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Stru ény Uvod

 OECD aktivita pro zvysSeni akceptovani QSAR metod pro
regula éni u€ely tam, kde chyb éji nam éfena data .

* vyvoj (Q)SAR Application Toolbox, tj. nastroje pro tvorbu
validovanych QSAR model u.

* smyslem je, aby QSAR technologie byla lehce dostupn a,
transparentni a také aby byla mén é finan éné naro éna ve vyznamu
infrastrukturnich naklad .

*Toolbox bude vytvo Fen ve dvou etapach. Prvni verze byla
zameérena na prov éreni konceptu a byla vydana v b Ffeznu 2008.




Toolbox vychazi z princip G pro validaci pro regula €ni pouziti (Q)SAR
model u, které byly odsouhlaseny OECD ¢€leny na 37th Joint Meeting
of the Chemicals Committee and Working Party on Che  micals,
Pesticides and Biotechnology v listopadu 2004. Pro us nadn éni
pouzivani QSAR modelu pro regula €ni U¢ely, mél by tento model

spl hovat nasledujici podminky:

1) definovany endpoint (U €inek)
2) jednozna €ny algoritmus

3) definovana doména pouzitelnosti

4) odpovidajici m éreni testu dobré shody, robustnostiap fedpov édi

5) mechanisticka interpretace, je-li mozna




Co je vlastn e (Q)SAR Application Toolbox?

«Jedna se o softwarovou aplikaci, ktera by m  éla byt pouzivana
vladou, chemickym pr dmyslem a dalSimi subjekty p Fi
vypl Aovani mezer u (eko)toxickych dat pot ¥febnych pro odhad

nebezpe énosti chemickych latek.

*Toolbox vyuziva informace a nastroje z r uGznych zdroj U a
spojuje je do logického celku.

*Kriticka €ast pro spravné fungovani je seskupeni chemickych
latek do chemickych kategorii.




Pro€ se pouziva kategorizace v Toolboxu:

e posunuti durazu na skutecnou chemickou aktivitu

« cela kategorie chemickych latek maze byt odhadnuta i v pfipadé, ze jen
nékolik jejich ¢lenu je testovano, tim se uSetfi naklady i zvirata

e umoznuje dostatecny odhad nebezpecnosti pfi mechanistickém srovnani
bez pouziti testovani.

Nastroje, které obsahuje Toolbox:

* Read-Across, pozita pro extrapolaci netestovanych chemickych latek
z testovanych latek uvniti kategorie.

* Trendova analyza, pro odhad netestovanych chemickych latek z ,trendu
(stoupajici, klesajici, konstantni) ucinku v kategorii.

* (Q)SAR modely pro odhad chybéjicich hodnot ze statistickeho modelu
pro kategorii.




 V Tooboxu je instalovano mnozstvi databazi a experimentalnich i
odhadnutych vysledku at’ uz fyzikalné-chemickych vlastnosti, osudu latek
v zivotnim prostfedi, ekotoxikologickych a toxikologickych ucinku.

» Uzivatelé Toolboxu mohou importovat dalSi databaze, v soucasnosti jde
0 nasledujici databazi, Database on aquatic toxcicity results gathered by the
Japanese Ministry of Environment , URL:

e Systém umozniuje rozsSifeni o dalSi databaze v pfipadé, ze budou
poskutnuty pro ucely Toolboxu.

» Toolbox Cerpa vyhody z pfispevku mnozstvi expertu ve viadach, NGO a
chemického prumyslu. Pfi jeho vyvoji spolupracovala s OECD i naSe
skupina, vedena Dr. M. Tichym.

« Software pro aplikaci byl vyvinut v
University "Prof. Assen Zlatarov", Bulgaria.




Mody Toolboxu

Po otev feni Toolboxu ma uzivatel na vyb ér mezi t Femi
mody (nebo pracovnimi postupy):

*(Q)SAR Track
«Category Track

*Flexible Track

Pro prvni seznameni se s programem je vhodné
vybrat Category Track.




Pracovni postup

Kazdy méd se sklada se Sesti krok u:

Chemical Input
Profiling

Endpoints
Category Definition
Filling Data Gaps
Reporting
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(Q)SAR Track

Chemical input
Profiling

Endpoints

Category Track

Chemical input
Profiling
Endpoints

Category definition

Flexible Track

Chemical input
Profiling
Endpoints

Category definition

Filling data gap

Relevant (Q)SARs

Filling data gap

Read Across
Trend Analysis
Relevant (Q)SARs

Filling data gap

Read Across
Trend Analysis
Relevant (Q)SARs

Report

\NEW,
N




Chemical input —zadani chemické latky

Je mozné pouzit nasledujicich moznosti:

chemicky nazev

CAS ¢islo (Chemical Abstract Servis number)
Smile/InChi (zjednodusena molekulova
Informace)

nakreslit chemicky vzorec

vybrat latku z existujicich databazi

Dalsi funkce programu jsou zalozené na chemické
struktu re latky, proto je nutné se ujistit, ze
vybrana latka je ta, kterou pozadujeme.




Zadani pomoci CAS ¢isla

Find chemical by CAS =

7~ N\

cas (122043

Zherical name: -
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Options

Chemical input

Profiling Endpoints

Category definition

Filling data gap

Single chemical

Chemical Name:

CAS #

SMILES | InChi

Drawing

Select fram an existing list

Select from an inventory

I

/

Find chemical by CAS #

/

CAS # (122043

Chernical name:

/e

o CK

x Cancel |

Enter the target chemical by using one of the available methods:
CASH SMILES, InChi, Drawing, Select from an existing list or Select fram an inventory

Cancel track




« Je vybrana chemicka latka a jeji struktura

e DalSi moduly programu jsou zalozeny na SMILE

kodovani chemické struktury.

e Kontrola struktury, jedna se opravdu a nami

pozadovanou latku ?




Profilovani - analyza

“Profilovani” ozna c¢uje elektornicky
proces, ktey ziskava informace o

cilove slou €enin e, ktere jsou odlisne
od osudu latky v p Firod e, ekotoxicity a

toxikologickych dat obsazenych v
Toolboxu

Dostupné informace obsahuji
pravd epodobny mechanismus U ¢€inku




Profilovani cilové latky

V Toolboxu t Fi skupiny metod

« Empirické metody
« Mechanistické metody
« Definované uzivatelem

O kazdé metod é je k dispozici stru ¢ny
popis s odkazem na citaci ve v édecké
literatu re.
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Chemical input Frofiing Endpoirts Category definition Filing data gap

|1 (Target)

Apply

Profiling methods
[ 0ECD categarization
[ US EPA Categorization b | Sructure

Mechanistic

ESuperfragment profiling
m EcoSaR Classification
EOASIS Acute Toxdcity MO
¢l D& Binding 12204-3
EProtein Binding n Global portal eChemPaortal
bef roanic functional oroups Name (OECDname)  P-NITROBENZOYL_CHLORIDE

E Cramer classification
kel verhaar dlassification Structural Formula CEOChc ceeMED=0ce

Empiric { = Profile

Substance Information

.( | — Superfragment profiling Mo superfragment
Metabolism | —EcoSR Classification Acid ChloridesHalide
Documented

[ observed Microbial rmetaboli \ o .
[ Observed Liver metabolsm  N\| | DN Binding Haloalkanes and Cormpounds, Containing Labile Halogen

Simulated Mitro compounds

[ Hydrolysis ™M Frotein Binding Mucleophilic substitution of acyl halides
(2] Acyl halide
[— Drganic i Arange

[—0ASIS Acute Toxiciky MOa Reactive unspecified

Show Categary Boundaries

— Cramer dassification High (Class
el @ w0 ety L verhaar classification Class 3 {unspecific reactivity)

Checl the preferred profiling scheme and press the “Apply”™ button

<< Back Mext => Canicel track

Single chemical




Endpoints — U €inky latky

. “Endpoints” ozna ¢€uje elektornicky proces,
ktey ziskava informace o cilove slou c¢eniné
jako je osud latky v p rirod e, ekotoxicita a
toxikologické data, obsazené v Toolboxu

Ziskavat data je moznée:

. celkov e, tj. ziskat vSechny data o vSech
typech u €inku,

« za definovanych podminek, tj. ziskat data pro
jeden nebo omezeny po ¢et ucink (.




Z nabidky se vybere pozadovana databaze,
pripadn é se vyberou vSechny

Jedna se o databaze s nam erenymi hodnotami,
jedina vyjimka je “Danish EPA*
« Obsahuje i odhadnute viastnostia U  €inky

« Velmi rozsahla (p res 300 tisic latek)
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Chemical input Frofiing

Endpoints Category definition Filing data gap

Lather data

|1 (Target)

Diata Summaties
+ Tested

" Estimated Struckure
" EBaoth

IUCLIDS Imnpork ‘ ILCLIDS Export

—I15 EPA Cakegorization

Import ‘ Export | —Superfragment profiling

—EcoSAR Classification

Databases

1S5CAN Genkax

OASIS Aguatic

Oi515 Bioaccumulation

OASIS Fi i
ERE4 —Protein Binding

OA3TS Genokax

HA315.3Kn senszation / —Organic Functional groups
T —

Canadian D5L

Danish EP& N safieat
EL EINECS —\erhaar classification

MITI Japan —Lipinski Fule
OECD HPYC Inventary

LS EPA HPYC
LS EPA TSCA

—DMA Binding

—Cramer classification

—Chermical elements

—Groups of elements

—Mechanistic boundaries ...

Acid Chlorides
Mo superfragment
Acid Chloride/Halide

—0ASIS Acute Toxidty MOa Reactive unspecified

Haloalkanes and Compounds, Containing Labile Halogen
Mitro compounds

Mucleophilic substitution of acyl halides
Acyl halide

Arene

MNitro

High (Class II)

Class 3 (unspecific reactivity)

Wolecule satisfies the rule of 5 (bioavailable)
Group 14 - Carbon C

Group 15 - Mitrogen M

Group 16 - Oxygen O

Group 17 - Halogens F,CI Br | At

Halogens

Non-Metals

(A

Check the Databases to be used and data type - Tested, Estimated or Both

Fxcel import - create a new database
Fxcel expart - export the data matnx to an excel file

Single chemical

<< Back

Cancel track




Data gathering — ziskani dat

« Toxikologickeé informace pozadované
chemikalie jsou sebrany z vybranych
databazi

« Objevi se v tabulce pod chemickou latkou

. V pripade, ze neni nalezena zadna hodnota,
objevi se na obrazovce okno s napisem ,No
data found”.
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Chemical input Prafiing Endpoints Category definition Filing data gap

1 (Target
Gather data | {Target)

Data Summaries
{* Tested

(™ Estimated Structure
" Both

ILCLIDS Irnport ‘ IUCLIDS Export ‘

|—US EPA Categorization  Acid Chlorides

Impart ‘ Export ‘ —Superfragment profiing Mo superfragment

—EcoSaR Classification Acid Chloride/Halide
Databases

I55CAN Genbox |— oaSIS Acute Toxicky MOoa Reactive unspecified

QASIS Aquatic . b | | A Einding Haloalkanes and Cormpounds, Containing Labile Halogen
QASIS Binaccumulation Mitro compounds

CASIS Bindegradation B - -
04515 EREA —Pratein Binding Mucleophilic substitution of acyl halides
CASIS Genokox ;

v B AEIS S sensization e Acyl halide

— Organic functional groups  Arene

Inventories Mitro OECD To. ..
Canadian D5L —Cramer classification High {Class I}

Darish EPA . =
ESENECS —verhaar classification Class 3 (unspecific reactivity)

MITI Japan —Lipinski Rule Molecule satisfies the rule of 5 (bioavailable)
QECD HPVC Invenkory
LS EP& HPWC GI’DUp 14 - Carbon C

1S EPA TSCA | chemical elements Group 15 - Mitrogen M
Group 16 - Dxygen O
Group 17 - Halogens F,CIBr,| At
Halogens
Mon-Metals
|—Mechanistic boundaries ... ([442)

Mo data Found,

— Groups of elements

Check the Databases to be uzsed and data type - Tested, Estimated or Both
FExcel import - create a new database
Excel expart - export the data matris to an excel file

Cancel track.

Single chemical




Rekapitulace

Byla zadana pozadovana chemicka latka,
provedla se kontrola struktury.

Provedla se profilace dane latky

Hledaly se experimentalni toxikologicke
vlastnosti latky v obsazenych databazich

V pripadé nenalezeni zadnych hodnot se
jsme identifikovali tzv. Data gap, ktery je
nutny vyplnit



Definice kategorie

« Tento modul poskytuje uzivatelin ékolik
moznosti seskupeni chemikalii do
toxikologicky vyznamnych kategorii, které

obsahuiji
. Toto je

. Uzivate
definici

| cilovou molekulu.

Kriticky krok celého postupu.

ma n ékolik moznosti jak up Fresnit

Kategorie.



Metody seskupovani

« Dovoluji uzivateli seskupit chemicke latky do
chemickych kategorii podle r  Uzného m éreni
,podobnosti“, tak ze v dané kategorii mohou
byt dopln éne chyb éjici idaje pomoci analyzy

read-across.

Napriklad v p Fipadé, ze cilova chemikalie ma
specificky mechanismus vazani se na

protein, mohou se nalézt analogy, které se
vazi stejnym mechanismem.




Vazba na protein

« Toto je jedna z nejlepSich metod seskupovani
obsazena v Toolboxu. Je zalozena na
konven énim mechanismu organické chemie

Tato metoda je zvlast é vhodna pro odhad
senzibilizace k uze a respira €niho systému a
akutni vodni toxicitu, ale i pro

chromosomalni aberace a akutni inhala ¢ni
toxicitu.




. Panuje shoda, ze vSechny organicke
chemikalie musi reagovat kovalentn e s
proteiny k uze, aby se chovaly jako latky
senzitizujici k Gzi.

Proto mechamismy, jakymi se organicke

latky vazou na proteiny jsou relevantni

skupin € chemikalii, které mohou vyvolavat
senzibilitu k uze. Je zde mechanisticky d tuvod
pro definici nasi kategorie zalozené na
podobném mechanismu vazani se na protein.
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Chermical input

Defining Category

Clustering

Shaow Cateqary Boundaries

Grouping methods

Cramer classification
Yerhaar classification
Emipiric
Lininski Rule
Defined cateqgories

Profiling

Endpoints Category definition Filing data gap

|1 (Target)

Structure

Single chemical

Combine

Delete category

— S EPA Cateqgarization
— Superfragment profiling

—EcoSAR Classification

— DA Binding

— Prokein Binding

— Cramer classification
—Werhaar classification

— Lipinski Rule

— Chemical elements

— Groups of elements

— OASIS Acuke Toxiciky MOA

— Organic functional groups

— Mechanistic boundaries ..

Acid Chlorides

Mo superfragment

Acid Chloride/Halide

Reactive unspecified

Haloalkanes and Compounds, Containing Labile Halogen
Mitro cormpounds

Mucleaphilic substitution of acyl halides
Acyl halide

Arene

Mitro

High (Class I}

Clags 3 (unspecific reactivity)

holecule satisfies the rule of 5, (bioavailable)
Group 14 - Carbon

Group 15 - Mitrogen M

Group 16 - Dxygen O

Group 17 - Halogens F,CIBr,| At

Halogens

Maon-Metals

(MAAY

Select a grouping method and press the Defining Categary button.

When the category formation 15 finished, type a name for the newly obtained category. The new category name will be

<< Back.

displayed in the Defined category list. Sundarly, the obtaned category could be firther subcategonized.

Tou can click on the name of the category to collect data walues and list the chemicals in the Data matriz

Single chermical

Cancel track




Vybrana skupina analog U
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Chemical input Profiing Endpoints Category definition Filing data gap

|1 (Target)

Defining Category

Clustering chruct
ruckure

Show Category Boundaries |— S EPA Categarization Acid Chlarides

Grouping methods |—sSuperfragment profiing Mo superfragment
OASIS Acute Toxicty MOA 1~ —EcoSaR Classification Acid ChloridedHalide

Dk Binding
Protein Binding

|—CasIS Acute Toxidty Moa Reactive unspecified

Organic Functional groups | s Binding Hglnalkanes and Compounds, Containing Labile Halogen
Cramer dlassification | Mitra cum.p.nunds . .
verhaar classification —Protein Binding Mucleophilic substitution of acyl halides
Empiric | Acyl halide
Lipinski Rule | —Organic functional groups  Arene
Defined c3 is Mitra

S [ cramer classification High (Class 1lI)

——Verhaar dassification Class 3 (unspecific reactivity)

/ [—Lipinski Rule Malecule satisfies the rule of & (hioavailable)
Group 14 - Carbon C

Group 15 - Mitrogen M

Group 16 - Oxygen O

Group 17 - Halogens F,Cl Br | At

Halogens

Maon-Metals

‘ Delete 4ll ‘ |—Mechanistic boundaries .., [MAA)

Combine —Chemical elements

Delete category — Groups of elements

Zelect a groupmng method and press the Defining Category button.

"When the category formation 15 fimshed, type a name for the newly obtamed category. The new category name will be << Back
displayed in the Defined categary list. Similarly, the obtained category could be further subcategorized.

Tou can click on the name of the category to collect data values and list the chemicals i the Dvia matrix

Caneel track |

Single chemical




Vyb ér dat, které se na ¢tou z Toolboxu

z Read data?

" All endpoints o Choose,,,

[] substance Information

[] Physical Chemical Properties
[] Environmental Fate

[] Ecotaxicological Information
kA iToxicalogical Information:




Souhrn informaci pro analogy o senzibilit & klz
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Chemical input Profiing Endpoints Category definition Filing data gap

|1 {Target) ||3 ||4 ||5 ||5 ||?

[F5ubstance Information

Defining Categaory

Clustering

Show Category Boundaries

Subcategorization ‘

Grouping methods —CAS Number 122-04-3 *0-04-1 95-85-4 112-67-4 112-76-5 764-85-2 6727294
EcoSAR Classification #||| [—OECD Global portal eChemPontal eChemPortal  eChemPortal |eChemPaortal eChemPortal eChemPartal eChemPortal
DASIS Acute Toxidky MOA L flame (OECD name) P-MITROBENZ... |3, 55-Trimet... Benzoyl_chl.. PALMITOY. . |STEARQY.. MOMAMOY.. 35 5Trimet. ..
Egt::;‘:;ng _ L Structural Formula CEMEHctcee.. CEMECNCE... CEOQCHL .. CEOCHC... (CEMENC... CEONCNC... CEONCHE. .
Crganic Functional groups [=Profile
Cramer classification

|—Supetfragmert profing Mo superfragment

) Werhaar flassificakinn ] . .
< > —EcosaR Classification Acid ChloridesH. ..
Defined categories —0asIs Acute Toxidty MOA Reactive unspe..

-|- Single chemical | Dr Binding Hglnalkanes an...
[7] Nucleophilic substitutio Mitro cormpounds
I—Pratein Binding Mucleophilic su...

Acyl halide

£ = — Organic functional groups  Arene
Combine Mitra

‘ ‘ |—Cramer classification High (Class 1lI)

m Class 3 (unspe...

Delete category
g M Taxicalagical Infarma... (66 T 200E+HI00 |T: 200E+JO0 T: 2.00E+000 T 2.00E+000 T: 2.00EHIO0 | T: 2.00EHI00
Delete all —

Delete selected‘

Select a grouping method and press the Defining Category button.

“When the category formation s finished, type a name for the newly obtained category. The new category name will be
displayed i the Defined category list. Sinlarly, the obtamned categoty could be further subcategerized,

Tou can click on the name of the category to collect data values and list the chemicals in the Dwia smatrix

<< Back Mexk = Cancel track

Mucleophilic substitution of acyl halides (Pr




Dopln éni chyb éjicich dat

PrFi tomto kroku ma uzivatel na vyb  ér ze tri
moznosti jak predikovat U ¢€inek cilove
chemikalie

Tyto moznosti, ve vzr ustajicim po radi
komplexnosti, jsou nasleduijici:

« read-across analyza,
« trendova analyza a

« pomoci pouziti QSAR model .




Vyb ér typu dat
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Chemnical input Profiling Endpoints Category definition Filling data gap

|1 (Target) "3
Read-across
Trend analysis Apply
Structure
(ISAR models

Target endpoint:
Toxicological Information Sensitisation Skin

ESubstance Infarmation
— CAS Number 122-04-3 *0-04-1 93-85-4 1M2-67-4
—OECD Global portal eChemPortal eChemPortal eChemPortal eChemPortal

SeINgata points. . —Mame (OECD name) P-NITROBEMZOYL_CHLORIDE 3,_55-Trimethylhex... Benzoyl_chlaride PALMITOYL_CHLO...
Data L— Structural Formula CEOCNc cocME=01=0)cel CEONCHCICCIC... CEOCHcTecccee  CEOQ)CHCCCCCT... (CF
+ Al values ElPrafile

" Average value |—Superfragment profiing Mo superfragrment

" Min value —EcoSAR Classification Acid Chlaride/Halide

M | i i
ax valle —0ASIS Acute Toxiciky MOA Reactive unspecified

Haloalkanes and Compounds, Containing Labile Halogen
Mitro cormpounds

|— Pratein Binding Mucleophilic substitution of acyl halides

Acyl halide

—Organic functional groups  Arene

Mitro

—Cramer classification High (Class IIl)

L—Verhaar classification Clags 3 (unspecific reactivity)

—DMA Binding

Toxicological Information
TT&nsitisation
Skin e e T 2.00E+000 T: 2.00E+000 T: 2.00E+000

<

Select the preferred data gap filing approach and press the “Apply” button. The data ponts corresponding to analogous chemicals (traming set)
could be by filtered according to the study details - press “Select data points. 7. Check the respective radio buttons for preferred endpoint finction
and data maniplation approaches.

<< Back Cancel track

Mucleophilic substitution of acyl halides {Protein




Vyb ér postupu Read-across
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Optians

Chemical input Profiing Endpoints Category definition Filing data gap

Read-across |1 (Targe':) ||2 ||3 ||4 ||5 ||6 ||?

Trend analysis ‘ Apply

CHz
o i 0 HsC
pre—— ‘ Struckure -E-EN_@H:, )z @_{N _\_\-\_\_\ h\_\'\—\_\_\_\_\ ‘\_\—\_\_ %D
cl

% Acyl halide
—vganic functional ... 1 % Arena

¥ Mitrogo
—Cramer classification ¥ High (Clas...

Select data points... |—Werhaar classification 1 % Class 3 (u...

Data |— Lipinski Rule % Molecule
" all values ¥ Group 14 .
{v Average value ) % Graup 15 ...
£ Min value —Chemical elements ¥ Group 16
™ Max value ¥ Group 17 ...
¥ Halogens
% Mon-Metals
—Mechanistic bounda,., 1 x (MAA]
—ED 3 (NAA)
L— Metabolic pathway 3 (AR

— Groups of elements

Toxicological Information
TTﬁnsitisation
Skin {B/8) T: 2.00E+100 T: 2.00E+000 T: 2.00E+000 T: 2.00E+300 |T: 2.00E+J00 T: 2.00E+000

(.
=elect the preferred data gap filling approach and press the “Apply” button. The data peomnts correspondng to analogous
chemicals (tramning set) could be by filtered according to the study details - press “Select data poants. 7. Check the respective
radio buttons for preferred endpoint finction and data manipulation approaches.

<< Back, Cancel track.

Mucleophilic substitution of acyl halides (Pr




Metoda Read-across, vysledek
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Options]
Chemnical input Profiling Endpoints Category definition Filling data gap

| |1 (Target)
Read-across

Trend analysis
Structure
()5AR models

Target endpoint:
Toxicological Information Sensitisation Skin
5 I—Skin

{eis)]
£

Descriptors  Endpoint ]Adequacy | Curnul, frequency ] Statistic |
Select data points...

Data Read across evaluation. taking the average from Ehe nearest 5 neighbours
&+ all values based on Curvent subcategory |, containing & data points in & analogue structures

Predicted targef value: Z.00
" Average value

" Min value
" Max valus

Skin, <no dimension>

o
=]

T
4.00
Log_Kow_EPISUITE

Descripkors: |L0g_K0w_EPISUITE j

[~ show descriptors in use only

Select the preferred data gap filing approach and press the “Apply” button. The data points corresponding to analogous chemicals (training set)

could be by filtered according to the study details - press “Select data points. 7. Check the respective radio buttons for preferred endpoint finction

<< Back
and data maniplation approaches.

Data points

Subcategor,

Modef

Read across options:

Average -
on nearest |5

Save model

Cancel track

Mucleophilic substitution of acyl halides {Protein




Interpretace vysledk u

« V tomto p Fiklad é jsou vSechny vysledky
analog U konsistentni, vSechny p Fedstavuji
vysoky potencial senzibilizace k  uze.

« Vysoky potencial senzibilizace k uze je proto
odhadnut i pro cilovou chemikalii.




OECD Toolbox 1.00

@ QSAR Application Toolbox

Organization for Economic Co-operation and Development

Chemical input Frofiing Endpoints Category definition Filing data gap

Read-across |1 (Target) ||2 ||3 ||4 ||5 ||6 ||:‘I

Trend analysis |

CHz
u] 0 ju] HsC
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Zelect the preferred data gap filling approach and press the “Apply” button. The data points corresponding to analogous
chernicals (framing set) could be by fitered according to the study details - press “Select data pomnts...”. Check: the respective << Back cancel track
radio buttons for preferred endpoint function and data manipulation approaches.
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=elect the preferred data gap filling approach and press the “Apply” button. The data peints corresponding to analogous
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radio buttons for preferred endpoint finction and data manipulation approaches.
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Report

« Posledni krok v pracovnim postupu, report
poskytuje uzivateli historii toho, jak se
pomoci Toolboxu doslo k finalni predikci

» Tato zprava se m uze tisknout, nebo kopirovat
a pouzit k detailnimu vystupu z Toolboxu.
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OECD Toolbox Application study history

Harmonised Templates

Report created: 22.04.08 - 14:28

C &L Summaries

<105 Dassiors Chemical input 22.04.08 - 10:00

User-Defined Reports

Input single target chemical by: CAS number
RI¥M Suggested Reports

- CAS #:122-04-3
Hiskorsy
Chemical name: P-NITROBENZOYL_CHLORIDE

SMILES: C(=0)(CljclcceN(=0)=0)ccl

Prink presview

Press the “Show history” button to get a detaled history for the performed analysis.

The rest of the section 15 under development. =< Back
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