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Collaboratory Overview

BioCoRE is a comprehensive
environment:  Workbench;
Collaboration Tools;
Publications; and Core
applications.

BioCoRE is enhancing the
research process by increasing
researcher effectiveness, improving collaborations, and
providing training tools.
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Accessing BioCoRE

Secure browser
l Windows

l Unix

l Mac OS

Pocket PDAs

Free!

BioCoRE is a web-based collaborative
environment.
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Project-Oriented
Environment

Organized around
projects
Secure (for
members’-eyes
only)
Data archived by
project
Ideal for
coursework
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Research Tool
Integration

Seamless interface for users to
tools of interest to researchers
Planned support for AMBER,
CHARMM, MOLPRO, GAMESS,
Rasmol, etc.
Enhanced support for NAMD and
VMD
l Basic analysis functions during

simulation
l VMD load/save session
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Summary Page

Single-view
summary

Instant status
report

Customized for
each project
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Control Panel

Event notification

Communication

Navigation

Web Start version
l No browser

required

l More robust
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Shared Filesystem

Web-based, project-oriented filespaces

High bandwidth
utilized

WebDAV
(beta)
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JMV – Java Molecular
Viewer

Web-based
molecular viewer:
l Integrated into

BioCoRE
filesystem

l Available for web
pages outside of
BioCoRE and
electronic
textbooks.
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JMV

Rotate Views

Change Representations

Load/Save views from
BioCoRE
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Scientific Notebook

Message Board
l Asynchronous, Threaded

l Project-specific

l Email notification
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Scientific Notebook

Message Board
l Asynchronous, Threaded
l Project-specific
l Email notification

Website Link Library
l Project-wide Bookmarks

file
l Links ranked by popularity
l Tighter integration planned

with communication tools
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Lab Book

Progress Report

Sorted by Author
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Simulation Configuration
File Generator

Simplifies creation of
NAMD/HYDRA simulation
input files
Checks for common input
errors
Offers context-sensitive
help
Coming soon: Support for
other configuration file-
driven programs (e.g.
CHARMM)
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Supercomputer Job
Management

User submits/monitors
supercomputer jobs
User accesses multiple
supercomputers from a
single BioCoRE page
Handles system-specific
aspects (queues, etc)
automatically
Acts as front-end to
Globus
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What Job Management
Does For You

Submits jobs to supercomputers
or local machines
Keeps track of accounts and jobs
Provides a simplified form-based
interface
Sends input files from BioCoRE
to remote resource
Retrieves and archives output
files
Monitors job status

Supports NCSA Origin 2000
and Platinum, and PSC T3E
and TCS, and is easily
extended for other platforms
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How It Works
Users create an
Account, which tells
BioCoRE how to
access a remote
system
l Uses SSH or

Globus/MyProxy
l BioCoRE sets up

temporary credentials
or an SSH
private/public key pair

l User password not
stored
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Running Jobs

User selects a Job type
l Generic jobs: Any

command line or script

l Applications (e.g. NAMD)

User selects an account

Form-interface provides
prompts for filling in job
details
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Completing Job Request

User provides name and
description for job
User fills in work directory
and application parameters
User selects input files
from the BioFS to be
staged to the work
directory
Job console output
automatically retrieved.
Other output files may also
be specified



Theoretical Biophysics Group,
Beckman Institute, University of Illinois at Urbana/Champaignhttp://www.ks.uiuc.edu/Research/biocore/

Submitting the Job
BioCoRE submits
the job
l creates a job script

l stages it (and other
input files) to the
remote system

l Monitors the job
status
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Job Monitoring
BioCoRE monitors and
reports job status
(Submitted, Running,
Complete, etc.)

Upon completion,
BioCoRE retrieves job
output

User can view console
output of the job as its
running

Files are accessible
upon job completion
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Collaborative
Visualization

Loads VMD
visualization sessions
Saves visualization
sessions in Scientific
Notebook
Will offer similar
support for other
visualization programs
Training
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Accessing Shared
Visualizations

Researchers
start VMD
sessions from
BioCoRE

Views are stored
into the notebook
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Selecting a View

Stored View
contains a
snapshot and
annotation
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Loading the View

A Java applet
loads VMD,
which is
installed on the
local machine
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Loading the View

VMD launches
with a VMD
Sessions
window that
lets users load
and save
states
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Saving a View

Clicking the
“Save Session
to BioFS”
button brings
up the Publish
box
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Sharing a View

The Control
Panel notifies
others that a
new Session
has been
published

The Sessions
window shows
the new session
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BioCoRE Server
Community

Parent server at
Illinois
Server software at
other academic
locations, super-
computer centers,
and industry
l Faster access
l More customizability
l Privacy
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Evaluation

External servers
report usage patterns
to the Illinois server

Usage information
helps guide
development

BioCoRE’s built-in evaluation component
provides continuous user data and feedback.
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Status
500 registrants, 100+ projects after 2.5 years
of operation

BioCoRE server software released
l NCSA, PSC, and industry are deploying servers

BioCoRE in meetings, workshops,
newsgroups, e-mail lists, web, press releases
(SC2001, BPS 2002, PSC 2000, on-site
demos)

BioCoRE in training (NCSA NAMD 2002,
EMBL, PSC, U. Western Australia)
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The End

http://www.ks.uiuc.edu/Research/biocore
/
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