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1. Databases

A. ToxCast DB – show how to enable (only show, without importing)
· Show database on data matrix
B. Human half-life database

· Load database

· Gather data

· Show About

2. Profilers

A. DART scheme v1.0

· Example 330-54-1:

· Explain categories

· Show Referential scheme

· Show local training set
· Categorize by CAS 330-54-1

· Perform RA

B. Respiratory sensitizers

· Load training set chemical

· Show boundaries

· Explain categories

· Show local training set
3. Templates for profile documentation

A. Donated Executable Profiler - example
· Aquatic toxicity classification by ECOSAR
B. Logical expression - Examples
· US-EPA New Chemical Categories
· Protein binding alerts for skin sensitization by OASIS v1.3 – Show local TS
· Respiratory sensitization– Show local TS
C. Sequence of Logical Expressions - Examples
· Acute aquatic toxicity classification by Verhaar (Modified) – Show local TS
D. Model (or (Q)SAR) Based Profiler - Examples
· Biodegradation probability (Biowin 1) – Show local TS
4. External SAR models
A. Explosive properties (Impact sensitivity of nitroaliphatic compounds)
· Example: Load TS of Impact sensitivity model

· Click “NO” on the appeared message for “CAS numbers”

· Go to Physical Chemical properties, Explosive properties
· Predict chemicals in domain

· Show Training sets

· Show QMRF
B. Phototoxicity models with different domains
· Phototoxicity of PAH
· Load TS of the model

· Click “YES” on the appeared message for “CAS numbers”

· Open Aquatic toxicity, Phototxicity

· Go to Daphnia magna node
· Predict chemicals in domain
· Display domain

· Show QMRF

· Apply model to the training set chemicals
· Phototoxicity based on 3T3 NRU data
· Load TS of the model

· Click “YES” on the appeared message for “CAS numbers”

· Open Human health hazard, Phototoxicity

· Go to 3T3 NRU node
· Predict chemicals in domain
· Display domain

· Show QMRF

· Apply model to the training set chemicals
C. Developmental and Reproductive Toxicity DART (P&G)
· Example: CAS 330-54-1 use category from the above example

· Apply model to the primary category

· Explain prediction
5. Endpoint vs. endpoint correlations
· Example 1: Correlation between ToxCast AC50 Estrogen receptor data and AC 50 Reporter Gene Assay ERα Agonist data
· Load ToxCast database

· Gather data from ToxCast and Estrogen receptor binding OASIS

· Focus on chemical number 6 with CAS # 57-50-1
· Apply TA for ERα BLA Agonist ch2

· Change logKow descriptor with NCGC Reporter gene Assay ERα Agonist (220/350)

· Subcategorize by:

· Estrogen receptor binding – remove Non-binders

· Estrogen receptor binding – remove Moderate and Weak

· Filter by relative ERBA data

· Apply 3 bins

· Remove chemicals with 15 N/A data

· Apply 10 bins

· Analyze chemicals
· Show all high potent estrogen receptor binding chemicals
6. Implementation of ECOSAR models as individual QSARs
· Example: Input chemical with CAS 2867-47-2
· Go to QSAR models

· Open Ecotoxicological, Aquatic toxicity

· Open Mortality, LC50, 96h, All fish

· Two models depending on the structural classes appeared

· Apply model “FISH 86h LC50 mortality Aliphatic amines”

· Display prediction domain – visualize boundaries of the domain

· Show About

· Show Help within About window related to the special ECOSAR class

· Show original EPIWIN report

7. Possibility to filter chemicals in data gap filling by making use of measured data
· Example: Input chemical with CAS 95-64-7
· Select the following databases:

· Aquatic ECETOC

· Aquatic Japan

· Aquatic OASIS

· Bioconcentration NITE

· Define primary category by OFG – Anilines are used only

· Apply TA for LC50, 96h, species: P. reticulate
· Subcategorize by:
· Acute MOA

· ECOSAR

· Protein binding by OASIS v1.3

· Filtering by logBCF data – set 3 bins

· Remove chemicals with the most bioaccumulative data

· Subcategorize by Crowded anilines – remove 3 dissimilar chemicals

· TA prediction: 16.9 mg/l 

8. Improving the Query Tool functionality
· Example: Chemicals which are Ames positive, but with negative Carcinogenicity data
· Query Ames data

· Select the following databases:
· Bacterial ISSTY

· Genotoxicity OASIS

· Tox Japan

· Carcinogenicity CPDB

· Carcinogenicity&mutagenicity ISSCAN
· Open QT, Open Data panel

· Select Genetic toxicity from Predefined endpoint tree
· Select Endpoint: Gene mutation from the appeared pick list
· Open metadata panel and select: Test type
· Select Test type: Bacterial reverse mutation assay from the pick list
· Select family: Mutagenicity and scale: Gene mutation I
· Select Positive data
· Query Carcinogenicity data

· Open Data panel

· Clear all data 
· Select Carcinogenicity from Predefined endpoint tree

· Select Endpoint: Summary carcinogenicity from the pick list

· Select family: Carcinogenicity and scale: Carcinogenicity I ISSCAN
· Select Negative data
· Combine two queries by “AND” operator and execute query
· QT identify 250 structures
· New categorization functionality applying metabolism. Example: define category combining Protein binding alerts for SS with AU simulator

· Input CAS 97-53-0
· Select the following databases:

· Skin sensitization ECETOC 
· Skin sensitization

· Go to Category
· Select Protein binding alerts for SS by OASIS v1.3

· Combine profile with AU simulator by “Define with metabolism” button
· Profile category by protein binding alerts with AU simulator

· Show statistics
· Category of 7 analogues has been defined

· Apply RA for EC3 LLNA data
9. Saving predictions
· Example: Save document with example for categorization with metabolism 
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