
Final Report of Molecular Dynamics & Nanotechnology 
 

2020/1/14 
 

Submission of final reports (both of the following 1 and 2) is mandatory. If you 
do not submit them, your grade will be “unattended.” 

 
1. Nanotechnology Part 

 
Shigeo Maruyama & Shohei Chiashi 

 
Find a recent journal paper (2018-2020) describing energy harvesting devices 
using carbon nanotubes, graphene, or magnetic materials.  
It is recommended to chose a journal from ‘The Nature Index Journals’, 
https://www.natureindex.com/faq#journals. 
 
Then,  
 
(1) Describe the abstract of the paper with your own words (A4, 1 page). You can 
cut and paste appropriate figure. Please include the full author list, title of paper, 
journal name, volume, pages, and DOI.  
 
(2) Let’s assume that this paper is a manuscript submitted to the journal and that 
the editor has assigned you to review. Please make a ‘Major Revision’ review 
comment (A4, 1 page).  
Review comment usually consists of a sentence of simple description of the 
manuscript, a sentence of positive part of the manuscript, a sentence of negative 
part of the manuscript, and tabulated sentences of questions, criticisms, or 
requests. 
 
Where to submit: Online submission in turnitin. 

https://www.turnitin.com/ 
 
You need to 

Create a User Profile 
Enroll in a Class 

Class ID: 23510539, Enrollment key: nano2019 
Submit a Paper (Single File Upload, Submission title    

 should be your student ID) 
View Originality Reports (After waiting some time) 

Refer to the online guidance: 
http://www.turnitin.com/en_us/training/student-training/ 
 
Deadline: 23:59 on January 31 (Friday), 2020. 
 
Questions: maruyama@photon.t.u-tokyo.ac.jp 



 
 
2. Molecular dynamics part 

Takuma Shiga & Junichiro Shiomi 
 
Do the followings using step7b_NEMD.c,  
*Use Lennard-Jones parameters for argon. 
 
1. Run the code with T=35 K.  
2. Plot the temperature-profile and time-dependent heat flux.  
3. Calculate the thermal conductivity.  
4. Change the code so that you can simulate an argon nanowire with the same 

cross section as that of the simulation box in the bulk case. Show a snapshot 
of the nanowire. 

5. Calculate the thermal conductivity of the nanowire and discuss the difference 
in thermal conductivities of bulk and nanowire in terms of the classical size 
effect. 

 
Where to submit: ITC-LMS. 
Deadline：17:00 on January 31 (Friday), 2020. 
 
Questions: shiga@photon.t.u-tokyo.ac.jp, Room 73D3, 7F, Eng. Bldg. 2 
 


