Collaboratory for Multi-scale Chemical Science 
Project Charter 

Preface
In an effort to lead the CMCS using the best possible methods and standards, the Director, CTO, and CIO have adopted well-tested project management methods as implemented and taught by Erika Jones and Associates, Inc. (www.ejaprojects.com)
The purpose of a project charter is to clearly state what is to be accomplished in the project and is a necessary precursor to more detailed implementation analyses such as the Work Breakdown Structure.  The charter results from an identification and assessment of what is wanted/needed by key stakeholders, and the make-or-break factors involved in satisfying these needs.  
This project charter is an updated restatement of information documented in our proposal, as well as that developed in early project activities.  Comments and suggestions from team members and stakeholders are invited.  The following descriptions of the components that make up a project charter are provided for your reference.

Mission (optional)

Provides background, purpose, and benefits - the “big” picture.  (The CMCS mission is a particular implementation of the DOE National Collaboratories Program Mission and has been left unstated in the current version of the Project Charter.)

Goal

One sentence that defines specifically what will be accomplished and incorporates an event signifying completion.

Objectives

The goal broken into four to nine pieces.  These objective statements cover all aspects of the project, and each begins with a verb.

Scope

Sets limits on what will be included and what won’t be included.

Restrictions, Assumptions, Constraints

Lists other important information that doesn’t fit neatly into the above categories.  Includes decisions already made, criteria, specifications, nightmares, budget and schedule.
Goal
Enhance chemical science research by developing an adaptive informatics infrastructure and demonstrating proof-of-concept by publicly deploying an integrated set of key collaboration tools and chemistry-specific applications, data resources, and services.

Objectives
1. Architect and build an adaptive informatics infrastructure.  
a. 
b. 
c. 
i. 







ii. 

iii. 
2. Define and build proof-of-concept capabilities that demonstrate the value of an informatics infrastructure in increasing collaboration and coordination across disciplines, and chemistry scales.  
a. 
i. 
1. 
ii. 
1. 
iii. 
iv. 
v. 
vi. 
b. 
i. 
1. 
2. 
a. 
b. 
c. 
3. 
4. 
ii. 
iii. 
3. Demonstrate the power of an adaptive infrastructure as opportunities arise by supporting changes in CMCS standards as the project evolves, and by integrating with external projects without requiring adoption of CMCS schema, etc.
4. Develop and execute a plan for community outreach that includes demonstrations of significant new capabilities to attract participation and continued support.
a. 
b. 
i. 
ii. 
iii. 
iv. 
v. 
c. 
d. 
5. Evaluate and document the success of the project in terms of community interest and support, technical capabilities, etc. and recommend a continuation path to key stakeholders. 

a. 
Scope
The project is a proof of concept of the “adaptive informatics” approach. It includes

1) the development of the infrastructure, 
2) the development and integration of specific chemistry data and applications that are representative of or key to the community, and 
3) pilot use by the community.  
As a pilot effort, scaling beyond what is necessary for proof of concept is out of scope although architecting to support scaling is within scope.
Restrictions, Assumptions, Constraints
Definition  
Infrastructure - A persistent set of services, middleware, and components that simplify the development of sophisticated and coordinated applications and capture economies of scale and re-use.


Definition  

Informatics infrastructure - An infrastructure that simplifies the management, sharing, and re-use of domain data and processes via 1) the use of self-describing data formats and 2) the capture and use of self-describing metadata. 

Definition  
Adaptive informatics infrastructure - An informatics infrastructure that can be rapidly and inexpensively modified to support new scientific requirements due to a design that incorporates elements such as translators, general protocols and interfaces, and configurable options.

CMCS will follow an iterative development paradigm that will be managed as 3 roughly serial projects within an overall research and pilot effort.  Low-level objectives of the research effort will be identified as belonging to the Version 1, 2, or 3 projects.

CMCS will not pick scientific winners or losers (i.e. there will be no endorsements or special placement) but will support mechanisms for the chemistry community to do so.

“Develop” includes the possibility of integrating and reusing existing code rather than building new capabilities.

Ideas beyond the initial project scope may be proposed as follow-on work. External groups developing chemistry applications will be encouraged to integrate with CMCS.  Integration with CMCS should be a lightweight process.

The philosophy behind the project and the informatics architecture is to rely on lightweight incremental and pull mechanisms, i.e. incremental efforts to integrate new resources should provide immediate incremental payback and should not affect current uses of the resources (unless this is desired).

Project members are expected to leverage their resources (existing data, software, other projects) to both help develop compelling proof-of-concept capabilities, as well as to define and develop practical, incremental capabilities that attract growing numbers of users.
Restrictions, Assumptions, Constraints  (continued) 

The primary focus of CMCS will be on piloting projects within the DOE chemical science community.  However, we expect our efforts to be applicable in other multi-scale science domains.  

CMCS does not seek to eliminate the complexity of working across multiple scales, but to provide community-wide capabilities for managing it.  
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