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About the OECD

The Organisation for Economic Co-operation and Development (OECD) is an intergovernmental
organisation in which representatives of 34 industrialised countries in North and South America, Europe
and the Asia and Pacific region, as well as the European Commission, meet to co-ordinate and harmonise
policies, discuss issues of mutual concern, and work together to respond to international problems. Most of
the OECD’s work is carried out by more than 200 specialised committees and working groups composed
of member country delegates. Observers from several countries with special status at the OECD, and from
interested international organisations, attend many of the OECD’s workshops and other meetings.
Committees and working groups are served by the OECD Secretariat, located in Paris, France, which is
organised into directorates and divisions.

The Environment, Health and Safety Division publishes free-of-charge documents in eleven different
series: Testing and Assessment; Good Laboratory Practice and Compliance Monitoring; Pesticides;
Biocides; Risk Management; Harmonisation of Regulatory Oversight in Biotechnology; Safety of
Novel Foods and Feeds; Chemical Accidents; Pollutant Release and Transfer Registers; Emission
Scenario Documents; and Safety of Manufactured Nanomaterials. More information about the
Environment, Health and Safety Programme and EHS publications is available on the OECD’s World
Wide Web site (http://www.oecd.org/chemicalsafety/).

This publication was developed in the IOMC context. The contents do not necessarily reflect the views or
stated policies of individual IOMC Participating Organisations.

The Inter-Organisation Programme for the Sound Management of Chemicals (IOMC) was established in
1995 following recommendations made by the 1992 UN Conference on Environment and Development to
strengthen co-operation and increase international co-ordination in the field of chemical safety. The
Participating Organisations are FAO, ILO, UNDP, UNEP, UNIDO, UNITAR, WHO, World Bank and
OECD. The purpose of the IOMC is to promote co-ordination of the policies and activities pursued by the
Participating Organisations, jointly or separately, to achieve the sound management of chemicals in
relation to human health and the environment.
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FOREWORD

This document contains an addendum to the document reviewing the Statistical Performance of
Methods in OECD Test Guideline 431 for Sub-categorisation among  corrosives
[ENV/IM/MONO(2013)14] approved and declassified in 2103.

The addendum summarises the statistical performance of the epiCS (previously known as EST-
1000) method for the partial sub-categorisation among corrosives. It was presented at the 26th Meeting of
the Working Group of the National Coordinators of the Test Guidelines Programme in April 2014 and
endorsed in support of the update to TG 431. The Joint Meeting of the Chemicals Committee and the
Working Party on Chemicals, Pesticides and Biotechnology agreed to its declassification on 7th July, 2014.

This document is published under the responsibility of the Joint Meeting of the Chemicals
Committee and the Working Party on Chemicals, Pesticides and Biotechnology.
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Table 1.4 Results including accuracy values, correct classification, over-prediction and under-prediction rates for epiCS on entire set
of chemicals (80 chemicals per run, two runs performed), when MTT reducers are included (substance #58 only one test due to limited
substance amount)

epiCS with entire set of chemicals
e v 0a. ep
a ed d ed a d ed a d
as Cat. 1A at. 1B
In vivo categories Sum
22 2 0 24
In vivo Cat. 1A
28 29 4 61
In vivo Cat. 1BC
0 21 53 74
In vivo Cat. NC
Sum 50 52 57 159

Within 1A Vs. 1BC Calculations over the 3 chemicals categories:

Sensitivity for 1A 91.67% Checking the misclassifications over the 3 categories:

Specificity Accuracy (Pred. C) % OverClass 1BC as 1A %OverClassNC as 1BC % OverClass NC as 1A

= Sensitivity for 1BC 50.88% 65.41% 45.90% 28.38% 0.00%

Accuracy 62.96% % UnderClass 1BC as

% UnderClass 1A as 1BC % underClass 1Aas NC NC

Corr. Vs. Non Corr Correctly Class 8.33% 0.00% 6.56%
. Vs. .

Sensitivity for Corr 95.29% Cat.1A 91.67%

Sp for Coor Cat.1BC 47.54% | % of OverClass % of UnderClass

et Cors L62% Cat. NC 71.62% 30.82% 3.77%

Accuracy 84.28%
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Table 2.4 Results including accuracy values, correct classification, over-prediction and under-prediction rates for epiCS on entire set
of chemicals, when MTT reducers are excluded (2 runs)

epiCS Without its MTT Reducers
e e OG:. ep
d -0 a el a ed a a
In vivo categories A B Sum
20 0 20
In vivo Cat. 1A
17 18 4 39
In vivo Cat. 1BC
0 14 42 56
In vivo Cat. NC
Sum 37 32 46 115

Within 1A Vs. 1BC : . :

Sensitivity for 1A 100.00% Calculations over the 3 chemicals categories:

Specificity Checking the misclassifications over the 3 categories:

= Sensitivity for 1BC 51.43% Accuracy (Pred. C) | % OverClass 1BC as 1A  %OverClassNC as 1BC % OverClass NC as 1A
69.57% 43.59% 25.00% 0.00%

Accurac 69.09%

4 0 % UnderClass 1A as % UnderClass 1BC as

Corr. Vs. Non 1BC % underClass 1A as NC NC

Corr Correctly Class 0.00% 0.00% 10.26%

Sensitivity for Corr 93.22% Cat.1A 100.00%

Sp for Coor Cat.1BC 46.15% | % of OverClass % of UnderClass

- Se for Non Corr 75.00% Cat. NC 75.00% 26.96% 3.48%

Accuracy 84.35%
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Table 3.4 Results including accuracy values, correct classification, over-prediction and under-prediction rates for epiCS on MTT
reducers only (2 runs)

epiCS Within MTT Reducers specific to epiCS only (i.e. non-MTT excluded)
v v Od. ep
d ed a a d ed a a ed d d
In vivo categories A at. 1B Sum
2 2 0 4
In vivo Cat. 1A
11 11 0 22
In vivo Cat. 1BC
0 7 11 18
In vivo Cat. NC
Sum 13 20 11 44

Within 1A Vs. 1BC
Sensitivity for 1A
Specificity

= Sensitivity for 1BC
Accuracy

Corr. Vs. Non Corr
Sensitivity for Corr
Sp for Coor

= Se for Non Corr

Accuracy

50.00%
Checking the misclassifications over the 3 categories:
50.00% Accuracy (Pred. C) | % OverClass 1BC as 1A %OverClassNC as 1BC % OverClass NC as 1A
50.00% 50.00% 38.89% 0.00%
% UnderClass 1A as % UnderClass 1BC as
54.55% | 1BC % underClass 1Aas NC NC
100.00% Correctly Class 50.00% 0.00% 0.00%
Cat.1A 50.00%
61.11% Cat.1BC 50.00% | % of OverClass % of UnderClass
84.09% Cat. NC  61.11% 40.91% 4.55%




ENV/JM/MONO(2013)14/ADD

Table 4.4 Results including accuracy values, correct classification, over-prediction and under-prediction rates for epiCS after organic
base removal (2 runs)

epiCS Without Organic Bases (8 substances)
e e OG:. ep
In vivo categories e ed as Cat. 1A 3 ed as Cat. 1B 3 ed as Ca Sum
20 0 0 20
In vivo Cat. 1A
24 25 4 53
In vivo Cat. 1BC
0 20 50 70
In vivo Cat. NC
Sum 44 45 54 143

et for 1A

Sensitivity for 1A 100.00% Calculations over the 3 chemicals categories:

Specificity Checking the misclassifications over the 3 categories:

= Sensitivity for 1BC 51.02% Accuracy (Pred. C) | % OverClass 1BC as 1A  %OverClassNC as 1BC % OverClass NC as 1A
45.28% 28.57% 0.00%

A 65.22%

Cf)crlrjrilcsy Non Corr 0 66.43% | % UnderClass 1A as % UnderClass 1BC as

. . 0,
Sensitivity for Corr 94.52% 1BC bunderClass 1Aas NG NC
) Correctly Class

Sp for Coor Cat.1A 100.00% 0.00% 0.00% 7.55%

= Se for Non Corr 71.43% Cat.1BC 47.17% | % of OverClass % of UnderClass

Accuracy 83.22% Cat. NC 71.43% 30.77% 2.80%
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Table 5.4 Results including accuracy values, correct classification, over-prediction and under-prediction rates for epiCS on grganic
base only (2 runs)

WITHIN {MTT-Red. & Organic Bases} ONLY
epiCS entire set of chemicals
e e Od. ep
In vivo categories
a ed a a A a ed a a » a ed a a sSum
2 2 0 4
In vivo Cat. 1A
4 4 0 8
In vivo Cat. 1BC
0 1 1 2
In vivo Cat. NC
Sum 6 7 1 14

Within 1A Vs. 1BC

specificity Checking the misclassifications over the 3 categories:

= Sensitivity for 1BC 50% Accuracy (Pred. C) | % OverClass 1BC as 1A %OverClassNC as 1BC % OverClass NC as 1A
Accuracy 50% 50.00% 50.00% 50.00% 0.00%
Corr. Vs. Non Corr % UnderClass 1A as 1BC % underClass 1A as NC % UnderClass 1BC as NC
Sensitivity for Corr 100% Correctly Class 50.00% 0.00% 0.00%
5p for Coor Cat.1A 50%

= Se for Non Corr 50.00% Cat.1BC 50% | % of OverClass % of UnderClass

Accuracy 92.86% Cat. NC 50% 35.71% 14.29%
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