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BioCoRE Overview

B10CoRE is a collection of web-based tools
that:
Forms a complete environment for
biomedical research
Allows single password login

Is freely available

B10CoRE consists of Java servlets accessed through
secure Apache with a database back end
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BioCoRE Goals

(Biological Collaborative Research Environment)

t |Netscape: BinCoRE: & Tool- Criented Collaboratary for Structural Biolagy
Enhance the e :

Thee: up |

research process = .. BIRCORE.

Home

riented collabo f i /ith BioCoRE

Increase researcher [t
effectiveness

Improve
collaborations

g Jur Cnline Tour!
¢ BioCoRE

Theoretical Biophysics Group,

http://www.ks.uiuc.edu/Research/biocore/ Beckman Institute, University of lllinois at Urbana/Champaign




Accessing BioCoRE

o Standard web browser

— B10CoRE applets require Java
® Windows
o Unix
® Mac OS W= _ |
® PocketPC PDAs " | o o
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BioCoRE Projects

Metscape: MIH BioCoRE: Create Mew Project
File  Edit

5] powrer of Bi ies i i njects” for

o topic and this can help rean or}:i.flt-o pieces th 1 ] i ‘reate a project by filling
out the form belew, add other researchers to it, and you and ¥ W resesarchel 8 vie atis done in
around Projects |

MOTE: Projects that are in

BioGoRE Project Data Form

Projects are
secure (only

project members [ —

can see project

data)

Aother T

Project Title:

Why are you using BieCoRE for this particular . . .
project? Select all that apply. . tine lost in a e collaboration

If you are working with a peer or peers why did
you choose to collaborate om this project?
Select all that apply.

Miaeded peezt
ATzusted collea
AHet peex imd

Fi

i
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BioCoRE Tool Areas

Metscape: MIH BioCoRE: Toolboxes

‘ N 7 File Edit ¥ i
O rkb e n C h Hiled|SE N Workbench  Conference MNotebook Documents B -
e iI0CoRE

igate, choose one of the above menu options)

Current Project: ATPase Biological Collaborative Research Environment

Conferences [t
Notebook
Documents

Summary: ATPase

Cwrrent Task

Recent Message Board Entries: 1 unread message
(Bob Mchlister, Tue Sep 18 2001* JUNREAD

annigan, Tue Sep 18 2001*1
= NBCI- Bioph; al C or Biotechnology I
» PD)B (Protein

roup
v Yoshida Group
Recent Additions to BioF5: 0 files have been added in the past7 days. h J
\ (Mike Jones, 30:52)
Jenes, Tue Sep 18 2001
5101 pdb (Ann Lessing, Mon Sep 17 200

B
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Workbench Tools

Simulation Configuration File Generator
Supercomputer Job Management

VMD™ Save/Load state

JIMV™ — Java Molecular Viewer — Java3D
applet

*http://www.ks.uiuc.edu/Research/vmd/
**http://www.ks.uiuc.edu/Development/jmv/
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Configuration File Generator

Simplifies creation |

Of NAMD* input — FORCEF'E"D MMM PROTOCOL| ADDTIONAL|
files -

Space Fartitioning

common input o s
errors et [ ] O o O

Periodic # FullDrect/ DPMTA £ PME

ddimensions i Mo

Java applet "

Fa, OFF FME YES

PMEGrid Size 2 g =0)

*http://www.ks.uiuc.edu/Research/namd/
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BioFS File System

Web-based File system
High bandwidth utilized
WebDAYV support

roject Summary : Create & Mew Project

Biological Collabo

BioFS Folder: f ATPase/

FileName Ovwner Permission yize Date
4 Up A Folder e iy <
= = Wed Sep 12 2001
Tue Sep 182001
—IW-IW-L-- 3705 Tue Sep 18 2001
~CW-TH-[-- 39563 Tue Sep 182001

Erowse. ..

|| Upload
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Supercomputer Job
Management

Submits and monitors supercomputer jobs
Accesses multiple supercomputers from a
single web page

Handles system-specific aspects (queues,

file directories, etc.) automatically
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Supercomputer Job
Management

Single-screen summary of jobs

Biological Collahorative Research E

: Create A Mew Pro

Wiew All Iohs Wiew Accounts Fun jub... Reload

Reload page to update job status

Select a job to Edit, Delete, or View Details

NCEA Crigin

This page retrieed ot Zun O Z and local Eine .
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Registering Supercomputer
Accounts with BioCoRE

User needs account on desired supercomputer

No need to remember supercomputer passwords

nt Project: ATPase

Accounts

Viewr Project Jobs IMake account..,

Select an account to edit or view details

Account name

This page rekreued ak Sun

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

Biological Coll

Account type
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BioCoRE Account Registration

User selects supercomputer

SC account accessed via Globus or SSH

el e N Workbench  Conference  Hotebook  Documents
ito nawvigate, choose one of the above menu options)

Cwrrent Project: ATPase Biological Collaborative Res

Project Summary : Create A Mew Project

You may select one of the following account types:

NCSA Origin 2000

Globus

P5C T2E: jarormir.psc.edn
PSC TCS: tesini.psc.edn

UIUC TB DQS

Subrmnit Cancel

“or globus heln, please click here
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Globus Support

Uses standard BioCoRE user interface
Supports Alliance machines
Certificates set up by users

B10CoRE obtains user certificates via the
MyProxy credential server
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Account Detalls (Globus

File Edit “iew Go Yindow Help

Workbench | Conference  Motebook ~Documents B-
I0CoRE

{to navigate, choose one of the above menu options)
Cwrrent Project: ATPase Biological Collaborative Research Environment

: Project Summary

New Account information for a Globus account.

Account Name (any short descriptive I
name vou choose’: |

Description {any other information to
further describe the account):

Iy Proxy login name: |}

MyProxy password: |{

| Submit Cancel

This page Fekriewed ak Sun Ock 23 124640 GMT-0600 [SETI 2004 Local time.
Etload Contral Fandl
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Account Details (SSH

int Settings
File Edit WView Go ‘Window Help

RisA S m N Workbench  Conference HNotebook Documents =
ito navigate, choose one of the above menu optons) B I OC O RE

Cwrrent Project: ATPase Biological Collaborative Research Environment

New Account information for a NCSA Origin 2000 account.

Account Name {any short descriptive I
name you choose): |

Description {any other information to
turther describe the account):

Loginname: |}

Thizs account will use S5H to allow BioCoRE to log in and monitor your job. To do this, BieCoRE will set a public key in
the .ssh/authorized keys file in your home directory on the front—end machine. To do this, BioCeRE will lag in using
vour password now, and then destroy vour password.

Password: |}

| submt] | Cancel

Contact Us : BioCoRE FAQ
This page rekHeued ok Sun Ock 2% 124649 GMT-0800 [TST) 2004 lacal kire .
Eeload Cantrol Fanel
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Job Submission via BioCoRE

Job Type

[=[Bllx]

Submlt a Workhench  Conference | Hotebook  Documents Bi o C ORE

{to navigate, choose one of the abowve menu options)

Current Project: ATPase Biological Collahorative Research Emvironment

new job
based on
previous

. b You may select one of the following job types: (not applicableif a previous Job is
J SNAMD

chosen)
parameters Gonas

‘Generic Globus Joh

Create a job based on a previous
job:
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Job Submission via BioCoRE

Metscape: MIH BioCoRE: MNew Job Type
File Edit i

Submlt a Workbench Conference | Hotebook = Documents Bi o C ORE

{to navigate, choose one of the above menu options)

Biological Collaborative Research Environment

new job
based on
previous

. b You may select one of the following job types: (not applicable if a previous Job is
J “*NAMD

chosen)
parameters e

Create a job based on a previous
joh:

‘Generic Globus Joh

(or create a
new one)
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Job Submission via BioCoRE

S eleCt Workhench Conference HNotebook Documents
vigate, choose one of the above menu options)

aC C Ount nt Project: ATPase Biological Collaborati

( jh e Ck Summary : Create 4 New Project :

Select an account to run this job:
queue

St atu S Type: UIUC TBDQS Login: mbach Host: anzio ksuiuc.edu Queue Status

titania-short

NCSA Origin
Type: NCSA Crigin

5000 Login: rbrunner Host: modid.nesauuc.edu Queue Status

| Subrnit Cancel

This page Fetrieusd ak Sun wcal kime .
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Job Submission via BioCoRE

MNetscape: NIH BioCoRE: Joh Settings
File

Set the job
parameters

chao

Description {any other information to further |
describe the job):

BioCoRE does not yet stage files to the remote m: E b 1 manually.

Working direct n remote mack lute
path, orr 7e to home directory (no ~:

Application information:

WAMD Executable Path:

NAMD input filenarme:

Enable applet wiew (
Help at the bottom of

Subrmnil
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Job Submission via BioCoRE

MNetscape: MIH BioCoRE: Joh Settings
File

Set the job
parameters

Submit job

Tescription {any other information to further |
describe the job):

BioCoRE does not vet stage files to the remote m b I mamually.

Working direct n remote mack solute
path, or relative to home direct

Application information:

NAMD Executable Path:

MNAMD input filename: | Langevin. namd

Enable applet wiew

Theoretical Biophysics Group,
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Monitor Running Jobs

Metscape: MIH BioCoRE: Job View
File  Edit

L]
‘ N 7 liiedlSw 8 Workbench  Conference Hotebook  Documents H
Th e n e J O b (t , choose one of the above menu optons) B | OC o R E
‘ Biological Collaborative Research Emvironment
bmitted

Reload page to update job status

Select a job to Edit, Delete, or View Details

Aecount Project Last updated
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BioCoRE Job Details

D * 1 f Netscape: NIH BioCoRE: View Job: AT Synthase - 2
ctalilsS O Fie Edt View

Go Window

AN Workbench  Conference  Notebook — Documents

runnin g (t , choose one of the abowe menu optons) B i o C o R E

Cwrrent Project: ATPase

jobs can be | —

Wiew Project Jobs| | View Accounts Wiewr Cutput| | View Submission Cutput| | Forget Job| | Back
L]
dl Sp la 5 / e d Information for job ATP Synthase — 2

Punning on account: titania—short

Biological Collaborative Research Emvironment

mulation

Work directory:
State: Complete: Tue Sep 18 11:44:15 CDT 2001
ENERGY: 1000 11.1358 81.5655 8

29502 16,6031 -2000.4678 -332.0344 0.0000 0.0000 —2133 2474 58.10%6

. . . = Theoretical Biophysics Group,
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BioCoRE Job Details

Metscape: MIH BioCoRE: Wiew Output of EPTI Langevin
File Edit (

GaleniSw e Workbench  Conference HMotebook Documents =
S tan dard {to naw , choose one of the above menu options) B I O C O RE

Current Project: ATPase

Biological Collaborative Research Environment

output of
the job

PARTITIO
LOaD EBaLANC
. LDE PERIOD
FIRST LDE TIMESTEP
: INITIAL TEMPERATURE
CENTER OF M&S55 MOVING?
: DIELECTRIC

CALE FACTOR
OCD FILENAME
: DCD FREQUEHNI
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Job Details Saved To BioFS

Accessible to all project members

Biological Collaborative Ress

FilaMName Owner Permission ize Date
4 Up & Folder ann drwru-—- Tue Sep 18 2001
1 ATP_Synthase — 2.38403595000.0utann Tue Sep 18 2001
9 ATP_Synthase — 2.38403595000.errann Tue Sep 18 2001

1 ATP_Synthase_— 2 html 65 Tue Sep 182001

Propertdes For This Folder

Create A Folder

éFilr:.namE.:-g-
Uplo ad.

: Ltilities Contact Lis
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BioCoRE Job Details

File  Edit Wi G Comrnunicator

Prirt

Graphical
capabilities
when

lotate around

Representation:

running g

NAMD

Patential E

pip running
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Launching VMD

VYMD 1.7.1a2 OpenGL Display 2|
paiediSe ol Workhench Conference Notehook Documentis
[t i one of the above menn opt ]
. . main | - |

Cwrent Project: ATPase Biological Collaborative Research Environmm — |
... RS
= VMD States I |

d states Lion
—— SO E ;:
AN il ;
& it b L S S Y i
¢ = = & ‘? Bt :
d file from B ~ :t_jg : - :
S :
T B |
[Titin 5

iﬁT
[Light Ha

vmd console
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©nteractive MD

® Real-time interaction between VMD/NAMD
\\i‘“ﬂ% | _{vw AA .

. . Theoretical Biophysic
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JMV Support Within BioCoRE

JMV: Web-based Java3D molecular viewer
Can view PDB files straight from the BioFS

ENetscape: BioF5 File Properties: 1ABV.|)(IJJ

Netscape: NIH

Contact Us | BioCoRE FAQ ' He

Permission

j Netscape: NIH Resource BioCoRE Control Panel J

[Summary |
]

B
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Collaboration Tools

Collaborative VMD
Message Board
Project-wide Bookmarks file

Control Panel

_ . ) Ny Theoretical Biophysics Group,
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Collaborative VMD

[Load/save visualization states

Saved 1n Message Board peemmar—

VMDD 1.7.142 OpenGL Display

Netscape: NIH Reso

vind conss

& BloCoRE: Running VMD

Al
Netscape: NIH Reso
flle Prapect

= Titin ATPase Light Ha_

a3 -

Netscape: NIH Reso

. . . ¢ Theoretical Biophysics Group,
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BioCoRE Message Board

Asynchronous

Threaded
Sortable
Searchable

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

Go  Communicator

Help
Forgand Reload Home B it Securty  Sho Sto
@7 What's Felated

el 2w I Workhench Conference Notebook Documents Bl OC ORE

(to navigate, choose one of the above menu options)

Current Project: AT Pase Biological Collaborative Research Emvironment

Show: Message Board Contents Create New Message |

Sort By : e Subject. hor € [Mark All Read] View messages from last.-j{.all days

o Walker’s crystal {Mike Jones, Mon Sep 17 2001%22:03:50)
© Re: Walker’s crystal (Ann Lessing, Mon Sep 17 2001%22:08:10)
» Delta subunit (Jeff Fannigan, Tue Sep 18 2001*11:03:35)
o Re: Delta subunit (Mike Jones, Tue Sep 18 2001*11:04:16)
O Re: Delta subunit {Bob McAlister, Tue Sep 18 2001%11:04:41)
O Re: Re: Delta subunit (Jeff Fannigan, Tue Sep 18 2001*11:14:01)
o Equilibration in ATPase (Bob McAlister, Tue Sep 18 2001%14:03:56) UNREAD

View previously deleted Messages

| BioCoRE FAQ ' Help |

ocal tiroe.

= Theoretical Biophysics Group,
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Website Link Library

File Edit View Go Communicator

J Forfard - Reload

' What's Related

Project-
Wide Website Library

Bookmarks B
file Biophysics [Add Subtopic/ Add Link]

Useful Biophysics links — Ann Lessing, Mon Sep 17 2001%22:33:58 [edit]

Lollectlolf of many pdb flles Ann Lessu'lg., .Mon Sep 17 2001%22:34:28 [edit/delete]

R k » NBCI (http: binlmnih.
an e y National Center for Blotechnolo-ay [nformation —Wanda Smith, Tue Sep 18 2001*16:35.06

. References [Add Subtopic/ Add Link]
p Opularlty Articles related to ATP synthase and related topics — Ann Lessing, Mon Sep 17 2001%22:10:16 [edit]

s ATPsynthase: two motors, two fuels [Minireview
From t.hé (i)si.ér g_,rc-uip —Ann b]_)éssin-g_b, Mon Sép 17 éOO 1’;‘.2.2:13:49 édit. délef.e

Membranes [Add Subtopic/ Add Link]

Membt ane and membl ane protein simulations — Ann Lessing, Mon Sep 17 2001%22:15:01 [edit]
O d lipids

htt.) oumals bmn com/journals/list/atest?jcode=jstb&node-TOCE @JSTB@ 10@04@ 10 _(

L

Many articles on Membrane proteins and lipids. Very informative. — Ann Lessing, Mon Sep
17 2001%22:15:57 [edit/delete]

Flgures Add Su_bt01 /Add Link]

za Lnsass hidn AT
E 100% :
. ) _ s’;-’; Theoretical Biophysics Group,
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BioCoRE Control Panel

“Always-on”

Automatic event notification

Java SWlng Netscape: MIH BioCoRE Contral Parnel
File Project Help

All User Test Pr:%::t
Titin
ATFaze

Untead Messages

Light Harwest

_ ) ) Sl,% Theoretical Biophysics Group,
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Control Panel Chat

Saved to Message Board

|Hetscape: MIH BioCoRE Control Fanel

hEl.:: lll|_|
135 ]_u

II|

imulaton might hawe some
he ||11t1_|1_'lt fFile.

L
ool
(L

o
|
1

I_
(]
1
(]

1eck that out.

|—.-l i'_|:| !1;
= =
]
|
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Publication Tools

B1oFS support for seamless file transport
across platforms

File conversions planned (Word—>TeX,
TeX ->Word, etc.)

WebDAYV for easy access

_ . ) = Theoretical Biophysics Group,
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Evaluation

Tracking BioCoRE usage patterns, analysis
of B1o0CoRE users’ feedback and needs

Support of development process (product
design, integration of user preferences and
input)

Assessment of BioCoRE impact and
benefits to research efforts and outcomes

. . y— Theoretical Biophysics Group,
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Local BioCoRE Servers

Research groups can install own server

Tracking data sent to central server

BloloRE

Server

) _ s’;-% Theoretical Biophysics Group,
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User Statistics

Initial release : March 2000

Registered Users: 299

Logins: 2,553

Registered Projects: 50

Job Submissions (since March 2001): 1,114
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search/bioco

o http://lwww.ks.uiuc.edu/Res
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