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Week 5: 

July 1st, 2020 

 
Figure 1. PyMol image of all the control ligands docked in the active site plus the NADH 
ligand for the InhA drug target. 
 
Analysis: Overall, all the ligands bound in the ACP site showing good scores. Since the ligands 
had good docking scores, they show stability through aromatic rings and more Van der Waals 
interactions.  
 



 
Figure 2. Bestranking.lst of the docking of Enoyl ACP Reductase is shown with the scores of the 
positive and the negative control ligands. 
 
Analysis: Overall, the scores were a lot better than I had expected. The highest score is the 
original ligand followed by the positive controls. This means I chose good positive control 
ligands in place of the ACP site.  
 
 
June 28, 2020 
 

 
Figure 1. Image of the proteopedia website showing information about electron density 
 



Analysis: Electron density is higher with lower sigma because the sigma bond can be 
concentrated more between the two nuclei. 

 

Figure 2. Image of the PDB101 website showing evolution of molecular exploration 
 
Analysis: It is amazing how many molecules that have been pictured and entered into this 
database has impacted global health.  
 

Week 4:  

Good job Sandy!   Good display of all the controls docked into the structure at once. . Thx, - Dr. B 

June 26, 2020  
 

 
Figure 1. Bestranking.lst of the docking of papain like structure of SARS CoV2 is shown with 
the scores of the positive and the negative control ligands.  



 
Analysis: The scores were not expected because a good score would have been in the 100 value, 
but even the ligand found for alignment had a lower score than the negative controls. The 
alignment between 6W9C and 2IEB gave an RMSD value of 0.732, so it is a good alignment 
between the structure, therefore good fitting of the ligand. One reason could be because of its 
rotation in the active site in a different structure.  
 

 
Figure 2. PyMol image of all the control ligands docked in the active site for the 
papain-like structure of SARS-CoV2.  
 
Analysis: All of the ligands are bound to the active site with visible rotation. Some 
ligands have shown precision. More aromatic rings are shown on some structures which 
shows more stability. The larger ligands had more Van Der Waals interaction which 
could account for the better docking score.  
 
 



 
Figure 3. Screenshot of the Multi-Criterion Kinemage of Enoyl-acyl carrier protein reductase, 
InhA (Mycobacterium tuberculosis) from Molprobity is shown 
 
Analysis: Overall, the structure is not so bad since there is half green/half red boxes. This could 
be due to the NADH being so old, so it could reflect later for virtual screening.  
 
 

Week 3: 

Great work Sandy. Nice pymol work.  - Dr. B 

June 19, 2020 



 
Figure 1. Screenshot of ASBMB website showing a recorded virtual meeting about control of 
metabolism by transporters 
 
Analysis: This experiment of zinc deficiency that has been tested on mice has made me realize 
the significance of zinc in our body. The researcher has used DNA methylation as a way to 
express genes without changing the sequence. She has used the bisulfite conversion procedure to 
determine the methylated part of a sequence which is then followed by PCR.  
 
June 18, 2020 
 



 
Figure 2. Image of DNA Sequence protocol shows inserting M31R into pGEM T sequence.  
 
Analysis: The protocol fully explains how the process of inserting a piece of DNA in a plasmid is 
done. My sequence, M31R, was inserted into the known sequence, pGEMT, after being cut. 
One of the things I have learned is that when choosing a reading frame, it is best to choose a 
long sequence that goes on a few lines not a couple of codons. His tag should appear at the 
end.  
 



 
Figure 3. Image of PyMol shows PyMol scripting work of MtDalaDala.  

Analysis: PyMol scripting was made using the medium step of the guide. Overall, it was not too 
bad since most of the steps were practiced from previous protocols such as PyMol 1, 2, and 3.  

Week 2: 

Week 2 - great work Sandy- Dr. B 

June 10, 2020 



 

Figure 1. Two PyMol windows show PyMol Scripting work of 3FGU on the left and 6VW1 on 
the right.  

Analysis: PyMol Scripting of both structures were made using the Granular step of the guide. 
Overall, the granular step was easy because almost all instructions had its own line command 
that needed to be typed.  

 



Figure 2. The Poseview Image of YopH was made using the University of Hamburg website and 
PDB ID.  

Analysis: The image shown above is a 2D image of YopH which is helpful in showing different 
intermolecular interactions not present in 3D images. The poseview tool is a quick and easy way 
to see interactions for drug targets.  

June 11, 2020 
 

 

Figure 3. Screenshot of the Multi-Criterion Kinemage of papain-like protease of SARS CoV-2 
from Molprobity is shown 

Analysis: Overall, the structure is not so good since there is more red than green colored boxes 
meaning it was far from the ideal structure. This low quality will definitely show later for virtual 
screening.  

 

Sandy - good work -  put in Reverse Chronological order (newest stuff at top) - Thx, Dr. B 

Week 1: 

June 5, 2020 



 

Figure 1. ATCC Website shows the price for the target Mycobacterium Tuberculosis Strain 
H37Rv 

Analysis: After choosing an organism, a target was chosen by reading the abstract of a few 
articles. One target that seemed promising was the enoyl-acyl carrier protein reductase for the 
organism Mycobacterium Tuberculosis. Then to prove that this drug is a good fit, all the criteria 
must be met. First, the ATCC website shown in figure 1 was used to find the affordability of the 
drug, and it seems to be at a reasonable price and with a readily available substrate, NADH. 
Another criteria is to see how similar the target is to humans. By going to the NCBI Blast, the 
percent identity of the target to humans was less than 30% which is also promising given it is not 
that similar to humans. So far, all the criteria seems to have been met.  
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