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Reference: Forouzesh, Abed; Samadi Foroushani, Sadegh; Forouzesh, Fatemeh; Zand, Eskandar (2019). "Reliable target prediction of bioactive molecules based on chemical similarity without employing statistical methods". Frontiers in Pharmacology. 10: 835. doi:10.3389/fphar.2019.00835

	Date	
26 July 2019
	Source	
Own work
	Author	
SSamadi15




Licensing[edit]

I, the copyright holder of this work, hereby publish it under the following license:




 
This file is licensed under the Creative Commons Attribution-Share Alike 4.0 International license.

	You are free:
	to share – to copy, distribute and transmit the work
	to remix – to adapt the work


	Under the following conditions:
	attribution – You must give appropriate credit, provide a link to the license, and indicate if changes were made. You may do so in any reasonable manner, but not in any way that suggests the licensor endorses you or your use.
	share alike – If you remix, transform, or build upon the material, you must distribute your contributions under the same or compatible license as the original.




https://creativecommons.org/licenses/by-sa/4.0CC BY-SA 4.0 Creative Commons Attribution-Share Alike 4.0 truetrue









File history


Click on a date/time to view the file as it appeared at that time.


		Date/Time	Thumbnail	Dimensions	User	Comment
	current	17:44, 2 September 2019		17,833 × 12,614 (1.31 MB)	SSamadi15 (talk | contribs)	User created page with UploadWizard





You cannot overwrite this file.

File usage on Commons


The following page uses this file:

	User:Kopiersperre/Agrochem/2019 September




Metadata

This file contains additional information such as Exif metadata which may have been added by the digital camera, scanner, or software program used to create or digitize it. If the file has been modified from its original state, some details such as the timestamp may not fully reflect those of the original file. The timestamp is only as accurate as the clock in the camera, and it may be completely wrong.
	Short title	Biological Target Prediction of Bioactive Molecules Based on Minimum Structures Identification
	Image title	The prediction of biological targets of bioactive molecules from machine-readable materials can be routinely performed by computational target prediction tools (CTPTs). However, the prediction of biological targets of bioactive molecules from non-digital materials (e.g., printed or handwritten documents) has not been possible due to the complex nature of bioactive molecules and impossibility of employing computations. Improving the target prediction accuracy is the most important challenge for computational target prediction. A minimum structure is identified for each group of neighbor molecules in the proposed method. Each group of neighbor molecules represents a distinct structural class of molecules with the same function in relation to the target. The minimum structure is employed as a query to search for molecules that perfectly satisfy the minimum structure of what is guessed crucial for the targeted activity. The proposed method is based on chemical similarity, but only molecules that perfectly satisfy the minimum structure are considered. Structurally related bioactive molecules found with the same minimum structure were considered as neighbor molecules of the query molecule. The known target of the neighbor molecule is used as a reference for predicting the target of the neighbor molecule with an unknown target. A lot of information is needed to identify the minimum structure, because it is necessary to know which part(s) of the bioactive molecule determines the precise target or targets responsible for the observed phenotype. Therefore, the predicted target based on the minimum structure without employing the statistical significance is considered as a reliable prediction. Since only molecules that perfectly (and not partly) satisfy the minimum structure are considered, the minimum structure can be used without similarity calculations in non-digital materials and with similarity calculations (perfect similarity) in machine-readable materials.
	Author	Abed Forouzesh, Sadegh Samadi Foroushani, Fatemeh Forouzesh, Eskandar Zand
	Software used	Adobe InDesign CC 14.0 (Windows)
	Conversion program	Abed Forouzesh, Sadegh Samadi Foroushani
	Encrypted	yes (print:yes copy:yes change:no addNotes:no algorithm:AES-256)
	Page size	8560.8 x 6055.2 pts
	Version of PDF format	1.4





Structured data
Items portrayed in this file
depicts






creator



some value



author name string: SSamadi15

Wikimedia username: SSamadi15









copyright status



copyrighted








copyright license



Creative Commons Attribution-ShareAlike 4.0 International








inception



26 July 2019








source of file



original creation by uploader








MIME type



application/pdf








checksum



da57c6cad8090eabc8e7ca5a92aa9c90cade63a7



determination method: SHA-1









data size



1,378,021 byte








height



12,614 pixel








width



17,833 pixel








number of pages



1














Retrieved from "https://commons.wikimedia.org/w/index.php?title=File:Biological_Target_Prediction_of_Bioactive_Molecules_Based_on_Minimum_Structures_Identification.pdf&oldid=824459762"


		Categories: 	Antibiotics
	Antimicrobials
	Bioinformatics
	Chemistry education
	Computational chemistry
	Fungicides
	Pharmacology
	Theoretical chemistry
	Toxicology


Hidden categories: 	Art images that should use vector graphics
	PDF that should be converted to SVG
	CC-BY-SA-4.0
	Self-published work




	





	Navigation menu

	
		

	
		Personal tools
	

	
		
			English
	Not logged in
	Talk
	Contributions
	Create account
	Log in


		
	



		
			

	
		Namespaces
	

	
		
			File
	Discussion


		
	



			

	
	
		English
	
	
		
		

		
	



		

		
			

	
		Views
	

	
		
			View
	Edit
	History


		
	



			

	
	
		More
	
	
		
		

		
	



			

	Search

	
		
			
			
			
			
		

	




		

	

	

	
		
	

	

	
		Navigate
	

	
		
			Main page
	Welcome
	Community portal
	Village pump
	Help center


		
	



	

	
		Participate
	

	
		
			Upload file
	Recent changes
	Latest files
	Random file
	Contact us


		
	




	
		Tools
	

	
		
			What links here
	Related changes
	Special pages
	Permanent link
	Page information
	Concept URI
	Cite this page
	Get shortened URL
	Download QR code


		
	




	
		Print/export
	

	
		
			Download as PDF
	Printable version


		
	



	







		 This page was last edited on 23 November 2023, at 12:50.
	Files are available under licenses specified on their description page. All structured data from the file namespace is available under the Creative Commons CC0 License; all unstructured text is available under the Creative Commons Attribution-ShareAlike License;
additional terms may apply.
By using this site, you agree to the Terms of Use and the Privacy Policy.



		Privacy policy
	About Wikimedia Commons
	Disclaimers
	Code of Conduct
	Developers
	Statistics
	Cookie statement
	Mobile view



		
	






