
1

11/17/2022

Searching in PubChem

Beginning of Exercise 1

Common Search Strategies

covid-19 OR aspirinText

Molecular Formula

Simplified Molecular Input 
Line Entry System (SMILES)

InChI Identifier

C9H8O4

C1=CC=C(C=C1)C=O

InChI=1S/C3H6O/c1-3(2)4/h1-2H3
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Searching with Entrez

Search Tips
Entrez is a molecular biology database system that provides access to a 

wealth of NCBI data

• More Entrez Help is available on the NCBI website

Finding structures with Entrez

• Use field limits and Boolean operators

• Put phrases in quotes

“term1”[field1] AND/OR/NOT “term2”[field2] AND/OR/NOT …

More on Entrez Indices and Filters

“anti inflammatory agents, non steroidal”[pharmaction]
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“anti inflammatory agents, non steroidal”[PharmAction]

Text searching in PubChem (1/8)

Click Use Entrez and Compounds, then use the field PharmAction

to limit by Pharmacological action:

…non steroidal”[PharmAction] and 1[CovalentUnitCount]

Narrow your search to single chemical NSAIDS by adding another 

term, and 1[CovalentUnitCount]:

Text searching in PubChem (2/8)
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… agents, non steroidal”[PharmAction] and 0:400[MolecularWeight]

Or narrow your search to smaller chemical molecules (<400 g/mol) 

with, and 0:400[MolecularWeight]

Text searching in PubChem (3/8)

“anti inflammatory agents, non steroidal”[pharmaction] and aspirin

Or narrow your search by including a simple term, and aspirin:

Text searching in PubChem (4/8)
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Answer the following:

• What are synonyms for aspirin?

• What is the Molecular Formula?

• Molecular weight? 

• Are there patents associated with this entry?

• Do you recognize any of the information sources?

5-minute exercise!

Text searching in PubChem (5/8)

Share an information source 
you recognize in the chat!

Click on the Best Match result:

Text searching in PubChem (6/8)
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Review the compound summary page:

Text searching in PubChem (7/8)

Click on the LCSS Datasheet:

Text searching in PubChem (8/8)
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Finding safety information

Chemical safety information

• Lab safety is an essential topic in all 

labs

• PubChem’s Laboratory Chemical 

Safety Summary (LCSS) is a 

thorough online resource for chemical 

safety information
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PubChem LCSS

• You can find LCSS from the summary 

page of applicable compounds

• 12 main headings

• >170,000 LCSS are currently 

available in PubChem

Learn more


