	Visualization of Large Biomolecular Complexes

	
	

	Date

	Sep.  11, 2005 - Sep. 13, 2005  
	

	
	

	 
	

	Location

	La Jolla, California
San Diego Supercomputer Center
Map Link
Computational Center for Biomolecular Complexes

	
	

	ORGANIZERS
Dr. Chandrajit Bajaj 
Dr. Arthur Olson 
bajaj@cs.utexas.edu 
olson@scripps.edu 
 

 

 
Lenora Trujillo* 
lenorat@bcm.tmc.edu 

voice: (713)798-2191 

fax: (713) 798-8682 

*administrative contact 
 


	
	

	You can download PDB structures and cryoEM density maps from Bake_Off Exercise link on the left.

Please Upload results from Bake_Off exercise to the Back_Off Result link on the left
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	Agenda

	
	

	Agenda for Visualization of Large Biomolecular Complexes


Sunday September 11 - Tuesday Sept 13, 2005

Synthesis Center, San Diego Supercomputer Center, UCSD, La Jolla, CA

Notes: 

All talks will be 20 minutes + 10 minutes for discussion
Each session will have a 30 minute break.
Any bake-off results will be presented during the talks.

Sunday Afternoon


1:00-1:45 Arrival, badge pickup

1:45-2:00 Welcome, Introductory Remarks

2:00-5:30pm
Session: What Visualization and Interaction Tools and Environments do/will we need?

2:00-2:30 Wah Chiu/Matt Baker

2:30-3:00 Jack Johnson

3:00-3:30 Charlie Brooks/Vijay Reddy

3:30-4:00 Coffee break

4:00-4:30 Tim Baker

4:30-5:00 Helen Berman/Cathy Lawson

5:00-5:30 David Goodsell

Sunday Evening 


6:00 pm - 8:00 pm

Bar-B-Q Dinner, Faculty Club Patio, The Scripps Research Institute

Monday Morning


8:30 am- noon

Session: Recent algorithmic developments and their potential utility for Visualizing and Analyzing Large Biomolecular Complexes.

8:30-9:00 Amitab Varshney

9:00-9:30 Nelson Max

9:30-10:00 Chris Johnson

10:00-10:30 Coffee Break

10:30-11:00 Jack Snoeynk

11:00-11:30 Frederic Casals

11:30-12:00 Chandra Bajaj


Noon- 1:30 pm Lunch, informal discussion

Monday Afternoon


1:30 pm - 6:00 pm

Session: What can/will current visualization systems do - where are they going?

1:30-2:00 Warren Delano

2:00-2:30 Tom Ferrin/Tom Goddard

2:30-3:00 John Stone

3:00-3:30 Coffee Break

3:30-4:00 John Moreland

4:00-4:30 Russ Taylor

4:30-5:00 Willy Wriggers/Stefan Birmanns

5:00-5:30 Michel Sanner

Monday Evening


7:00 pm -10:00 pm

Workshop Dinner, Americana Restaurant, Del Mar

Tuesday Morning

8:30 - noon

Session: Discussion, Analysis, Drafting of White Paper

All workshop participants in breakouts and together

Noon - 1pm Lunch and departure

8:30 - noon
Session: Discussion, Analysis, Drafting of White Paper
All workshop participants in breakouts and together
Noon - 1pm Lunch and departure
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	REGISTERED PARTICIPANTS ( Total 28 )

	 

	Timothy Baker 
Faculty 
Chemistry & Biochemistry and Division of Biological Sciences 
UCSD 
	Matthew Baker 
Other 
Biochemistry 
Baylor College of Medicine 

	 

	Helen Berman 
Faculty 
Dept. of Chemistry and Chemical Biology 
Rutgers University 
	Frederic Cazals 
Faculty 
Project Geometrica 
INRIA 

	 

	Wah Chiu  (Laptop) (Speaker) 
Faculty 
NCMI 
Baylor College of Medicine 
	Warren DeLano 
Faculty 
Software Development 
DeLano Scientific LLC 

	 

	Greg Farber 
Other 
Biomedical Technology 
NCRR/NIH 
	Tom Ferrin 
Faculty 
Pharmaceutical Chemistry 
University of California 

	 

	Thomas Goddard 
Staff 
Pharmaceutical Chemistry 
UC San Francisco 
	David Goodsell 
Faculty 
Molecular Biology 
The Scripps Research Institute 

	 

	John Johnson 
Faculty 
Molecular Biology 
The Scripps Research Institute 
	Chris Johnson 
Faculty 
Scientific Computing and Imaging Institute 
University of Utah 

	 

	Graham Johnson 
Faculty 
Department of Art as Applied to Medicine 
Johns Hopkins School of Mediciine 
	Catherine Lawson  (Speaker) 
Faculty 
Chemistry and Chemical Biology 
Rutgers University 

	 

	Nelson Max 
Faculty 
Computer Science 
University of California, Davis 
	John Moreland 
Staff 
SDSC 
UCSD 

	 

	Arthur Olson  (Speaker) 
Faculty 
Molecular Biology 
The Scripps Research Institute 
	Vijay  Reddy 
Faculty 
Department of Molecular Biology 
The Scripps Research Institute 

	 

	Michel SANNER 
Faculty 
Molecular Biology 
TSRI 
	Vinay Siddavanahalli 
Student 
Computer Sciences 
The University fo Texas at Austin 

	 

	Jack Snoeyink 
Faculty 
Computer Science 
UNC Chapel Hill 
	John  Stone 
Staff 
Beckman Institute for Advanced Science and Technology 
University of Illinois 

	 

	Russell Taylor 
Faculty 
Computer Science, Physics & Astronomy, Applied & Materials Science 
University of North Carolina at Chapel Hill 
	Lynn Ten Eyck 
Faculty 
San Diego Supercomputer Center 
UCSD 

	 

	Lenora Trujillo 
Staff 
NCMI / Biochemistry 
Baylor College of Medicine 
	Amitabh Varshney 
Faculty 
Computer Science 
University of Maryland 

	 

	Willy Wriggers 
Faculty 
University of Texas - Houston 
	chandrajit bajaj  (Speaker) 
Faculty 
Computer Sciences 
University of Texas at Austin 

	 


	Proceedings & Presentations

	
	

	Presenter
	Presentation Title
	Download Presentation

	Chris Johnson
	Multi-Field Biomedical Visualization
	Later 

	Nelson Max
	Hierarchical Molecular Modelling with Ellipsoids
	EllipsoidMolecules.ppt 

	John L. Moreland
	Alternative Representations for Biological Complexes
	Moreland_AltReps.ppt 

	Lawson, Cathy
	Visualisation of Large Biomolecular Complexes
	Lawson_2005_vis_workshop.ppt 

	Nelson Max
	Hierarchical Molecular Modelling with Ellipsoids: long version
	SanDiego.ppt 

	F. Cazals
	Revisiting the description of Protein-Protein interfaces
	PPInterfaces_FCazals_VLBC.pdf 

	Michel Sanner
	Software Components for Modeling Large Biomolecular Complexes
	later 

	Tom Goddard
	Exploring Large Molecular Complexes with UCSF Chimera
	chimera-sep2005.pdf 

	Baker, Matthew
	Visualization and Analysis of Macromolecular Complexes
	MBaker-visworkshop.ppt 

	Varshney, Amitabh
	Molecular Visualization: Advances and Challenges
	Varshney05.ppt 

	Jack Snoeyink
	Geometric algorithms in biomolecular visualization & analysis
	snoeyink-biomolecvis05.ppt 

	DeLano, Warren L.
	Is PyMOL Ready to Handle Large Biomolecular Complexes?
	delano_pymol.ppt 

	Bajaj, Chandra
	Geometric and Signal 3D Processing and some Visualization
	2005_09_12_Bajaj_Alg_Talk.pdf 

	Russell M. Taylor II, Chris Weigle, Alexandra Bokinsky, David Borland, others.
	Displaying Two Intimate Surfaces, multiple scalar fields, etc �
	2005_taylor_biomolecular_v2.ppt 

	Stone, John
	VMD: Algorithms and Methods for Visualizing Large Biomolecular Complexes
	vmdvlbc2005.ppt 

	Vijay Reddy
	Visualization Wish lists
	bio-visualization.ppt 

	Chris Johnson
	Biomedical Visualization and Software Frameworks
	NIH-Biovisualization05-Johnson.ppt 

	All
	Break out Group Implementation
	Breakout_Implementation.doc 

	All
	Break out Group Algorithms
	BreakOut_Algorithms.doc 

	All
	Action Items
	ActionItems.doc 

	All
	Final Final Agenda
	Agenda_for_Vis-workshop.doc 

	Goodsell, David S.
	Molecular Illustration from Atoms to Cells
	2005VisPresentation.ppt 

	Sanner, Michel
	Software Components for Modeling Large Biomolecular Complexes
	VisWorkshop.ppt 

	Tim S. Baker
	Challenges in the Visualization, Analysis, and Interpretation of Large Macromolecular Complexes
	Baker, T. Powerpoint.ppt 
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	Abstracts

	
	

	Author
	Title
	Download

	Baker, Matthew
	Visualization and Analysis of Macromolecular Complexes
	Baker-vis-abstract.doc 

	Chris Johnson
	Multi-Field Biomedical Visualization
	Later 

	DeLano, Warren L.
	Is PyMOL Ready to Handle Large Biomolecular Complexes?
	delano_abstract.doc 

	F. Cazals
	Revisiting the description of (Protein-Protein) interfaces
	abstract-fc.txt 

	Goodsell, David
	Molecular Illustration from Atoms to Cells
	Abstract.doc 

	John Johnson
	What can crystallography tell you about the dynamics of molecular machines?
	abstract_jej.doc 

	John L. Moreland
	Alternative Representations for Biological Complexes
	Moreland_Abstract.txt 

	John L. Moreland
	Alternative Representations for Biological Complexes
	Moreland_Abstract2.txt 

	Max, Nelson
	Hierarchical Molecular Modelling with Ellipsoids
	SanDiegoAbstract.pdf 

	Max, Nelson
	Second MPEG Movie
	trough_MPG1.mpg 

	Max, Nelson
	First MPEG movie
	newzoom_MPG1.mpg 

	Max, Nelson
	Fourth Mpeg Movie
	EchosOfTheSun.mpg 

	Max, Nelson
	Third MPEG movie
	ProteinShop_Edited.mpg 

	Stone, John
	VMD: Algorithms and Methods for Visualizing Large Biomolecular Complexes
	abstract.txt 

	Thomas Goddard and Thomas Ferrin
	Exploring Large Molecular Complexes with UCSF Chimera
	chimera-abstract-sep2005.doc 

	Tim S. Baker
	Challenges in the Visualization, Analysis, and Interpretation of Large Macromolecular Complexes
	Baker-Abstract.doc 

	Varshney, Amitabh
	Macromolecular Visualization: Some Advances and Future Challenges
	varshney.pdf 

	Willy Wriggers
	Continued Innovations in Multi-Scale Modeling and Rendering
	Wriggers.txt 


	Aims

	
	

	The workshop will be small (25 participants) and highly interactive, with the goal of bringing structural scientists together with applications and algorithm developers to discuss current and future needs, approaches and technologies. Structural biologists will discuss the types of visualization problems generated by the driving biological questions. Computer scientists and mathematicians may also discuss the technologies and solutions available to address these problems, while applications developers can discuss implementation approaches to facilitate structural research. One product of the workshop will be a "White Paper" outlining a research agenda in this area to be circulated to the appropriate funding agencies. Also planned is a "Bake-off" challenge, with pre-defined problems that we as the organizers shall select (specific suggestions accepted). These challenge problems, representing typical large scale visualization problems in structural biology, will be circulated at least two months before the workshop. Those willing to respond to the challenge problems will be allowed to demonstrate their software "solutions". We anticipate this will act as a catalyst for further discussion, sharing of ideas and development. 


	BakeOff_Exercise 

	Subject
	inputdate
	inputuser
	description
	#files
	

	70S ribosome
	07/29/05
	Matthew Baker
	70s ribosome complex from E. Coli at 9Ang resolution Ref: M.Valle, A.Zavialov, Li.W, S.M. Stagg, J.S
	emd_1055.map.gz


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_19/emd_1056.map.gz"
emd_1056.map.gz


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_19/1FFK.pdb"
1FFK.pdb


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_19/1IBM.pdb"
1IBM.pdb
	

	GroEL
	07/29/05
	Matthew Baker
	GroEL Ref #1 S.J. Ludtke, D. Chen, J. Song, D.T. Chuang,W. Chiu. Seeing GroEL at 6 A Resolution by S
	emd_1081.map.gz


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_20/emd_1080.map.gz"
emd_1080.map.gz


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_20/1GRL.pdb"
1GRL.pdb


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_20/1OEL.pdb"
1OEL.pdb


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_20/1SS8.pdb"
1SS8.pdb
	

	Rice Dwarf Virus
	07/29/05
	Matthew Baker
	RDV Ref: Zhou ZH, Baker ML, Jiang W, Dougherty M, Jakana J, Dong G, Lu G, Chiu W. Rice dwarf virus 
	emd_1060.map.gz


 HYPERLINK "http://ncmi.bcm.edu/ncmi/events/workshops/workshops_52/BakeOff_Exercise/multiFile_21/1UF2.pdb"
1UF2.pdb
	

	Workshop Instructions (READ THIS FIRST)
	08/08/05
	Chandrajit Bajaj
	Workshop instructions, and details of Bake-off exercise.
	Workshop-instructions.pdf
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	Position Papers

	
	

	Author
	Title
	Download

	John L. Moreland
	Alternative Representations for Biological Complexes
	Moreland_AltReps.doc 

	Olson, Arthur and Bajaj, Chandrajit
	Visualizing the Future of Structural Molecular Biology
	position-paper-20050830.doc 

	Reddy, Vijay
	Position Paper -- Visualization in Structural Biology
	Position Paper-Vijay Reddy.doc 

	F. Cazals
	Visualization of LBC: ensembles, stability and coherence
	VisuLBC-posPaper-FCazals-Sept05.pdf 

	Goodsell, David S.
	Molecular Illustration from Atoms to Cells
	PositionPaper.doc 

	Wriggers, Willy
	Continued Innovations in Multi-Scale Modeling and Rendering
	Wriggers.doc 

	DeLano, Warren
	The case for open-source development of visualization tools
	delano_position.rtf 

	Stone, John
	Visualization of Large Biomolecular Complexes: Next-Generation Graphics Accelerators and Software Development Hurdles
	stone_position.doc 

	Thomas Goddard and Thomas Ferrin
	Software for Studying Molecular Machines
	large-complexes-sep2005.doc 

	Snoeyink, Jack
	Visualizing Process and Possibility
	snoeyink-visPnP.doc 

	Russell Taylor, Chris Weigle, David Borland
	Displaying Two Intimate Surfaces
	taylor_position_paper.doc 

	Lawson, Cathy
	Visualization Talk Outline with Needs Lists (Educators, Annotators, Structural Biologists)
	Lawson_2005_vis_workshop_outline.rtf 

	Wah Chiu
	Summary of User Breakout
	Breakout results users.xls 

	David Borland, John P. Clarke, Julia R. Fielding, and Russell M. Taylor II
	Seeing both sides of a docking site (published article)
	depth_peeling_for_upload_to_scripps.doc 


	Email:
	wah@bcm.tmc.edu

	Name: 
	Chiu, Wah PhD

	Position: 
	Faculty

	Dept: 
	NCMI

	Institution:
	Baylor College of Medicine

	Address:
	One Baylor Plaza

	
	

	
	Houston, TX 77030 (USA)

	Phone:
	713-798-6985

	Fax:
	713-798-8628

	Background/Research Interests:
	cryoEM

	Requested hotel reservations: 
	Yeschecking in on 9/11/05 checking out on 9/14/05.
Non-smoking    

	Comments:
	ticket is purchased

	

	
	

	
	

	Email:
	bajaj@cs.utexas.edu

	Name: 
	bajaj, chandrajit Ph.D.

	Position: 
	Faculty

	Dept: 
	Computer Sciences

	Institution:
	University of Texas at Austin

	Address:
	ACES 2.324A, 201 East 24th S

	
	

	
	Austin, TX 78712 (USA)

	Phone:
	512-471-8870

	Fax:
	512-471-0982

	Background/Research Interests:
	Computational Geometry Scientific Visualization

	Comments:
	

	

	
	

	
	

	Email:
	cathy.lawson@rutgers.edu

	Name: 
	Lawson, Catherine PhD

	Position: 
	Faculty

	Dept: 
	Chemistry and Chemical Biology

	Institution:
	Rutgers University

	Address:
	610 Taylor Road

	
	

	
	Piscataway, NJ 08854 (USA)

	Phone:
	732 445 8074

	Fax:
	732 445 5312

	Background/Research Interests:
	protein crystallography structural biology cryo-electron microscopy data visualization and data representation

	Requested hotel reservations: 
	Yeschecking in on 9/10/05 checking out on 9/13/05.
Non-smoking    

	Comments:
	

	

	
	

	
	

	Email:
	olson@scripps.edu

	Name: 
	Olson, Arthur Ph.D.

	Position: 
	Faculty

	Dept: 
	Molecular Biology

	Institution:
	The Scripps Research Institute

	Address:
	550 Avenida Primavera

	
	

	
	Del Mar, Ca 92014 ()

	Phone:
	858-784 9702

	Fax:
	858-784 9702

	Background/Research Interests:
	Biomolecular Visualization and Interactions

	Comments:
	

	

	
	

	
	

	Email:
	lenorat@bcm.tmc.edu

	Name: 
	Trujillo, Lenora 

	Position: 
	Staff

	Dept: 
	NCMI / Biochemistry

	Institution:
	Baylor College of Medicine

	Address:
	One Baylor Plaza, N402

	
	

	
	Houston, Tx 77030 (USA)

	Phone:
	713-798-2191

	Fax:
	713-798-8682

	Background/Research Interests:
	

	Requested hotel reservations: 
	Yeschecking in on 09/10/2005 checking out on 09/13/2005.
Non-smoking    

	Requested flight reservations: 
	Yesdeparting from IAH on 09/10/2005 returning to IAH - Houston on 09/13/2005. 

	Comments:
	

	

	
	

	
	

	Email:
	mbaker@bcm.tmc.edu

	Name: 
	Baker, Matthew Ph.D.

	Position: 
	Other

	Dept: 
	Biochemistry

	Institution:
	Baylor College of Medicine

	Address:
	One Baylor Plaza, N420

	
	

	
	Houston, TX 77030 (USA)

	Phone:
	713-798-6989

	Fax:
	713-798-1625

	Background/Research Interests:
	Structural and Computational Biology

	Requested hotel reservations: 
	Yeschecking in on Sept. 10, 2005 checking out on Sept. 13, 2005.
Non-smoking    

	Requested flight reservations: 
	Yes Continental
departing from IAH on Sept. 10, 2005 returning to IAH on Sept. 13, 2005. 

	Frequent flier number
	TV153444

	Comments:
	

	

	
	

	
	

	Email:
	berman@rcsb.rutgers.edu

	Name: 
	Berman, Helen Ph.D.

	Position: 
	Faculty

	Dept: 
	Dept. of Chemistry and Chemical Biology

	Institution:
	Rutgers University

	Address:
	Protein Data Bank

	
	610 Taylor Road

	
	Piscataway, NJ 08854 (USA)

	Phone:
	732 445 4667

	Fax:
	732 445 4320

	Background/Research Interests:
	protein-nucleic acid complexes structural bioinformatics

	Comments:
	

	

	
	

	
	

	Email:
	johns@ks.uiuc.edu

	Name: 
	Stone, John  MS in Computer Science

	Position: 
	Staff

	Dept: 
	Beckman Institute for Advanced Science and Technology

	Institution:
	University of Illinois

	Address:
	405 N. Mathews Ave.

	
	

	
	Urbana, IL 61801 (USA)

	Phone:
	217-244-3349

	Fax:
	217-244-6078

	Background/Research Interests:
	Computer graphics, parallel computing, molecular visualization, haptics

	Requested hotel reservations: 
	Yeschecking in on 9/10/2005 checking out on 9/14/2005.
Non-smoking    

	Requested flight reservations: 
	Yes American
departing from Champaign, IL on 9/10/2005 returning to Champaign, IL on 9/14/2005. 

	Frequent flier number
	0M14Y32

	Comments:
	

	

	
	

	
	

	Email:
	skvinay@cs.utexas.edu

	Name: 
	Siddavanahalli, Vinay Phd Candidate

	Position: 
	Student

	Dept: 
	Computer Sciences

	Institution:
	The University fo Texas at Austin

	Address:
	5106 N Lamar 260

	
	

	
	Austin, TX 78751 (USA)

	Phone:
	512 659 3217

	Fax:
	

	Background/Research Interests:
	Computational visualization.

	Requested hotel reservations: 
	Yeschecking in on Sept 11 2005 checking out on Sept 13, 2005.
Non-smoking    

	Comments:
	

	

	
	

	
	

	Email:
	max2@llnl.gov

	Name: 
	Max, Nelson PhD

	Position: 
	Faculty

	Dept: 
	Computer Science

	Institution:
	University of California, Davis

	Address:
	Lawrence Livermore National Laboratory

	
	P O Box 808

	
	Livermore, CA 94551 (USA)

	Phone:
	1-925-422-4074

	Fax:
	1-925-422-6287

	Background/Research Interests:
	Computer Graphics, Volume and flow visualization, molecular visulization, computer animation, photorealistic rendering

	Requested hotel reservations: 
	Yeschecking in on Sept 11, 2005 checking out on Sept 13, 2005.
Non-smoking    

	Comments:
	Based on Art Olson's e-mail, I already made an e-mail request for a non-smoking room to Lenora.

	

	
	

	
	

	Email:
	goodsell@scripps.edu

	Name: 
	Goodsell, David PhD

	Position: 
	Faculty

	Dept: 
	Molecular Biology

	Institution:
	The Scripps Research Institute

	Address:
	10550 North Torrey Pines Road

	
	

	
	La Jolla, CA 92037 (USA)

	Phone:
	858 784 2839

	Fax:
	858 784 2860

	Background/Research Interests:
	Biomolecular structure and function Biomolecular visualization Science education

	Comments:
	can't wait...

	

	
	

	
	

	Email:
	moreland@sdsc.edu

	Name: 
	Moreland, John BS Math/CS

	Position: 
	Staff

	Dept: 
	SDSC

	Institution:
	UCSD

	Address:
	9500 Gilman Drive

	
	

	
	La Jolla, CA 92130 (USA)

	Phone:
	858-534-5170

	Fax:
	858-534-5152

	Background/Research Interests:
	Scientific Visualization

	Comments:
	

	

	
	

	
	

	Email:
	frederic.cazals@sophia.inria.fr

	Name: 
	Cazals, Frederic PhD

	Position: 
	Faculty

	Dept: 
	Project Geometrica

	Institution:
	INRIA

	Address:
	INRIA Sophia-Antipolis, 2004 route des Lucioles

	
	

	
	Sophia-Antipolis, F-06902 (France)

	Phone:
	334 92387188

	Fax:
	334 92387643

	Background/Research Interests:
	Algorithms, Data structures, Geometry

	Requested hotel reservations: 
	Yeschecking in on Friday Sept. the 9th checking out on Wed. Sept. the 14th.
Non-smoking    

	Comments:
	

	

	
	

	
	

	Email:
	crj@sci.utah.edu

	Name: 
	Johnson, Chris Ph.D.

	Position: 
	Faculty

	Dept: 
	Scientific Computing and Imaging Institute

	Institution:
	University of Utah

	Address:
	50 South Campus Drive

	
	3940 MEB/Univ. of Utah

	
	Salt Lake City, UT 84112 (US)

	Phone:
	801-581-7705

	Fax:
	

	Background/Research Interests:
	Scientific visualization, biomedical computing, imaging, problem solving environments

	Comments:
	

	

	
	

	
	

	Email:
	teneyckl@sdsc.edu

	Name: 
	Ten Eyck, Lynn PhD

	Position: 
	Faculty

	Dept: 
	San Diego Supercomputer Center

	Institution:
	UCSD

	Address:
	9500 Gilman Drive

	
	

	
	La Jolla, CA 92093-0505 ()

	Phone:
	858 534-5141

	Fax:
	

	Background/Research Interests:
	Macromolecular structure and function

	Comments:
	

	

	
	

	
	

	Email:
	goddard@cgl.ucsf.edu

	Name: 
	Goddard, Thomas MA

	Position: 
	Staff

	Dept: 
	Pharmaceutical Chemistry

	Institution:
	UC San Francisco

	Address:
	600 16th St, N453

	
	

	
	San Francisco, CA 94143 (USA)

	Phone:
	415 476-4026

	Fax:
	

	Background/Research Interests:
	Developing visualization software UCSF Chimera for display of molecular models and density maps.

	Requested hotel reservations: 
	Yeschecking in on 9/11 checking out on 9/13.
Non-smoking    

	Comments:
	

	

	
	

	
	

	Email:
	tef@cgl.ucsf.edu

	Name: 
	Ferrin, Tom Ph.D.

	Position: 
	Faculty

	Dept: 
	Pharmaceutical Chemistry

	Institution:
	University of California

	Address:
	600 16th Street, Room N472

	
	

	
	San Francisco, CA 94143-2240 (USA)

	Phone:
	415-476-2299

	Fax:
	415-502-1755

	Background/Research Interests:
	Molecular graphics, drug design, bioinformatics

	Requested hotel reservations: 
	Yeschecking in on 9/11/2005 checking out on 9/13/2005.
Non-smoking    

	Requested flight reservations: 
	Yes United
departing from SFO on 9/11/2005 returning to SFO on 9/13/2005. 

	Frequent flier number
	00032349714

	Comments:
	Need to know starting and ending times of workshop prior to committing to specific airline flights.

	

	
	

	
	

	Email:
	taylorr@cs.unc.edu

	Name: 
	Taylor, Russell Ph.D.

	Position: 
	Faculty

	Dept: 
	Computer Science, Physics & Astronomy, Applied & Materials Science

	Institution:
	University of North Carolina at Chapel Hill

	Address:
	CB #3175, Sitterson Hall

	
	University of North Carolina

	
	Chapel Hill, NC 27599-3175 (USA)

	Phone:
	919-962-1701

	Fax:
	919-962-1799

	Background/Research Interests:
	Scientific Visualization. Virtual Reality. Problem-Solving Environments. Haptic feedback.

	Requested hotel reservations: 
	Yeschecking in on September 10 checking out on September 13.
Non-smoking    

	Comments:
	

	

	
	

	
	

	Email:
	wriggers@biomachina.org

	Name: 
	Wriggers, Willy 

	Position: 
	Faculty

	Dept: 
	

	Institution:
	University of Texas - Houston

	Address:
	UTHSCH - 7000 Fannin St

	
	Suite 600

	
	Houston, TX 77030 (USA)

	Phone:
	713-500-3961

	Fax:
	

	Background/Research Interests:
	

	Requested hotel reservations: 
	Yeschecking in on 09/11/05 checking out on 09/13/05.
Non-smoking    

	Comments:
	Will make own air travel arrangements and furnish receipt for reimbursement

	

	
	

	
	

	Email:
	varshney@cs.umd.edu

	Name: 
	Varshney, Amitabh 

	Position: 
	Faculty

	Dept: 
	Computer Science

	Institution:
	University of Maryland

	Address:
	4407 A. V. Williams Bldg

	
	

	
	College Park, MD 20742 (USA)

	Phone:
	(301)405-6761

	Fax:
	(301)405-6707

	Background/Research Interests:
	Visualization and geometric algorithms for molecular graphics, high-performance CPU-GPU computation

	Requested hotel reservations: 
	Yeschecking in on Sep 11, 2005 checking out on Sep 13, 2005.
Non-smoking    

	Comments:
	

	

	
	

	
	

	Email:
	warren@delanoscientific.com

	Name: 
	DeLano, Warren Ph.D.

	Position: 
	Faculty

	Dept: 
	Software Development

	Institution:
	DeLano Scientific LLC

	Address:
	400 Oyster Pt Blvd Ste 213

	
	

	
	South San Francisco, CA 94080 (USA)

	Phone:
	650-872-0942

	Fax:
	650-872-0273

	Background/Research Interests:
	Providing effective visualization tools for molecular science.

	Requested hotel reservations: 
	Yeschecking in on 9/11/2005 checking out on 9/13/2005.
Non-smoking    

	Comments:
	Arriving on Southwest Flight 973

	

	
	

	
	

	Email:
	sanner@scripps.edu

	Name: 
	SANNER, Michel PhD

	Position: 
	Faculty

	Dept: 
	Molecular Biology

	Institution:
	TSRI

	Address:
	10550 North Torrey Pines Rd

	
	

	
	La Jolla, CA 92037 (USA)

	Phone:
	858 784 2341

	Fax:
	858 784 2860

	Background/Research Interests:
	Molecular-interactions, protein-ligand docking, protein-protein docking, molecular visualization, software architecture

	Comments:
	

	

	
	

	
	

	Email:
	snoeyink@cs.unc.edu

	Name: 
	Snoeyink, Jack PhD

	Position: 
	Faculty

	Dept: 
	Computer Science

	Institution:
	UNC Chapel Hill

	Address:
	CB 3175 Sitterson Hall

	
	UNC Computer Science

	
	Chapel Hill, NC 275993175 (United States)

	Phone:
	919-962-1969

	Fax:
	919-962-1799

	Background/Research Interests:
	Geometric algorithms 

	Requested hotel reservations: 
	Yes.
Non-smoking    

	Requested flight reservations: 
	Yesdeparting from rdu on  returning to rdu on . 

	Comments:
	will come back after I've figured out possibilities.

	

	
	

	
	

	Email:
	farberg@mail.nih.gov

	Name: 
	Farber, Greg Ph.D.

	Position: 
	Other

	Dept: 
	Biomedical Technology

	Institution:
	NCRR/NIH

	Address:
	6701 Democracy Boulevard

	
	Room 960, MSC 4874

	
	Bethesda, MD 20892 (USA)

	Phone:
	301-435-0778

	Fax:
	301-480-3659

	Background/Research Interests:
	

	Comments:
	

	

	
	

	
	

	Email:
	jackj@scripps.edu

	Name: 
	Johnson, John Ph. D.

	Position: 
	Faculty

	Dept: 
	Molecular Biology

	Institution:
	The Scripps Research Institute

	Address:
	Department of Molecular Biology MB31

	
	8550 N. Torrey Pines Rd

	
	La Jolla, CA 92037 ()

	Phone:
	858-784-9705

	Fax:
	858-784-8660

	Background/Research Interests:
	Structural Virology; Molecular Machines; Interface between computational and experimental macromolecular studies; CryoEM and crystallography;

	Comments:
	

	

	
	

	
	

	Email:
	graham@fivth.com

	Name: 
	Johnson, Graham Masters

	Position: 
	Faculty

	Dept: 
	Department of Art as Applied to Medicine

	Institution:
	Johns Hopkins School of Mediciine

	Address:
	860 W. Moorhead Cir 1-i

	
	

	
	Boulder, CO 80305 (USA)

	Phone:
	303-249-3934

	Fax:
	

	Background/Research Interests:
	Medical Illustration/Animation/Simulation Scripps matriculation fall 2005

	Comments:
	

	

	
	

	
	

	Email:
	tsb@chem.ucsd.edu

	Name: 
	Baker, Timothy Ph.D.

	Position: 
	Faculty

	Dept: 
	Chemistry & Biochemistry and Division of Biological Sciences

	Institution:
	UCSD

	Address:
	9500 Gilman Drive #0378

	
	

	
	La Jolla, CA 92093 (USA)

	Phone:
	858-534-5845

	Fax:
	858-534-5846

	Background/Research Interests:
	Electron cryomicroscopy of viruses

	Comments:
	

	

	
	

	
	

	Email:
	reddyv@scripps.edu

	Name: 
	Reddy, Vijay  Ph.D.

	Position: 
	Faculty

	Dept: 
	Department of Molecular Biology

	Institution:
	The Scripps Research Institute

	Address:
	10550 North Torrey Pines Road

	
	

	
	La Jolla, CA 92037 (USA)

	Phone:
	(858) 784-8191

	Fax:
	(858) 784-8688

	Background/Research Interests:
	Virus and protein structure, informatics

	Comments:
	


