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• Investigators: T. Daniel Crawford (Virginia Tech), Cecilia Clementi (Rice U.), Robert 
Harrison (Stony Brook U.), Teresa Head-Gordon (U.C. Berkeley), Shantenu Jha (Rutgers 
U.), Anna Krylov (U. Southern California), Theresa Windus (Iowa State U.), and 
Dominika Zgid (U. Michigan) 

• Designed to serve and enhance the software development efforts of the broad field of 
computational molecular science, the MolSSI’s goal is to enable new science by raising 
the bar for software development in the molecular sciences. 

• The MolSSI includes a team of a dozen Software Scientists developing software 
infrastructure and help to develop best practices and standards for the global 
molecular sciences community. 

• The MolSSI currently supports nearly 30 Software Fellows – graduate students and 
postdocs – across the U.S., with 60 supported over the life of the program. 

• The MolSSI provides training opportunities via workshops, summer schools, and on-
line resources in modern software engineering methods.


