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Overview of changes since August 2018 release

• Data
• 875k chemicals total. An additional 110k chemical substances added
• InvitroDBv3.1 – including updated assay descriptions
• ToxVal v7 data integrated – includes enormous curation effort
• New OPERA predictions

• New User Interface elements
• Reworked tables across the application
• Reworked multiple chemical results page 
• Navigating concentration response plots for all AEIDs in invitroDB_v3 data, 

not just the EDSP21 assays
• Enhanced batch search capabilities



pKa experimental data added – no predictions 



A new “Structure Zoom”

• On-click hover all over the dashboard as well as structure thumbnail



Reworked multiple results page 



Reworked multiple results page 
• Use Ctrl to select multiple display • Improved visual cues for loading 

large lists of chemicals

• Loading of Large lists RETAINS 
ordering



Bioactivity Data 

• Summary data now has “enhanced tables”
• EDSP21 subset of assays has grown
• Toxcast/Tox21 “all data” has been integrated
• PubChem data widget – no change
• Subset of ToxCast ”Models” – extended to 

include “COMPARA” data



Tables Reworked – Column Selection 
• Ability to select columns to show added for tables –Bioactivity most 

important – Pick your own preferred display 



Assay Annotations Filled a Lot of Gaps! 

Previous 
data gaps

Data gap 
filled



Toxcast: Models – COMPARA added



“EDSP Subset” 
• New assays added – expanded all subsets. New set of steroidogenesis 

assays – including CEETOX data

• Previous

• Update



ToxCast/Tox21 Data – All data from invitroDBv3 



Filtering – Gene annotation added



Filtering 

Search through list of 
assays by Gene – e.g. 
ESR1 returns set of 

assays



Lists of Chemicals/Lists of Assays
• Reworked Chemical List page – lots of 

lists added including segregation
• LIST: Algal Toxins, Amino Acids, Bisphenol 

Compounds, PAHs, Synthetic Cannabinoids 
and Psychoactives, Vitamins, PCBs, PBDEs, 
Hair Dyes

• WIKILIST: Additives in Cigarettes, Extremely 
Hazardous Substances

• EPA: PALs, HPV list, Chemical Contaminants, 
PPRTV Reports etc, Pesticides Chemical 
Search

• Helps cluster in the batch search and as 
a query on the lists page (see figure)

• invitroDbv3 assays added to assay list



Lists of Chemicals 

• Download the “list of lists” as Excel or TSV
• Subset of lists from query – “what are all Norman Network lists?” 
http://comptox-prod.epa.gov/dashboard/chemical_lists/?search=NORMAN

http://comptox-prod.epa.gov/dashboard/chemical_lists/?search=NORMAN


List of Assays 
• Download list of all assays (Excel or TSV)
• Filter by Vendor or Multiple Vendors
• Subset of lists from query based on substring search e.g. 

http://comptox.epa.gov/dashboard/assay_endpoints/?search=ESR1

http://comptox.epa.gov/dashboard/assay_endpoints/?search=ESR1


For a Specific Assay List 
• All the advantages of the new “Multiple Results Page” plus…



Specific Assay List 
• Reworked assay table – more details available including AOP Wiki link



Specific Assay List – Histogram summary view



Specific Assay List – Histogram summary view
• Display specific subset of data from histogram – switch to Table Mode



Batch Search

• New Search input - DTXCID • New Search Outputs



What are QC Notes?

Examples
• Toxaphene

• Antimycin A

• Safflower Oil



Associated ToxCast assays for chemicals



Related Substance Relationships



Work in Progress

• New manual in development
• Training “videos” will be posted to YouTube in the future
• New lists are in preparation to add to the lists page

Feedback welcome 
williams.antony@epa.gov

mailto:Williams.antony@epa.gov
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