friday9 July 1999.

ProfessoKlaus MuellerDethlefs,Chairof PhysicalChemistry Departmentf Chemistry The University of
York, York YO105DD, United Kingdom

Tel: +441904434526 Direct Fax: +44 1904434527 SecrTel:+441904432525 DeptFax: +44 1904
432516

POSTDOCTORAL POSITION, BEN-GURION UNIVERSITY

Applicationsareinvited for anopenpostdoctorapositionin theresearchgroupof ProfessoiS. Rosenvaeks
andDr. |. Bar. Our groupis currentlyengagedn experimentalwork on explorationof groundandexcited
stateintramoleculadynamicsutilizing vibrationally androvibrationally mediatedphotodissociatiotin
moleculesvhich mayreachselectvity, includingmoleculesvhich areof relevanceto atmospherichemistry
[JCP107,8476(1997),JPCA, 102,7273(1998),JCPL09,8959(1998). Detailscanbefoundat
http://wwwbgu.ac.il/phys/pedg/homeagedzamik_rosenvaks.htmlinterestechpplicantamustberecent
Ph.D.recipientandshouldhave experiencewith pulsedmolecularbeamslasersandtime-of-flight mass
spectrometryTheinitial appointmentvill befor oneyear but fundsareavailablefor longersupport.Salary
is ca.22,000USD peryeatr morethanenoughto cover living andhousingexpensesn Israel. Applicantsare
asledto sendtheir CurriculumVitaeandshouldalsoarrangeto have two or morelettersof recommendation
sentto ProfessoRosenvaksdirectly, eitherby emailor by regularmail: ProfessosS. Rosenveks,
Departmenbf Physics Ben-GurionUniversity of the Negev, PO.Box653,BeerSheva 84105,Israel

Fax: 972-7-647-7745Tel: 972-7-6472-421/3/4, Email: zamik@bgumail.bgu.ac.il

POSTDOCTORAL POSITIONS, UNIVERSITY OF DURHAM

Oneor two postdoctoraBeniorResearct\ssistantpositionsareavailable,to work in Prof. JeremyHutsons
theoreticakhemicalphysicsgroup. Theappointmentsvill befor 1 yearin thefirst instance startingassoon
ascorvenient.

Furtherparticularsof the postsandapplicationformsareavailablefrom the PersonneDffice, University of
Durham,Old ShireHall, Old Elvet, Durham,DH1 3HPR, UK, or by emailfrom acad-recruit@durham.ac.uk
PleasequotereferenceA170D. Completedorms,accompaniedhy afull curriculumvitae andthe namesof
two academiaefereesmustberecevedby the PersonneOffice by 13 August1999.

The ResearchProjectsandJobDescriptions

Positionl is for a SeniorResearchssistanto work with Prof. JeremyHutsonandDr. Pavel Soldanonan
EPSRC-fundedesearclprojectentitied”Long-rangeinteractionsnvolving atomicandmolecularions”.
Themainthrustof the projectis to usethe spectraof neardissociatiorstatesof ionic complexessuchas
Nej, Arg, NeNt andHeH;, which have recentlybeenmeasuredby Carringtonandcoworkers
(Southampton)o learnaboutthe potentialenegy surfacesfor ionic interactionsandthe dynamicsof
neardissociatiorstates We have usedsimilar spectraof HeAr™ andHeKr" to developreliablepotential
surfaces(or, equivalently setsof potentialcurvesandthe couplingsbetweerthem),andhave carriedout
high-level abinitio calculationson He-Hj designedo assistn assigningts spectraSeel. Chem.Phys.
102,2379(195)and105,8602(196)andChem.Phys.Lett. 260,395 (1996)for moredetails.
Thecurrentprojectis to extendthesestudiesto: polyatomicsystemshomonucleasystemswherethe g/u
symmetryof the statesnay be broken suficiently closeto dissociationandtriplet states

An exciting recentdevelopments the possibility of "morphing” abinitio potentialenegy surfacesto fit
experimentaldata. The original potentialsneednot be of "spectroscopic’tjuality, but are”bentand
stretched’to bring theminto agreementvith experiment.Themorphingprocedureoffersthe prospecof
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obtainingpotentialsof "spectroscopic’uality for muchlarger systemghanpreviously.

Position2 hasawider remit. JeremyHutsonis currentlyHeadof the ChemistryDepartmentandthe
Departmenhasagreedo fund a postdoctoraResearchssistanto underpinhis groups researclactiities
duringhistermasChairman.The SeniorResearct\ssistantwill be expectedto: Undertale researcton
intermolecularforces,especiallyon extendingthe "morphing” approactdescribedabove; Organisegroup
meetingsandassistwith the day-to-daysupervisionandrecruitment)of researclstudentsand
undegraduateprojectstudents;

Assistwith researclgrantmanagement.

Therewill alsobeopportunitiesor the successfuaipplicantto participatein makingresearclgrantproposals
andto undertak someteachingduties.

Furtherinformationon theresearclyroupandthe University of Durhamis availableat
http://www.durac.ukf~dchOwww/Staffjmh

For bothpositions thesuccessfuapplicantwill requireeitheraPh.D. or postdoctoratesearchexperiencan
theoreticakchemistryor chemicalphysics.

Thesalarywill beonthestandardRA 1A scalefor researctstaf in UK Universities.The scalerunsfrom
16,286- 24,479poundsperannum,accordingto ageandexperience but the funding availableis suchthat
theseappointmentsvill have to be madenearthelower endof thescale.
Othertheoreticakchemistryresearchgroupsat the University of Durhamincludethoseof: Mark R. Wilson
(atomisticmodellingof moleculammaterials) David J. Tozer(fundamentabtudiesof density-functional
theory),StuartC. Althorpe (theoryof chemicalreactiondynamics).

Therearealsocloselinks with the DurhamPhysicsDepartmentincluding David Flower (molecular
collisions),RobertPotvliege (multiphotonprocesses);harlesAdams(lasercoolingandtrapping),Brian
Bransder(electronandpositroncollisionswith molecules) Stevart Clark (materialsmodelling).
NotethatJeremyHutsonwill bein the USA for almostall the periodfrom now to the closingdate,andmay
notbeableto answeremail promptly

Prof. J. M. Hutson,Dept. of Chemistry University of Durham,Durham,DH1 3LE, England

Tel. +441913743110(International) FAX: +441913861127

World-Wide Webhomepage:http://www.dur.ac.uk~~dchOwww/Staffjmh/

POSTDOCTORAL POSITION, BEN GURION UNIVERSITY

| have apositionfor a postdoctorafellow in theoreticalchemicalphysics.l amlooking for a creatve and
motivatedindividual with experiencdn theseor relatedareasto work with meatthe chemistrydepartment
in BenGurion-Uniersity of the Negev in Israel.

Thepostdoctorafellowshipis fundedby the United StatedsraelBinational Sciencd~oundationthrougha
grantto the projectof "Nonclassicakenegy-transfemprocessewithin a singlemolecule”,to be conductedn
BenGurion-University of the Negev, in a collaborationwith Harvard University

If youknow of asuitableperson] would be extremelygratefulif you couldbring this opportunityto his/her
attention.

Interestedpartiesshouldsenda CV andreprintsor preprintsof selectecpapersandhave atleasttwo letters
of referencesentto me attheaddres®r emailaddresgivenbelow.

Thankyouin adwance,

Bilha Segev, Departmenbf Chemistry Ben-GurionUniversity of the Negev, POB653,BeerShera 84105,
ISRAEL

phone:972-7-6472187ax: 972-7-6472943¢mail: bsggev@bgumail.bgu.ac.il

POSTDOCTORAL POSITION, UNIVERSITY OF BRISTOL
A postdoctoratesearclassistantshi laserphotochemistrys availablein the groupof Prof Mik e Ashfold
atthe Schoolof Chemistry University of Bristol UK.
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Applicationsareinvited for a post-doctoratesearchassistanshifundedby the LeverhulmeTrustfrom 1
October1999.Thework will involve extensionof thetechniqueof H atomphotofragmentranslational
spectroscopin orderto:

(1) make quantitatve high resolutionstudiesof the primary photochemistrpf a rangeof prototypical
hydridesat userselectedvavelengthsn the vacuumultraviolet.

(2) investigatehe photochemistrfandthermochemistrydf jet-cooledfreeradicalhydrides

(3) explorethevibrationally mediatedphotodissociatiof hydridemolecules.

For recentillustrationsof work underthis programsee:J. Chem.Phys.110,p281(1999),Phys.Chem.
Chem.Phys.1, p45(1999);1, p767(1999)and1, p3247(1999).

Applicantsshouldhave a PhDin PhysicalChemistry/ChemicaPhysicsiexperiencewith molecularbeam
technologylasersandmolecularspectroscogphotahanistry would be anadwantage Startingsalarywill
beonthe RA1A scalein therange£l17,238- £19,869perannumaccordingto ageandexperience.
Furtherinformation: e-mailmike.ashfold@bris.ac.ulir http://wwwjobs.ac.ukor
http://www.chm.bris.ac.uk/pt/laseacarcies.htm

For furtherdetails,telephong0117)9546947,minicom (0117)928 8894 0r e-mail recruitment@bris.ac.uk
(statingpostaladdres®nly) goutingreferenceés714. Applicantswill berequiredto senda CV andthenames
of two refereedo the PersonneDffice. Closingdate: 13 August1999.

Dr Andrew J. Orr-Ewing, Schoolof Chemistry University of Bristol, Cantocks Close,Bristol, BS81TS,
UK.

tel: +44 1179287672 ,fax: +441179251295,a.orrewing@bristol.ac.uk

http://www bris.ac.uk/Depts/Chemistgiaff/acewing.htm

POSTDOCTORAL POSITION, UNIVERSITY OF BRITISH COLUMBIA

Applicationsareinvited for a postdoctorapositionin theresearchaboratoryof Prof. BernieShizgalatthe
University of British Columbia,Vancouer, CanadaThe positionis availableasof Sept.1, 1999for arecent
PhD graduatewith a proven expertisein kinetic theory plasmaphysicsandnumericalmethodof solutionof
differentialequationsTheresearchs fundedby a grantdirectedtowardsthe developmentof kinetic theory
modelsof plasmasheathsn dischage devices. The positionis initially for oneyearbut renaval is possible.
Theappointmentanbe madeeitherin the Departmenbf Chemistryor the Departmentf PhysicsThose
interestedn the positionshouldsubmita CV, alist of researclpublications andthe namesof threereferees
to;

Prof. BernieD. Shizgal,University of British Columbia,Departmenbf Chemistry 2036Main Mall,
Vancouer, British ColumbiaV6T 121, Canada

Tel: (604)822-3997 Fax: (604)822-2847 Email: shizgal@theorghem.ubc.ca

http://www science.ubc.caichem/lvochure/shizgalhtml

POSTDOCTORAL POSITION, UNIVERSITY OF CALIFORNIA, DAVIS

A postdoctorapositionis currentlyavailableto studythe photodissociatiomf cometarymoleculeausing
velocityimaging. Vacuumultraviolet light is producedby four wave mixing of ultraviolet laserlight. This
light is usedto dissociateanoleculesn the VUV regionthatarethoughtto beresponsibldor the formation
of freeradicalsandproductsn cometsandplanetaryatmospheresThe heary andlight productsarethen
analyzedwith asecondvUV laserdirectly in eithera one-photorprocessor usinga multiphotonscheme.
Theionsareimagedontoa multichanneplatedetectorwhich produceslectronghatareacceleratedntoa
phosphoiscreen.Theresultingimageis recordedwith a cameraandanalyzedo determinghevelocity and
angulardistributions.

Thelaboratoryis well equippedor this studywith two 30HzNd-Yaglaser 4 dyelasers5 excimerlasers,
computersglectronicsanimagingapparatuslongwith avariety of otherexperimentakystemsExperience
with ultra high vacuumsystemsNd-Yaglasersanddyelasersandmassspectrometrys desiredout not
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essential.

The University of California, Davis is located60 mi. eastof Berkeley, 75 eastof SanFranciscoand17 mi.
westof Sacramentolt is alsoonly 125mi. to the ski countryaroundLake Tahoe.

Thepositionis for oneyearandis renavablefor a secondyear Pleasesenda shortCV alongwith thenames
of threereferenceso: William M. Jackson{ChemistryDepartmentlUniversity of California, 1-SheildsAve.,
Davis, CA 95616,USA

(530) 752-6310(Voice), (530) 752-8995 Fax), wmjackson@ucdas.edu

POSTDOCTORAL POSITION, UNIVERSITY OF CALIFORNIA, SANTA BARBARA

A positionis availableimmediatelyfor developmentof a new massspectrometri@pproacho biopolymer
analysishasedn rapid evaporatve cooling. Potentialapplicationsncludehigh-speedjenesequencingnd
analysisof proteinDNA interactions.Thesuccessfuapplicantwill have experiencewith molecularbeams,
massspectrometryand/orlasers Experiencén custominstrumentdesignandconstructioris particularly
desirable This positionis anexcellentopportunityfor aninstrument-orienteghysicalchemistto branchout
into problemsof biologicalinterest.Thisis alsoanopportunityto learnwet-biochemicamethodology(e.g.
recombinanDNA techniques)Initial appointmentill befor oneyearwith a strongliklihood of extension
for asecondyear

InterestedhpplicantsshouldsendoneCV with threereferenceso:

Professorg\lec Wodtke andNorbertReich,Departmenbf ChemistryUCSB, SantaBarbaraCA 93106.
Wodtke@chem.ucsbdu,Reich@chem.ucskbduFax-1 8058934120

ReferencesRapidevaporatve coolingsuppresseagmentatiorin massspectrometrySynthesiof
"Unprotonated'waterclusterions.,Rienk T. Jongma)Yuhui Huang,Shiming Shi,andAlec M. Wodtke, J.
Phys.Chem.A102:8847-88541998)

POSTDOCTORAL POSITION, PENNSYLVANIA STATE UNIVERSITY

A postdoctorapositionhasbecomammediatelyavailablein my laboratory

Project: Spectroscop of Moleculesin Cold Helium Droplets

Nano-droplet®f about10000heliumatomsareproducedn a cold molecularbeamsourceanddopedwith
foreignatomsor molecules.Theatomsor moleculesanform aggreatesor reactin cold collisionswithin
theheliumtrapandarespectroscopicallgtudiedby usingvariouslasertechniquesCurrently
high-resolutiorlaserdoubleresonancandresonanmultiphotonionizationspectroscop canbeapplied.
Theapparatuss completeandproducesmmediateresults.

Theinvestigationof dopedheliumnano-dropletsepresentanexciting new areaof researchThedroplets
arepossiblya finite-sizesuperfluidmedium.Moreover, the "helium nano-cryostatstf 0.4 Kelvin
temperatureffer anidealervironmentfor the studyof 1. cold collisions,2. cold molecularreactions 3.
large moleculeswith densespectrancludingbiologically importantspecies4. theaggregationof metal
atoms(preparatiorof nanostructures).

Applicantsshouldhave anexcellentrecordof PhDresearctandhave experiencewith molecularbeamsand
somelaserspectroscopicethods A backgroundn chemicalphysicsandhigh-resolutiormolecular
spectroscopwill beparticularlyuseful. Theappointments initially for oneyearandcanberenaved. The
salarywill be commensurateith qualifications.Theappointmentanstartatary time betweemow andfall
of 1999. Applicationsandtwo lettersof recommendatioshouldbe sentto ProfessoiVolfgangE. Ernst,
Department®f PhysicsandChemistry The PennsylaniaStateUniversity 104 Davey Laboratory
University Park, PA 16802,USA

or by e-mailto weel@psu.edu

POSTDOCTORAL POSITION, WEIZMANN INSTITUTE, REHOVOT, ISRAEL
A positionis availablein theresearclgroupof David Tannorat the Weizmanninstitute,with aflexible
startingdate.Applicantsshouldbe have a strongbackgroundn theoreticakchemistryor physicsand
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numericalcomputationsResearclpossibilitiesincludetheoreticaktudiesof

1) Quantumandsemiclassicastudiesof chemicalreactiondynamics{Chem.Phys.Lett. 262,477 (1996);J.
Chem.Soc.FaradayTrans.93,781(1997);J. Chem.Phys.109,3028(1998);J. Chem.Phys.110,2761
(1999);PCCP1,1081(1999).)2) Phasespaceapproacho quantumcondenseghasedynamics(J. Chem.
Phys.107,5236(1997);J. Chem.Phys.5141(1997),J. Chem.Phys.(1999,accepted))3) Lasercontroland
lasercooling of molecules(Phys.Rev. A 56,4929(1997);J. Chem.Phys.99,196(1993);J. Chem.Phys.
106,1435(1997);FaradayDisc. (1999,submitted)).4) Dynamicsof multielectronatoms(Phys.Rev. E
(1999,submitted)).

TheWeizmanninstituteis a beautifulcampuswith awarmclimate,with stronginteractionsamongfaculty
membersothon the campusandat otheruniversitiesin Israel. Theinitial contractwill be oneyear
renavablefor asecondyear Interestedapplicantsshouldsenda letterof interestoutlining relevant
experiencea brief CV andthe nameof threereferenceso David Tannorat the addresdelow.

More information,preprintsandlinks areavailableat http://chemphys.weizmann.acsitanror

Prof. David J. Tannor Departmenbf ChemicalPhysics Weizmanninstitute,Rehovot, Israel
Phone:+972-8-934-2@, Fax:+972-9-934-4123

POSTDOCTORAL POSITION, HANSCOM AIR FORCE BASE

A NationalResearctCouncil Associatepositionis availablein the COCHISE(COId CHemicalSimulation
Experiment)acility atthe Air ForceResearct.aboratoryat HanscomAir ForceBase nearBoston,
Massachusett§ heresearchs conductedn anacademicstyle andresultsarepublishedn the open
literature.Experimentalesearchin chemicalphysicsis performedn orderto morefully understandhe
chemistryandphysicsof theatmospheregspeciallyin relationshipto the productionof infraredradiationin
thethermosphereThe specificresearclareawill involve the spectroscopandkineticsof fastnitrogenatom
collisionswith oxygenmoleculegfastN + Oy —¢ NO(v, high J) + O] whereboththe precursorandthe
detailsof thevery highly rotationallyexcited statesof NO will beinvestigatedPleasecontactStevenMiller,
phone(781)377-2807(781)377-8900Fax or email: miller@plh.af.milfor furtherinformation.U.S.
citizenshipis requiredfor the above positions.

POSTDOCTORAL POSITION, EMORY UNIVERSITY

I amlooking for a Postdoctorakellow who will work in my groupat CherryL. EmersornCenterfor
ScientificComputatiorandDepartmenbf Chemistry Emory University Atlanta, Geogia, USA. Please
sendCV andpublicationlist directly to me, preferablyvia e-mail. Also make arrangemento have atleast
two lettersof recommendatiofpreferablyfrom formeradvisersyirectly to me.

Thepostdoctorafellow will beinvolvedin

Theoreticaktudiesof potentialenegy surfacesof excited electronicStatesor photochemicahnd
ion-moleculereactionsof smallgasphasemolecules.

Thepositioncanstartin thefall 1999,or early2000. The appointments originally for oneyear but an
extensionto the secondyearis possiblewith mutualagreement.

Keiji Morokuma,William H. EmersorProfessonf Chemistry Departmentf Chemistry Director, Cherry
L. EmersorCenterfor ScientificComputationEmory University 1515PierceDr., Atlanta, GA 30322,USA
Phone(404) 727-2180Fax (404) 727-6586 E-mail: morokuma@emorgdu

Web: http://feuch4m.chem.emoegu

POSTDOCTORAL POSITION, EMORY UNIVERSITY

A POSTDOCTDRAL POSITIONatthe US Naval Academyis availableto studyatomic-scaleadhesiorand
tribology thatoccurat solid-solidinterfacesin hydrocarbonandsilicon-containig systemsaisingmolecular
dynamicsstartingOctoberl, 1999. Experiencavith computersimulationsandFORTRAN is required.The
positionmay be expandedo includetheteachingof midshipmerif desired.(A secondoositionmaybe
availablependingfundingapprwal.) Sendvitae,transcriptsand3 lettersof recommendatioto Professor
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JudithA. Harrison,US Naval Academy ChemistryDepartmentAnnapolis,MD 21402-5026 EMAIL:
jah@nadn.nay.mil, VOICE: (410)293-6624 FAX (410)293-2218.The Naval Academyis anEqual
Opportunityemployer.

POSTDOCTORAL POSITION, INDIAN A UNIVERSITY

A postdoctorapositionis availablein my group. The positioninvolvesthe useof planewave baseddensity
functionaltheoryto studyproblemsin surfacecatalysis.However, the postdoctoraill alsowork on novel
new variationsof Vanderbilt-typgyseudopotentialt® reducememoryrequirementsf planewave codes.
Finally, the postdocoraktudentwill beinvolvedin a collaborationwith Wavefunctionincorporatedo
producea userfriendly planewave baseddensityfunctionaltheoryprogramsuitablefor useon PC’s andan
associatedrainingmanualfor useof experimentaimaterialsscientistsaaswell asundegraduatestudents
studyingsolid stategphysics.A successfupostdoctoraivill likely bea strongcandidatdor a permanent
positionat Wavefunction,Inc.

ProfessoGlennJ. Martyna,Departmenbf Chemistry IndianaUniversity, Bloomington,IN 47405-4001
Phone:(812)-855-6605Fax: (812)-855-8300Email: martyna@martynal.chem.indaadi

POSTDOCTORAL POSITIONS, LOS ALAMOS NATIONAL LABORATORY

It appearwery likely thatwe will soonhave openinggor two postdoctorahssociatesThesepositionswill
be availablefrom Octoberl, 1999onward. Both involve theoreticakalculationof three-bodycollision
processem atomicandmolecularecombinatiorandcollision-inducedlissociation Eachsuccessful
candidatas expectedio engagen researcton oneof thefollowing two fascinatingout challengingprojects.
Oneprojectis to explain theoreticallythe large, anomaloussotopeeffectsthatexperimentalisthave
obseredin the formationreactionof ozone,

O+0y+M — O3 + M.

Thesecalculationswill be carriedout usingsemiclassicalvavepaclet propagatiortechniqueandwill
involve methodsdevelopmentprogrammingandcomputation.They will alsoinvolve exactquantum
mechanicatalculationsof all the boundvibrationalandrotationalstatesof theisotopicvariantsof ozone
usinghypersphericainethods.

Theotherprojectis to calculatethe ratesof three-bodyrecombinatiorof Alkali atoms(A = Li, Na, K, etc.),
A+A+A—= A +A,

attheultracoldtemperaturesf Bose-Einsteircondensatesisinghypersphericamethods |t will also
involve methodsdevelopmentprogrammingandcomputation.

Candidatesnust: 1. Have receiedthe PhD deggreein Chemistryor Physicsor a closelyrelatedfield within
thepastthreeyears.

2. Be skilled in atomicandmolecularquantumscatteringheory

3. Be atheoretician(If youareanexperimentalistpleasedo 4. Be expertin programmingandcomputation
usinglarge Fortrancomputercodes.

5. Have arecordof demonstratedesearclaccomplishments.

In addition,the successfutandidatdor thefirst projectshouldhave hadexperiencewith classicakrajectory
calculationson atomicandmolecularsystems.

Successfutandidatesvill work with RussellT Pack,RobertB. Walker, Brian K. Kendrickandother
memberof thetheoreticakchemistryandmolecularphysicsgroup.

Outstandingandidatesvill have the opportunityto competefor prestigious. ANL fellowships.

For considerationpleasesubmitaresumeandpublicationdist includingthe namesof threepeoplewho will
provide referenceso RussellT Packatpack@lanl.ge.

Thesalarydepend®nthelengthof time sincethe PhD;for anew PhDis is $48,900peryear The
appointments initially for 1 yearwith renavals possibleup to threeyears.For moredetailsaboutthe LANL
postdoctoraprogramseehttp://www hr.lanl.gos/html/postac andtheweb pagedinkedto it.
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Thepositionswill be opento non-UScitizensaswell asUS citizens.
Los AlamosNationalLaboratoryis an Affirmative Action/EqualOpportunityEmployer.

POSTDOCTORAL POSITION, UNIVERSITY FREIBURG

A postdoc/researciissociat@ositonis availableat the Institutefor TheoreticalQuantumDynamics.The
projectis concernedvith the developemenbf time-dependennethodgo describehe femtosecond
dynamicsandspectroscop of nonadiabatienolecularprocessedn particular we areinterestedn (i)
classicalandsemiclassicainethods(ii) time-resoledfemtosecondpectroscog and(iii) microscopic
modelsfor photobiologicalprocessesThe positionis grantedfor 18 month(beginning 1 Aug 1999)andis
(mostlikely) extendedfor threemoreyears.Salaryis accordingto BAT lla (ca. 70000 DM/year). The
positionis grantedfor 18 month(beginning 1 Aug 1999)andis (mostlikely) extendedfor up to threemore
years.Applicantsshouldsenda curriculumvitae, publicationlist anda brief statemenof researcthinterests.
PD Dr. GerhardStock,Faculty of PhysicsUniversity Freikurg, Hermann-Herde8tr. 3, D-79104Freiturg,
Germary

Telephone#+49-761-203-5956;ax: -5883,stock@physik.uni-freilrg.de
http://tqd1.physik.unfreiburg.de~stock

POSTDOCTORAL POSITION, UNIVERSITY COLLEGE LONDON

A PostdoctoraResearchrellovshipin THEORETICAL SURFACE SCIENCE/ MOLECULAR
QUANTUM DYNAMICS is availablein the groupof PeterSaalfrankat the ChemistryDepartment,
University College London. The positionis fundedby the EPSRC(EngineeringandPhysicalSciences
ResearctCouncil).

TOPIC,GENERAL: Quantumtheoryof adsorbatenanipulationat suriaces

TOPIC,SPECIAL: Theoryof STM (ScanningrunnellingMicroscope)manipulationof atoms(e.g.,H) or
moleculesat surfaceg(e.g.,Si). The”manipulation”includesthe active lateralor verticalmotion,or the
excitationandcontrolof internaldegreesof freedom.

- Methods:Ab initio quantumchmemistry time-dependentvave paclet propagationppen-systenadensity
matrix propagatiorusing”direct” or stochastiavave paclet methods.

STARTING DATE: Novemberlst,1999,or Octoberlst,1999.

DURATION: 12 monthsareguaranteed;m trying to getfundingfor longer

SALARY: Ca. 18,900GBP/yr+ 2,134GBP/yrLondonallowance

NEEDED:A PhDin theoreticaphysicsor theoreticakthemistry

WANTED: - Trainingor working knowledgein oneor moreof thefollowing areas:abinitio quantum
chemistry numericalmoleculareactiontheory wave paclet propagationdensitymatrix propagation,
numericalquantumoptics.

- Goodbackgroundn computation.

- Knowledgeof solid statephysicsand/ or surfacescience.

If interestedpleasesend(until 15 Septembera curriculumvitae,alist of publicationsanda summaryof
researchnterestsandskills to theaddresgivenbelow. I'll bepleasedo answerary questionspr to give
furtherinformation.

PETERSAALFRANK, University College London,ChemistryDepartmen& Centrefor Theoreticabnd
ComputationaChemistry(CTCC), Christopheingold Laboratories20 GordonStreetLondonWC1H OAJ,
UnitedKingdom

Tel: ++44-171-5044635,Fax: ++44-171-380r463,Email: p.e.saalfrank@ucl.ac.uk
http://calcium.chem.ucl.ac.iebguff/people/sadfrank

POSTDOCTORAL POSITION, SRI INTERNATION AL
The Physicsand AtmosphericChemistry(PAC) Unit of the MolecularPhysicd_aboratory(MPL) is
searchindor well-qualifiedcandidatesor a post-doctorapositionin experimentabhysicalchemistry The
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work involvescollision enegy transferstudiesof excited statesof molecularoxygenandnitric oxide,
typically by meansof pump-and-probé@nizationtechniquesunderthe supervisiorof Dr. RichardCopeland
andDr. Tom Slanger Thesestudiesaredirectedtowardsanimproved understandingf upperatmospheric
processedn recentyearsthecollisionalenegy transferatesandpathwaysof all the oxygenelectronic
statedying belaw thefirst dissociatiorlimit have beenstudied evenincludingthe quintetstatethathadlong
beenhypothesizedsa possibleatmospheri@recursarNitric oxideis animportanttracegasin the upper
atmospheresf boththeterrestrialandVenusiaratmospheregndits two metastableareto beinvestigated
aspartof aprogramto studyauroralprocessesTheseinvestigationsconnecto field obserations,aswe are
learningto take advantageof thefactthatlargetelescopearoundtheworld routinely generatespectreof the
terrestrialnight airglow thatarefar betterin termsof resolution sensitvity, andspectralkcoveragethanhas
previously beenavailable.

SRl Internationalis a not-for-profit contractresearctorganizationjocatedin Menlo Park, California,in the
SanFranciscdBay region, andis oneof thelargestsuchestablishments theworld. Many areasof research
arerepresentetly theinvestigationsarriedout at SRI, including chemistry physics,engineeringlife
sciencesgcomputerscienceseducationandavariety of otherdisciplines.MPL hasaninternational
reputationfor creatve andinnovative researchn atmospheristudiescomhustionprocessessurface
scienceplasmaresearchandmolecularbeamresearchWithin MPL, the membersf the PAC unit have
beenactive for mary yearsin studyingthe chemistryandphysicsof the atmosphereyith Drs. Copelandand
Slangers emphasi®nthe processethatoccurin the 80-120km nightairglow region. Therehasbeenclose
couplingbetweerthelaboratorykineticsstudiesthatthis groupcarriesout, andthe resultsof optical
emissionstudieshy field obserers.

We expectthe candidateo have experiencdn the operationandmaintenancef pulsedlasersystemsOther
gualificationsncludea Ph.D.degreein chemistryor physics,andbeyondlaboratoryabilities, effective
technicalwriting is animportantattribute for the position,aswell asanability to make oral presentations.
Appointmentis typically for aminimumof oneyear with a secondyearnormallybeingavailableupon
mutualagreementThesalarywill dependntheexperienceof the candidate.

A CV, threelettersof recommendatioranda onepage’researchnterests’summaryshouldbe sentto:

Dr. RichardA. CopelandPS091 MolecularPhysicd_aboratory SRI International Menlo Park, California
94025.Telephone(650) 859-6534

POSTDOCTORAL POSITION, UNIVERSITY OF ROME

An experimentalpositionto work ona molecularbeamapparatugor the studyof Helium dropletsand
clusterdn theirinteractionswith electronsandwith molecularimpurities’ is availablein thegroupof Prof.
F.A. Gianturco,in collaboratiorwith Prof. A. GiardiniandDr. D. StrangesThe positionis opento German
candidateshroughthe FeodorLynenFellowshipsof the Van-HumboldiStiftung. Thework is directedto the
studyof the dynamicsandkineticsof reactve processeswolving negative ionsin He dropletsor in small
heliumclusters.Interestedcandidateshouldhave experiencewith amolecularbeamapparatusandpossibly
with electronguns,andshouldbe ableto interactwith a supportingtheorygroup. For furtherdetailscontact
F.A. Gianturcoat FAGIANT@CASPUR.IT Startingtime by directarrangementvith the candidate.

POSTDOCTORAL POSITION, UNIVERSITY OF ROME

TheTheoreticalChemicalPhysicsgroupof ProfessarF.A. Gianturcooffersa PostdoctoraPosition
supportedy the Max-Planck-Researdfroundationfor work on the dynamicsof molecularimpuritiesin Rg
clusterg(chiefly in He clusterslandon the natureof their structuresof their behaiour with electron
scatteringandof theirinteractionforces.The candidateareexpectedo have aworking knowledgeof both
guantummolecularscatteringheoryandclassicaimoleculardynamics.For furtherdetailscontactr.A.
Gianturco(FAGIANT@CASPUR.IT).Expectedstartingtime: fall 1999.
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b. Preprints

Reactive scattering of oxygenand nitr ogenatoms

Acc. Chem.Res.

P. CasaecchiaN. Balucani,M. Alagia, L. CartechiniandG.G.Volpi

Dipartimentodi Chimica,Universitdi Perugia06123Perugialtaly piero@dyn.unipg.it

Crossedbeamstudiesof reactiondynamics

Annu. Rev. Phys.Chem.,Vol. 50

P. Casaecchia,N. Balucani,andG.G. Volpi

Dipartimentodi Chimica,Universitedi Perugia06123Perugia/taly piero@dyn.unipg.it

Exploring the reactiondynamicsof nitr ogenatoms: A combined crossedbeamand theoretical study
of N(®D)+Dy — ND+D

J.Chem.Phys.(Comm.)Vol. 110(18) (8 May 1999)

M. Alagia, N. Balucani,L. Cartechini,P. Casaecchia,andG.G.Volpi

Dipartimentodi Chimica,Universitedi Perugia06123Perugialtaly piero@dyn.unipg.it

L. A. PedersorandG.C. Schatz

Departmenbf Chemistry Northwesterriniversity Evanston|llinois 60208-3113

G. Lendway

Instituteof Chemistry HungarianAcademyof SciencesH-1525BudapestP.O.B. 17, Hungary
T. Hollebeek,T.-S.Ho, andH. Rabitz

Departmenbf Chemistry PrincetonUniversity, Princeton New Jersg 08544-1009

Crossedbeamstudiesof the O(*P,'D)+CHjsl reactions: Dir ect evidenceof intersystencrossing
FaradayDiscuss.113"Stereochemistrandcontrolin MolecularReactionDynamics”

M. Alagia, N. Balucani,L. Cartechini,P. CasaecchiaM. vanBeek,andG.G. Volpi

Dipartimentodi Chimica,Universitedi Perugia06123Perugia/taly piero@dyn.unipg.it

L. BonnetandJ.C.Rayez

Laboratoirede Physico-ChimieMoleculaire,UniversiteBordeaux, 33405TalenceCede, France

Shell-Lik e Featuresand chargelocalisationin protonatedHelium clusters

in: Quantum Systemsin Physicsand Chemistry (R. Mc Weery andR. Wilson Eds.) 1999

I. Baccarelli,B. Balta, V. Aviyente,C. Saluki,F.A. Gianturco*

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome,ltaly.
Theeffectof anheliumclusterervironmenton the protonis studiedusingabinitio, correlatedcalculations.

Spatial structur esand electronic excited statesof small protonated helium clusters

Int. J. QuantumChem.

I. Baccarelli,F.A. Gianturco*,F. Schneider

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome |taly.
Excitationenegiesandspatialconfigurationsareobtainedfor the smallerHe clustersarounda protonusingMRD-CI
methods.

Dynamicsof ionic microsohation: the protonatedAr clusters

Chem.Phys.Phys.Chem.

F. Filippone,F.A. Gianturco*

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome,ltaly.

Theabinitio moleculardynamicsapproachs employedto studythe structuresandconfigurationdor small Ar clusters
enclosinga proton.
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Intermolecular forcesfrom density functional theory: a multipr operty analysisfor Ar-CO
J.Chem.Phys.

F. PaesaniM. Laranjeira,V. Vassilenk, M.A. daCunhaF.A. Gianturco*

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome ltaly.

TheVdW interactionis computedusinga combinationof abinitio methodsandperturbatiortheory Theresultsare
comparedvith transportcoeficients.

Comparative configurational studiesof He, Ne and Ar trimers

J.Chem.Phys.

T. Gonzalez-Lezana),. Robajo-Soneira$. Miret-Artes, G. Delgado-BarrioP. Villarreal, F.A. Gianturco*
Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome |taly.

The possiblestructuref thelower boundstatesof thetitle systemsareobtainedusingdistributedGaussians.

Screeningionic motion in sodalite cages:a dynamical study

F. Filippone,F.A. Gianturco*

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome,ltaly.
Theinsertionof a screenegrotonusingsmallHe clusterss studiedby abinitio dynamics.

Computed elasticcrosssectionsand angular distrib ution of low energy electron scattering from gas
phasefullerene.

J.Phys.B: At. Mol. Opt. Phys.

R.R.LuccheseF.A. Gianturco*

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome,ltaly.

Thescatteringof electronsrom fullereneis performedfor thefirst time usingabinitio methods.Goodaccordis found
with experiments.

Electron attachmentto Cgg molecules

Chem.Phys.Lett.

F.A. Gianturco*,R.R.Lucchese

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome,|taly.
Theattachmenbf electrongo Cg is studiedin termsof dominantpartialwavesat threshold.

On the resonantfeaturesof electron scattering from ozone

J.Phys.B: At. Mol. Opt. Phys.

R. Curik, FA. GianturcoN. Sanna

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome,ltaly.
Themeasuredesonanfeaturedor O temporaryionsarereproducedisingdifferenttheoreticalscatteringnodels.

Protonated Ozone: structur e, energeticsand nonadiabatic effects

J.Phys.Chem.

M. Ceotto,M.H. Hirst, F.A. Gianturco*

Departmenbf Chemistry The University of Rome,Citte Universitaria,00185Rome,ltaly.
Thepossiblestructureof (OsH)+ arecomputedwith high accurag andpossibleconicalintersectionsareexamined.

The dynamicsof the O(!D) + NyO — NO + NO reactionrevisited: a QCT study on model potential
enemgy surfaces

ChemicalPhysicsLetters

Miguel Gonzalez*(a), D. Troya (b), M.P. Puyuelo(b), R. Sayosa), PA. Enriquez(a)

(a) Centrede RecercaQuimicaTeoricai Departamentle QuimicaFisica,Universitatde BarcelonaC/ Marti
i Franques] , 08028BarcelonaSpain.

(b) Departamentale Quimica,Universidadde La Rioja, C/ ObispoBustamante3, 26004Logrono,Spain.
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The dynamicsof this reactionhasbeenstudiedusingthe QCT methodon threedifferenttriatomicLEPSPESmodel.
Onthebasisof theexperimentalibrational distributionsandQCT results,it is suggestethatthe NO(v'=16, 17) +

NO (v'=0) state-specificeactionchannels not majoritary However, is aboutthis channethatmostof thereaction
dynamicsnformationis available.A quite gooddescriptionof thedynamicsof this specificchannehasbeenobtained.
We have alsoshawn thatfor avery exoemic reactionwithout a strong kinematicconstraint, lik e the oneunder
considerationthevectorrelationj'=a |, with a beinga constantcanoccurif the PEShasno barrieror aneggligible one
alongtheminimumenenpy pathandis highly isotropic.

Ab initio potential energy surface,VTST and QCT study of the O(3P) + CH4, — OH + CH3 reaction
Journalof ChemicalPhysics

Miguel Gonzalez*(a), J. Hernandda), J. Millan (b), R. Sayos*(a)

(a) Centrede RecercaQuimicaTeoricai Departamentle QuimicaFisica,Universitatde BarcelonaC/ Marti
i Franques] , 08028BarcelonaSpain.

(b) Departamentade Quimica,Universidadde La Rioja, C/ ObispoBustamante3, 26004Logrono,Spain.
An abinitio studyof the groundPESof this reactionhasbeenperformedusingthe secondandfourth orderMoller
Plessefabinitio methodswith alargebasisset. Fromtheabinitio dataatriatomicanalyticalPEShasbeenderived.
This PEShasbeenemployedto studythe kineticsanddynamicsof this reaction.Theabinitio pointshave alsobeen
useddirectly to calculatethe VTST rateconstantonsideringall the atomsof the system.ThebestVTST methodaused
leadto a goodagreementvith the experimentakateconstanfor 1000-250(K, but the QCT onesareaboutonethird
theexperimentabnesfor 1500-250K. The cold QCT OH(v=0)rotationaldistribution obtaineds in goodagreement
with experimentsandthe very smallQCT OH(v=1) populationobtaineds consistentvith the measurementghe
triatomic PESmodelmaybeusedin dynamicsstudiesunderconditionswherethe methylgroupmotionsarenot stron
gly coupledto themotionsleadingto reaction.

"Fundamentals in Chemical Physics”

FrancoBattagliaandThomasF. Geoge

(Kluwer AcademicPublishersThe Netherlands1998)

This 326-pagédextbook,designedor advancedundegraduateandgraduatestudentsaddressethetopicsof classical
physics,guantumphysics thermodynamicsguantumchemistry molecularspectroscop statesf aggreyationand
chemicalreactions.

"Computational Studiesof New Materials” editedby Daniel A. JelskiandThomasF. Geoge (World
Scientific,Singapore1999)

This book consistof fourteenchaptersauthoredy leadingexpertson topicsincluding semiconductorgbulk and
surfaces)fullerenes polymers fractalclusters surfacelight-induceddrift, optical phaseconjugationrandmicro-
mesoscopioptics.

Charge Transfer and Electron Pairing in Fullerenes

Journalof ClusterScience

R.T. Fu,G. P. Zhang,X. SunandThomasF. Geoge*

Office of the Chancellor Department®f ChemistryandPhysics& AstronomyUniversity of
Wisconsin-SteensPoint StevensPoint, WI 54481-389%geoge @uwsp.edu

The concepbf self-trappingof atransferrecelectronin Cgq is usedto explain the mainfeaturesof photoinduced
electrontransferin a polymerCgo compositeandelectronpairingin alkali-metaldopedCegp.

Appearanceand Disappearanceof Superfluid Vorticesin a Narrow Annulus

PhysicaB: Condensed/atter

C.l. Um, K.H. ChangandThomasF. Geoge*

Office of the Chancellor Department®f ChemistryandPhysics& AstronomyUniversity of
Wisconsin-SteensPoint StevensPoint, WI 54481-389geoge @uwsp.edu
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Introducingtheradialdeviation of aring of vorticesfrom its equlibriumposition,a new form of critical angular
velocitiessymmetricallychangedy thedeviationis obtainedfor threetypesof experimentsn a narrav annulus.

Optical Origin of Efficient and Selectve Trans-Cis Isomerization in PhotexcitedPolyenes

Journalof ChemicalPhysics

G.P.Zhang,X. F. ZongandThomasF. Geoge*

Office of the Chancellor Department®f ChemistryandPhysics& AstronomyUniversity of
Wisconsin-SteensPoint StevensPoint, WI 54481-389%geoge @uwsp.edu

It is foundthatthis highly-efficientisomerizations closelyrelatedto the highly-selectve optical transitions andthe
dipole-allovedtransitionsoccurselectvely aroundthe dihedralanglesof 60 degreesand120degreeswherethe
systemis ableto undegocis or transisomerization.

Dynamical Processof Exciton Combination in Polymers

Journalof ChemicallnformationandComputerSciences

E.H.Zhao,H. Jiang,X. H. Xu, X. SunandThomasF. Geoge*

Office of the Chancellor Department®f ChemistryandPhysics& AstronomyUniversity of
Wisconsin-SteensPoint StevensPoint, WI 54481-389tgeoge@uwsp.edu

Dueto the one-dimensionatharacteristicthe excitation of anelectronin polymersis self-trappedandtwo excitons
canbecombinedo form abiexciton. By solvingthe dynamicequationsthe relaxationprocesf this combinationis
investigatedwhereit is foundthattherelaxationtime is about160fs.

Kinetic Energy-BasedNormal Mode Analysis of Electronic Processe@ Cgg
FullereneScienceandTechnology

G.P Zhang,X.SunandThomasF. Geoge*

Office of the Chancellor Department®f ChemistryandPhysics& AstronomyUniversity of
Wisconsin-SteensPoint StevensPoint, WI 54481-389tgeoge@uwsp.edu

Thetwo mostdominantHg modesareidentifiedwhich play anessentiatole in thedynamicalpropertiesof Cgg, which
is consistentvith the experimentakesults which clarifiesthe previoustheoreticaambiguityshaving thatthe
electron-phonorouplingconstanis basicallythe samefor differentmodes.

Quantum mechanicaland quasi-classicarate constantcalculationsfor the O(*P)+HCI—OH+ClI
reaction

Phys.Chem.Chem.Phys.

F. J.Aoiz, L. Banares).F. Castillo,M. MenendezandJ.E. Verdasco

The dynamicsof the hydrogenexchangeaeactionat 2.20eV collision enegy: comparisorof experimentabnd
theoreticalifferentialcrosssections

The low temperature rotational relaxation of Ny studied with resonanceenhancedmultiphoton
ionization

J.Phys.Chem.A

F. J.Aoiz, T. Diez-Rojo,V. J.Herrero,B. Martinez-HayaM. MenendezP. Quintanal.. Ramonat]. Tanarro
andE. Verdasco

Electronic Statesof the Triply ChargedMolecular lon N%* and Laser Induced Coulomb Explosion
PhysRev A

A.D. Bandrauk

Labode Chimie Theorique Univ. de Sherbrook, Que,J1K2R1,Canada

D.Musa& andK.Morokuma

EmersonComputationaCentefEmory Univ,Atlanta, GA30322,USA

Potentialenegy curvesfor thelow-lying doubletandquartetstatesof N3+ have beenobtainedusingab-initio
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methods.Natableboundstatesarefoundin the midstof mary coulombrepulsive potentials. Thenostrelevant
configurationsareenumeratedor discussiorof recentlaserCoulombexplosionandimagingexperiments.

Measuring Nuclear Wave Functions by Laser Coulomb Explosion Imaging Phys.Rev. Lett.

A.D. BandraukS. Chelkowski

Labode Chimie Theorique Univ. de Sherbrook, Que,J1K2R1,Canada

P.B. Corkum

SIMS, NationalResearcltCouncil, Ottava, Ont., K1A OR6,Canada
Fromexactnon-Born-Oppenheimeaimulationsof dissociatve-ionizationof Hi in anintense(i>10'4
W/cm?),ultrashort(k5fs) laserpulsewe shaw thatit is possibleto measuradirectly from thekinetic enegy of coulomb
explodedprotonsthe probability distribution of ary initial vibrationalstateor wavepaclet. Thetheoryof theinversion
methodis presentecndits applicationto LaserCoulombExplosionimaging,LCEl, of time dependentvave pacletsis
demonstratethroughnumericalsimulations.

Intense Field ionization of Moleculesby Ultra-Short Laser Pulses

CommentsAtom. & Molec. Phys.

A.D. Bandrauk

Labode Chimie Theorique,Uni de Sherbrook,Que,J1KR1,Canada

Exactnumerricalsolutionsopf thetime-dependerchroedingeequationof oneandtwo electronmolecularionsin
short(k50fs)intense(>10'*W/cm2) laserpulsesshav thatmolecularionizationratesexhibit unusuallylarge values
at critical configurationsinterfragmentlistancedkc andinternalanglesphic. Largechageresonanceadiative
couplingsareshowvn to beresponsibldor the largeionizationratescalledChage Resonanc@nization, CREI. Exact
non-Born-Oppenheimeralculationson moleculardissociatve ionizationof Hi confirmtherole of CRElasa
"universal’phenomenoin recentCoulombExplosionexperiments.

Crossedbeamreactionof the cyanogenradical, CN(X2X1), with methyl acetylene CH3CCH (X'A;):
Obsevation of cyanopropyne, CH3CCCN (X'A1), and cyanoallene H,CCCHCN (X!A)
J.Chem.Phys(submitted)

L.C.L. Huang,Y. OsamuraN. Balucani,Y.T. Lee,R.I. Kaiser

Instituteof Atomic andMolecularSciencesTaiwan,ROC

A versatile sourceto producehigh intensity, pulsedsupersonicradical beamsfor crossedoeam
experiments- the cyanogenradical, CN(X221), asa casestudy

Rev. Sci. Instr. (submitted)

R.l. Kaiser J. Ting, L.C.L. Huang,Y.T. Lee,H. Chan,D. StrangesD. Gee

Instituteof Atomic andMolecularSciencesTawian, ROC

lonic Fragmentation of Methyl Methacrylate Induced by Synchrotron Radiation and Multiphoton
lonization

Journalof the BrazilianChemicalSociety v.9, n.6,(1998)521-24.

CristinaM. Quintella,G. GersorB. de SouzaandJoselitoB. Maciel

Inst. Qumica,Univ. Fed.Bahia,Brasil/ Inst. Qumica,Univ. Fed.Rio de JaneiroBrasil

lonic fragmentatiorof MMA hasbeenobsenedusingeitherLaserMPI (2.35eV)or SynchrotrorP| (from 12.1eVto
287.9eV),coupledto atime-of-flight techniqueT he fragmentatiorpatternremainsthe samein both Pl casesMPI
causesxtensive fragmentationthe parention cannot be obsenedandCt becomeshe mostintensefragment.Very
stableionsareobsenedatm/q=15, 39,41 and69.

New Way of Controlling Molecular Processedy Time-DependentExternal Fields
J.Chem.Phys.
YoshiakiTeranishiandHiroki Nakamura*
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Dept. Theor Studies/)nst. Molec. Science Myodaiji, Okazaki444-8585 Japan

Molecularprocesses externalfields areconsideredo be composeaf a sequencef time-dependentonadiabatic
transitionsin which the externalfileds play arole of adiabatigparametersUnit final transitionprobability canbe
achievedby sweepinghefiled periodicallyat eachavoidedcrossing.Theideais quitegeneralandvariouscontrol
schemeganbeproposedThe methodf pi-pu;seandchurpedaserpulsewith theadiabatiaapid passagenaybe
consideredsspecialcaseof the presenidea.

Molecular Switching in a Two-DimensionalConstriction

J.Chem.Phys.

Hiroki Nakamura

Dept. Theor Studies/nst. for Molec. ScienceMyodaiji, Okazaki444-8585 Japan

Thenew ideaof molecularswitchingdiscussegbreviously for the one-dimensionadystemis extendedo a
two-dimensionatonstrictionmodel. Bothereflectionandtransmissionandthusthe switchingcannotbe completeike
in the one-dimensionatase put the switchingis demonstratetb be quite effective. Somepracticalimplicationsare
discussed.

c. Conferences

1. ACCADEMIA NAZION ALE DEI LINCEI

Perugia,ltalyDipartimentodi Chimicadell’ Universite,19 June, 1999
Centrolnterdisciplinare'BeniaminoSeagre” Giornatalincea”Molecular Aspectsof GasDynamics”
Perugia,ltaly:Dipartimentodi Chimicadell’ Universite

ScientificCommittee::V.Aquilanti, S.Carra’,C.CercignaniG.G.\blpi

9.00- WelcomeAddress- Gian Gualbertovolpi (Perugia)introduction- Segio Carra’(Milano)
9.30- Chair- VincenzoAquilanti (Perugia)

D.R.HerschbackHanard, PremioNobel), Bringing moleculego attention.
R.N.Zare(Stanford,California)Reactiondynamics:the H+ D2 - HD + H exchangerevisited.

A. Wodtke (SantaBarbaraCalifornia), Rapidevaporatve coolingsuppressefagmentatiorin mass
spectrometrysynthesiof "Unprotonated'waterclusterions.

D. J. Nesbhitt(Boulder Colorado Jila), Collisional Dynamicsof RotationalAlignment

R.W. Anderson(SantaCruz, California), AchromaticLensedor Molecules.

15.00- Chair Segio Carra’(Milano)

J.K.Harvey (Imperial College,London),The applicationof Direct SimulationMonte Carlotechniquego
plasmaproblems

Jean-Claudéengrand(CNRSMeudon,Riris), RarefctionRegimesand ThermodynamidNonequilibrium
Mario Capitelli (Bari), From plasmago hypersonicandnozzleflows

Aldo Frezzotti(Milano), DSMC Simulationof DenseGases

Conclusions CarloCercignaniMilano),

For information: bellini@dyn.unipg.itDr. David CappellettiFax: (39) 755855606,e-mail:
prometeo@dyn.unipg.ityRL: http://www.chm.unipg.it/chimgen/mbib.html

2. MOLECULAR REACTION DYNAMICS

University of Birmingham,8 JULY 1999

The SecondMeetingof the University of BirminghamCentrefor ChemicalPhysicsto be heldin the School
of Chemistryat The University of Birminghamon Thursday8th July 1999. This meetingis beingheldin
conjunctionwith the NorthernUniversities’Meetingon ChemicalPhysics
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The University of Birminghamhasestablisheé cross-disciplinanyCentrefor ChemicalPhysics.It
formalisesandextendsexisting links betweerresearchgroupsin the Schoolsof ChemistryandPhysics
bringingtogetheresearcheraith awide rangeof interestan chemicalphysicsincluding: the dynamicsof
neutral-neutraindion-moleculereactionsthe physicsandchemistryof the gas-solidnterface,the
chemistryandphysicsof freeandadsorbedlusters glectronicstructureandscatteringcalculations,
laboratoryastrophysicathemistry andthe useof vacuumultraviolet radiation,including femtosecond
sourcedo probethe dynamicsof gas-phasandsurfacespecies.

This meetingfeaturesa numberof invited speakrs:

DJAuerbach(IBM SanJose)

DJ Nesbitt(JILA, University of Colorado,Boulder)

GC Schatz(NorthwesterriJniversity)

AG Suits(LawrenceBerkeley NationalLaboratory)

The Centrefor ChemicalPhysicsgratefullyacknaviedgesgenerousponsorshifrom Nicolet Instruments
Ltd in supportof this meetingandits seminamprogramme.

3. GORDON CONFERENCE DYNAMICS OF SIMPLE SYSTEMSIN CHEMISTRY AND
PHYSICS

Salwe ReginaUniversityin Newport, RI, 11-16July, 1999

The 1999GordonResearctConferencéDynamicsof SimpleSystemsn ChemistryandPhysics"will be
held11-16July at Salve ReginaUniversityin Newport, RI.

Theprogramfocuseson few-body problemsn atomic,molecular chemical andnuclearmphysics.Details
canbefoundatthewebsite

http://tangelo.phys.um.edu~chardler/gc.itml

Financialassistancés available(throughthe generosityof the NationalScienceFoundatiorandthe Office of
Naval Research)especiallyfor graduatestudentsandjunior postdoctoralscientists.

Applicationsfor financialassistancehouldbe directedto the Chair (ColstonChandlerchandler@unm.edu).
Questionsaboutall othermattersshouldbedirectedto the Chairor to the Vice Chair(Paul Julienne,
paul.julienne@nist.gd.

4. GORDON CONFERENCE IN QUANTUM CONTROL OF ATOMIC AND MOLECULAR
MOTION

PlymouthStateCollege, Plymouth,NH, August1-6

Contritutedtalkswill begivenin thefollowing areasWavepaclet Dynamics,CoherenPhaseControl,
Wave Propertief Matter, Optimal Control, QuantumComputing,Controlin Condensedhasesintense
Field Control,N-Level SystemsPecoherencandDephasing

Invited speakrsandsessiorchairsinclude: Andre Bandrauk ChrisBardeenKlassBermgmann,Phil
BucksbaumpPimitris CharalambidisPaul Corkum,David Cory, Louis diMauro,DanElliott, Gustar Gerbey
Martin Gruebele StepherHarris,LeneHau, Albert Heberle Bob JonesPaul Julienne RonnieKoslof, Jef
Krause Oleg PrezhdoDavid Pritchard HerscheRabitz,Mark Raizen StuartRice, Marlan Scully, Moshe
Shapiro,YaronSilberbeg, JohnSipe,David Tannor David Wineland,Yijin Yan,andWojciechZurek.

The conferenceshairsare Paul BrumerandRobertGordon.A completescheduleof the sessiongndallist of
thelecturetitles arefoundat the website:

http://www.grc.uri.edu/programs®99/quartcon.him

Theconferencewill includesereral postersessionsandparticipantdn the conferencereurgedto present
their latestresults.

A limited amountof fundsareavailableto defraypartof the costsof attendingthe conferenceApplications
for supportshouldbe sentto eitherof the chairsat pbrumer@tika.chem.utorontos; or rjgordon@uic.edu
beforeMay 15
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Robert]. Gordon,Departmenbf Chemistry(m/c 111), University of lllinois at Chicago,845WestTaylor
Street,Chicago,L 60607-7061
Phone:(312)996-3280 Fax: (312)996-0431email: rjgordon@uic.edu

5. GORDON CONFERENCE DYNAMICS AT SURFACES

ProctorAcademy Andover, New Hampshire August8-13,1999

Chair; Aart Kleyn, FOM Institutefor Atomic andMolecularPhysics Amsterdam;The Netherlands,
kleyn@amolf.nl

Vice-Chair:BruceKay, Pacific NW Natl Lab, Environm Mol Scilab, Richland,WA, bruce.kay@pnl.go
All generalinformationconcerninghe GordonConferencesanbefoundatthe GRC-web-site:
http://www.grc.uri.edu/Informationconcerninghe conferences postedat the GordonConferencesite.
Conferencerogram:

Interactionswith preparednolecules:

Discussioneader:Greg Sitz (Univ. Texasat Austin)

Arthur Utz (Tufts University): Eigenstate-resobd measurementsf methanedissociatioron Ni(100)
Alec Wodtke (UCSB)& DanielAuerbach(IBM Almaden):Controlof reagenvibration: akey to
understandinghemicaldynamicsat surfaces?

Dynamicsat Ice:

Discussioneader:Greg Kimmel (Pacific Northwest):

Andren Graham(MPI| Goettingen).Dynamicsattheice surfaceobseredwith heliumatomscattering:
HanneslonsonWashington):Theoreticakalculationsof diffusionandislandformationonice Ih surfaces.:
Jim Cowin (Pacific Northwest): Soft-landechydroniumstudiesof ion transportandhydration:
Excitationandchage Transfer:

Discussioneader:JohnTully (Yale)

Bill Gadzuk(NIST): Breathingmodeexcitationin nearharmonicsystems.
BarbaraCooper(Cornell): Dynamicsof multi-statechage transfer

Nano-Tribology andclusters:

Discussionleader:J. Frenlen(Leiden)

Jacquelin&rim (North CarolinaState):Nanotribology.

Bo Perssor{FZ Julich): Atomic scalefriction.

JohnWeaver (Minnesota):The formationof nanoclusterandtheir interactionwith surfaces.
Vibrationalspectroscop

Discussionieader:Akio Yoshimori(Okayama)

Maki Kawai (RIKEN): Molecule-substratandintermolecularinteractionson metalsuriaces.
Wilson Ho (Cornell): Singlemoleculevibrationalspectroscopandchemistry
Photo-DynamicgandChemistry:

Discussioneader:lan Harrison(Virginia)

Dinko Chakare (Chalmers)Photoinducegrocesseat the graphite/icenterface
RonnieKoslof (JILA & Hebrav University): Theoryof surfacephotochemistry

Ulrich Hfer (MPQ Garching):Wave paclet dynamicsof imagestates.

Quantumevel interactions:

Discussionleader:StepherHolloway (Liverpool)

Geert-JarKroes(Leiden): Quantumdynamicsof Hy-surfaceinteractions.

Stig Anderssor{Chalmers)Dynamicsof adsorbedHs.

SurfaceReactions:

Discussioneader:Gill Nathansor{Wisconsin)

BuddieMullins (Univ. Texasat Austin): Precursor$n activateddissociatre chemisorption.
Tim Minton (MontanaState):Reactve scatteringdynamicsof fastatomswith surfaces
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FlemingBesenbachgarhus):Nanocatalysistudiedby STM

Bestyoungresearchecontritutions: Discussioneader:BruceKay (Pacific Northwest)
Conferencehair:

Prof. Dr Aart W. Kleyn, Leader MolecularBeamsGroup, FOM Institutefor Atomic andMolecular
PhysicsKruislaan407,1098SJAmsterdam;The Netherland$?hone(31)-20-608131@direct),
(31)-20-6081234reception)(31)-20-6279191home)

Fax (31)-20-6684106reception)(31)-20-608128&secretary)Email KLEYN@AMOLF.NL

6. Micr osymposiumon Principles of molecular chirality and its significancefor all branchesof
chemistry Berlin, 15 and16 August1999(duringlUPAC congress)

Programavailableby january deadlinefor oral contritutions 31 decembe®8) ChairmanProf.MartinQuack,
Lab. for PhysicalChemistry ETH Zuerich(Zentrum),CH 8092Zuerich,SwitzerlandFax01-6321021

7. 25th Inter national Symposiumon FreeRadicals

Flagstaf, Arizona,August15-20,1999.

**T o receve future notices pre-r@isteratour WWW site. http://frs.mps.ohio-statedafrs
OrganizingCommittee:R. F. Curl (Houston);M. Hearen (Atlanta); T. A. Miller (Columtus),Chair;T.
Steimle(Tempe),Treasurer;

Additional information: email: frs@frs.mps.ohio-state.eduttp://frs.mps.ohio-statedi/frs, or contactTerry
A. Miller, 25thInternationaFreeRadicalsSymposiumDepartmenbf Chemistry The Ohio State
University 120W. 18th Avenue,Columhus Ohio USA 43210

SCIENTIFICPROGRAM

A wide variety of topicswill be coveredby papersanddiscussionsSpectroscopof radicals,Dynamicsand
reactionkinetics,theoryandexperiment,Structureof freeradicals,Molecularionsandmoleculesn excited
statesfFreeradicalsandatmospherichemistry Interstellarspectroscopandchemistry Freeradicalsas
reactionintermediatesk-reeradicalsin appliedresearchProductionandobserationtechniques

Therewill beinvited talks coveringtheabove topicsgivenby thefollowing personavho have agreedo
participate:A. Carrington(Southampton)R. Cas&ecchia(Perugia) P. Chen(Zurich),D. Clary (London),F.
Crim (Madison),J. Doyle (CambridgeMass.),B. Ellison (Boulder),Y. Endo(Tokyo), K. Evenson
(Boulder),Y. P. Lee(Hsinchu),J. Maier (Basel),M. McCarthy(CambridgeMass.),T. Oka(Chicago)F. S.
Rowland(lrvine), T. SearqUpton,NY), F. Temps(Kiel), V. Vaida(Boulder),G. Winnewisser(Cologne) A.
Wodtke (SantaBarbara)

8. ELECTR ONICALL Y NONADIAB ATIC PROCESSESIN GASEOUS,CLUSTER AND
CONDENSED MEDIA

ACS NationalMeetingin New Orleansouisiana,August22-26,1999.

We arewriting to encourageou to contriltute to theinternationakymposiumentitled”Electronically
NonadiabatidProcessei GaseousClusterandCondensediledia” atthe ACS NationalMeetingin New
OrleansLouisiana,August22-26,1999.

The symposiunincludesthe elucidationof electronicallynonadiabatieffectsusingexperimentand
electronicstructuretheoryandquantunreactiondynamicstheory We includea wide rangeof reactve
processef gaseousndcondensednediaincluding photochemistryion chemistry physicalorganic
mechanisms;lusterdynamicsandphotosynthesisThe symposiunwill lastfour days(sevenhalf day
sessionplusonejoint half daywith anotherSymposiunentitled”Imagingin ChemicalDynamics”)andis
thelargestsponsoredby the PhysicalChemistryDivision at this ACS Meeting.Its goalis to bringtogether
experimentalist@ndtheoristavho areactive in gas-andcondensedphaseeactiondynamicsjn orderto
presenstate-of-the-anneasurementandcalculationgo encourageross-fertilizatiorbetweerthe
researchers differentfields.
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LaurieButler, Dept. of Chemistry Univ. of Chicago 5640S. Ellis Ave.,Chicago,L 60637,(773)702-7206,
fax (773)702-5863)jb4@midway.uchicago.edu

Don Truhlar, Dept. of Chemistry Univ. of MinnesotaMinneapolis MN 55455,(612)624-7555fax (612)
626-9390e-mail: trunlar@umn.edu

Invited Speakrsinclude:

Millard Alexandey University of Maryland;Dr. MutsumiAoyagi, Institutefor MolecularScience,JAPAN;
V. Ara Apkarian,University of California, Irvine; GabrielG. Balint-Kurti, University of Bristol; Paul F.
BarbaraUniversity of Texas,Austin; Bill Breclkenridge University of Utah; RobertJ. Buenler, Bergische
UniversitaetDavid F. Coker, BostonUniversity; Karl F. Freed,University of Chicago;MichaelD. Hack,
University of Minnesota;Martin Head-GordonUniversity of California, Berkeley; Michael F. Herman,
TulaneUniversity; Paul L. Houston,CornellUniversity; Brian Kendrick,Los AlamosNationalLaboratory;
Karl L. Kompa,Max-Planckinstitut fuer QuantenoptikHorstKoeppel,UniversitaetHeidelbeg,
GERMANY; Marshal. Lester University of Pennsylhania;RaphyLevine, The Hebrev University of
JerusalemCarl Linebeger, JILA, University of Colorado;ToddJ. Martinez,University of lllinois, Urbana;
Bill Miller, University of California,Berkeley; Hiroki Nakamura)nstitutefor MolecularScience David
Nesbhitt,JILA, University of Colorado;DanielNeumark,University of California,Berkeley; SimonW.
North, TexasA&M University; RobertParson JILA, University of Colorado;JohnPolaryi, University of
Toronto;Michael A. Robb,King's College London;Geoge C. Schatz Northwesterriniversity; Reinhard
Schinle, Max-Planckinstitut, GoettingenBenoitSoep,CNRS,UniversiteParis Sud;GerhardStock,
University of Freiturg; Peterd. Wagner Michigan StateUniversity; Hans-Joachinwerner University of
Stuttgart;David Yarkony, JohnsHopkinsUniversity;

9. IMA GING IN CHEMICAL DYNAMICS

ACS NationalMeetingin New OrleansLouisiana,August22-26,1999.

We areorganizinga symposiunentitled”Imaging in ChemicalDynamics”at the 218thnationalmeetingof
the AmericanChemicalSocietyin New Orleans A from August22-26,1999.Imagingmethodshave hada
profoundimpacton the studyof chemicaldynamicsin recentyears,andthefield is now in a stateof
explosive growth in applicationsandmethodologyApplicationsof imagingtechniquedo photodissociation
inelasticandreactie scatteringphotoionizatiorandphotodetachmerirocessewill beamongthetopics
addressetly theinvited speakrs. It is hopedthatthis symposiumwill sene to documentstate-of-the-art’
imagingapplicationdn chemicaldynamics shavcasingthe growth in thefield andthe rangeof the
experimentabpossibilities.In this announcementye would lik e to encouragesubmissiorof contributed
talksandpostergo highlight someof the newestresultsin this symposiumWe hopeto puttogetherabook
documentinghe currentstateof thefield in the ACS symposiunseriesandlook forwardto your
contrikution.

Invited speakrsinclude:

MusahidAhmed,LBL (Berkeley); JohnBarker, Michigan State;RichardBersohnColumbia;David W.
Chandler Sandia(Livermore);RobertGordon,University of lllinois, Chicago;Carl Hayden Sandia
(Livermore);Paul Houston,Cornell; Bill JacksonlJC Davis; DennisJacobsNotre Dame;A. Khai Luong,
UC SanDiego; TheoKitsopoulos,University of Crete/ IESL-FORTH; Kopin Liu, IAMS (Taipei); Geoge
McBane,Ohio State;DanNeumark,UC Berkeley; David Parker, Nijmegen;Andrei Sanw, Univ. of
Arizona; ToshinoriSuzuki,IMS (Okazaki);Wim VanderZande FOM (Amsterdam)Oleg Vasyutinskii,
loffe-StPetershrg

Thesymposiunwill includeajoint half-daysessiorwith the Symposiunon "Electronically Nonadiabatic
Processem GaseousClusterandCondensed/edia” organizedby Laurie ButlerandDon Truhlat
Organizers:

RobertE. Continetti,Dept. of ChemistryandBiochemistry 0314 University of California, SanDiego, 9500
GilmanDrive, La Jolla,CA 92093-0314Tel: 619-534-5559FAX: 619-534-7244e-mail;
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rcontinetti@ucsd.edu
Arthur G. Suits,MS 6-2100,ChemicalScience®ivision, LawrenceBerkeley NationalLab, Berkeley CA
94720.Tel: 510-486-4754FAX: 510-486-5311e-mail: agsuits@Ibl.go

10. IAU Symposium197‘Astrochemistry: from molecular cloudsto planetary systems’Sogwipo,
SouthKorea,August23- 27,1999

This symposiunmis organizedby the IAU working groupon AstrochemistryD.A. Williams (chair); E.F. van
Dishoeck(secretary)andwill covervarioustopicsin molecularastrophysicsincludingBasicmolecular
processesgas-phasandgas-graininteractionsPhysicsandchemistryof starforming regions: shocksjets,
PDR’sandmasersMoleculesin circumstelladisks;SolarsystemconnectioncometsmeteoritesandIDPs;
Chemistryin theinnerandoutersolarnehula; Atmosphere®f planetsandbrown dwarfs; Diffuseand
translucentlouds;Moleculesanddustformationin circumstellarervelopesaroundiate-typestars.

For furtherinformation,seehttp://wwwissa.re.krbiaul97/.To receve future mailings,sende-mailto:
iaul97 @hanul.issa.re.kr

11. CCP5ANNUAL MEETING 1999

SIMULATION OF CLUSTERSAND INTERFACESatthe Schoolof Chemistry University of
Birmingham,UK, 6-8thSeptembei 999

The UK’'s EPSRCCCP5AnnualMeetingwill beheldin the Schoolof Chemistryat The University of
Birminghamfrom 6-8th Septembei 999.

Themeetingwill coverthetraditionalareasof CCP5,but with particularemphasi®n applicationsof Monte
Carlo,moleculardynamicsandrelatedtechniquedo the atomisticmodellingandsimulationof clusters(e.g.
metallicandvanderWaalsclusters)andawide rangeof interfacial systemge.g. nanocolloidsmicelles,
solid surfaces LangmuirBlodgettfilms). Themeetingwill consistof invited andcontrintedoral
presentationandtherewill beapostersession.

Invited speakrs:

ProfessoPeterCoveng/, QueenMary andWestfieldCollege, University of London;Professotdulius
Jellinek,ArgonneNationalLaboratory USA; Professorthur F. VoterLos AlamosNationalLaboratory
USA,; Dr. David J. WalesUniversity of Cambridge;

ORGANISING COMMITTEE: Dr. Roy L. JohnstorandMrs. Lesley D. Lloyd, Schoolof Chemistry
University of Birmingham,Tel. (44) 1214147477 (RLJ), Fax. (44) 121414 4403,E-mail
roy@tc.bham.ac.uk

Dr. JohnHarding,Departmentf Physics& Astronomy University College London,E-mail
j-harding@ucl.ac.uk

Dr. David Heyes,Departmenbf Chemistry Schoolof PhysicalSciencesUniversityof Surrey, E-mail
d.hegres@surngac.uk

Dr. MauriceLeslie, CLRC Dareshiry Laboratory Dareslory, E-mail m.leslie@dl.ac.uk
Conferencdimetable:

Themeetingwill startat09.00o0n Monday6th Septembeandfinish at 13.000n Wednesdath September
Accommodationis providedfor the night of Sundaysth September

12.JOHN P. SIMONS : A CELEBRATORY MEETING OF DYNAMICS AND SPECTROSCOPY
Oxford, 13 and14 Septembefl999

A 2-daymeetingis to take placein Oxford on 13 and14 Septembef999to marktheretiremeniof JohnP.
Simonsasthe Dr Lee’s Professonf PhysicalChemistry Thescientificsessionsvill beheldin the Physical
andTheoreticalChemistryLaboratory with the conferencédeingbasedon Trinity College. Therewill be11
invited speakrsanda few posterslots. More detailedinformationis availableonthe Webat
http://physchem.ox.ac.uk/mengdjps

37



13. ChemInt'99

The ChemInt'99draft programis now availableat the conferencevebsite: www.chemint.og. Thelist of all
invited speakrsandvirtually all panelmemberss now completeandlistedin the program.Chemint’99will
beheldin at Geogetavn Universityin WashingtorDC on SeptembeR5-27,1999. Postettalks/papers
submissionsvill beacceptednly via theweb site startingin the spring.

Themainlecturersfor the meetingwill be:

Alan Arnold, University College (UNSW); Steven BachrachNorthernlllinois University; Robert
Bovenschulte ACS; StepherBoyer, IBM; Karl Harrison,Oxford University; Clemenslochum Deutsche
Bank; GaryMallard, NIST; Tom Pierce Rohmé& Haas;JeromeReichmanyanderbilt;Achim Zielesty,
BayerAG; SterenS. Zumdahl,University of lllinois at Urbana-Champaign

Thecorporatesponsordor the meetingare: Chem\Wbandthe InternetJournalof Chemistry
Chemintwebsite http://www.chemint.og

14.HIGHL Y EXCITED ELECTRONIC STATES

SantFeliu de Guixols, Spain,23-280ctober1999

On behalfof Dr Tim Softley (Oxford) andProfessoKlaus MuellerDethlefs(York), we areproudto
announcéhatthe preliminaryprogrammeof the abore-mentionedeuropearResearctConferences now
ready

This conferenceimsto bring togetheresearcheractive in thefield of spectroscopianddynamicalstudies
of highly excitedelectronicstatesof moleculeqe.g.,Rydbeq, ion-pairor dipole boundstates)jncluding
thosewho studythe propertiedirectly andthosethatmake useof themin areassuchasZEKE
spectrcoscap ionic stateselectionRydbeg taggingetc.

If youwantto have furtherinformationonthe meeting(programmelist of invited spealers,availability of
grants...Jandto apply pleaseconsultour website at thefollowing address:
http://www.esf.og/euresco/PCAB7A.HTM

15. SYMPOSIUM IN MEMOR Y OF GERHARD HERZBERG
Cornwall, CanadaQct. 30-Nov. 3,1999

Inspiredby Herzbeg: Spectroscopfor the Year2000
Thesymposiunwill feature32 outstandingnvited spealers,with thefollowing topics:
-lonsandRadicals

-Rydbeg States

-Astrophysics

-vanderWaalsMolecules

-Metal Compounds

-TheoryandTechnique®f Spectroscop

For moreinformation,checkout ourwebsite:
www.sims.nrc.ca/sims/sime.html

or contactusat: spectroscopconf@mnc.ca

16. WORKSHOP ON PHOTODYNAMICS FROM ISOLATED MOLECULES TO CONDENSED
PHASES

HAVANA, CUBA, FEBRUARY 13-19,2000

Local OrganizingCommittee:JesuRubayoSoneira(Chairman) Juande Dios GarridoArrate, Mario Piris
Silvera,JesusSabindel Valle, GermanRojasLorenzo

InternationalAdvisory Board: Majed Chegui (Switzerland) VincenzoAquilanti (Italy), Gerardo
Delgado-BarriqSpain),Antonio VarandagPortugal) JulianEchare (Argentina) JesusRubayoSoneira
(Cuba),
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Invited speakers(confirmedparticipation)will include: Alberto Beswick(UniversitePaul-Sabatier~rance);
BenoitSoep(UniversiteParis-Sud France) L. Woste(FreieUniversitatBerlin, Germaiy); Abdelkrim
ChemseddinéHahn- Meitner- Institut Berlin GmbH,German); VicenzoAquilanti (Universitadi Perugia,
Italy); Antonio VarandagUniversidadele Coimbra,Portugal);GerardaDelgado-Barriq CSIC, Spain);
PabloVillarreal (CSIC, Spain);SahadorMiret-Artes (CSIC, Spain);Angel GonzaledJrenha(Universidad
Complutencale Madrid, Spain);AbderrazzakDouhal(Universidadde Castilla-LaMancha,Spain);Majed
Chegui (Universitede LaussanneSwitzerland)David C. Clary (University College London,U.K.); V.S.
Letokhor (Academyof ScienceRussia)G. Billing (University of Copenhager)emmark);Kennethlanda
(University of CaliforniaatIrvine, U.S.A.); D. JuliusJellinek(ArgoneNationalLaboratoryU.S.A.); A. C.
Albrecht(CornellUniversity, U.S.A.); DonaldL.ThompsonOklahomaStateUniversity U.S.A.); Julian
Echave (Univ. Nacionalde Quilmes,Argentina);Marco Antonio Chaer(UFRJ,Brazil); Sylvio Canuto(USR
Brazil); AdalbertoFazzio(USR Brazil); OscarVentura(Montevideo, Uruguay);Ramon
Hernandez-Lamoned®AEM, Mexico); Luis Javier Alvarez(UNAM, Mexico); Luis A. MonteroCabrera
(Universidadde La HabanaCuba);JesuRubayoSoneira(ISCTN, Cuba);

Participation: Scientistsaandstudentsvorking or interestedn thefield, from both Latin- Americanand
industrializedcountriesarewelcometo attend.Theworkshopwill be conductedn English. Pleasdype,
printin ink, or sendby e-mailthe participationform to our university

ScopeandFormatThe centralthemeof the Workshopis the description pothfrom the experimentaknda
theoreticaboint of view of the physicalandchemicalprocesses molecularsystemsThe maintopicsto be
coveredare:

* Dynamicsandreactvity of isolatedmolecules.

Dynamicsof molecularspeciesembeddedn smallandlarge clusters.

Moleculardynamicsof moleculesn the condenseghasgliquid, solid) andat surfaces.
Thescientificprogrammaewill includeinvited lecturespral presentationsf contritutedpapersandposter
sessionswith ampletime for discussion.

Theworkshopwill beheldin Havana,Cuba.Havana,afterseveral settlementsvasfinally foundedin 1519at
its presentocation. Thecity cameto bea highly relevantplace first of all, dueto its geographigosition
sinceit is washedy the Gulf Streamandthis wasa determiningfactorfor navigationat thattime which
dependednainly onthe oceaniccurrents.Thereareimportanttouristicandrecreatie resorts.Theclimateis
wonderful( it never snaws), the meantemperaturén Februaryis 21 C.

Registrationandaccommodatiofiee. ApproximatelyUS$250beforeNovember30-1999,US$300
afterwards. The packagewill cover conferencdees,coffee breaksBook of AbstractsBook of Proceedings,
welcomingreceptionandworkshopdinner Roompricesfor thewhole meeting,ncluding breakfst(6
nights)will startfrom approximatelyuS$240 (singleroom)andUS$360 (doubleroom).Cheaper
accommodatiocanbe arrangeduponspecialrequestMore detailson lodging andotheractiities will be
givenin thesecondannouncemenReducedricefor participantdrom Latin-AmericanandEast-European
countrieswill probablybe available(detailsin secondannouncement).

DeadlinedMail the enclosedre-raistrationform to the OrganizingcommitteebeforeJuly 15, 1999.Please
feelfreeto usecopiesof theform for your colleaguessnecessaryThe secondannouncemer(including
registrationform, call for abstractsetc.) will be mail to thosewho have pre-rayistered.Thedeadlinefor
registrationandsubmissiorof abstractsill be Septembelst,1999. Thefinal announcemer(programme,
travel information,etc.) will be mailedin Decembef1999.

For furtherinformationpleasecontact:JesudRubayoSoneira|nstituto Superiorde Cienciasy Tecnologoa
NuclearesAve. SahadorAllendey Luaces.Quintadelos Molinos, Habanal0600,A.P. 6163.Ciudad
HabanaCuba.

E-Mail: jrs@rsrch.isctn.edu.cirs@ff.oc.uh.edu.cuTelefax: (53-7)785018,(53-7) 241188, Telephone:
(53-7)575662/63

Pre-rgistrationform
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NAME AND PROFESSIOML TITLE
ADDRESS

Phone

Fax

E-mail

Pleasesendme furtherinformation( )
| planto attendtheworkshop( )

| intendto presentacommunicatior( )
| request:

Singleroom( ) Doubleroom()

DATE SIGNATURE

17. FARADAY DISCUSSION 115MOLECULAR PHOTOIONISATION

The University of York, 3-5 April 2000

The FaradayDiscussiorpage(York): http://rempi.york.ac.uk&caonf.html

The FaradayDiscussiorpage:http://wwwrsc.og/lap/cong/fadmeehtm
Molecularphotoionisatiordynamicspresents challengebothfrom experimentandtheory New insighthas
comefrom (i) theinventionof ZEKE photoelectrorspectroscopasa very high resolutiontool and(ii)
theoreticabpproacheto quantitatvely understandheionisationdynamics.Thereis aninterestin advancing
this burgeoningfield andvery actively studiedapplicationsccomefrom vanderWaalsandhydrogenbonded
molecularclustersincludingintra-clustereactionsmolecularRydbeqg statesncludingtheir time-resoled
dynamicsandtheir stability in fields, MultichannelQuantumDefectandscatteringheory Rydbeg state
tagging,molecularandclusteranionphotodetachmenthagetransfey radicals,andcorrelatedwo-electron
ionisationprocesses.

Thediscussioris intendedo bring togethermpractitionersof the broadestangeof photoionisation,
photodetachmergndchage transferexperimentsspectroscopistsnolecularphysicistsandtheoreticians
working on angularmomentuntransfer scatteringheory electroncorrelationandnon-Born-Oppenheimer
effectsin Rydbeqg stateswith aview to establishingstate-of-the-arapplicationdn chemistryandmolecular
physicsaswe mave into the new millennium,while focussingon theimmediatefuture prospect®f this
wholeareaof research.

TheintroductoryKeynoteLecturewill begivenby ProfessoB V McKoy (Pasadena).
Experimentabndtheoreticalaperswill be particularlywelcomein all theareasnentionedabove.
OrganisingCommittee:

ProfessoK Mueller-Dethlefs(Chair),ProfessoM Ashfold, ProfessoM S Child FRS,ProfessoR J
Donovan,Professod M Dyke, ProfessoF ReadFRS,Dr T P Softley

View also: Theoriginal ZEKE Homepage:http://rempi.york.ac.uk/

andinformationaboutthe ERCHighly ExcitedStates

The ERC Conferencgage(York): http://rempi.york.ac.uk/esbrf.html

The ERC Conferencgage(notecapitalization):http://www.esf.og/euresco/PCI9RVA.HTM

18. MOLECULAR and IONIC CLUSTERS CONFERENCE - 2000)

Toulouse France April 16-212000

This conferencdollows a seriesof very successfuGordonconferencesyith thelasttwo heldat 1l Ciocco,
Italy (1996)andVentura,California(1998). The conferencefave takenplacebiannually alternating
betweerthe US andEurope.This alternationunderlinegheinternationalaspecbf thefield andprovidesa
regularchannefor exchangebetweerscientistdn North AmericaandEurope.Theyear2000conference
will notbea Gordonconferencesincethe GordonResearctConferenceslo not have anofficial sitein
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France However, it will adhereo the GordonConferencdormat,andbefollowedby a GRCplannedor
2002backin Ventura.Therewill beroomfor 120-130participants.
Conferencdopicswill includemolecularandionic clustersrangingfrom smallto large sizes,from both
experimentalandtheoreticalperspecties. Leadersn thefield will discussareassuchasspectroscop
structure dynamicsthermodynamicsgtc...for bothneutralandionic complees. Thanksto the successf
the precedingconferenceghis serieshasbecomeoneof the premiermeetingson clustersof all types.
Theconferencewill take placeatthe Congres<enterin Toulouse Accommodationsvill beatthein-site
Mercurehotel.
Currentsponsorsnclude: The EuropearCommunity(TMR andINCO programs)CNRS.Organizers:

PhilippeBRECHIGNAC NadineHALBERSTADT

Philippe.Brechignac@ppm.u-gsér nhalbers@irsamcl.upsilér

Labo. Photophysiquéloleculaire Labo. PhysiqueQuantique]RSAMC

Universitede Paris-Sud UniversitePaul Sabatier

Bat. 210 118, routede Narbonne

F 914050RSAY CEDEX, France 31062- TOULOUSECEDEX, France
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19. ATOMS, MOLECULES AND QUANTUM DOTSIN LASER FIELDS: FUNDAMENT AL
PROCESSES

PISA, Italy, Junel2-16,2000

Thisis a Satelliteconferencdo ICAP-2000InternationalConferencen Atomic Physics Firenze June6-10,
2000.

The Conferencas jointly organisedy:

- Istituto di ChimicaQuantisticaeed EnegeticaMolecolaredel CNR, Pisa;

- Istituto di FisicaAtomicae Molecolaredel CNR, Pisa;

- Dipartimentodi Chimicae Chimicalndustrialedell’ Universita'di Pisa;

- Dipartimentodi Fisicadell’'Universita’di Pisa;

- ScuolaNormaleSuperiorePisa

Furtherinformation: http://wwwicgem.pi.cnit/rizzo/Pis&000.hitml
andPisa2000ConferencelCQEM-CNR- Via Risolgimento,35, 1-56 126 PISA (Italy)

Tel.: +39050918240Fax: +39050502270

E-mail: pisa2000@indigo.icgem.pnrit

Alessandrd_ami, Istituto di ChimicaQuantisticeed EnegeticaMolecolaredel CNR, via Risoigimento35,
I-56126Pisa(ltaly)

phone:++39-50-918240fax: ++39-50-502270E-Mail: lami@indigo.icqem.pi.crit ,
http://wwwicgem.pi.cnit

20. MOLEC XIII (MOLEC 2000)

Jerusalemlsrael,Septembel7 - 22,2000

Theconferencewill be heldatthe 4-starhotel of Kibbutz RamatRachel adjacento JerusalemThesocial
programwill includesightseeing@andanarcheologicatour of Jerusalem.

Local OrganizingCommittee:
MichaelBaer(SOREQNuclearResearciCenter);YehudaBand(Ben-GurionUniversity); RonnieKosloff
(Hebreav University of Jerusalem)AssalL.ifshitz (Hebrav University of Jerusalem)Nimrod Moiseyev
(Haifa Technion);AbrahamNitzan (Tel Aviv University); Eli Pollak (WeizmanninstituteOf Science);
SalmanRosenvaks(Ben-GurionUniversity); Arlene Wilson-Gordon(Bar-1lan University); Daniel Zajfman
(Weizmanninstituteof Science).
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For moreinformationcontactM. Baerat SoregNuclearResearctCentey Yarne 81800, Israel.email:
mmbaer@netvision.net.il
Informationalsoappear®n the web (www.fh.huji.ac.il~roib/MOLEC/inde.htm)
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Specialannouncement

INVIT ATION TO SUBMIT A PAPER

A specialissueof Physical Chemistry Chemical Physics(a megerof the Journalof the ChemicalSociety
FaradayTransactionandBerichteder Bunsen-Gesellschafitir PhysikalischeéChemiefrom Jan.1999)on
"MOLECULAR REACTION DYNAMICS: EXPERIMENTAND THEORY” will bepublishedn 2000to
commemorat¢he scientificachizzementsof the late RogerGrice (1941-1998).

Editors:J.N.L. Connor PA. Gorry andJ.C.Whitehead

Contritutionsin the form of regularpapersareinvited by 30 Sept.1999

Furtherinformationfrom:

Professod N L Connor

Departmenbf Chemistry

University of Manchester

ManchesteM13 9PL, England.

e-mail: J.N.L.Connor@Manchestac.uk

BOOKS

Theory and Application of Quantum Molecular Dynamics

JohnZ.H. Zang,publishedby World Scientific
Detailedinformationonthis book canbefoundat thefollowing web sites:
http://wwwworldscientific.com/boabookshop.html (click on New Titles)
http://p150.chemyu.edu(click on Books)

Thebookcanalsobe purchasedrom http://wwwamazon.com/
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