Advisory Board for the Collaboratory for Multi-scale Chemical Science (CMCS)
Motivation 

The Collaboratory for Multi-scale Chemical Science (CMCS) is an informatics infrastructure enabling collaborative synthesis of multi-scale information to create knowledge, piloted in the DOE chemical sciences community.  The CMCS project is a three-year project distributed among eight institutions funded by the Mathematics, Information, and Computer Sciences (MICS) Division of the DOE Office of Advanced Scientific Computing Research.  There are two major goals that are pursued simultaneously in this project.  The first is the development of the Multi-scale Chemical Science Portal/Collaborative Environment, middleware, and data stores that comprise the CMCS infrastructure.  The second is the integration of the scientific user community, including tools and associated XML standards, into the CMCS environment and piloting the enabled collaborative research processes with a focus on combustion research.  Our ultimate success will be measured both by our impact on the ability of scientists to accomplish difficult multi-scale chemical science goals more efficiently and under new paradigms, and by our ability to create a powerful, extensible, application-domain-independent infrastructure that can evolve as multi-scale chemical science (MCS) research evolves.   

While the application scientists and institutions participating in the CMCS project provide an excellent focus for piloting the collaboratory, external advice is needed for objective assessment and to optimize our impact on a much broader community.  Thus, the involvement of user-community representatives and other major stakeholders is sought in the form of an Advisory Board.  

Mission of Advisory Board

The Advisory Board provides periodic review of the focus, direction, and performance of the project.  This Board has access to team documents and provides a mechanism for direct interfaces and coupling to external entities such as industrial and scientific communities.  Deciding membership will be the task of the Director and the Institutional Point Of Contact (POC) team and will focus on potential customers of the infrastructure and major stakeholders in the project’s success.  The advisory board will be asked to meet periodically as a group with the project team to review the project and offer input and advice.  Initially, our intent is for this board to meet once remotely (as soon as practical) and once face-to face during the first year to review progress and direction.  

Membership

Membership and duration of service will vary based on availability of candidates and the direction and development stage of the CMCS project.  Tentative membership of the current advisory board and the communities each represents are listed below.  

Group 1 - Members from Chemical Science areas with interest/need for multi-scale collaboration

Adam Arkin   
UC Berkeley, LBNL
Biochemistry community, BioSpice project


aparkin@lbl.gov
http://genomics.lbl.gov
David Golden 
Stanford/SRI
Atmospheric kinetics community



david.golden@stanford.edu


Mark Gordon
Iowa State Univ./Ames Lab 
Molecular modeling community


http://www.msg.ameslab.gov/
http://www.msg.ameslab.gov/
Group 2 – Members from related Chemical science projects/organizations including journals, IUPAC, and CODATA.

Wing Tsang
NIST
IUPAC, Chemistry journals, Chem. mech. Databases


wing.tsang@nist.gov


Group 3 – Members that are industry stakeholders and/or potential users of CMCS information

Bill Brown
Caterpillar
Industrial chemical information users


BillBrown111@insightbb.com   also   BROWN_WILLIAM_L@cat.com 

Dick Blint
General Motors Research
Industrial chemical information users


richard.j.blint@gm.com


Group 4 – Members associated with the broader issues of collaboratories. 

Joseph Hardin
Univ. Mich.
NSF Collaboratory science community


hardin@umich.edu
Group 5 – Member stakeholders in chemical sciences research and application other than DOE sponsors.

James Eberhardt
DOE/OTT
DOE/EE Office of Heavy Vehicle Technologies


James.Eberhardt@hq.doe.gov   also patricia.williams@ee.doe.gov 

Jeffery Nichols
Oak Ridge National Lab
Computational Chemical Science


nicholsja@ornl.gov
Updates of this document can be found at http://scidac.ca.sandia.gov/Get/File-387/Advisory_Board_Planv2.doc
CMCS Advisory Board 4/3/2003
Page 1


