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Convergent Science is pleased to announce the creation of the Computational 

Chemistry Consortium (C3). The goal of the consortium is to provide the most 

accurate and comprehensive computational chemistry combustion and emissions 

models, tools, and mechanisms to the entire scientific community.

Through knowledge sharing, recurring meetings, and financial support, the consor-

tium will work to refine existing computational chemistry tools and to develop new 

models, tools, and mechanisms. By working together, we hope to develop detailed 

mechanisms that include PAH and NOx chemistry, create tools for generating 

surrogate and multi-fuel mechanisms, improve reduction and merging tools, and 

validate mechanisms using combustion vessel and engine data.

C3 is dedicated to the following core principles.

• The consortium values an open mechanism format to ensure widespread use.

• The consortium values the contributions of both industry and 

academic/government partners.

• The consortium values long-term validation and development by the entire 

combustion community.

The consortium is being established in response to requests from several engine 

manufacturers to facilitate collaboration and reduce redundancy in their efforts to 

improve chemistry and emissions modeling. C3 will operate for three years with 

an optional renewal. Consortium money will be used to fund academic institu-

tions, national laboratories, consortium members, and potentially non-consortium 

members to conduct R&D. The models, tools, and mechanisms developed by the 

consortium will be for the exclusive use of its members for the three-year duration 

of C3. An advisory board will be comprised of all paying consortium members. The 

board will vote on fuels and operating conditions of interest, with voting rights 

proportional to the amount of money invested by each member.

Please contact Convergent Science to join the consortium. For more information, 

visit the Consortium website fuelmech.org.

VISION

To provide the most accurate and  

comprehensive computational  

chemistry combustion and emissions  

models, tools, and mechanisms to the  

entire scientific community.

MISSION

Through knowledge sharing, recurring meet-

ings, and financial support, the consortium 

will work to refine existing computational 

chemistry tools and to develop new models, 

tools, and mechanisms.

INFORMATION

For more information or to sign up for email 

updates, please visit fuelmech.org.
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