5.14 Additional File 14: Graphical Interface Description of ToxCreate Application Steps
ToxCreate Step 1 – Upload Data Set 
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This service is for testing purposes only - once a week all models will be deleted.
Please send bug reports and feature requests to our issue tracker.

This service creates lazar classification models (more model building algorithms will
follow) from your uploaded datasets. Here are instructions , for creating training
datasets in Excel.

1. Enter a name for your endpoint.
Hamster Carcinogenicity

2. Upload training data in CSV format
Inome/am/Desktop/hamster_carcinogenicitycsv [(Browse |

Create model ] Cancel
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ToxCreate Step 2 – Create and Display Model 
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This service is for testing purposes only - once a week all models will be deleted.
Please send bug reports and feature requests to our issue tracker.

Model creation started. Please be patient - model building may take up to several
hours depending on the number and size of the input molecules.

Get an overview about ToxCreate models. This page is refreshed every 15 seconds
to update the model status.

Hamster Carcinogenicity
status: completed ( delete )
Started: 2010-02-26T13:07:57+01:00
Details: 85 compounds
URI: htt, ‘webservices.i lico.ch/test/model/49

(model representation in OWL-DL - experts only)
Validation: to be added






ToxCreate Step 3 – Select and Use Model(s) for Prediction 

[image: image3.png]ToxCreate

This service is for testing purposes only - once a week all models will be deleted.
Please send bug reports and feature requests to our issue tracker.

Use this service to obtain predictions from OpenTox models.

Enter a compound identifier
Name, InChl, Smiles, CAS,
C12C3=C(C=CC=C31CCI=CC(=CC=2INC(O)=0
Choose one or more prediction models
Hamster Carcinogenicity

Hamster Carcinogenicity

mfg test

tcpl bhi

MA-Sens

Andi

epafhm-120
test-vj-01

test bh 3

EPA Fathead Minnow Acute Toxidty
test bh

OR00000000®

Cancel
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 ToxCreate Step 4 – Display Prediction Results
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This service is for testing purposes only - once a week all models will be deleted.
Please send bug reports and feature requests to our issue tracker.

New prediction

SOy

EPA Fathead Minnow
Acute Toxicity:
active

(confidence: 0.150)

Hamster
Carcinogenicity:
active

(training data)
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