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Lesson 4: Analysis of the results

• Outputs folder contains docking results for each task
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Lesson 4: Analysis of the results

• In each task folder we have binding pose as pdbqt format and
• Log file showing the docking score
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Lesson 4: extracting docking scores

• A sample output
• We need to get docking

score as -7.7 from this file
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Lesson 4: extracting docking scores

• We create a separate folder for analysis.

• Then we will execute calc_all_docking_scores.py which goes through all log files and exract
docking scores. 
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Lesson 4: extracting docking scores

• The content of
calc_all_docking_scores.py file.

docking_results="/ari/users/sbaday/hts_dockings/5ht_1b/outputs"
output_filename="/ari/users/sbaday/hts_dockings/5ht_1b/analysis/all_docking_results.csv"
import os
os.makedirs("analysis",exist_ok=True)
output_file=open(output_filename,"w")

def get_top_score(filename):
lines=open(filename).readlines()
for line in lines:

if line.startswith(" 1 "):
score=line.split()[1]
return score

import os
folders=os.listdir(docking_results)

count=0
for folder in folders:

for file in os.listdir(os.path.join(docking_results,folder)):
if file.endswith(".txt"):

score=get_top_score(os.path.join(docking_results,folder,file))
if score is not None:

#output_file.write(file.strip("_log.txt")+" " +score+"\n")
output_file.write(os.path.join(docking_results,folder) +" "+file.split("_")[0] + " " +score +"\n")

output_file.close()
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Lesson 4: extracting docking scores

• Preview of
all_docking_results.csv file
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Lesson 4: getting binding pose of top 
ranked molecules

• import pandas as pd

• import matplotlib.pyplot as plt

• import shutil

• import os

• data=pd.read_csv("all_docking_results.csv",delim_whitespace=True,header
=None,names=["path","sequence","score"])

• data.sort_values(by="score",inplace=True)

• # create histogram of docking scores

• import matplotlib.pyplot as plt

• data.score.hist()

• plt.xlabel("Docking score (kcal/mol)")

• plt.ylabel("Frequency")

• plt.savefig("docking_score_distribution.png")

•
# get top n-ranked sequence

• n=100

• for i in range(n):

• path=data.path.iloc[i]

• seq=data.sequence.iloc[i]

• score=data.score.iloc[i]

• pdbqt_path=os.path.join(path,seq)+"_out.pdbqt"

• output_path="top_"+str(i+1)+"_"+seq+"_"+str(score)+".pdbqt"

• shutil.copyfile(pdbqt_path,output_path)

•

• This python scripts will get the pdbqt result for
molecules ranked top-100.
• The script also produces docking score distribution.
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