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BioCoRE Community
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& Pharmacology
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BioCoRE Community Needs

Access to analysis tools

Remote simulation control BIoCoRE Evalualon roggam: Survey o
Shared visualization sessions '

Data sharing and storage
Joint document preparation
Distant mentoring and training

Multi-channel communication
(conferences, chat rooms, white
boards, audio/video)

=Snrecy of Colabwradve Work Pra oo -

Built-in evaluation component yields continuous data on user expectations.
Current needs, as identified by interviews, registration and feedback forms,
user's comments, and bug reports.




BioCoRE Toolboxes Enhance Research

Current Project: All User

The monitoring tool
allows= you to start and
monitor the progress
of computational jobs
on various computers.
You can monitor the
job from any web
browser. Also more
than one person can

Workbench
attach to and monitor . S
the same job, S0 your Mﬂl’lltﬂl'll'lg T““l
colleaques can also
monitor the simulation,
And you can run YMD

via BioCoRE.

The Hotebook can be 'N'U'tﬂb{}ﬂk
used for storing

email-stye

discussions about the JM

particular project. In
addition, the Hotebook
stores permanent
copies of other events
that happen in the
collaboratory, such as
chat. And everything is
searchable!

The Wilities section allows you to take care of
administrative functions such as changing your password
or changing your current project.

BioCoRE Control Center

Conference

Planned For Future

The ChatRoom allows
you to create or join
one of channels and
participate in a real
time text-based
discussion either on
public or private way.
With the combination
of the features of the
ChatRoom and the
Hotebook, it provides
you a variety of
communcation
options to suit your
needs.

Alway= click
logout when you
want to leave
BioCoRE




Logging into BioCoRE

Bi1oCoRE Login

You don’t have a session yet. Please login!

Web-based collaborative -
: User Name
enVII'Oﬂment Login here if

you have a

BioCoRE account.
Platform-independent _

I =

Secure Infrastructure New

UsSEers

: : - Our evaluation process relies on surveys as well as usage informat [
Private and confidential inerdtd b BintoRE madts i

Interactions If you are a new user and would like to get an account on | ¢

an
BioCoRE, click here. account
1. About BioCoRE
2. Please check out owr FA(Q) {Frequently Asked Cuestions)
3. Comments gt or Feedback?
4. Copyright 2000 by Board Of Trstees Of Ul

Hote that BioCoRE screens are composed of three sections:
the header, the main section and the bottom.

The Bottom section for each =creen usually has a [Heed Help]
button and a group of information about BioCoRE.




BioCoRE Project Selection

& Functionality: —|  Netscape: BioCoRE Control Panel | |

Activities are File Project QOptions

project-based [ ummawﬁﬁsysadmm TBG Rese... TEG Rese...|
Privacy: Users’ o frasd

hacl to do halclrlar.e 1E:E!t.. &V EN :ntt power dlcln

and projects’ respc:nd; = | . .
. . Wed 14:31:jchns»*hl]l that cansed it was Justin trying to
identities are login. . .

- : Wed 14:43:rbrunner has logged in.
Confldentlal Wed 14:47: johns:hfter a reboot its working fine again

ihility/- apparently. . .

Flexibility: ApEArent ¥

. y Wed 14: 50 rhrunner>You might try BioCoFE on ©5-X. It
PrOjeCtS are canss with a recent version of Java, so you shouldn't

Created and need to install Swing.
H-"IE!SSEI_!]E |
managed by users




BioCoRE Control Panel

& Immediate feedback of user activity

[—

File Project Options

‘Summary | (IIUSEN) (SIOCORER SYSAUMIn TEC Rese..

Project | Users Logged lh | Unread Messages
gl User Test Project _ 52

BioCoRE Davelopme... |
_syﬁadrnin_ _
TBC Research Progr... .

§ Java applet: dynamic and portable




organized records
Archive of project activity

Images
Simulation results
Formatted,

§ Notice board
Important messages
Sortable

Text
completeness

§ Searchable
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§ Data integrity and
§ Message board

§ Lab book

_ L ab book Zoﬂ_o@n
t.pﬁr» ﬁp. HEM e ..,

10CoRE
Notebook

-

Notebook Toolbox




Notebook - Message Board (available)

You can add LT e oty St

messages to Notebook pages ) Users |leave

the notehook
I You can also searchall the messages for

'® Hi (Klaus Schulten, 2000-03-02:10:47 o e siven worde other project
& Re: Hi {Dorina Kosztin, 200003
'8 Gr alhm tools (Barry Isr alew1tz, 2000-03-07:14:) | members
o Re: Graphing tools (Barry Isralewitz, 2000-(:14.
o Re: Graphing tools {James Phillips, 2000-03:9:3
'@ BioCoRE runs fast now |
'@ biocore tour (hui wang,
O Re: biOCDl’E‘- tour ( - Motebook
'@ VMD 1.5al is available

\@very impr emve {Feren :
1, About BioC From:John 5tone

The list of our AL Dater2000-03-17:11:2804
s Hi, for anyene radilg, Iwe just made WMD 1.5 alphalak for
message 'y Board O

i - dewnlead. Se torhbby: v, keouiue. edu/Devel opuent /Tdf mloa.
pages anc

chat session,

ent Project:il]l User Test Froject

Thiz wergion hasgquie a mmber of bug fixez and inpetearticly
previcus werzicn of VML there the Windows werszien hsmarl to op
meT.

. [REPLY]
§ Chat sessions auto- [: :’
arChived You can CL{:}SE

look at nCoRE

individual eck ot om FAUIFremently Asked Unestions 7

messages. [S. Quetions, or Teedhack?
' t 2000y Beard 0f Trustees Of Ul




BioCoRE Conference
Toolbox

§ Real-time
teleconferences: text,
audio, video

§ Sessions fully
archived in Notebook




Conference - Chat Rooms (available)

62 A p I’Oj eCt W AN ;Eilu(}u;ﬂ[-:h;a: e ¥ou can see how many The public message
member starts Chouse One of Ongaing Channels J, befors youcnter i, L syt

on it. The user's messages

a subject- CHANNEL  BioCoRE Chat Tour [ 1 user(s)] and &l are postod siso.

Or Cre AN C 1 When the board is full.
=ee Iy ate ew Channe The oldest line will be
SpeCIfIC Chat K ALl Usex Test Frojmct :

Arrent Frojectt scrolled out and the new
NEW |

. Channel: BioCORE Chal Toi el L

SEeSSIon Submit/Enter
g (Hello every body, [ just create a new channel for Chat tour, let talk about it.

= o " - s Cresy vy &
P rOJ eCt This K ha Hincoks : o John Lee  has entered this channmel

h | board. ¥ : ; = : g
3G E;;: nﬁn]uu uszat:ne :Iu adhack Hi, ewery one, | amn anew user for BioCoRE. | found it it very interesting to
m e m b e rS J O | n the '; " “i“' : : join the channel to talk about the tour. And the text box allows the user to
30ng send a huge text file by just copy your file that you want to post and paste it
chats OR create e + S J )
d | h t a new channel by here then click on the SentRefresh button. Everyone can see it
an eave C a typing a suhi;.-ct . Lo 1 Wwant to send a private message to Mr, first last By switching the option
SeSS|On into the text hox. i = [button from " All User to first last.
Frivates Mesaoages
Tzer Mezzzge

Jehn Lee - Snerewinee I get the private wessage frem Mr. hui wang, I like
Wang talk semshting private too to him.

Transcript n— onizol Porel: Il wrg A1 Chamnel: BoCoRE Ut Tow

. message T pr——— tnline chatting helpr 1.Thi |
auto-saved in roerasiows [l et tox. 10 1biotras All Users |

you to send a [::hat-t-in-;r gharted at: Fri Apzr 14 11:36:44

notebook conce Send/Refresh | " Leave This Channel |
single person

muently Asked Questions | Nead Halp?|
in the room. The texthox even allows SRS IT 07 =
i

you to paste a text file. és UL UL




BioCoRE Document Toolbox

Offers tools to aid collaborative

d O C u m e nt p re p aratl O n . 7 Differance for TBScolla hfﬂl.;l;;l; rization/Chec HJ;?H frnmve :iln;l 1.49 o

§ Web-based access to
revision control

§ Interface to CVSLog, or
similar package

& A file repository, shared
by project members




BioCoRE Workbench Toolbox

Common Iinterface to
visualization, simulation,
and analysis tools

Collaborative
visualization sessions

Simplified job submission
and monitoring

Novel input devices

View current
images ( or
even
animations! )
of the system
that you are
running a
simulation on

Detach

Scale by:
Translate hy
Rotate arcund
Frames
Representation:
Current total and

potential energies
are available.

you can determine how well the
CPUs are heing used for your
simulation.

If you need to rotate, resize,
or move the image, you can
do that here.

Current
temperatures
are available.

Temperature [K]

a6 141 146 131




Workbench = Job submission (soon)

User specifies preferred
computer account(s)

User defines job
parameters

BioCoRE submits job
following site-specific
procedures

Results of runs
accessible to project
members

= BioCoRE: Su

Minimization Testing the job b -
Test 1 Atest job o
1 —— 1]

Accounts
Set up a new account

[ aogaq I W W W W | jiEst
| as dtqwer || awerqwer |Test

| Ba togne colla | Local test account | Tes f__

" |About BioCoRE,Dur FAQ

(oll‘s stio Fdhll

Comments, Questions, or Feedback?
' [Copyright 2000 by Boa vd OF Trustees OF UT




Workbench = Job Monitoring (available)

& Users can gauge the
health of running
Simulations

Resources are freed by
stopping jobs which are not
running properly

Job status Is viewable from
any web browser




Training and Mentoring in Molecular Modeling
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BioCoRE Evaluation

Upon joining the project BioCoRE users consent to be evaluated. Sources
of user information include:

Process Data: Outcome Data:

Registration form P T NS Users’ satisfaction
User-tool interactions Attrition
User-user  —— - Resulting publications

Interactions | il n Citations of resulting
Tool-tool interactions g Work

Tech support logs T Participants’
and bug reports b sl professional progress

Special-purpose Funding resources
Interviews

Periodic surveys and
a permanent
feedback form




BioCoRE Distribution

& Development history

February, 1999: BioCoRE
development started

March, 2000: Initial release

October, 2000: First major
update

171 registered users in 13

projects as of October 23; 46%
projects NIH funded

Current distribution policy: users
register and use our server

Soon: BIoCoRE code will be
available so others may set up
their own servers

BroColE: License Agreement
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BioCoRE Case Study

£ Human Frontier Science
Program on Retinal Proteins

From:John S1ane
. Date: 000 -03-1T: 1-2804

Hl, far snyars Tadlg E mads THE 1.5 slpkslsk for

£ Participating sites are in Japan, r. R T S
Iltaly, Israel, Germany, and USA T
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