
How to generate SDFs with TRAVIS 
 

This document is written to explain how to draw spatial distribution of anions in the first shell around a cation 
by using [N1444][NTf2] (Fig. 1) as an example. 
 

 
Fig. 1 Structure of [N1444][NTf2] 

 
1. Create a new directory and put HISTORY file there. 

*HISTORY file is so huge that it takes much time to copy. It is recommended to make a link from the 
original location by executing “ln -s (Original location)/HISTORY HISTORY” in the created directory. 

 
2. Execute “travis HISTORY” in the created directory, and answer the displayed questions based on your 

model (and preference). Default answers are shown in brackets and when you choose the default 
answers, just type Enter. Questions and answers shown below are based on [N1444][NTf2]. 
 

 
      After answering “Create images of the structural formulas?”, press “Ctrl” and “c” at the same to quit once.    
      Then, execute “ls -l”, and you will find “.dot” files. 

 
 

3. Execute “neato -Tpng mol1_****.dot -o mol1_***.png”. 
         (In [N1444][NTf2] example, execute “neato -Tpng mol1_C2F6NO4S2.dot -o mol1_C2F6NO4S2.png”.) 

Then, execute “neato -Tpng mol2_****.dot -o mol2_***.png”. 
         (In [N1444][NTf2] example, execute “neato -Tpng mol1_C13H30N.dot -o mol1_C13H30N.png”.) 

*If you cannot execute the command, visit https://www.graphviz.org/download/ and download Graphviz. 
 
4. When you execute “ls -l”, you will find two png files. After sending these png files to your local machine, 

open them and confirm the structure. 
 (In [N1444][NTf2] example, you will find the structure shown in Fig 1.) 
 

5. Then, return to the directory created in Step 1, and execute “travis HISTORY”. Restart answering the 
questions again. When you face “Create images of the structural formulas?”, answer no (just type Enter) 
this time, and keep answering. 



 

 
 

 
 
 

6. Start VMD. Open your SDF by following the instruction below. 

 
 



6-1. Change the SDF graphics based on your preference. 

 
 
 

6-2. Change the background colour based on your preference. 

 
 
 

6-3. Change the input file based on your preference. 

 



7. Insert the reference molecule (cation) by following the instruction below. 
 

 
 

 
 


