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ToxCreate

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

This service creates

o lazar classification models and
« lazar regression models

from your uploaded datasets. Further modelling algorithms will be added in future versions

Please read the instructions for creating training datasets before submitting

1. Enter endpoint name and unit for regression ) av_gui_multi_cell

2. Upload training data in Excel or CSV format /home/davor/Desktop/csv/multi_cell_call.csv

Durchsuchen...

| create model | Cancel
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Proposed Knowledge Fair Activities


Rhodes Workshop


Table A - Build a Predictive QSAR Model and Validate it

Description of Activity: Based on provided datasets build and examine a QSAR model.  You can also try your own dataset.

Requirements: Browser with Java script activated, Java installed, Internet connection

Duration for a Participant: 1 hour

OpenTox Participants: Christoph Helma, Harry Sarimveis, David Vorgrimmler, Om Prakash

Instructions: 

1 Create

· Open your browser and go to http://www.toxcreate.org/ or http://ot-test.in-silico.ch/toxcreate/
· Follow the instructions on the webpage. Click on bold and purple topics to get further information.

· Enter endpoint name and unit (for regression)

· Upload training data in Excel or CSV format. 
· After clicking on “Create Model” it will take a while until the dataset has been uploaded
· If you want to use your own data follow the “instructions for creating training datasets” at http://www.toxcreate.org/help/)
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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.

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

dv_gui_multi_cell

Status: Completed ( delete )

Started: 09/14/2010 - 04:08557PM

Training compounds: 976

Warnings: show

Algorithm: lazar

Type: classification

Descriptors: Fminer backbone refinement classes
Training dataset: Excel sheet, YAML (experts)

Feature datas YAML (experts, dataset too large for Excel)
Model: YAML (experts, models cannot be represented in Excel)
Validation:

Detailed report: show

Number of predictions 914

Correct predictions: 65.00 %

Weighted area under ROC: 0627

Specificity: 0833

Sensitivity: 0500

Confusion Matrix: Measured

active inactive

active 245 t 5
Predicted
inactive 245 353






2 Inspect

· On this page you get a brief summary of all models with validation results

· Find your model by name and click on bold and purple links to get/download detailed information (e.g. the feature dataset as XML or a detailed validation report)
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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 senvice to obtain predictions from OpenTox models

Draw a compound

or enter aName, InChi, Smiles, CAS,

av_gui_muti_cell
dv_gui_LDH-increase
av_gui_salmonella_mutagenicity
Hamster Carcinogenicity
ATG_PPARg_trans

Hamster
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3 Predict

· Draw a compound or enter a Name, InChI, Smiles, CAS, ...
· Selected one or more prediction models and click on “Predict”
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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

dv_gui_multi_cell:
inactive

(Confidence :0.0129)
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· Check the result and click on “Details” for prediction details (similar compounds, relevant substructures,  ...)

· Click on bold and purple topics to get further information.
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