DM832 - Cheminformatics, Weekly Notes for Week 35

The lectures in week 35 will be Tuesday and Thursday 4pm-6pm.

The course content will not be based on one book only. Besides the books listed on the
course webpage original research article will be used. The book chapters needed will be
provided in the Blackboard System. Note, that I will use so-called “WebFolders” from
the BB9 system, you should be able to access all data via the WebDav resource https://
elearn.sdu.dk/bbcswebdav/courses/15013301-f-E12N/Material (authentication via
blackboard user / password). See for example this link for how to access a WebDav
resource using Ubuntu 12.04.

Topics of week 35: Introduction to the course, chemical representations, SMILES. We
will cover the topic “canonical SMILES notation” in detail.

The project work for DM832 will consists of two mandatory assignments. The first
mandatory assignment will be published during end of week 35 or beginning of week
36.

Mandatory Reading: Articles by Weininger (SMILES1 and SMILES2).
Recommended Reading: Chapter 2 of the book by Gasteiger.


https://elearn.sdu.dk/bbcswebdav/courses/15013301-f-E12N/Material
https://elearn.sdu.dk/bbcswebdav/courses/15013301-f-E12N/Material
http://www.liberiangeek.net/2012/03/mount-box-cloud-storage-in-ubuntu-12-04-11-10/

