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Case 1 : Searching the database 
Example 1:  Using Chemical group name

● For example Benzofuran, a key building block in nature, finds itself not only in 
biologically active natural products but also in synthetic materials.  This versatile scaffold 
boasts a range of potential health benefits, including anti-inflammatory, antimicrobial, 
antifungal, antidiabetic, pain-relieving, antiparasitic, and antitumor properties.
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Case 1 : Searching the database 
Example 1:  Using Chemical group name

● For example Pyrazole, Pyrazole-containing molecules display a broad range of 
biological activities, including anti-inflammatory, anticonvulsant, anticancer, antiviral, 
antidepressant, analgesic, antibacterial, antifungal, and selective enzyme inhibition.
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Case 1 : Searching the database 

Example 2: Using other strings related to SMCVdb entries 

● Users can search the database using string search, Such as using SMILES.
    For example “CSCCN(CC1)CCN1C(c1cc(-c2c(CO)cccc2)ccc1)=O”

    When you enter this string, The database will return the matched result. 
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Case 1 : Searching the database 

Example 2: Using other strings related to SMCVdb entries 

● Users can search the database using ‘partial’ string search, Such as using SMILES.
    For example “CSCCN(CC1)”

    When you enter this string, The database will return the matched result. 
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Case 2: Filtering compounds based on molecular weight

Step 1 : Open the home page
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Case 2: Filtering compounds based on molecular weight

Step 2 : Click on the MW slider
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Case 2: Filtering compounds based on molecular weight

Step 3 : Select the range

Note : For manual entry in MW use “100...150” format
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Case 2: Filtering compounds based on molecular weight

Step 4 : Result page will appear
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Case 3: Filtering compounds within a range of viability information

Step 1 : Open the home page
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Case 3: Filtering compounds within a range of viability information

Step 2 : Click on the Viability slider
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Case 3: Filtering compounds within a range of viability information

Step 3 : Select the range

Note : For manual entry of range use “100...150” format

Tutorial main



Case 3: Filtering compounds within a range of viability information

Step 4 : Result will appear
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Case 4 : Downloading microscopy image data of a specific compound

Step 1 :  Choose your compound using case 1-3
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Step 2 : Click on the reference image link

Case 4 : Downloading microscopy image data of a specific compound
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Step 3 : A pop up window will appear

Case 4 : Downloading microscopy image data of a specific compound
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Step 4 : Save the image using right click

Case 4 : Downloading microscopy image data of a specific compound
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Case 5: Commercial procurement information for a specific compound
Step 1 :  Choose your compound using case 1-3
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Case 5: Commercial procurement information for a specific compound
Step 2 :  Click on ID of selected entry
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Step 3 : The source page will appear, Follow the intsructions provided by vendor to order

Case 5: Commercial procurement information for a specific compound
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Case 6: Downloading compound in molecular docking-supported format
Step 1 :  Choose your compound using case 1-3
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Step 2 :  Click on ID of selected entry

Case 6: Downloading compound in molecular docking-supported format
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Step 3 : The source page will appear

Case 6: Downloading compound in molecular docking-supported format

Source : www.hit2lead.com/
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Step 4 : click on image

Case 6: Downloading compound in molecular docking-supported format

Source : www.hit2lead.com/
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Step 5 :  Click save icon (    )

Case 6: Downloading compound in molecular docking-supported format

Source : www.hit2lead.com/
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Step 6 :  save it in MOL format.

NOTE : MOL format is acceptable for molecular docking tools

Case 6: Downloading compound in molecular docking-supported format

Source : www.hit2lead.com/
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Step 1 :  Choose your compound using case 1-3, then go to “PubChem CID”

Case 7: Accessing PubChem Information for a specific compound

Note : Compounds with available cytotoxicity data in PubChem are Highlighted in navy
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Step 2 :  Click the link

Case 7: Accessing PubChem Information for a specific compound
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Step 3 :  The Pubchem page assosiated with selected name will appear

Case 7: Accessing PubChem Information for a specific compound

Source : https://pubchem.ncbi.nlm.nih.gov/
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Case 8: Performing ADME(T) analysis of a selected compound
Step 1 :  Choose your compound using case 1-3 and copy the smile notation
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Step 2 : Click on ‘ADME(T) Analysis’ from side panel

Case 8: Performing ADME(T) analysis of a selected compound
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Step 3 : Click on the server link  eg: SwissADME

Case 8: Performing ADME(T) analysis of a selected compound
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Step 4 : Paste the SMILES notation and click RUN

Case 8: Performing ADME(T) analysis of a selected compound

Source : http://www.swissadme.ch/
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Step 5 :  Result page will appear

Case 8: Performing ADME(T) analysis of a selected compound

Source : http://www.swissadme.ch/
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Case 9: Target prediction for a specific compound
Step 1 :  Choose your compound using case 1-3 and copy the smile notation
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Step 2 : Click on ‘Target prediction’ from side panel

Case 9: Target prediction for a specific compound Tutorial main



Step 3 : Click on SwissTargetPrediction

Case 9: Target prediction for a specific compound Tutorial main



Step 4 : Paste the SMILES notation and click RUN

Case 9: Target prediction for a specific compound

Source : http://www.swisstargetprediction.ch/
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Step 5 :  Result page will appear

Case 9: Target prediction for a specific compound

Source : http://www.swisstargetprediction.ch/
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Option 1 : Use contact us option

Case 10: User support

Step 1 :  Click Contact Us link
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Option 1 : Use contact us option

Case 10: User support

Step 2 :  Submit the form with details
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Case 10: User support
Option 2 : Follow us on social media page
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