SC07 Educator Plan of Action
Name of Team Leader(s):
Edmund Moses N. Ndip

Institution / Project:  Hampton University / Institutionalize Computational Chemistry in the Chemistry Department

E-mail: Edmund.ndip@hamptonu.edu

Team Members / Collaborators:  Charles M. Bump, Godson C. Nwokogu, Michelle Waddell, Shanthi Paranawithana
What your goals for the next 6-12 months to build upon what you have learned during SC07 in Reno?

1) Describe the goal(s) of your plans and that of your team. (What do you plan to do? i.e., use, adapt and/or create new resources)

 We have three main objectives for the next 6 – 12 months based on existing activities.  These include: 1) To provide an understanding of common computational tools, such as ab-initio electronic structure calculations and Monte Carlo sampling and help students develop the necessary skills required for incorporation of the said tools in advanced laboratory courses and faculty directed research projects.; 2) To develop in all chemistry faculty enough expertise in computational science and computational chemistry to facilitate and enhance teaching and research.
What subject area(s) and/or classes will this benefit?
Physical Chemistry, Organic Chemistry, Biochemistry

What is your estimated timeline for when you and/or your students will

use the resources in the classroom?

Spring semester 2008:  
· Use and adapt materials from SC07 in Physical Chemistry (Edmund Moses Ndip), Organic Chemistry (Drs. Bump, Waddell, and Nwokogu).  Dr. Paranawithana will develop laboratory activities in Biochemistry using Cn3D, Gromacs, Pymol, and Spartan   
· There will also be developmental activities for faculty.  We plan to install WebMO and multiuser version of Spartan06 (Linux version) on PQS Server. (Edmund Moses Ndip)
· Install X-servers on all departmental workstations and laptops to allow access to PQS server 
2) Describe the computational resources and/or tools that you plan to use.

· 4-Node PQS Linux Server equipped with some of the more popular software programs such as GAUSSIAN, PQSmol and at least 50 freeware programs for computing and visualization.

· 34 Dell Workstations similarly equipped (ISLC, and the new CCLI facility) for individual student activities, and 14 laptops for class room use.  
3) How will students’ learning outcomes be assessed?
Both students and faculty benefit when learning outcomes are clearly stated, and used as a guide to curriculum development, teaching, and learning. 

· Successful execution of assigned project and written report consistent with lab report guidelines.
4) What are the challenges that you face in accomplishing your team’s goal?

· Do not have expertise in materials development

· Training for departmental colleagues

· Need to purchase a multiuser version of SPARTAN04 for Linux server
· Installing programs – WebMO, GROMACS, Molden on a linux server.  

5) What assistance would you like to receive to help you accomplish your goals? (training, mentoring, collaborations, etc.)

· Travel support to training sessions at conferences and workshops

· Mini grant support to purchase network version of SPARTAN04 for Linux server
· Training:  one, two-day workshops for departmental colleagues.

· Training in administering a Linux server
6) What plans do you have for sharing what you learn throughout the process with others?

· Make presentations at education conferences and workshops for undergraduate college faculty in STEM education

· Collaborate with anyone interested or working in curriculum materials development (Drs. Metz, Sendlinger and others)
7) Any other project aspects you would like to share with us?
· Plan to host a summer workshop or possibly become instructor in future workshops.

