AIChE

Computational Molecular Science and Engineering Forum (CoMSEF)
Minutes of General Meeting

Wednesday November 15, 2006
San Francisco, CA
The general meeting of CoMSEF was held during the Annual Meeting of AIChE.  This year the meeting was again held jointly with Area 1a (Thermodynamics and Transport Properties).  The in-coming Chair, Randy Snurr, ran the meeting along with out-going Area 1a Chair, Mike Greenfield.

The agenda was

· Area 1a reports

· CoMSEF reports (details below)

· Joint reports (details below)

· Suggestions from the floor for sessions to be held in 2008.
The following reports were made:

1. Election Results

Results of the recent election were announced along with the newly appointed Vice Chairs for Membership and Communications.  The new officers were welcomed, and the out-going officers were thanked for their service.  Members who ran for office but were not elected were also thanked, and it was noted that having real elections with real options is healthy for the Forum.  A list of the 2005-2006 and 2006-2007 officers is given below.  
2. Sessions for 2007
Randy Snurr reported the sessions planned for 2007.  CoMSEF is the sole sponsor of 2 sessions, primary sponsor for 8 sessions, and co-sponsor for 16 sessions (plus 3 more probable co-sponsored sessions).  A listing of the sessions is attached.  
3. Sessions for Spring 2008

Bill Schneider reported that CoMSEF and Area 1a plan to organize sessions for the Spring 2008 Meeting in New Orleans.  The ACS meeting is the same week in the same city, and AIChE has encouraged groups to explore joint programming with ACS.  The details of how this will work are not yet known.

4. Graduate Student Award

Randy Snurr reported on the new graduate student award.  This was the first year for the award.  We had 13 nominees who were judged based on a nomination letter and a poster presentation on Monday evening.  Nominators must be a member of CoMSEF.  Each winner receives a certificate and $500.  The winners were announced on Thursday at the CoMSEF plenary session.  They are


Megha Surve, University of Texas, Austin



Advisor:  Venkat Ganesan


Eric Santiso, North Carolina State University



Advisor:  Keith Gubbins

5. Other New Initiatives

Randy Snurr reported that CoMSEF has initiated dues of $5 beginning with the current membership season.  This was approved by the general membership a few years ago and subsequently approved by the Executive Committee.  The money will be used to support the graduate student award and to invite 1 or 2 invited speakers for the CoMSEF plenary.  These could be people that would not normally attend the AIChE meeting.  To provide something in return for the dues, CoMSEF has initiated a twice-yearly electronic newsletter (first one was in September 2006) and an improved web site, which will feature members-only pages.  In addition, people wishing to nominate graduate students for the award must be members of CoMSEF.  The membership was asked to suggest ideas for initiatives or for the newsletter.
6. FOMMS 2009
· Sharon Glotzer made a presentation about the FOMMS 2009 conference.  This included a report on FOMMS 2006, which was viewed very favorably by those attending.  FOMMS 2009 will build on the existing tradition with some small changes.  Chairs will be Sharon Glotzer, Alain Fuchs, and Susumu Okazaki.
· A motion was approved for Area 1a and CoMSEF to co-sponsor FOMMS 2009.
7. Industrial Fluid Properties Simulation Challenge

· Anne Chaka reported on the most recent IFPSC.  The winners were to be announced on Friday.

8. Joint ASME/AIChE Committee on Thermophysical Properties
· Ilja Siepmann made the following report.
· Recognize and express our gratitude to Jan Sengers for his exceptional efforts in creating the Joint Committee and for acting as AIChE Liason Officer for the past 6 years
· New members of Joint Committee: Clare McCabe, Richard Rowley; Martin Schiller resigned
· Report from Thermo International 2006 (16th Symposium on Thermophysical Properties, 19th International Conference on Chemical Thermodynamics, 61st Calorimetry Conference), July 30 - Aug 4, 2006, Boulder, CO (chairs: Dan Friend and Mickey Haynes)
· About 1000 scientific presentations

· About 600 attendees

· Large and well-attended poster sessions

· Johanna Levelt Sengers received the Toulokian Award (for outstanding technical contributions in the field of thermophysical properties)
· 17th Symposium on Thermophysical Properties to be held in Boulder, CO, June 21-26, 2009.
· Dan Friend (NIST, chair), Marcia Huber (NIST, vice-chair fluids), Zhoumin Zhang (GA Tech, vice-chair solids)
· jointly with International Institute of Refrigeration (IIR) Commission B1 (Thermodynamics and Transfer Processes of Refrigerants)
· please send suggestions for session topics to siepmann@umn.edu

Minutes prepared by Randy Snurr
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Session Name

Sponsor

Sponsor

Chair

Co-Chair

CoMSEF Poster Session

21

Randy Snurr

Clare McCabe

First-principles Simulations of Condensed Phases

21

Lev Gelb

Keith Gubbins 70th Birthday Celebration

21

1a

Christian Lastoskie

Peter Cummings

Keith Gubbins 70th Birthday Celebration

21

1a

Lev Gelb

Heath Turner

The Fourth International Fluid Properties Simulation Challenge

21

1a

Jonathan Moore

Anne Chaka

Industrial Applications of Computational Chemistry and Molecular Simulation I

21

1a

M. Sanborn, J. Moore, P. Westmoreland

Industrial Applications of Computational Chemistry and Molecular Simulation II

21

1a

M. Sanborn, J. Moore, P. Westmoreland

Recent Advances in Molecular Simulation Methods

21

1a

Roland Faller

Fernando Escobedo

Multiple Time-scale Modeling in Molecular Simulation

21

10d, 20

Cameron Abrams 

Marc-Olivier Coppens

Numerical Methods and Simulation of Multiscale Systems I

10d

20, 21

Armaou

Kopelovich

Numerical Methods and Simulation of Multiscale Systems II

20

10d, 21

Martha Gallivan

Richard Braatz

Numerical methods for molecular and mesoscopic systems

10d

21

Abrams

Fichthorn

Computational Catalysis I

20

1g, 21

Suljo Linic

John Kitchens

Computational Catalysis II

20

1g, 21

Ken Thomson

Bill Schneider

20 years of the Gibbs ensemble

1a

21

David Kofke

Ilja Siepmann

Development of intermolecular potential models

1a

21

Nucleation and Growth

1a

21

Computational Studies of Self-Assembly

1a

21

Computational Biology I

15c

21, 1a

Computational Biology II

15c

21

Computational Biology III

15c

21

Computational Biology IV

15c

21

Molecular modeling of adsorption I

2e

21

Alain Fuchs

Alberto Striolo

Molecular modeling of adsorption II

2e

21

Alain Fuchs

Alberto Striolo

Theories of Adsorpion

2e

21

Alex Neimark

Krista Walton

Total

Additional Possible Sessions

Structure and properties of polymers:  Dynamics of glass formers

8a

21

Multiscale Modeling of Polymers

8a

21

Something with 8e on electronic materials?

8e

21

Total


				2005-2006 Officers		2006-2007 Officers





Chair		Paulette Clancy		Randy Snurr


Program Chair	Randy Snurr			Clare McCabe


Secretary/	Anne Chaka			Joe Golab


	Treasurer


Liaison 		Bill Schneider (2006)	Perla Balbuena (2008)


Directors	Jonathan Moore (2006)	Roland Faller (2008)


				Ken Cox (2007)		Ken Cox (2007)


				Sanat Mohanty (2007)	Sanat Mohanty (2007)


Vice Chair for	Joe Golab			Dave Kofke


	Membership


Vice Chair for	Phil Westmoreland		Jonathan Moore


	Communication


Past Chair	Peter Cummings		Paulette Clancy





Blue = newly elected		Green = appointed by the Chair
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