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The J.K.N. Jones Visitorship was established Room 117, Chernoff Hall

in memory of Professor Jones, and is funded
by the income from the bequests made in his
name by his friends, colleagues and former
students.



PROF. WEITAO YANG

Professor Weitao Yang

Philip Handler Professor of Chemistry and Physics
Department of Chemistry

Duke University

Durham, North Carolina

Weitao Yang was born in Chaozhou, China. He received his B.S. degree from Peking University and Ph.D.
degree from the University of North Carolina at Chapel Hill. He is currently the Philip Handler Professor of
Chemistry and Physics at Duke University. Yang’s interests are in developing theory and applying it to complex
problems in chemistry and biology.

Yang’s major contributions have been in the development of theoretical and computational methods in
electronic structure theory. His contributions have made electronic structure calculations much more efficient
and accurate. Yang pioneered the development of the linear scaling divide-and-conquer method for electronic
structure calculations of large systems. Development and applications of linear scaling methods have attracted
much interest. Yang’s 1991 Physical Review Letters paper marked the beginning of the linear scaling field.

Yang has contributed to the development of density-functionals that go beyond the local density-functional
approximation. The Becke-Lee-Yang-Parr (B3LYP) density-functional, the combination of the Lee-Yang-Parr
correlation functional with the Becke exchange functional, is the most widely used approximation in practical
electronic structure calculations. His recent studies have revealed the origins of failure of common density
functional approximations as the delocalization and state correlation error, through the perspectives of fractional
charges and fractional spins. This further leads to the development of much improved approximations.

Yang has developed multiscale approaches combining methods of quantum chemistry and statistical mechanics
to address the reaction mechanisms of solution and enzymatic catalysis.

Professor Yang has held visiting professorships from many institutions including the Japanese Society for
Promotion of Science, Kyoto University, the University of Hong Kong, Tsinghua University, Peking University,
South China Normal University and Vrijie Universiteit Brussel.

Distinguished Lectures:

New Century Forum Distinguished Lecture, South China Normal University, “Free Energy and Mechanism of
Chemical Reactions in Solution and in Enzymes”, Guangzhou, China, December 9, 2009

Solvay Lecture, “The wonders of electron density: from half an electron to the noncovalent interactions of
biomolecular complexes”, the International Solvay Institutes, Brussels, November 9, 2010

Distinguished Lecture in Computational and Mathematical Biology, “ Simulating chemical and redox processes in
solution and in enzymes with multiscale approaches”. University of California, Irvine, February 18, 2004
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HONOURS &
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Florida Award by the Florida Section of the
American Chemical Society (2014)

American Chemical Society National Award for
Computers in Chemical and Pharmaceutical
Research (2012)

International Solvay Chair in Chemistry,
International Solvay Institutes for Physics and
Chemistry, Brussels, Belgium (2010)

Humboldt Research Award for Senior U.S.
Scientists (2006)

Annual Medal of the International Academy of
Quantum Molecular Science (1997)

Sloan Fellowship (1993)

Elected Fellow of American Association for the
Advancement of Science and of the American
Physical Society

Elected member of the International Academy of
Quantum Molecular Science
(http://www.l1AQMS.org/)

Co-author (with Robert G. Parr) on one of the
leading textbooks on density-functional theory

340 Plenary and Invited Talks

Associate Editor, Theoretical Chemistry Accounts
(2011-present)

Editorial Boards

¢ Journal of Chemical Physics (2012-present)

+ Chemical Physics (2012-present)

¢ The International Journal of Quantum
Chemistry (2002-present)

¢ The Chinese Journal of Chemical Physics
(2002-present)

¢ The Acta Physico-Chimica Sinica (2000-
present)

¢ Theoretical Chemistry Accounts (1997-2012)



