
1

CHAPTER OVERVIEW

2: Representing Small Molecules on Computers
Hypothes.is Tag= f19OLCCc2

2.1: Introduction
2.2: Connection Tables
2.3: Molecular Graph Issues
2.4: Line Notation
2.5: Structural Data Files
2.6: Chemical Resolvers, Molecular Editors and Visualization
2.7: Python Assignment

2.7.1: Python Assignment 2A
2.7.2: Python Assignment 2B

2.8: R Assignment

2.8.1: R Assignment 2A
2.8.2: R Assignment 2B

2.9: Mathematica Assignment

2.9.1: Mathematica Assignment 2A
2.9.2: Mathematica Assignment 2B

Topic hierarchy

https://libretexts.org/
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.01%3A_Introduction
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.02%3A_Connection_Tables
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.03%3A_Molecular_Graph_Issues
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.04%3A_Line_Notation
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.05%3A_Structural_Data_Files
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.06%3A_Chemical_Resolvers_Molecular_Editors_and_Visualization
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.07%3A_Python_Assignment
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.07%3A_Python_Assignment/2.7.01%3A_Python_Assignment_2A
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.07%3A_Python_Assignment/2.7.02%3A_Python_Assignment_2B
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.08%3A_R_Assignment
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.08%3A_R_Assignment/2.8.01%3A_R_Assignment_2A
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.08%3A_R_Assignment/2.8.02%3A_R_Assignment_2B
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.09%3A_Mathematica_Assignment
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.09%3A_Mathematica_Assignment/2.9.01%3A_Mathematica_Assignment_2A
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers/2.09%3A_Mathematica_Assignment/2.9.02%3A_Mathematica_Assignment_2B


2

2: Representing Small Molecules on Computers is shared under a CC BY-NC-SA 4.0 license and was authored, remixed, and/or curated by
LibreTexts.

https://libretexts.org/
https://chem.libretexts.org/Courses/Intercollegiate_Courses/Cheminformatics/02%3A_Representing_Small_Molecules_on_Computers
https://creativecommons.org/licenses/by-nc-sa/4.0

