Here are some comments:

We need more if possible on what we will do! I.e. sections 6 and 7 need enhancement.

This could involve a set of classes shared between Syracuse and Houston in both computational chemistry and more general computational science. We could then use NCSA and NPACI to involve more broadly other students and institutions

Chemistry part can follow the research application with educational ones with TANGOsim allowing one mentor to guide students around the world in docking process. We have an example of this which will soon be ready where we use VRML2 visualization of visible human (which is running and well regarded by SGI site on neat VRML2 worlds) and are now linking to TANGO. Then teacher can selectively hand off docking to students and class can participate and learn!

In 7.2 note that TANGOsim can link not only visualizations but also give you a shared electronic labbook of information (including software) being used by collaboraters.

First sentence of abstract seems strange -- I would not call what we are doing datamining

Statement of Work for NPAC

Year 1:

1)Work with Cornell on linking TANGO to ARMS

2)Prepare and deliver initial computational science shared classes with Houston based on current Cornell Virtual Workshop, the Virtual Programming Lab Interface to MPI and HPF, and Syracuse course material CPS615. This will use TANGOwisdom

3)Design Chemistry research use of TANGO for visualization and the shared labbook

Year 2:

1)Investigate and if necessary improve TANGO-ARMS system based on technology progress (e.g. commercial Java Servers and growing use of CORBA in the emerging Object Web) and based on user evaluation

2)Integrate CSAVE as an enhanced TANGOwisdom into classes for scheduling of  parallel computing and visualization resources. Apply in computational science classes developed in year 1.

3)Work with NSF PACI sites (Note Fox is part of PACI wide executive committee) to identify applications of CSAVE enhanced education and training

4)Develop tools to enable use of database logging in TANGOsim for assesment

5)Interact as necessary with Chemistry research application and plan the educational use of steered chemistry simulations in computational chemistry classes at graduate level and in K-12/undergraduate general science.

Year 3:

1) As in Year 2

2) Deliver and assess computational science classes using CSAVE nationally based on PACI identified opportunities (probably use vBNS or equivalent enhanced Internet)

3)Help Deliver and assess CSAVE enhanced chemistry steering at both K-12/undergraduate and graduate level

4)Continue to iterate base TANGOsim technology with assesment and chemistry teams.

