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CHEM 426b

课程对象（Audience）
Primarily for Undergraduates

开课教师（Teacher）
William Jorgensen
William Jorgensen

学期（Semester）

课程描述（Description））
An introduction to modern computational methods employed for the study of chemistry and biochemistry, including molecular mechanics, quantum mechanics, statistical mechanics, and molecular dynamics. Special emphasis on the hands-on use of computational packages for current applications ranging from organic reactions to protein-ligand binding and dynamics.

课时信息（Totalhours）
TTh 9.00-10.15 SCL 18
TTh 9.00-10.15 SCL 18

教参信息（Textbookinfo）
1.Computational Chemistry by Jeffre Evanseck (Hardcover - Jan. 31, 2009)
Publisher: Garland Science; 1 edition (January 31, 2009) 
ISBN-13: 978-0815341444 
世界各地拥有馆藏的图书馆（OCLC）:3
2.Computational Inorganic and Bioinorganic Chemistry (EIC Books) by Edward I. Solomon, Robert A. Scott, and R Bruce King (Hardcover - Nov. 9, 2009)
Publisher: Wiley (November 9, 2009) 
ISBN-13: 978-0470699973 
世界各地拥有馆藏的图书馆（OCLC）:72
3.Kinetics and Dynamics: From Nano- to Bio-Scale (Challenges and Advances in Computational Chemistry and Physics) by Piotr Paneth and Agnieszka Dybala-Defratyka (Hardcover - Sept. 29, 2010)
Publisher: Springer; 1st Edition. edition (September 29, 2010) 
ISBN-13: 978-9048130337 
世界各地拥有馆藏的图书馆（OCLC）:3
4.Recent Advances in QSAR Studies: Methods and Applications (Challenges and Advances in Computational Chemistry and Physics) by Tomasz Puzyn, Jerzy Leszczynski, and Mark T. Cronin (Hardcover - Dec. 4, 2009)
Publisher: Springer; 1st Edition. edition (December 4, 2009) 
ISBN-13: 978-1402097829 
世界各地拥有馆藏的图书馆（OCLC）:12
5.Computational Molecular Biology, Volume 8 (Theoretical and Computational Chemistry) by J. Leszczynski (Hardcover - June 24, 1999)
Publisher: Elsevier Science (June 24, 1999) 
ISBN-13: 978-0444500304 
6.Optimization in Computational Chemistry and Molecular Biology - Local and Global Approaches (NONCONVEX OPTIMIZATION AND ITS APPLICATIONS Volume 40) by Christodoulos A. Floudas and Panos M. Pardalos (Hardcover - Feb. 1, 2000)
Publisher: Springer; 1 edition (February 1, 2000) 
ISBN-13: 978-0792361558 
7.Solvation Effects on Molecules and Biomolecules: Computational Methods and Applications (Challenges and Advances in Computational Chemistry and Physics) by Sylvio Canuto (Hardcover - Nov. 17, 2008)
Publisher: Springer; 1 edition (November 17, 2008) 
ISBN-13: 978-1402082696
世界各地拥有馆藏的图书馆（OCLC）:33
8.Chemical Biophysics: Quantitative Analysis of Cellular Systems (Cambridge Texts in Biomedical Engineering) by Daniel A. Beard and Hong Qian (Hardcover - July 7, 2008)
Publisher: Cambridge University Press; 1 edition (July 7, 2008) 
ISBN-13: 978-0521870702 
世界各地拥有馆藏的图书馆（OCLC）:236
9.Computational Biochemistry and Biophysics by Oren M. Becker, Alexander D. MacKerell Jr., Benoit Roux, and Masakatsu Watanabe (Hardcover - Feb. 15, 2001)
Publisher: CRC Press; 1st edition (February 15, 2001) 
ISBN-13: 978-0824704551 
世界各地拥有馆藏的图书馆（OCLC）:203
10.Computational Toxicology: Risk Assessment for Pharmaceutical and Environmental Chemicals (Wiley Series on Technologies for the Pharmaceutical Industry) by Sean Ekins (Hardcover - June 29, 2007)
Publisher: Wiley-Interscience (June 29, 2007) 
ISBN-13: 978-0470049624 
世界各地拥有馆藏的图书馆（OCLC）:135
11.An Introduction to Computational Biochemistry by C. Stan Tsai (Paperback - Apr. 30, 2002)
Publisher: Wiley-Liss; 1st edition (April 30, 2002) 
ISBN-13: 978-0471401209 
世界各地拥有馆藏的图书馆（OCLC）:266
12.Computational Chemistry and Molecular Modeling: Principles and Applications by K. I. Ramachandran, Gopakumar Deepa, and Krishnan Namboori (Hardcover - July 24, 2008)
Publisher: Springer; 1 edition (July 24, 2008) 
ISBN-13: 978-3540773023 
世界各地拥有馆藏的图书馆（OCLC）:97
8.Chemical Biophysics: Quantitative Analysis of Cellular Systems (Cambridge Texts in Biomedical Engineering) by Daniel A. Beard and Hong Qian (Hardcover - July 7, 2008)
Publisher: Cambridge University Press; 1 edition (July 7, 2008) 
ISBN-13: 978-0521870702 
9.Computational Biochemistry and Biophysics by Oren M. Becker, Alexander D. MacKerell Jr., Benoit Roux, and Masakatsu Watanabe (Hardcover - Feb. 15, 2001)
Publisher: CRC Press; 1st edition (February 15, 2001) 
ISBN-13: 978-0824704551 
10.Computational Toxicology: Risk Assessment for Pharmaceutical and Environmental Chemicals (Wiley Series on Technologies for the Pharmaceutical Industry) by Sean Ekins (Hardcover - June 29, 2007)
Publisher: Wiley-Interscience (June 29, 2007) 
ISBN-13: 978-0470049624 
11.An Introduction to Computational Biochemistry by C. Stan Tsai (Paperback - Apr. 30, 2002)
Publisher: Wiley-Liss; 1st edition (April 30, 2002) 
ISBN-13: 978-0471401209 
12.Computational Chemistry and Molecular Modeling: Principles and Applications by K. I. Ramachandran, Gopakumar Deepa, and Krishnan Namboori (Hardcover - July 24, 2008)
Publisher: Springer; 1 edition (July 24, 2008) 
ISBN-13: 978-3540773023 
