
Chem 348, Paper Discussion #2, Fri, Feb 15, 2013 

I have chosen a recent ‘computational’ paper for our next discussion. Unlike the previous readings, this is a 
true research paper so expect ‘more mystery and less history’. One reason for choosing a computational paper 
is that it illustrates some of the ways in which molecular models guide scientific discovery. Another is that it 
provides an opportunity for practicing ‘close reading’ of computational jargon. 

Our in-class discussion will operate much like the previous one, i.e., beginning with an opportunity for you to 
describe the things that interested you and saving a few minutes toward the end for issues related to close 
reading. Some of the questions on HW assignment #2 pertain to this paper so you might want to take a look 
at that assignment before our discussion. 

C.N. Rowley et al., “DFT Study of the Isomerization and Spectroscopic/Structural Properties of 
Ruthenacyclobutane Intermediates Relevant to Olefin Metathesis”, Organomet., 2008, 27, 6043, DOI: 
10.1021/om8008519 

1. Be prepared to listen and contribute. I make four suggestions below for possible contributions. 
Please jot down your ideas and bring them to class. Turn in your responses to items #4 and #5 at the 
end of our class discussion. 

2. Noteworthy content. Identify 2-3 items that were: 
a. Likely to be of interest to scientists working in this area 
b. A novel discovery or invention, an answer to an important question, an advance or insight of 

some type 
3. ‘Cool’ content. Identify 2-3 items that were: 

a. Of interest to you personally (these items may not interest others) 
b. Something that stirred you intellectually (‘I did not know that before’) or perhaps 

emotionally (‘this is cool, ironic, elegant, surprising, astonishing, whatever’) 
4. Puzzling content. List 2-3 items that were undecipherable and that you would like to have explained 

(turn your list in after our discussion) 
5. Challenging technical content (practice of ‘close reading’) (turn the following in after our discussion) 

a. List 5 technical terms/abbreviations that were unfamiliar to you before you read the paper, 
or that you had once learned and forgotten. Provide a brief (no more than 3 sentences) 
description of each (you can include a drawing if that helps). Example: ‘ruthenacyclobutane’ 
is a 4-atom ring containing Ru and three carbons. 

b. Explain the formula and numerical data that appear in two of the Figures. You can choose 
between Figures 1 & 2, but everyone must explain what is shown in Figure 3. 

c. Examine the supporting information for this article (available online; use the DOI to find 
the link). 

i. Did the authors use the same models for the NMR, structure, and energy 
calculations? If not, how did these models differ? 

ii. Which of the authors’ actual models are listed in the supporting information? 
d. Choose one article that the authors cite and look it up. What is its DOI? Based on the 

context of the citation in this paper, describe (no more than 3 sentences + optional drawing) 
the content in the cited article that you believe the authors find relevant. 


