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Abstract Looking back at the history of science, the invention of any important instrument always has its
origin in new concepts and principles put forward by theory. New concepts and principles can bring about
original ideas for creative instrumentation, and ultimately help to promote the innovation of China’s basic
scientific research. Currently,theoretical and computational chemistry is in the boom years. This discipline
has also undergone rapid development in China, where strong research teams have formed and many signifi-
cant research progresses have been made. Development of novel computational methodology is an important
component of theoretical development. Computer software is the key in translating theory into applica-
tions. There are many software platforms in the world, the majority of which are, nonetheless, made in
the US or European countries. The consensus achieved from the 181th Shuang-Qing Forum is that, to meet
the need of experimental science for the discovery and design of new chemical and materials systems, next-
generation software developments are essential. China has great potential to lead the world efforts in theory
and software development with the stable long-term support in parallel with the innovative development of

large instrument and equipment.

Key words instrumentation; software; computational chemistry; theoretical chemistry



