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1. Scientific Report


There were 38 participants at the workshop which was supported by SimBioMa, 
CECAM and the US NSF 

The purpose of this workshop was to bring together various groups of researchers with different perspectives on alternative approaches to quantum dynamics but all share a common problem: how best to implement their ideas for general, large scale condensed phase applications. The workshop served the role of a forum for discussing recent developments in the field, and was attended by 40 participants. There were 26 oral presentations, followed by lively discussions, and 10 posters were presented during the first evening of the workshop. Participants presenting posters were given the opportunity to quickly introduce to all their poster during a dedicated session.The talks covered such issues as surface hopping, mixed quantum-classical Liouville equations, semiclassical and linearization methods, multiconfiguration approachs and spawning, Wigner representation in condensed phase, treatment of conical intersection, charge transfers, decoherence etc.The workshop was also intended to describe progress in applications of these methods and comparison with experiment. It was particularly stimulating to hear about some recent experimental developments that enables the detection of purely quantum vibrational effects such as recoherence in condensed phase systems. Many of the presentations were oriented towards application: charge transfer, photo-chemistry, proton transfer, vibrational dynamics, nanostructures...An other goal of the workshop was the comparison of methods and there were many discussions on trying to establish formal links between different approaches like LAND-MAP and mixed quantum-classical Liouville approach, semiclassical representation etc. This is very promising for the development of new algorithms but also to provide a consistent approach to mixed-quantum classical dynamics.Other stimulating topics were also discussed in order to apply existing methods to large scale systems like the proper choice of effective variables to treat quantum mechanically, calculation of non-adiabatic coupling coefficients in Density Functional Theory.

Recommendations

It was found desirable to start new work, as described above, to formally link methods that may seem very different. A small group from the participants has already emerged pursuing this route.Multi-configurations methods are now able to treat real systems. Such methods could now serve as benchmarks for more approximate mixed quantum-classical methods for small real systems instead of just simple test cases as previously done.Link with experiment should obviously been pursued. This implies calculations of proper observables and time-correlation functions. Non-linear spectroscopy and in particular vibrational spectroscopy is recognised as able to probe quantum effects at the atomic level.
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3. Expenditure


The support for this worjkshop came from three principle sources : CECAM (11000 EURO),


US NSF (5000 $) and ESF SimBioMa (3000 EURO). Participants also applied on an individual 
basis for partial support for travel etc.   Most of the support was used for accomodation (4 nights). 
Here we will detail only  how the ESF SimBioMa funds  were spent.

	Item
	Cost

	WorshWorkshop Dinner (38 people)
	Worsh€  2388.00

	Welcome Reception & Cofee Breaks
	€qq€    613.46

	Total
	€qq€    3001.46
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Receipt

For the attention of:  Mr. Donal Mac Kernan,

                                Re; Cecam Workshop Dinner

Group Menu X 38 guests @ €35.00

€1,330.00

Service Charge on food only

€  133.00


Total
€1,463.00

wine: 34 bottles at special price of €25.00

€  850.00

Miscellaneous Drinks

€    75.00

Grand Total______________________________________
€2,388.00

Paid with Thanks

Paul McLaughlin, Manager.
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