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1 Executive summary

The QSAR Toolbox Database Import Wizard, together with the IUCLID 5 import
wizard (see guidance document “IUCLID 5 Import/Export via Webservices”), is
the entry point for importing custom user data to the QSAR Toolbox database. It
can import XLS files (Excel 97-2003 version) as well as TXT (UNICODE) plain text
files. Both file types pertain to how the data is read by QSAR Toolbox, but not

how the data is parsed afterwards.

2 QSAR Toolbox data model

The QSAR Toolbox operates with the following data model:

Data point record

Value* Link to chemical ID(CAS, SMILES)
Endpoint (string) Metadata(type String)
Endpoint description(string) . .
Duration (Value)
Is Private (Boolean) Titlel Valuel
Is Observed (Boolean)
Title N Value N

Metadata (type Value)

Title 1 Value 1
Title N Value N

*Value is defined as

Mean Qualifier(<, | Mean Value Low Qualifier(<, | Low Value (floating point Upper Upper Value (floating point
>, >=, etc.) (floating point | >, >=, etc.) number) Qualifier number)
number)

Figure 1: Database structure of the QSAR Toolbox
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The Import’s function is to translate the information in a file (be it XLS or TXT),
separate it in different chunks (see the figure above) and write them into the
database. The information consists of the chemical connected with numerical and
meta-data. In other words the point of the import is to define a list of data points
(the number that the user sees in the data-matrix and uses for gap-filling) with
its corresponding metadata, namely the additional information on duration, test
organisms, endpoint etc. In order to properly parse the information the import

expects one of two file layouts as outlined below.

3 Import layouts

The two layouts the QSAR Toolbox can parse are the so called Vertical layout and
the Horizontal layout. The Horizontal layout has each data point, with its
corresponding chemical and metadata, defined in a single row. In a way each
row is a single record (hence “horizontal”). The Vertical layout on the other
hand can have multiple records on each row with the metadata for each

record defined on a column by column basis (hence “vertical”).

3.1 Vertical layout

This layout is used where there is a list of chemicals and a result for each
chemical, but all results have the same metadata. So the chemical is defined in
the first columns, and the next columns are used for the data points. For each
data column there is one set of metadata. This means the vertical layout can

import multiple values for a chemical.
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A B C D E
1 CAS MAME SMILES Experiment 1 Experiment
2 |CAS#1 MAME 1 SMILES 1 Value 1 Value 1
3 |CAS#H2 MAME 2 SMILES 2 Value 2 Value 2
a
5
6 |(CASHK MAME K SMILES K Value K Value K

Figure 2: Vertical layout

Figure 2 illustrates the format of an XLS file for import. The first three columns
represent the chemical identity information and column D and E represent results
from two different “experiments” (a package of metadata such as Organ,

Duration, Temperature, Dose, Species, Endpoint etc.).

3.2 Horizontal layout

This layout is used when each data point is defined in a row. Here the user

specifies in which column is the data, the metadata and the type of metadata.

A | B C D E F G H
1 |CAS NAME  SMILES Param descriptor 1 Param descriptor 2 Param descriptor N VALUE
2 |CAS#1 NAME1 SMILES1 Param descriptorvalue [1,1] Param descriptor value [2,1] Param descriptor value [1,1] Value 1
3 |CAS#2 NAME2 SMILES 2 Param descriptor value [1,2] Param descriptor value [2,2] Param descriptor value [1,2] Value 2
4
3
6 |CAS#EK  NAMEK SMILES K Param descriptor value [1,K] Param descriptor value [2,K] Param descriptor value [2,K] Value K

Figure 3: Horizontal layout

Figure 3 shows how an XLS file could look like for horizontal import. Each row
defines a record in its entirety. At import time the user specifies which columns
contain chemical identity data (CAS, Name, SMILES), which columns contain the
Value (the result that is seen in the Data-matrix and used for Data-gap filling)
and which columns contain the metadata (e.g. Organ, Duration, Temperature,

Dose, Species, Endpoint etc.).
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4 Endpoint tree path

When a data point is imported into the QSAR Toolbox, the database engine
needs to assign it to a leaf node in the endpoint tree. However, the way the
endpoint tree is constructed differs significantly from version 1.1 of the QSAR
Toolbox. For the user the tree looks similar in both versions, but the underlying

logic has changed.

In Toolbox 1.1

Bl Ecotoxicological Information
—HAguatic Toxicity

This would be a predefined endpoint tree to the leaves
4 | of which the data is assigned.

—=ECE0

ElAnimalia In Toolbox 2.0
ElArthropoda(lnvertebrates)
FlBranchiopodalbranchio...

This has two components. Predefined part

e e (Ecotoxicological Information#Aquatic Toxicity).

I—m | Dynamic part
(EC50#Animalia##Arthropoda(lnvertebrates)#Branchiopo

da(branchiopods)#Daphnia magna#48 h)

Figure 4: Endpoint tree in Toolbox version 1.1 vs. Endpoint tree in QSAR
Toolbox version 2.0

In Toolbox 1.1 the tree displayed in the data-matrix was predefined and data
could be imported to any of its leaves. In the QSAR Toolbox 2.0 however the
data-matrix displays not only the predefined part of the endpoint tree but also
builds a dynamic part based on the metadata of the currently displayed data

points and/or QSARs.

©® To check which part is predefined and which part is dynamic press the Ctrl

key and the predefined part of the tree will be underscored.
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5 Building the dynamic tree

The dynamic tree is a feature of the QSAR Toolbox where the endpoint tree is
expanded with nodes that organize the data point’s metadata. In essence it is a
way to visualize the data the user has gathered from the database. The data is
assigned to a path (what we call predefined path). The dynamic part of the
tree is a function of the data point’s metadata. It is an instruction that the user
has given to the QSAR Toolbox software requiring that the data point’'s metadata
are connected with metadata fields in a specific order. The metadata fields and

their hierarchy are called the Set tree hierarchy feature.

It is important to make the distinction between what is the data point’s
endpoint tree path and on what node the data point is displayed on the data-
matrix. The first one is an immutable attribute of the data point, and the latter is
an undefined path that is build at runtime based on the endpoint tree path, the
loaded data point’s metadata and the current settings of the Set tree hierarchy

feature.

How does the above pertain to the import?

All the Aquatic Toxicity data in the QSAR Toolbox is assigned to the
Ecotoxicological Information#Aquatic Toxicity path. However, when the
user installs the QSAR Toolbox and loads data for aquatic toxicity, the entire tree
path is shown, for example: Ecotoxicological Information#Aquatic
Toxicity#LC50#Animalia#Arthropoda(Invertebrates)#Branchiopoda(bra

nchiopods)#Daphnia magna#48 h
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Where do the other fields come from?

The other fields come from the data point’s metadata. The metadata fields build

the dynamic part of the endpoint tree -

LC50#Animalia#Arthropoda(Invertebrates)#Branchiopoda(branchiopod

s)#Daphnia magna#48 h.The data point itself is associated to the shallow

(predefined part) of the tree - Ecotoxicological Information#Aquatic

Toxicity.

Ecotoxicological Information
Aquatic Toxicity
LC50
Animalia

Arthropoda(Invertebrates)
Branchiopoda(branchiopods)
Daphnia magna

48 h

}Predefined part
3

Dynamic part

When a data point is read from the database and needs to be displayed to the

data-matrix, the tree is expanded to display the metadata of the data points

(Set tree hierarchy feature):

[ =] Ecotoxicological Information#Aquatic Toxicity

Crgan|Tissue
Route

Sexual maturation {offspring)

Strain .
Test bype E
Tissue

Type of genotoxicity .
Type of method

[

Metadata labels Sub-nodes

[ show ol abels Endpaint ] >
Effect || Test organisms [species]]

Effact type

Metabolic activation .

argan

LC50

Kingdom
Phylum
Class

*Taxonomy data

‘I Daphnia magna |

#| 48 h

species.

*Taxonomy data — A large diversity of species has been stored and organized in Toolbox Taxonomy library including more than 12,295
biological species. Species have been distributed in five kingdoms: Animalia, Plantae, Fungi, Protozoa and Monera. Biological information
is organized in the following taxa: Kingdom/Phylum/Class. Scientific information is associated automatically to each of the biological

Figure 5: Endpoint tree hierarchy
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The QSAR Toolbox has default settings regarding which metadata is displayed.
The default fields used are Endpoint, Duration, Test organisms (species), Effect,
Effect type, Metabolic activation, Sexual maturation (offspring), Strain, Test
type, Type of genotoxicity, Type of method, Tissue, Organ, Route. The list with
default fields pertains to the whole endpoint tree. For Ecotoxicological
Information#Aquatic Toxicity the default hierarchy is

Effect#Endpoint#Duration#Test organisms (species).

Table 1: Examples of metadata field values

Metadata field Examples of metadata field values

LC 50,EC10, EC 50, LOEL, NOEL, Skin sensitisation,

Endpoint Carcinogenicity, Ames, Chromosomal aberration,
Estrogen receptor binding....
Duration years, months, days, hours, minutes, seconds...

Daphnia magna, Lepomis symnetricus,
Oncorhynchus mykiss, Poecilia reticulata,
Tetrahymena pyriformis....

Test organisms
(species)

Effect
Effect type

Metabolic activation

Sexual maturation
(offspring)

Strain

Test type

Type of genotoxicity

Type of method
Organ

Route

Document version 1.0

April 2011

Immobilization, Mortality, Reproduction....

Maternal toxicity, Developmental toxicity,
Fetotoxicity, Embryotoxicity

with S9, without S9, no S9 info, with and without
Male, Female, Male/Female...

TA 98, TA 100, TA 104, New Zealand White, Swiss,
Fischer 344/DuCrj

bacterial reverse mutation assay (e.g. Ames test), in
vitro mammalian cell micronucleus test, bacterial
gene mutation assay, acute, subacute, chronic,
developmental, static, semi-static, flow-through

Gene mutaion, Chromosomal aberration, DNA
damage and/or repair, genome mutation

in vivo, in vitro, other
Lung, Liver

oral, inhalation, dermal, implantation, intramuscular,
intraperitoneal

Page 10 of 70
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This means that if a user wants to have a consistent display of the endpoint tree,
he/she must import the metadata to the aforementioned fields before defining
additional fields. For instance the above long path has two components -

predefined and dynamic:

e Predefined: Ecotoxicological Information#Aquatic Toxicity
e Dynamic:LC50#Animalia#Arthropoda(Invertebrates)#Branchiopod
a(branchiopods)#Daphnia magna#48 h

In the Import wizard these two translate to Endpoint tree path (Figure 5) and
metadata (Figure 6). The
Animalia#Arthropoda(Invertebrates)#Branchiopoda(branchiopods) part
is a separate feature in which Kingdom#Phylum#Class information is inserted
before the field Test organisms (species). In this respect the user should take
extra caution to import species information to the Test organisms (species)

metadata field.

Endpoint path

Endpoint tree pathiation#agquatic To
Frooboicalogical Informationd Aquatic To
Fooboxicological InformationdtAquatic To
Froakaxicalagical InformationdAquatic Ta
Frotoxicalogical InformationdAquatic To

- L i 1 i LIt L AL Lin T

Figure 5: Endpoint tree path

Fndpnint puratiun.Mean value/Scale valuepuratiun.Unitrresl: organisms (5pecie5}|
LiZ50 45 h Daphnia magna

LiCs0 4 h [Paphnia magna |
LiZ50 45 h Daphnia magna
LiZ50 45 b Daphnia maana
LZ50 43 h Caphnia magna
LS50 43 h Daphnia magna
Ls0 43 h Caphnia magna
LS00 45 h Daphnia magna
LiZ50 45 h Daphnia magna
Figure 6: Metadata
Document version 1.0 Page 11 of 70

April 2011



USHAR TOOLBOX QSAR Toolbox User Manual
Database Import Wizard

A Metadata information should always be provided for the fields Test

organisms (species), Duration and Endpoint.

6 Running the import wizard

The import wizard is organised in a three step process:

First step (Figure 7): The first window of the import wizard outlines the open
file control [1], the file review pane [2], database name edit box[3], the used
decimal and thousands separators and the import as inventory check box. It is
very important that the thousands and decimal separators are properly set while

importing. Especially with TXT file this could lead to erroneous parsing of results.

EL e Eraxuare Scale BCI0 A
Ervvormentsl Fate el Trarsoort 8 Tl soermert o 6050 0.005

foare
Svome- | Avachitoasone

Mttt tr a4 e o -t barorate Erevirvmert s Fale and 11 aragaot 8T ol «porwerd o 6450 0,008
oo, 4-beranaarone e ormart sl Fotw o Traregort 8T sl «po woert ol 8575 o0
Avaphitopaore Eremormadt s Fate wed Toaragort 8 Tr sl spow et @ B 0,007

R Ereaoremact s Fate ared Tearaort 8 Tr aradl Do vt o B4 Loo%
25 Cactioro- | A-bergogarone Lrewormartsl Fote s Tearegort 8 Tr sl sger et o 61 0.00%
3 Errcrmertd Fare ad Tt 8T wed ssmrmerd of £ 0.00%
Ervrormentsl Pabe and Trareport 8 Traref sperment o B3 0.010

Erewormartd P ate ot Trarecont 8T el somrvert ol B2
Erewormactsd Fate ot Traragont 8T el some vt ol 5
Ervrormerta P ate ot Trareport 8 el errert a B
Ermvormart P afe ad Traregort 8 Traradl spor wrt of 510
Ervrormertsl Fabe ared Trareccrt 8 Trarell soermert ol B
Ermrormantal Fate and Traregort 81 s g ment o B0
Lorrmertal ate o T aregert B Trared iorrerd o B
Ervvormental Fate and Trareport B T el s vt o 8050
Essrormental Fabe ol Trarecont 8 Tr sl soermert ol B

T3 Dt D dromonettyliscrdate

2 Dt I bromonettyOacrviste
Mttt tr are 4-tr omo- b barcrate
1 dcten Sore
Ttromes | Acachitoasors
4 Dl rare-A oot Buteroate
Mttt wrsd bt ore (ot 1)
1Octer Jorm
LaNghrcasrore

BEEHEEE

g

Prarnd arviate
1LINagherogarore (ot 1)

b 3 (23

% 2

gt

S P v Databansd U o4 Eapermertal B0 rusbers

Figure 7: Import wizard step one

Erswormantsl Fabe ared Trarsport 8T arsf sperment.
Ervrormant s Fate ol Traragat 8 Tr sl «pos vt of B

o popp e EEEP
ibbbbbaabbbbk

Second step: During the second step, the file’s layout is selected which leads to
two separate code paths, vertical or horizontal.
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6.1 Vertical

@ rile import wizard step 2 of 3

E[(=1[E3

File layout .
(®) Wertical () Harizontal [¥]1 have a header row Uhat do diffsrent layouts mean?
Define new region
CAS Select one or more calumns from the grid
Chemical hame Scales | below and then assign the selection to a
SMILES region by choosing from the lefthand side
ndefined radio buttons.
CAS Mame SMILES RC50 valus ~
=574  hemical namethoguinone ISMILES=C0)C=CIBr)C(=00c2cl 0,0050 =
5000-00-6 ethyl trans-4-broma-2-butenanate b (= (=090C |
515-93-0 z,5-Dichloro-1,4-benzoquinone =" 1 C{Cly=C =03 (C)=C1 0,0063
2065-37-4 2-Bromo-1,4-naphthoquinane E o2 (=0)C=C(Bric{=0)c2cl 0,0070
130-15-4 1,4-Maphthoguinone E 12 (=0)_=CC{=0)c2ccl 0,0090
515-93-0 Z,5-Dichloro-1,4-benzoquinone D=C 1 C{C=CO{=00C(Ch=C1 0,0091
17642-15-1 ethyl 2-broma-2-butenonate [CC=C{BNC{=000C 0,0097
356-04-7 4-Chlorochalcone [Clofcoc 1 C=CC{=0)ciccc2)oc2)cc 0,010
17435-72-2 | Ethyl 2-{bromomethyliacrylate "= (CBC{=0)0CC 0,010
17435-72-2 | Zthyl 2-{bromomethylacrylate C=C(CBNC{=000CC 0,010
3000-00-6 ethyl brans-4-bromao-2-butenonate Br (= (=000 0,011 v
’ Cancel ] [ < Back. ] ’ Mext = ] ’ Finish

Figure 8: Import wizard step 2 (vertical import)

The second step window (Figure 8) contains the CAS, Chemical name and
SMILES columns. Here is also a button that invokes the Scales definitions editor

in case the user wants to import categorical data that has no available scale.

t  The type of the column is specified by clicking on the column and then
selecting its type (CAS/Chemical name/SMILES) from the list box above.
To remove designations click a column and then click on Undefined from

the list box.

Document version 1.0 Page 13 of 70

April 2011



QSAR TOOLBOX QSAR Toolbox User Manual
Database Import Wizard

@ File import wizand step 3 of 3 [ZI@EI

[ Set parameter metadaka | Select a data column and click "Set
parareter metadata" o assign it to a
particular endpaint.

ZA5 Mame SMILES ~
-37-4 I hemical namethoquinone ISMILES="0C=C(BrC(=00c2c1 0,0050 B

a000-00-6 Wiekhyl brans-4-bromo-2-butenonate B C=C (=000 0,0053 0
515-93-0 2,5-Dichloro-1,4-benzoquinone O=C1C{CN=CC{=00Z{Ch=C1 0,0063

POES-37-4 ?-Bromo-1,4-naphthoquinone Flccc2C{=00C=C{BriC{=00c2cl 0,0070

130-15-4 1,4-Maphthogquinone Flcc2C{=0)C=CC(=0)c2ec L 0,0090

515-93-0 2,5-Dichloro-1,4-benzoquinone D=C1C{C=CC{=0)_{Ch=C1 00,0091

17642-18-1  Methyl 2-bromo-Z2-butenonate CC=C(BraC (=030 0,0097

A56-04-7 4-Chlorochalcane Clc{coc1 C=CC{=0)ccoc2 o2 iccl 0,010

17435-72-2  zthyl 2-(bromomethylacrylate = {CBr (=00 C 0,010

17435-72-2  Zthyl 2-(bromomethylacrylate = (CBr (=030 C 0,010

a000-00-6 Wekhryl brans-4-bromo-2-butenonate Fir Cf C=C (=00 0,011

4312-99-6  |1-Ocken-3-one = C{C=C)CCCCC 0,013 .

Hint: Hower over a data colurmn to see what endpoint it is assigned to.

’ Cancel l [ < Back ]

Figure 9: Import wizard step 3 (vertical import)

The third step of the vertical import (Figure 9) is where the user specifies the
meaning of the different results columns. In the example above it is only one
(RC50 value), but the import can handle multiple columns at once. To set the
column metadata double-click on the column or click on the column and press

“Set parameter metadata”. This will bring up the metadata editor (Figure 10).
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[]5cale data

Unit | v Endpaint: || v|

[]Private data
Data kree position

[#- Physical Chemical Properties
[#- Environmental Fate and Transport
[=)- Ecotoxicological Information
Aquakic Toxicity
Sediment boxicity
Terrestrial Toxiciky
[#-Human health hazards

Metadata fields:

#1: Effect
‘talue bype

(%) Text
Crvalue

#2: Duration
‘alue bype

|

Mean value

Upper value

() Yalue

| |
O Text Lower value | ~ | |
| |
Unit | |

#3: Test organisms (species)
‘alue bype

(%) Text
Civalue

|Aharenicula pacifica w

add field. .,
[ | .« A

[ o OF ] [xCancell

Figure 10: Metadata editor

The most important part of the metadata setup is setting the "Data tree
position” it should be a leaf from the displayed endpoint tree. If the column
contains categorical data the user should check the “Scale data” checkbox and

specify the Scale for the values in the column.

In the "Metadata fields” panel the user can enter a list of the metadata for the

data point. There are two types of metadata "Text” and “Value”. The first is a
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simple string while the latter is a Mean/Lower value/Upper value

combination.

A The Vertical import imports the data column without qualifiers and only to
the Mean part of the data point record. If the user wants to enter qualified
numbers or Mean/Low/Max combinations it is recommended to use the

Horizontal layout.

After all metadata is set for all columns the user should press Finish. After the

process is finished, an “Import successful” message will be displayed and the

wizard will close.

6.2 Horizontal

The Horizontal layout is selected from a radio-button group in the second step
of the import. There are basically two things the user can define, marked (1) and

(2) in figure 11 below.

First, in the "Define new region” panel are the CAS, NAME, SMILES,
Endpoint tree path and Data items. When they are defined the minimum is

met.
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. File import wizard step 2 of 3

File layout .

‘Wwhat do different layouts mean?
O vertical (&) Horizontal [¥11 have a header row
[Irrivate data

Define new region

SMILES | Define value Select one or mare calumng from the grid
Endpoint tree path O scde O Law qualfier C Upper value Scales | below and then assign the selection to a
Data () Mean qualfier O Low value (&) Uniit editor | ragion by choosing from the lefthand side
ndefined | (O Mean value/Scale val) Upper qualifier () Undefined radio buttons,

Metadata .
Test material equivalent ta subm e

Test material identity (richtext)

Test material identity{freetext)
Test material identity (1D}

Test material identity{identifier)
Test method / Data source

est organisms (species
Test organisms (species) - detai

Test Purity
Test Radio Label -
CAS Mame  SMILES Endpoint tree path Data value DIMEMSIONS Endpoint  Duration.Mean value/ A
i g SMILES e c2)c2ec3)(cacc(ctcecs)cS)c 1 e ndpoint tree pathd Transport#Bioacy: £y |BCF 45
S0325 C(oioiocl Jocc2 )c2oc 3 c3oc(c4oocS)cs o L4Environmental Fate and Transport#BioacdZ, 6901 9605 ogiLikg wet) |BCF 4
S0325 C(oioiocl Jocc2 jc2oc3)c3co(cdoocS oS o L4Environmental Fate and Transport#Bioac{z, 9253330555 ogiLikg wet) |BCF 45
S0325 Cloioiocl Jocc2 jc2oc3pc3co(cdoccS oS o L4Environmental Fate and Transport#Bioacd3, 3636119792 ogiLikg wet) |BCF 45
50328 C(oioiocl Jocc2jc2oc3)c3co(cdoocS oS o L4Environmental Fate and Transport#Bioacd3, 4243915544 ogiLikg wet) |BCF 48
nnnnn = f a sy e M et prE 1em b
< >
[ Cancel ] [ < Back. ] [ Mext = ] [ Finish

Figure 11: Import wizard step 2 (horizontal import)

The type of the column is specified by clicking on the column and then

=

clicking its type (CAS/Chemical name/SMILES) from the list box in the
Define new region panel or selecting a metadata field label from the list
box in the Metadata panel. To remove designations click a column and

then click on Undefined from the list box.

The definition of the Data region has its particularities. The data-record can
contain categorical data - which would require two columns, one for the Scale,
and one for the Value of the record. On the other hand the data-record can
contain a value - which in the QSAR Toolbox is a packet of Mean/Min/Max value
plus corresponding qualifiers and a Unit. These two are combined in the Define

value panel, part of the Define new region panel.
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A When defining the data record the user should define:

I. For categorical data - Scale column for the scale name. This
should contain a name of a scale exactly as defined in the scales
list in the QSAR Toolbox database. The Mean value/Scale
value column should contain a value that is exactly one of the
scale’s members

I1. For value data - At least one column for the Mean/Min/Max
values. Qualifiers and Unit are optional

Second is the "Metadata” panel. The data there is not mandatory for the import
but can be used to import additional data to the data value. Defining numerical

metadata is just like the data-record value definition process.

The third stage of the horizontal import is for review purposes. It is
recommended that the user should look again at each column that is to be
imported. The data record regions will be marked with color and text. The
metadata fields are marked with a bold text over the first row for each column.
The metadata of type value will be marked with <name of

metadata>.<data_subtype> (for example “"Duration.Units”).

Where all columns are set and double-checked, the user should press Finish.
After the process is finished, an “Import successful” message will be displayed

and the wizard will close.
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Appendix I: Preparing a file for horizontal import

File layout

A file prepared for import should follow the layout as shown in chapter 3.

Horizontal layout - this layout is used when the file is in the form where a row

defines a single data point. Here the user specifies which column is the data,

which column is metadata and the type of metadata.

1
2
2
4
3
6

CAS
CASH#H1
CASH#H2

CASHK

B C D

'NAME  SMILES Param descriptor 1

MNAME1 SMILES1 Param descriptor value [1,1]
NAME2 SMILES 2 Param descriptor value [1,2]

MAMEK SMILES K Param descriptor value [1,K]

E
Param descriptor 2
Param descriptor value [2,1]
Param descriptor value [2,2]

Param descriptor value [2,K]

Figure 1. File layout for horizontal import

| G | _H
Param descriptor N VALUE
Param descriptor value [1,1] Value 1
Param descriptor value [1,2] Value 2
Param descriptor value [2,K] Value K

Figure 1 illustrates the format of an XLS file for horizontal import. Each row

defines a record in its entirety. At import time the user specifies which columns

has chemical identity information (CAS, Name, SMILES), which columns contain

the values (what is seen in the Data-matrix and used in Data-gap filling) and

which columns contain the metadata (Organ, Duration, Temperature, Dose,

Species, Endpoint etc.).
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Horizontal example — compact view

Ecotoxicological example

I R T YL Mode] - Macrosoh Excal -
] rme | e ottt D3 Bewen  ew — £ I
| 3:.’ ot R T - Gemen =3 :m _‘ IW Bt Good | ? i ;r-g ﬁ |
P oty (B4 WA A (W W] dlenencoter s (300 % 0|3 ] Coostonst femat | Noctrl Coicuation | [T . | et v ot | 5 seta rees |
e ro 5 P Gl et e Coty | tatng o]
I " Cadt] . . 0]
E_. | N & e M Mo o el a & A u ¥ -
Test
Endpol ; Durath Duration Sohbll e L Viater Saliniey | T Water Water DATA | " Reference
1
2 EC50 Cerodaphna h ¥mmobis Jeende  Freshwater 2 22  WARNE. 1999
3 EC5 Daphnama; 1 h Physiolog Juvende  Frestwater 20 3 JANSSEr 1993
4 ECH50 Daptmama 24 [ Mortaity Juvende  Frestwater 20 3 MNSSE! 1993
s ECH Dapnama 48 h 2 3 MANSSEN 1093
6 ECS50 Vibnofscher 025 h 22 Calleza 1994
7 ECH0 Ampeiscast M h 22 Calleja 1094
8 EC50 Scrobwuans 4 h 22 Calleja 194
3 EC50 Brachorusc 24 h 22 Calep 1994
10 ECS0 Prmephales; 455 h 1 KramerV 1099 Reprody Aquat Toxcol 4 End
11 ECS0 Pemephales; 45 h 1 KramerV 1968 Reprodu Aguat Toxicol & End
12 ECS0 Pimephales| 456 h 1 KramerV 1098 Reprodu Aquat Toxcol 4 Male
13 ECS50 Hemicentroh 225 h 3 WYNBEF 1080 Eg
14 ECH50 Perseusvon 48 h 3 REYES 1996
15 ECS50 Hyselaare 240 ] 1 Phpps G 1995 Relatve Arch Env Conta
1 ECS5 Cheonomus 240 n 1 Prpps G 1095 Relatve Arch Enw Conts
17| ECS50 \Vibrofscher 025 h 22 Caleys 1994
15 EC5 Ampelscam 24 h 22 Cale 1094
13 EC50 Scrobcuaia M h 22 Calleza 1984
20 ECS5 Brachousce M4 h 22 Callea 1994
N ECS Vibrofscher 025 h 22 Calleja 194
2 ECH50 Ampeiscast M h 22 Calleja 1994
N ECS5 Scrobwuana M h 22 Calleja 194
M EC50 Brachioruse 24 [ 22 Calen 1994
3 EC50 Vieofscher 025 h 22 Callesa 1994
2% ECS50 Ampeiscaat M h 22 Calleja 1984
37 EC50 Scrobicuaia M h 22 Callesa 1994
3 ECS5 Brachiorusc 24 h 22 Calleja 1084
B ECS5 Vinofscher 025 ] 22 Calep 1994

.
z
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Content of file for import:

Any file to be imported should contain:

o fields with structural information (chemical identity)

o a field with the Endpoint tree path

o fields with endpoint data information (experimental results and
metadata)

A The endpoint tree path should point to a leaf of the predefined endpoint
tree. For more information check chapter 4: Endpoint tree path of this

document.
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Endpoint tree path | I

Ecotomcologeal mamplextt [Compatibiiey biodk] - Microcof Excel

Vs Daveiern

Oncorfymchy 70
L ]
Cwansdony  &72
Oncorigmahu 1483
Oniortsdhnl 14D
Oncompmeny 720
Oncormgmctu 720
Oncormpmchy 120
Cgansany 612

BT Mgk
LEEER Y
ATAD mag
8710 mg
A0 mgh.
BTA0 Mg
ATI0 gL
4710 mod.

Early Bantag Frashwatet
iy Myiags Fradhwae
Eany St SHbanE

. & - - = e
Structural -u A Expenmental |were Cerers N 1ietacais inf R st g
; ; T T e ] e ata information [, & e T
information | < %1 & Data i f R %] o pan Caas
o i I & - Lomrg
[E2 A A,
s AN [ m— F & i i [ L M. N ¥ &
Data thean el Durason vmar
CAS a gt g coperines | Daration | T Solutlty | Ut | Eect | Libwitage (T | Salerty
Inpecie]
1
1 f 0030 C L Cancdaphnil 28 [] Imimabile knanila Fricutiansi
3 [ 50000 - oL 5 Daghoama 1 ] Fhysiclog Sende  Fiestwader
a 40000 . mpl Dagheama 3 [ Uomalty Anende  Fiesfwater
3 J 20030 B gl Duphiia maj 48 L] Ahyinidy Snesnils ikl
i § 50-DE-8 A mgl Wibrio Spohar 02D L] Bahavies Soull =t
7 R0 3 =k Ampabaca o a8 L] Leadald; Gateater
LN B o L Soutalelins 2 L] ABSTBAT) Fiihifatsl
3 f o008 = mgl Bechiomesc 24 L] Aortabty Freufrater
0282 - mol Pamaghales L L] Baprades b8 Franfrwaiar
L e =gl Pamaghuies| 444 ] Hagrodor baum Fiirutrwstst
1) 282 - gl Pemephaes 458 ] [TEL T ] Friarwate
] ] 4 mgl HamaRoR. 224 L] Raprode g St
L i . =gl Pensauivan a8 & Lonalty el Swsler 00
1850291 - =L [T T T Tt ] ] [T FrisPwate
154 53253 e mglL Chaonomas 240 L] Lbartasty Fresfraater
i b ] . mgl Weno e 024 L] [ Sataater
1 20-48-4 » mod, Amgeiscs M 1 n yrinidy S ater
U] R - moL Sopwnding 14 L] Aty Freshwans
wof a6 '] mgl Bacnisnenc 6 L] Mgl Frantraater
154 ¥ |t Wionolsoar G 19 Banmase ko Anmmater
1| 5 mgl Ampebscas M [ Mborinkdy Sanwaler
n| ] ol Boobielaia M ] Mortalty Frenfrwater
i E ol Beachisrma . d4 L] Mtk Fiuhraitat
11 . molL o lecher O35 [ Benmaoe kos Sarwuler
| . mgl Ampelscas 24 [ Mhtably Satwater
7| - [ Scivlegelanag 24 B Aboialty Frukraatei
| 3 mgl. [ L T L] Abyrinidy Fruchmana
b A mgl Wibno Bpdhar 0 L] Bahavied Lou8 Sateatin
| mpl Ampekacad 24 ] Montalty Satwater
u L Soebeians M L] Absrmity Flifital
mgl Beachiomess 24 L] Aartalty Freufraater
mol L] Growih
gl L] Crowmn
gL ] Crowm
ol L] Growih
= [} sty
=L L] JII5 TN
mglL L] T
mpl B prtalty
myl, [ G
] Grown

LESSENEREEE

mn

Endpoint data region

Structural information (chemical identity)

1. CAS field - Column with CAS Registry numbers
2. Name field - Column with Chemical Name(s)
3. SMILES field - Column with SMILES string
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o CAS MNAME o Smiles

50-00-0 FORMALDEHYDE c=0

50-00-0 FORMALDEHYDE C=0

50-00-0 FORMALDEHYDE c=0

50-00-0 FORMALDEHYDE Cc=0

50-06-6 PHENOBARBITAL CA(=0)C(c2ccocecc2)CC)CH

50-06-6 PHENOBARBITAL C1{(=0)C{c2ccccc2)CCIC

50-06-6 PHENOBARBITAL C1{=0)C(c2ccoccc2)(CCICH

50-06-6 PHENOBARBITAL C1{(=0)C{c2ccccc2)(CCICH

50-28-2 BETA-ESTRADIOL, 1 c12c(C{P+}3C{P+}{C{P-}4C

50-28-2 BETA-ESTRADIOL, 1 c12¢(C{P+}3C{P+HCIP-14C

50-28-2 BETA-ESTRADIOL, 1 c12c(C{P+}3C{P+}C{P-}4C

50-29-3 DDT clenicnicnCicicee(Clce

50.29.3 DDT C(CnicniCnCicicce(Clice
| 50-29-3 DDT. P.P- | \CCENCHCcTece(Clic |

o Field with Endpoint tree path (Predefined path)

—  F

Endpoint tree path

Ecotoxicological Information#Aquatic Toxicity .
Ecotoxicological Information#Aquatic Toxicity Important: The endpomt tree path
Ecotoxicological Information#Aquatic Toxicity
Ecotoxicological Information#Aquatic Toxicity

Ecotoxicological Information#Aquatic Toxicity endpoint tree. For more information
Ecotoxicological Information#Aquatic Toxicity

Ecotoxicological Information#Aquatic Toxicity hi
Ecotoxicological Information#Aquatic Toxicity this document.
Ecotoxicological Information#Aquatic Toxicity

should point to a leaf of the predefined

Ecotoxicological Information#Aquatic Toxicity check chapter 4 Endpoint tree path of

Ecotoxicological Information#Aquatic Toxicity
Ecotoxicological Information#Aquatic Toxicity
Ecotoxicological Information#Aquatic Toxicity
Ecotoxicological Information#Aquatic Toxicity

Endpoint tree path

This is a field containing the endpoint tree path related to the endpoint for which

experimental data is to be imported. The endpoint tree is separated in a

predefined and a dynamic part:

o

o

The predefined part determines the basic structure of the endpoint tree, e.g.
substance identity, physical chemical properties, environmental fate and
transport, ecotoxicological information, human health hazard.(ordinary endpoint
data is related to this predefined part)

The dynamic part of the endpoint tree builds additional layers of the tree
depending on the data implemented in the databases. (ordinary metadata is
related to dynamic part)

Enpoint data is assigned to a predefined part of the endpoint tree, i.e. it is

assigned to a leaf of the endpoint tree:
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Structure

ESubstance identity
EPhysical Chamicgl P ;

Chordatalvertebrates)
ActinapterygulFish)

U Undefined Efect
- =
—MI e

Structure

ESubstance idantity

Predefined part

Dynamic part

Chordatalvertabraes)
ActinopteryguFish)

—E Lindafined Efect
- .
- 2l Tgxici

Leaf of predefined part

©® The predefined part can be visualized by holding the Ctrl button and

clicking on the Endpoint tree. The predefined part of the tree is underlined.
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Endpoint data information

The QSAR Toolbox oparates with the following data structure:

Data point record

Value*

Link to chemical ID(CAS, SMILES)

Endpoint (string)

Endpoint description(string)
Duration (Value)

Is Private (Boolean)

Is Observed (Boolean)

Metadata(type String)

Title 1 Value 1
Title N Value N

*Value is defined as

Mean Qualifier(<, | Mean Value
>, >=, etc.) (floating point
number)

Metadata (type Value)

Title 1 Value 1
Title N Value N

Low Qualifier(<,
>, >=, etc.)

The user should therefore organize his/her data as follows:

Low Value (floating point Upper Upper Value (floating point
number) Qualifier number)

Document version 1.0

April 2011

12.98 > mg/L
39 > mg/L
57 = mg/L
29 > mg/L
2995.767 > mg/L
10009.113 < mg/L
1212.2406 < mg/L
5178.729 < mg/L
0.00012 < mg/L
0.000251 > mg/L
0.00115 = mg/L
70 = mg/L
0.0087 > mg/L
0.00007 > mag/L |
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When the user defines data of a Categorical type (e.g. positive/negative) s/he

should follow a scale definition:

1. The file for import should have a Scale column for the scale name. This
should contain a name of a scale exactly as defined in the scales list in the
QSAR Toolbox database for example “"Gene mutation I” is a scale from the QSAR

Toolbox database scale list (red colored fields):

Scales definition...

Scales list | Scale conversions
Scale fist [ Default scale
o oo
s A Type | Ordinal
Fammes

- EEOETEETTOas5is)
Micronucleus T T P—— - T = T = —Y T -
Respiratory sensitization I (ECET .
Skan sensitisation I (Oasis) Mutagenicity cas Chemical Smilan Endpoint tree seale pata Mean value/Scale
Skin sensitisation IT (ECETOC) . I G velue
;‘::"C‘g?tr_"m {Elggcn:g 2| 2500  ETHVL_METHA CICJOS(C)(=0) Human hesth hazar] Gene mutation | Posie
ECa sensitiza {ratio) 62737 DKHLORVOS CCICH=COP(s Human heatn hazar| Gene mutation | Posine

N — 2 63522 Phencocybenzar o1 (CH{=}. CH-J] Human heath hazar] Gene mutation | Positive
g: :::::E::m i“'((sf:;'n & | B4ETS  Diethyl Sulfbe C{CH0S{a0){sC Human hesth hazan] Gene mutation | Postive
Il.lCl]DS:phrasegroup P16 [ 88273 METHYL_METH. COS(C)(=0)=Q Human heath hazar] Gene mutation | Positive

— L 7| EETS1  Uraci_mustard, C1(=OJC(N(CCL Human meatn hazar] Gene mutation | Posiie

IUCLIDS: phrasegroup_P105 s 67209 1-[{S-NITROFUR C1(CoIN2C(=0 Human heath hazar| Gene mutation | Equivecal
IUCLIDS: phrasegroup_P20 Scale members 5| T0IST  Methyinkrondro: C{=h){N{CIN=0 Human hesth hazar| Gene mutation | Posine
IUCLIDS: phrasegroup_C47 T 10| TOME  1.FLUORO-24- cl(FlciN(=O)et Human heath hazar] Gene mutation | Positive
IUCLIDS: phrasegroup_F23 1 74984 Human heath hazar] Gene mutation | Positive
IUCLIDS: phrasegroup_T116 p— 1] 7ssz Husman heath hazar] Gere mutaton | Fostive
IUCLIDS: phrasegroup_T46-2 High [ Postive 5| 7 Huenan beath hszar] Gene mutaten Posive
IUCLIDS: phrasegroup_T46-1 Equivocal 14| 75478 TREODOMETHA GO Husnan heath hazar] Gare mutaton | Posiive
IUCLIDS: phrasegroup_T21 Negative 15 TEEEE  PROPYLENSANI C1(C)EN Human heath hazar] Gene mutation | Hegative
IUCLIDS: phrasegroup_T143 16| 75912 TERT.BUTYL_HC{CHCHC)OO Human hesth hazar] Gene mutaton | Poste
IUCLIDS: phrasegroup_T102 17| 7842 DKXATHION  C1(SP(=S)(OCC Human heath hazar] Gene mutation | Positve
.Sﬁ:l SﬂEI‘IiiEiiﬂW‘l .IH (.Lih!:'?_ R 18 78875 1,2-DICHLOROFCICHCHCCI  Husan heath hazar| Gene mutation | Posiive |

2. The Mean value/Scale value column should contain only values that scale
members (blue colored fields)
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3. A new scale could be defined during the process of import:

B File import wizard step 2 of 3

File lryout ?

O Vestical (&) Hortzunkal (11 hawe a haader row What do diforent by me

[Cprivate data

Dt new ragon

SMILES - g::c: ong or more cokumng from e grid

Endpoint tree path Seaed and than s%ign th solaction o 3

Data P edtor | rogion by choosing from the lefthand side

- adio bauttons.

Metadats

e = Dm\

Water fiow

‘Water Hardness

water media type | Click on “Scole editor”

Walter type

Waiter Type

Weskly exposure (days) weak)

Wet_Dry

Year

-

Chemmecal name Smies Erdport tree path [rale Joista Mean vabue Scale vabse Dista Un s

5 Beerruie ol naere BLFONATE [T i ) nidpaint tree path#Garstic Taxcly [Gons mutation Pl

DICHLORVOS IO mC O mONOCIO0 Laman health hazards #Genstic ToxicRy [Gene mutabon  Poskive

Phenoxybenzamne_hydeochionide_[LSARE ICRH -+ CH-FCIC Y Oc2oooocpo O Cljgruman heaith hazards#Genetic Toxicky fGene mutation  Poskive

[iethiyl_Sulfste F(CHOS{mON O )T a.sman health hazerds Garatic Tenichy [otne mutshion  Podtive

METHYL_METHANESULFONATE LOSCN =0t kman health hagerc# Germiic Towicky fiene mutation  Fostive a
a L fiaan i o % rdanen Do

< ¥

[ et | [ <ms |[ me> | [ Fren

Enterthe name of the new Scale.
Note:the name of the Scale has to be

Click on “New” from the

Scales defin

Scale list panel identical to the one defined in the user
[JDefouk scale 3 excelfile. Save & Close
Name Gm-wtauod
- :

Coimmprck IeschY Type | ordnal @ Give type of the scale [ co= ]

Famibes
Chromosome sberration 1(Oasis) =
Micronucleus T v -m
_;iv'rm\fsenshz(%ﬁm_iiicﬂl = =

in sensitisation [ (Oasis) icity

Skin sensitisation 11 (ECETOC) kS y

Cardnogenicity 1 (ISSCAN)

Skin sensitization EC3(ratio)

EC3

Skin sensitisation IV {GPMI)

Skin sensitisation ¥ (BFR)

IUCLIDS: phrasegroup_P16

IUCLIDS: phrasegroup_P10S

QTS ey G
105:phrasegroup_C4

IUCLIDS:phrasegroup_F23 -m

mms:phmom_jms - - :

IUCLIDS:phrasegroup_T46-2 High | Positive |_]

IUCLIDS: phrasegroup_T46-1 Equvecal | B S

TUCLIDS: phrasegroup_T21 Negative .

TUCLIDS phrasegroup_T143 Define members of the

ILCLIDS:phrasegroup_T102

Skinsensitisation L1 (LML) scale

Trritation | Corrosion I (LIMU)

RCSO Low

Severe skin iritation (DSrBhEPA | S deccription

Cartinogenicity 111 (CPDB)

Skan Irritation/Corrosion

Eye Irritation/Corrosion

ILCLIDS. 2:phrasegroup_P16

TUCLIDS. 2: phrasegroup_P10S

IUCLIDS. 2:phrasegroup_P20

TUCLIDS. 2:phrasegroup_C47

IUCLIDS. 2:phrasegroup_F23
NICIINS. 2 :nhrasearnin T11A

Select related Scale family

w

t  When defining the data record the user should define:

I. For categorical data - Scale column for the scale name. This
should contain a name of a scale exactly as defined in the scales
list in the QSAR Toolbox database or as defined by the user. The
Mean value/Scale value column should contain only values
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that scale members

II1.For value data - At least one column for the Mean/Min/Max

Metadata information

values. Qualifiers and Unit are optional

These are fields for metadata such as Duration, Organ, Tissue, Route of

administration etc., which are not mandatory for the import:

Metadata
information
i i Water Water Vister DATA
Endpoint | or Unit Solubility | Unit | Effect | Lifestage Salinity | Temparature | pH alkalinity | Hardness | QUALITY
(species)
EC &0 Cenodaphniz 48 4] Irnrmaobilis Junvenile 23 27
ECS0  Daphnia mag i h Physiclog Juvenile 20 3
ECSH)  Daphnia mag 24 h Katalty Juvenie 20 3
ECS0  Daphnia rag 48 1] Maralty Juvenide 20 3
ECS0  Vibeio fischer 025 h Behavior Adult 22
EC50  Ampelisca af 24 h Matalty 22
ECSH)  Scrobicularia 24 h Klatalty Freshwater 22
ECS50 Brachionusc 24 h Kartalty Freshwaler 22
ECH  Pimephales | 455 h Reprodus Adult Freshwater 26 g1 ur 1
ECS50 Pimephales | 455 h Reproduc Adult Freshwaler 26 g1 nr 1
ECSH  Pimephales | 455 h Koralty Aduht Freshwater 26 g1 ur 1
ECS50 Hermscentroh, 225 h Reproduc Egg Saltwaler 15 3
ECS)  Penasusvan 48 h Kotalty Junenie Satwater 20 |5 3
ECS50  Hyalellaaztes 240 h Mortalty Freshwaler 22 1

Metadata fields can be used for building the dynamic part of the endpoint tree.

The feature is accessible through the “Set the hierarchy” option. The user sets

what categories metadata he/she wants displayed on the endpoint tree and their

hierarchy. Then, when the data are loaded the tree is build with the contents of

the corresponding fields.
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R o A it ! '
C*, EHumaniealthiiazarder Genetic loxcity) alal
| Metadata labels Sub-nodes
fE i =]
- Test type
Duration : —
Effect %pgr:anism (species)
Hm?:lgmctiwmn Metabolic activation ~
A Organ Strain |
| Organ)Tissue
Route = Default
Sexual maturation (offspring)
Strain
Tesk bype
Tissue . i
Type of genobocicity <<
Type of method L
s,

Metadata field | Examples of metadata field values |

LC 50,EC10, EC 50, LOEL, NOEL, Skin sensitisation,

Endpoint Carcinogenicity, Ames, Chromosomal aberration,
Estrogen receptor binding....
| Duration | years, months, days, hours, minutes, seconds...

Test organisms
(species)

Daphnia magna, Lepomis symnetricus,
Oncorhynchus mykiss, Poecilia reticulata,
Tetrahymena pyriformis....

| Effect

| Immobilization, Mortality, Reproduction....

Effect type

Maternal toxicity, Developmental toxicity,
Fetotoxicity, Embryotoxicity

| Metabolic activation

with S9, without S9, no S9 info, with and without

Sexual maturation

Male, Female, Male/Female...

(offspring)

Strain TA 98, TA 100, TA 104, New Zealand White, Swiss,
Fischer 344/DuCrj
bacterial reverse mutation assay (e.g. Ames test), in
vitro mammalian cell micronucleus test, bacterial

Test type

gene mutation assay, acute, subacute, chronic,
developmental, static, semi-static, flow-through

Type of genotoxicity

Gene mutaion, Chromosomal aberration, DNA
damage and/or repair, genome mutation

| Type of method

| in vivo, in vitro, other

| Organ

| Lung, Liver

| Route

| oral, inhalation, dermal, implantation, intramuscular,
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Metadata field | Examples of metadata field values ‘

| | intraperitoneal |

1  When defining the metadata record the user should organize his/her own
metadata by using existing field labels. This ensures that the same fields
do not multiply under different names. For example effects from the
experiment should be placed in a column named “Effect”, the type of the
test method such as "Ames test” should be placed in a column named “Test

type” etc.

The metadata fields can be organized in “Set tree hierarchy” panel. Right

click on endpoint tree to set the hierarchy.
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Appendix II: Import example for a database with
ecotoxicological information

The example below uses a file that is already prepared. Guidance on how

-

to prepare file for horizontal import can be found in Appendix I.

The destination for example files is [Install folder]\Examples

The default path is: C:\Program Files\QSAR Toolbox\QSAR Toolbox

2.1\Examples\Ecotoxicological example.xls

(N d2-¢-DSRA& - Ecotoxicological example.xis [Compatibility Mode] - Microsoft Excel i S
Home | Inset  Pageloyout  Fomulas  Data  Review  View  Developer @- 1 x
B avat o & Srwiap et Geneia W 3= B m| 2 e R
e =2 : T oo e il
" romatpainer | B2 U ||B (& A et e | (Sl BB | T SR s || R G e skt
Cipboard Font " Agnment o Nomber stes cells Editing
| 141 -Q £ 8710 v
3 5 < o E G = A i = X WM o G Q R
Data Mean Test
cas | name | smico | FNPORIES | yquoiscaro | 022NN | pataunt | Endpoint | organioms | puraton | PRt | soupy | umt | eroct | Litcstage | e | sammty rempe..oj,
i o value Loz (species) e
2 50000 FORWALIG=0 _ Ecoloxcological 1298 B mgL EC50  Cerodapmni: 48 n Immobil Jwvenile  Freshwater 5
3 50000 Ecotodcological 39 - mgL EC50 Daptniamac 1 n Physiolog wenile  Freshwater 20
< 50000 Ecdodcological 57 - gL ECS0  Duphniama 24 u Motally Jwenile  Frestwater 2
5 50000 Ecotodcoloaical 20 - maL ECS0  Daptniama 48 n Mortalty Juwvenile  Freshwater 2
5 50065 )CiEcotoxicological 2995767 - mgL ECS0  Vibriofischer 025 n Behavor Adut Satwater
7. 50056 PHENOB C1(=0)Ci EColoxcological 10009113 < moL EGo0  Ampel: 2 n Wortaity Satwater
s 50055 )CiEcotoxicological 12122405 < mgL ECS0  Scrobicularia 24 n Woralty Freshwater
o 50065 CiEcotoxicological  5178.729 < mgL ECS0  Bracnionusc 24 n Woraity shwater
1050262 BETAES c12c(C{P Ecotoxicological 000012 < mgL ECS0  Pimephales 455 n ReproducAdutt Freshwater »
11| 5028 2 BETAES c126(C(P Ecotosicological 0000251 - moL. ECS0  Pimophalos 456 n RoproducAdult Froohwator 2
1250282 BETAES c12c(C{P Ecotoxicological 000115 - mgL ECS0  Pimephales 455 n Wortalty Adult Freshwater 2
13/ 50293 DOT  C(C(CINEcotoxicological 70 - mgL ECS0 Hemicentot 225 n ReproducEgg Saltwater s
1450293 DT G(GN(CI)Ecotonicological 00087 - mgL ECS0  Penacusvan 48 n ofality Jwenile  Saltwater 20 285
15/ 5029.3 DDT.PP C(GI(CIN Ecotoxicoloaical  0.00007 - maL EC50  Hydlelaazer 240 n Wortay Freshwater 2
1550263 DT, PP C(C(CI)Ecotoxicological 000123 - maL EC50  Chionomus 240 n Woralty Freshwater 2
1/ 50485 AUITRYP C12C(=CIECotoncological 21580942 - moL EC50  Vibrofiscner 025 n Benavor Aaut Saitwater
18| A1-4RA AUITRYP c15C(=CiFentonicolngical 38 R92AT > mon FCRD  Ampeliscanl 24 n Woralty Saitwater
15 50-48-6 AMITRYP ¢12C(=CiEcoloxicological  0.776692 - moL ECS0  Scrobicuana 24 n Woralty Freshwater
20| 50-48-5 AMITRYP c12C(=CiEcaloicological  0.804431 < mgL ECS0  Brachionusc 24 n Mo Freshwater
21 50.641 QUINDIN c12c(e(C/ Ecatorcological 836,581 - mgL ECS0  Vibriofischer 025 n Behavior Adut Sattwatar
22| 50-54-4 QUINIDINC120(c(Ci Ecotoricological 2733837 < mgL ECS0 Ampeliscaal 24 n Wortalty Saltwater
23| 50-54-4 QUINIDINc126(c(Ci Ecotoricological 8291145 < mgL ECS0  Scobicuana 24 n Woralty Freshwater
2| 50-54-4 QUINDIN c126(e(C{ Ccatoricological 066452 - mgt LGS0 Drachi 24 n Worslty Treshwater
2550635 CHLOROCI(NC(C)Ecotoxicological  866.712 - mgL ECS0  Vibriofischer 025 n Benavor Adut Saltwater
25 50635 CHLOROCI(NC(C) Ecotoricological 2042964 - mgL ECS0 Ampeliscaal 24 n o Saltwater
2/ 50635 CHLOROCI(NC(C) Ecotoncological 1165934 - moL ECS0  Scobiouana 24 n Wortaity Fresnwater
28| 50635 CHLOROCHNC(C) Ecotoicological 438515 - moL ECE0  Brachi 2 n Wortaty Freshwater
23| 50-78-2 ACETYLE C(=0)(0) Ecotoxicological 2612175 - mgL ECS0  Vibriofischer 025 n Benavor Adut Saltwater
30| 50-78:2 ACETYLEC(=0)(0) Ecotoxicological 381918 mgL ECS0 Ampeliscaal 24 n M Saltwater
5150782 ACETVLEC(-0)O) Ecotoxicological 177.9882 mgL ECS0  Scrobicularia 24 n Woralty Frashwater
5250782 ACETYLEC(=0)(0) Ecotoxicological 14141775 mgL ECS0  Bracnionusc 24 n Wortalt Freshwater
5351285 DINITROIC1(O)c(NiEcotoxicological 05 mgL NOEC  Oncorynchu 720 n 8710 mgL  Growth  Earylfestage Freshwater 2
34 5120-5 DINITROIc1(O)e(NiCootoricological 0.0 mgt NOCC  Oncorynchu 720 n 0710 gL Growth Carlylfestagi Treshwater 7
3551285 DINITROIC1(O)c(NiEcotoxicological 09 mgL NOEC  Cyprinodony 672 n B710moL  Growin EatyifestageSaltwater 15 2
35| 51-28:5 DINITROIC1(O)e(M Ecotoxicological 11 mgL NOEC  Oncorynchu 1440 n 8710 mgL  Growth Earylfestage Freshwater 7
5751265 DINITROILI(O)(N Ewluxicologicsl 13 gL NOEC  Oncutlynciuy 1440 " STI0myL  Mulally Eary lestay Frestwater 7
38| 51285 DINITROIC1(O)ciNiEcotoxicological 16 moL NOEC  Oncorynchu 720 n 8710 oL Wortalty Earylfestagt Freshwater fid
3951285 DINITROIC1(O)c(NiEcotoxicological 18 mgL NOEC  Oncomynchu 720 n 8710 mgL  Growth Embro  Freshwater fid
40| 51:26 DINIIKOICT(O)c(NIEcotoncological 1.9 mgL NOEC  Oncomncnu 720 n /10 mgL  Moranty Eany estagi eshwater 2
(21| 51285 DINTROICH(O)c(Ni Ecotoscslogical 1.9 mot NOEC cyprinodony 872 n [7idlngt  Growth Earylfestag:Satvwater 15 2
42| 51-285 DINITROIc1(O)c{Ni Ecotoricological 1.9 mgL NOEC  Cyprinodony 672 n BTI0mOL  Growin EatyifestageSaltwater 25 2
4> n| sheetz F3 T m

Ready = Sarolllock 7]

| o | Empor.. | Einpor... | E)impor.

Sequence of steps

}
}

Import New

Database Detailed information
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Import New Database

- =

o

* Category Definition. & Data Giag Fillng

ElSubstance et
EIPhysical Chame:al Fropertars
BEmarsenantal Faty aed Trasripod
WEcetsrsobigeal Insmaion
Huenan heakh bazaeds

RSN
T e em—r—— [ —
e T IOC ORI e | B, [T @t | @t | Sooomn., PTG - £ e

Open example file

} Prafiing VEndpoine b Category Deflaiion  » Data Gap Filing

|
1
& Used sapar ks
H Decimal: Thousands: |+
B et
. o _
Docurmants
Deskiog
My Documenks
M Canrutes
— g Fis Ecctomcologcal exsrigle s
e Mphiohwok | Flssollpe | Excel Fles )
0 Carcirogenctylent sganeciy_sxampie wat 1o
R T T e RO e | Broace. [CTEITN Glmente., | @imote | Svocmen., PTG g D 25
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File is opened

Q5 impps et epio aEB
Llsedsepaal.nrs
Dltmport as Inventory Decimal: | Thousands: L
Preview of file D:\Transfer\Inport - best wple\Ecotoxicological ple. xls
CAS  NAME Srriles Endpoint tree path Data Mean vahuse/Scale value  Data Mean quif)
S0-00-0 FORMALDEHYDE C=0 Eoumdogcu:mubncmt Toxil2.98 > a8
50-00-0 FORMALDEHYDE C=0 wquatic Toxid9 > B
S0-00-0 FORMALDEHYDE C=0 Ecotosicological Information#Aquatic ToxiS7 >
S0-00-0 FORMALDEHYDE C=0 Jogical #hquatic Tox29 S
S0-06-6 PHENOBARBITAL c1{-0)c(c2cm2)(CC)c(-omc(-o)mF icological Information#Aquatic Toxi2995.767 >
S0-06-6 PHENOBARBITAL C1(=0)C(c2eccer2)(CCHC(=0)NC(=0)N1 Ecotonicological Information#Aquatic Toxil0009.113 <
S0-06-6 PHENOBARBITAL C1{=0)C(c2ecccr2)(CCHC(=0)NC(=O)N1 Ec logical quatic Toxi1212.2406 <
S0-06-6 PHENOBARBITAL C1{=0)C(c2ecccr2)(CCH(=0)NC(=0)N1 Ecotoxicological Informations# Aquatic Toxi5178.729 <
50-28-2 BETA-ESTRADIOL, 17 c12¢(CHP-+3CHPHHC{P-HCP-HCNCHP- Eooloedndowcdlrfonmtlon#ﬂmlc Toxi0,00012 <
50-28-2 BETA-ESTRADIOL, 17 c12a{C{P+}3CHP+HC{P-MC{P-HCXC{P- Ecotoxicological Ir \quatic Toxi0,000251 >
S0-28-2 BETA-ESTRADIOL, 17 C126(C{P+}IC{P+HC{P-}C{P-HCNC{P- Ecotoxicological Informations# Aquatic Toxi0,00115 >
80-29-3 DDT C{ONCI(CNC(eeee(Chect Jeleee(Cleet Ecolommwormabnmmuk Toxi70 >
50-29-3 DOT ClE{CCC(clccc{Chect Jeloca{Clicel  Ec jon# Aquatic Toxi0.0087 >
S0-29-3 DOT, P,P- (NI cleee(Chect e leee(Cheet wmmumm#mn: Toxi7e-005 >
50-29-3 DODT, P,P- ClCH{CCC(clece{Chect Jeleca(Clicel  Ec al Ir _._,' Toxi0.00123 >
S0-48-6 AMITRYPTYLINE €12C(=CCON(C)C)c3e(ceee3)CCelceee Ee jcal Informati Toxiz1,580942 >
S0-48-6  AMITRYPTYLINE €12C(=CCON(C)C)c3e(cece3)CCel coec2 mmmummumsmt Toxi36,89287 >
50-48-6 AMITRYPTYLINE €12C(=CCCMCIC)e3e(cace3)CCel cece2 \quatic Toxi. 776692 >
S0-48-6 AMITRYPTYLINE £12C(=CCON(C)C)eac(ecec3)CCelerce2  Ecotoxicological Information#Agquatic Toxi0,804431 < =
T B T T TN P P YN T R Ty T R YT N T Ty P Py P oy TPyt PPy o =
<) %]
Import to
New file [ Database title georaxicological example
A
=

|
Importto: The userhasto choose whetherto . . - :
importthefile as a newdatabase orwhetherto add Database title : Ecotoxicological example.

the data to a database already existing inthe Note: the user could change the name
Toolbox.

A It is very important that the thousands and decimal separators are
properly set while importing. Especially with TXT file this could lead to

erroneous parsing of data values.
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Step 2: Horizontal import

oot (N {elcce{Clec Jel cea{Clect
DDT, PP~ CiChCchc(elcee{Clect Jelee(Chect
DDT, P,P- CichicchC(elcee{Clec Jeleee({Chect
AMITRYPTYLINE 12C(=CCCN(C)C)eBe{ceee3)CCelccce2
AMITRYPTYLINE 12C(=CCCN(C)C)cIe(cce3)CCelacce
AMITRYPTYLINE 12C{=CCCNIC)C)c3e(cece3)CCelcece

AnaTTraTL T

al Infarmationa Aquatic Toxi0.0087

al Informationa Aguatic Toxi7e-005

al Informations Aquatic Toxi0.00123

al Infarmation# Aquatic Taxiz1 560942
al Information# Aquatic Toxi3s 89287
Infarmationa Aquatic Toxi0. 776692

et abiom M A e imbie T el A AR

File layout What i 2
) Vertical i : [“]1 have a header row
e Sremsrnnnsrnnnnann;
CAS Select one or mare columns from the grid
lChamIcal name Scales | below and then assign the selection to a
|i3MI|_Es editor region by choasing from the lefthand side
Undefined radio buttons.
EAS Sriles Endpoint tree path Data Mean valuefScale value  Data Mean qua [
i ns)-0 FORMALDEHYDE ISMILES cotoxicological Information# Aquatic Toxil2.98 > E|
50-00-0 FORMALDEHYDE =0 ical Informations Aquatic Toxi39 >
50-00-0  FORMALDEHYDE C=0 jical Informationa Aquatic ToxiS7? >
50-00-0 FORMALDEHYDE =0 al Informations Aquatic Toxi29 =3
50-06-6 PHEMOBARBITAL - 1(=0)C{c2eoocc2 ) COC{=0)NC{ =01, al Information# Aquatic Toxi2995.767 =
50-06-6  PHEMOBARBITAL [~ 1{=0)C{c2ecccc2 W COC{=0INC{ =01, al Information# Aquatic Toxil0009.113 <
50-06-6 PHEMOBARBITAL - 1{=0)C{c2ooocc2 WO =0INC{ =01, al Information# Aquatic Toxil 212, 2406 <
50-06-6 PHEMOBARBITAL ~ 1({=0)C(cZecocc2 ) CO)C{=0)NC{=0)N1 [Ecotoxicological Informationd Aquatic Toxi5178.729 <
BETA-ESTRADIOL, 17 120{C{P+}3C{P+HC{P-HC{P-H O C{P-Ecotoxicological Information# Aquatic Toxi0.00012 <
BETA-ESTRADIOL, 17 12 C{P+}F3C{P+HC{P-HCHP- {CHC{P{Ecotoxicological Informations Aquatic Toxi0.000251 =
BETA-ESTRADIOL, 17 12e(CH{P+3C{P+HC{P-HC{P-HONCP ical Informations# Aquatic Toxi0.00115 b
oot C(Ch{CChClctece(Chieet Jelcee{Chect jical Informations Aquatic Toxi7o >
>
>
>
>
>
=

[ Cancel ]

Select: CAS

File layout

What i 17
O vertical (%) Horizontal [#]1 have a header row

[Cprivate data
+ RAUDA DAL s

(~]B Select one or more columns from the grid
‘cﬁmtarﬂaﬂs""" '| Scales | below and then assign the selection to a
IiSMILES —

‘Endpoint tree path

Metadata "
iwater alkalinity AL I—
Watar flowe
‘Water Hardness
Waitar media type
Water type
Water Type
‘\Neekly exposure (days/ wesk)
et _Dry
Year

| lLndefined

editor | region by choosing from the lefthand side
radio buttons.

(]

CAS  :NAME Sriles Endpoint tree Data Mean value[Scale value  Data Mean qua [

i 7530 SFORMALDEHYDE [SMILES

50-00-0 “FORMALDEHYDE k=0

50-00-0 SFORMALDEHYDE k=0

50-00-0 SFORMALDEHYDE k=0 :

50-06-6 SPHENOBAREITAL £ 1(=0)C(c2ceeee2)(CC)C{=0)NC{=0)1 [Eco
> -

DLERARADRTT A o _sos,

i Informations# Aquatic Toxil2.98
al Information# Aquatic Toxi39
al Information# &quatic ToxiS7
al Information# Aquatic Toxiz9

al Information# Aquatic Toxi2995,767

i sl TeFven skimm# A o iskie Tav 112

AR ARTARTARTS

[ema ] [co [ woe> ] [ ]
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Select: Chemical name

File layout
O vertical

[IPrivate data
Define new region

() Horizontal

[“I1 have a header row

Select one or mare columns from the grid
below and then assign the selection to a
region by choosing from the lefthand side
radio buttons.

Scales
editor

Metadata

Water alkalinity

‘Water flow

Water Hardness

‘Water media type

Water type

‘Water Type

‘Weekly exposure (days/ week)
Wet_Dry

Year

| T ——

B

B

Smiles

[Chemical name

Endpoint tree

MILES Informationd Aquatic Toxil2.98

~ORMALDEHYDE
~ORMALDEHYDE
~ORMALDEHYDE
PHENOBARBITAL

NAME

=0
(=0
(=0

al Information# Aquatic Toxi39
al Infarmation# Aquatic ToxiS7
al Information# Aquatic Toxi29
jical InFarmation#Aquatic Taxi299s, 767

ir sl TrFmrenskiamdhanske Tavid 000G 117

VAT L

AYENPRARATAY

Data Mean value/Scale value  Data Mean qua

AV VY VY

[ Cancel J

[ <esck J[ mer> | [ rnen ]

Select: SMILES

File layouk
O Vertical

[Cprivate data

[¥]1 have a header row

Select ane or more columns from the grid
below and then assign the selection to a

region by choosing from the lefthand side
radio buttons.

Metadata

Water alkalinity

‘Water flow

Water Hardness

‘Water media type

Water type

Water Type

‘Weekly exposure (days/ week)
‘Wet_Dry

Year

—]

I

S

CAS MAME

1Smiles

AsF0 fchemical name
0-00-0 FORMALDEHYDE
0-00-0 FORMALDEHYDE
0-00-0 FORMALDEHYDE
0-06-6 PHENOBARBITAL

al Infermation# Aquatic Toxil2,98

al Infarmation Aquatic Toxi39

al Information#équatic ToxiS7

al InFermation# Aquatic Toxi2d

al Information#aquatic Taxi2995, 767

am

i 3l Tefrwen shinn# danskic Tavit 000G 113

Data Mean value/Scale value Data Mean qua [

AVVIV VYV

[ conc | [ <k ]|
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Select : Endpoint tree path

File layout
O vertical (&) Horizonital [411 have a header row D L
[Private data
Define rewregon Important: The endpoint tree path
Select one or more columns from the grid
Seales | below and then assign the selection to a i i
o B | 3 | o by o o et s should point to a leaf of the predefined
Undefined radio buttons. . . .
s endpoint tree. For more information
Metadata 1
A — o Ois value R .
Water alkalinity check chapter 4 Endpoint tree path in
ater flow
water Hard .
water media type this document.
|Water type
\ater Type
|Weekly exposure (daysy week)
et Dry
Year -
lrdefined |
CAS NAME Smiles Endpoint tree path ata Mean valuejScale value Data Mean qua.|
A5 fChemical name MILES i ndpoint tree pathistion#Aquatic Taxgl2,95 > B
50-00-0  FORMALDEHYDE =0 o0 g ationa# Aquatic Toxd39 > ]
50-00-0 FORMALDEHYDE =0 1 tion# Aquatic Tox§? >
S0-00-0  FORMALDEHYDE =0 Eco ogich ationd# Aquatic Toxd29 >
50-06-6 PHENOBARBITAL 1({=0)C(c2ecccc2 ) CC)C{=0)NC(=0)1 Ecotodcological Infarmation# Aquatic Toxf2995.767 >
m s = 1% - ‘7
[ Cancel J [ < Back ]I Next > I [ Finish J

Select: DATA Mean Value/Scale value

File layout - -
O vertical (& Horizantal [#]1 have a header row What d diferent =
[private data
Define new region
\SMILES Deefire valus Select one or more columns from the grid
Endpoint tree path Oscale Olowaualfier O Upper value Scales | below and then assign the selection o a
b | Omean Ounit edtor | region by choosing from the lefthand side
Undefine {Ebiean O Undefined radio buttons.
Metadata .
iwater alkalinity Dl ke
\Water flow
‘Water Hardness
(Watter media type
|Water type
\hiater Type
|Weekly exposure (days/ week)
et Dry
Year -
lndefied __________[¥]
Smiles Endpoint tree path ‘pata Mean qualfier Data Unit  Endpoint Test organisms (‘|
| [sMILES Eendpoint tree pathiation#Agquatic ToEo oo Mean value Scale value gL ECSD  Ceriodaphnia affinis [
=0 Ecotoxicological Informations#Aquatic Toxg39 mrgiL ECS0  Daphnia magna
=0 Ecotoxicological Information# Aquatic Toxgs7 magjL EC S0 Daphnia magna
=0 Ecotoxicological Information# Aquatic Toxg29 mgiL ECS0 Daphnia magna
[C1(=0)C{c2eecec2){CCIC(=0MC(=0)N1 Ecotaxicalogical Infarmation# Aquatic Texd2995.767 il ECS0 Vibrio Fischeri
= L s - s i Tab = s raall Ecen Aimnaliess shdiks ‘
" | Serrnrsrrnrnrnnrnrnrrnrnrrn e ened |
[ Cancel ] [ < Back ]l Next > I [ Finish J
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Select: DATA Mean qualifier

File layout wh i >
O vertical (® Horizontal [¥]1 have a header row
[erivate data
Define new region
SMILES Define value Select one or more columns from the grid
_.Qs«:de Low qualifier O Upper value Scales | below and then assign the selection to a
2 oY Low value O unit edter | region by choosing from the lefthand side
Undefined / fSc Upper qualifier O Undefined radio buttons,
Metadata 1
Water alkalinity Dlis vaie I—
‘Water flow 0
Water Hardness
Water media type
Water type
WaterType
‘Weekly exposure (days/ week)
‘Wet_Dry
Year -
|Sm\|es Endpoint tree path Data Mean value/scale value Data Mean qualfier  PataUnit  Endpoint Test organisms [
MILES Eendpoint tree pathation#Aguatic Todh s Mean value /Scale valusiData.Mean qualifierdgil ECS0
=0 E I | Infarmation#Aquatic Te:xd39 -3 nail ECSD
- E: I | Infarmation#Aquatic Texds7 -3 gl ECSD
=0 Ecotoxicological Information#Aquatic Toxd29 > ngfL ECS0
1{=0)Cic2ecccc2CCYC(=0NC(=0)N1 Ecotaxicological Information#aquatic Toxd2995.767 -3 ngL ECS0
L e o oowacs 5 imaleminal Tak. ; : an Eren
<] m
[ Cancel J [ < Back ][ Mext >

Select: DATA Unit

File lavout Wh i o
O vertical @) Horizontal [¥]1 have a header row -
[Cprivate data
Define new region
Define value Select one or more columns from the grid
O seale O Low qualifier 52 pper value scales | below and then assign the selection to a
Omean qualiier O lLow value E@uot | edior | region by choosing from the lefthand side
() Mean value/Scale val) Upper qualifier radio buttons.
Metadata
is value
water alkalinity o
‘Water flow
Water Hardness
‘Water media type
Water type
Water Type
‘Weekly exposure (days/ week)
WWet_Dry
Year P
|
ISmI\es Endpoint tree path Data Mean valuefScale value Data Mean qualfier  ‘DataUnk  Endpoint Test organisms
| 1SMILES ndpoint tree pathiation#Aquatic Todh ot o Mean value Scale valueData.Mean qualifieiData unitECS0  Ceriodaphnia aFFInElI
Lm0 icological Informations Aquatic T -3 ngiL S50 Daphnia magna
C=0 xicological Information# Aquatic T > gL S0 Daphnia magna
C=0 wicological Infarmation# Aquatic T -3 ngiL
C1{=0)C{c2ecccc2 W CO)C(=0MC{=0)N1 wicological InFormation# daquatic T . 767 -3 nafl
TRV R RV 7T VT ST MPXT T PO TP VRV T T FYEY 3
] ]
[ ‘Cancel ] [ < Back. ][ Mext >
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Database Import Wizard

The type of the column is specified by clicking on the column and

(o
—

then clicking its type (CAS/Chemical name/SMILES) from the list box
in the Define new region panel or selecting a metadata field label
from the list box in the Metadata panel. To remove designations

click a column and then click on Undefined from the list box.

II.  All fields fields defined with the Define new region panel are color-

distinguished from the fields of the Metadata panel.

Add test Duration data

Fleamportawizarnd stepdiofid| L’ L‘.I m1

File layout g
What do different layouts mean?

) vertical (%) Horizontal 11 have a header row aLGD cifteren
[Iprivate data
Define new region
SMILES (| Define value Select one or more columns from the grid
Endpoint tree path O scale O Low qualifier O Upper value Scales | below and then assign the selection to a
Data [ Omean gaati O Low value @ unit edier | region by choosing from the lefthand side
5| Omea le valC) Upper qualifier (O Undefined radio buttons.

[is value 7

Effect additional
Effect details
Effect type
Elimination constant - k2
Elimination phase duration

Elimination>=SxTS0

Embryotoxic / teratogenic effect:

Endpoint ()

Data Mean qualifier  Data Unt  Endpoint Test organisms (speclesjﬁuntia—l‘;buation Unit  Solubility Unit  Effect Lifestage Water type Salinity Temy|_|

: h ECS0  Ceriodaphnia affinis @ | Immobilisation Juvenile Freshwater 2z H

-3 "ngiL EC S0 Daphinia magna i E\ Physialagy Juvenile Freshwister 20

> gL EC S0 Daphnia magna 24 b Martality Juvenile Freshwater 20

-3 ngjL EC S0 Daphnia magna 543 b Martality Juvenile Freshwater 20

-3 gL EC S0 Yibrio Fischeri .25 h Behaviar Adulk Saltwater

- mamdt Eron framalies s shdiks E_")a E. Pk slikas Calhuskar m

<] m e B
Cancel ] [ < Back ‘ [ Mext > l [ Finish ]
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What do different layauts mean?
) Horizontal [#]1 have a header row
[Private data
Def 2 new
. Define value Select one or more columns from the grid
O scale © Low qualfier O Upper value Scales | below and then assign the selection to a
Data ) Mean qualifier O Low value @ Unit edior | ragion by choosing from the lefthand side
|l O Mean valuefScale valC Upper qualfier (O Undefined radio buttons,
Mekadata Define value
Duston, . 00 [“is value | -m
IE:ffe t Coocds ©
C
I
[Effect additional U
!Eﬂ‘ect details el OMloon quafier: _O ke
Effect type L
%Ellminatiun constant - k2 i Mean valef
Elimination phase duration
Elimination>5«T50 Climns Lindefned
Emhryotoxu: / teratogenic effect:
Endpoint [v] Olow value
IData Mean qualifier ~ DataUnit Endpoint Test organisms (species)yDuration.Mean \rduefScd: valueDuration Unit Sufub&ty Unit  Effect Lifestage \'
D ata.Mean qualifiesfDat a.Unit EC 50 'Ceﬂodenf'mle affinis 8 l! Immobiisation Juvenile F!‘l
;i> ngL S0 Daphnia magna h Phiysiology Juvenle Fy
> ngiL S50 Daphnia magna 24 K Mortality F
> ajL €S0 Daphnia magna 48 ri Mortalty Juver\le F
> afL €S0 Mibrio fischer 0,25 K Behavior Adult 5 o
L A en licms sheibs Sd K Bark sl | =_‘|
(=] EI z 3]
[ concel | [ <msck ][ mea> | [ Fmsn |

Add test “Duration unif’

File layout

O vertical @ Horizontal [¥]1 have a header row
[Jprivate data

Define new region

SMILES | Define value

Endpoint tree path | Oscale O Low qualfier O Upper value
Data [ ©Omean qualiier O Low value ® unit

(O Mean valuejscale valO Upper qualifier O Undefined

Select one or more columns from the grid
below and then assign the selection to a
region by choosing from the lefthand side
radio buttons.

Scales
editor

~ Define value

O seale

O Upper qualifier

T —

IData Mean qualifier  DataUnit Endpoint Test organisms (species)Duration.Mean value/Scale valu

DataMean qualifieatanitECS0  Ceriodaphnia affinis 48 Immobiisation Juvenile
oL S50 Daphnia magna 1 h Physiology Juvenile
oL 50 Daphnia magna 24 h Mortality
il S0 Daphnia magna 48 h Mortakity
nofL CSo Wibrio fischeri 0.2s h Behavior
M an ] shdits e h Mork skl
<] @
[ Cancel J [ < Back ] [ Mext > J [ Finish J
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Add undefined parameter - “Solubility”

File layout = W ; >
) vertical (&) Horizonkal [¥1 have a header row
[(private data
Define new region
SMILES Define valus Select one or more columns from the grid
Endpoint tree path | Oscae O Low qualifier O Upper value Scales | below and then assign the selection to a
Data [ Owean quaifier O Low value ®unit edior | region by choosing from the lefthand side
ndefined v Mean value/Scale v. Upper qualifier Undefined r .
fi : (@] a0 (@ adio buttons
Metadata Define value r
water alkalinity Oscale Otoper m#s value |
‘ater flow
Water Hardness 2 L
\Water media type OMesn/quatfler O D
Water type
Water Type (O Mean valus/Scals O Unit
WWeekly exposure (days/ ’
Wet Dry Olow qualifier & Undefined
Ot vobe
Data Mean qualfier  Data Unit  Endpoint Test organisms (species)Duration.Mean value/Scale valueDuration.Unit Solublity Gnit  Effect Lifestage \|
[Data.Mean qualifiefData,unitEC 50 Ceriodaphnia affinis 48 "I [ | Irnmobili Juvenile F§|
ngiL S50 Daphnia magna 1 h Physiology Juvenile F
nofL S0 Daphnia magna 24 h Mortality Juvenile F
ML 50 Daphnia magna 43 h Mortality Juvenile F
nofL iC S0 “ibrio Fischeri 0.25 h Behavior Adult |-
. n A i shAiks e k Mk sk Gl
| [£] "] 5]
[ Cancel J [ < Back ][ Hext > I [ Finish J
L Fll s Euraird St A ui Y
File layaut s
O vertical (&) Horizontal [¥]1 have a header row What do diferent layouts mean?
[CIPrivate data
Define new region
SMILES 3| Define value Select one or maore columns from the grid
[Endpoint tree path | Oscale O Low qualifier O Upper value Scales | below and then assign the selection to a
Data [ Omeanqualfier O vow value ®unk edtor | region by choosing from the lefthand side
CEETT I (O vean valuefScale valO Upper qualfier O Undefined radio buttons.
Metadata s i T :
= is value : i i
Water alkalinity =] Elex g sacoy : I addg
\iater flow

|!Water Hardness
iWater media type
Water t S 5
WaterType Define “Solubility”, click “add”
iWeekl’y exposure (days/ wesk)
iWat_Dry
Year .

I-

IData Mean qualfier  Data Unt  Endpoint Test organisms (specles)_DuvMbn.Mem value/Scale valueDuration.Unit Solubiity  Unit  Effect Lifestage \|
hakaMean qualiieala UnitECS0  Ceriodaphnia affinis 48 h 1  Immoblisstion Juvenie i ]
> gl S0 Daphria magna 1 h Physidlogy  Juvenile F
> ol 50 Daphria magna 24 h Mortabty Juvenie F
> i €S0 Daphnia magna 48 h Mortalty Juvenile F
> nafl €S0 Mibrio fischeri 0,25 h Behavior Adult £ _
! n €N Amnaliers shelks e [ | | Morkaliy el
<] &l 3]

[Cancd] L<Ea(k ][umu][_ﬁuh]
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File layaut =

) vertical (%) Horizontal [#11 have a header row e

[Iprivate data

_Define new region —
ESMILES B3| Define value Select one or more columns from the grid
Endpoint tree path | Oscale O Low qualifier O Upper value Scales | below and then assign the selection to a
Data [1 Omeanqualfier O Low value ®unit edior | region by choosing from the lefthand side
TEETTE N 2 O Mean value/Scale valO) Upper qualfier O Undefined radio buttons,

Metadata 1
|Water alkaﬁnny [~ g'f_ff‘f_}smbd‘“
‘Water flow
‘Water Hardness
Water media type
IWater type iz @

\Water Type Check ‘is value
|Wael<ly exposure (days/ week)

Wat - Dry
ivear oy
B

IData Mean qualfbr Data Unit  Endpoint Test organisms (spe:les}Dwatblm value/Scale valueDuration.Unit SolubilityUnit  Effect Lifestage f\|
F)I‘ a.Mean qualifiefData Unit EC S0 _l.’.a#odephrda affinis 48 h I
= gL C S0 Daphnia magna 1 h
> gL S0 Daphnia magna 24 h
> ngfL CSD  Daphnia magna 48 h
> najL CS0  Vibrio fischeri 0.25 h
L n en irrs aheita 7 3
<] m
I_ Cancel ] [

[¥]I have a header row

[private data

Define new region -

SMILES | Define value Select one or more columns from the grid
Endpoint tree path Oscale Olow quaifier O Upper value Scales | below and then assign the selection to a
Data [ OMean quaifier O Low value ®unit edter | region by choosing from the lefthand side
Il O mean value/scale valO Upper qualfier (O Undefined radio buttons.

Metadata Define value [Fisvake | |

‘water alkalinity =]

Iwate: flowr Cazae
|Water Hardness
Water media type L,
‘Water type !3

Select “Mean value/Scale value”

Test organisms (species)Duration.Mean value/Scale valuepuratlnn.unltgnluhluwmm value/Scale valuelnit Effe||'

i!'ldld_.’\'.ll'.m qualifiefData.Unit EC 50 Ceriodaphnia affinis hi h E _ImmcE|
> S0 Daphnia magna 1 h : Phys
> S0 Daphria magna 24 h H Mart.
> €50 Daphnia magna 48 h Mo,
> €S0 Wibrio fischeri 0.25 h I Beha
Le en Arsnalicrs shdiba 24 h ':' Mok .“
2] &l : : %]
[ cancel | [ <pack |[ mea> | [ s |
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Import Wizard

Select “Unit” of defined “Solubility”]
parameter

File lavout
O vertical

[private data

Define new region

SMILES Define value

Endpoint tree path O scale O Low qualfier
Data ] Owmeen quaifier O Low value

O Mean valueScale valO Upper quaifier

[“1 have a header row

Wh. i 17

Select one or more colurmns from the grid
below and then assign the selection to a

region by choosing from the lefthand side
radio buttons.

Scales
editor

O upper value
@ Unit
O undefined

Metadata Define value

water flow

Water Hardness

Water media type

Water type

\ater Type

‘WWeekly exposure (days/ week)

O Upper qualifier

[“is value  Solubiliy

ies)Duration.Mean value/Scale value Duration.UnitSolubility.Mean value/Scale valugSolubility.Unit Effect

48 h
1 h
24 h
48 h
0.25 h
24 k

Lifestage |
Buncbdsation Javenle )
i Juvenile

Flortality
Mortality
Behavior

Fard sbber

Scroll bar

File: layouk wh i o
O vertical (& Horizontal VT have a header row -
[[private data
Define new region
SMILES Define value Select one or maore columns from the grid
Endpoint tree path O Scale O Low qualifier Oupper value Scales | below and then assign the selection to a
Data [ ©mean qualiier O Low value ®unit edtor | region by choosing from the lefthand side
© Mean value/Scals valC) Upper qualfier O Undefined radio buttons.
Metadaka Define value r
¥lis value éﬁﬁ Jbillty
Water flow Oscale O Lipper. quakfier El
Water Hardness
Water media type O Mean qualifier (O Upper value
Water type
VWater Type
\Weekly exposure (days/ week) O Mean value/Scaie © Unk
wet_Dry ;
vear Olow qualfier O Undsfined
Solublity
Undefined O'Low value
IEffe:t Lifestage ‘Water type Salinity TemperaturepH  Water alkalinity Water HardnessDATA QUALITY Author Year \
Immobilisation  Juvenile Freshwater 23 2.2 WARNE AND SCHIFKO 1999 g\
Physiolagy Juvenile Freshwater 20 <] JANSSEN AND PERSOONE 1993
Mortality Juvenile Freshwater e0 3 JANSSEN AND PERSOONE 1993
Morkality Juvenile Freshwater 20 3 JANSSEN AND PERSOONE 1993
Behavior Adult Saltwater 2.2 Calleja 1994 <]
M, Iy
Iﬁ] J — H>
[ Cancel J [ < Back ][ hext > J [ Finish J
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Database Import Wizard

Scroll the bar to review data column
designations. Click on “Next” button

File layout = i >

O vertical (& Horizonkal [41 have a header row that do diferent bt mean?

[Private data

Define new region

SMILES Define value Select one or more columns from the grid
Endpoint tree path | Oscale O Low qualfier O Upper value Scales | below and then assign the selection to a
Data 1| OMeanqualiier O Low value ©unit editor | region by choosing from the lefthand side
O Mean valuefScale valC) Upper qualfier O Undefined radio buittons.

Metadata Define value

[vis value  Solubility

Wiater flow Oscale O pper qualiier 2 (Lo ]

Water Hardness

‘Wiater media type OMeznqusifier  OL i

Water type

WaterType

Wieekly exposure {days/ week) i eabaliob oS

Wet_Dry

vear OLow qualfier (O Undefined

Solubility

| Undefined OLowyvave

Author Year Title Reference source Comment [~]
WARNE AND SCHIFKO 1999 Q\I
JBNSSEN AND PERSOONE 1993 End point is Fluorescence od Daphnia with
JANSSEN AND PERSOONE 1993
JANSSEN AND PERSOONE 1993
Calleja 1994

<]

C o O <pes ] o> om |

Click on “Finish” button

Author Year Title Reference source Comment
WARNE AND SCHIFKO 1999 B
JANSSEM AND PERSOONE 1993 End paint is Fluorescence od Daphnia with
JANSSEM AND PERSOONE 1993
JANSSEM AND PERSOONE 1993
Calleja 1994
Calleja 1994
Calleja 1994
Calleja 1994
Kramer %], Miles-Richardson 5, Pierens SL1998  Reproductive impairment and induction of Aquat Toxicol 40:335-360 End point egg production (female).
Kramer Y1, Miles-Richardson 5, Pierens SL1998  Reproductive impairment and induction of Aquat Toxicol 40:335-360 End point inhibition of vitrelogenin in male
Kramer V1, Mies-Richardson S, Pierens SL1998  Reproductive impairment and induction of Aquat Toxicol 40:335-360 Male Fish only.
WYNBERG 1989 Egg refers to sperm. Sperm exposed for 1
REYES 1996
Phipps GL, Mattson YR, Ankley GT 1995  Relative sensitivity of three Freshwater b Arch Env Contam Toxicol 28:281-286
Phipps GL, Mattson YR, Ankley GT 1995  Relstive sensitivity of three Freshwater b Arch Enwv Contam Toxicol 28:281-286
Calleja 1994
Calleja 1994
Calleja 1994
Calleja 1994
Callzja 1994
Calleja 1994
Calleja 1994
Calleja 1994
Calleja 1994
Calleja 1994
Calleja 1994
| 2]
]|
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E

| Sexual maturation (offspring)Route
ather
other
ather
other
other
other
other
ather
other
ather
other
other
other
other
other
other
ather
other
ather
other
other
other
other
other
other
ather

Comment

Summary cercinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary cercinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary cercinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -

Reference source

http:fipotency berkeley.edufcpdb . html
hittp:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . html
hittp:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . himl
http:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb. himl
http:ffpatency berkeley.edufcpdb. html
http:ffpotency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . html
hittp:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . html
http:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . html
http:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb. himl
http:ffpatency berkeley.edufcpdb, html
http:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . html
hittp:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . html
http:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb . html
http:ffpatency berkeley.edufcpdb, html
http:fipotency berkeley.edufcpdb. himl
http:ffpatency berkeley.edufcpdb, html

Author

Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Rormualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni

Year

01.9,2008
01.9,2008
01.9.2005
01.9.2008
01.9.2005
01.9.2008
01.9,2008
01.9,2008
01.9,2008
01.9,2008
01.9,2008
01.9.2008
01.9.2008
01.9.2005
01.9.2008
01.9,2008
01.9,2008
01.9,2008
01.9,2008
01.9,2008
01.9.2008
01.9,2008
01.9.2005
01.9.2008
01.9,2008
01.9,2008

<]

considerable time.

The database is in the process of being imported. For large databases this might take

QSAR

Pl et cd Hem et 1.8
Bosiation narzsbery of thrvs e b 8

g T g st T o At Fsiid 43 YT
Brprruction et el rdaton o Squd Pl 43 T8 30
Bapmndiuctes s arad ofthR LA Rk TAAS] B3 SERAER 1y

Rarrerserd

[

brport i

Bt e i pm: o o

g gy ooy s

Database is imported successfully. Click

“OK”.

= gt L

| Bt

]

L m B
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Load imported database

e 4]

¥ Category Definition  » Data Gap Flling

Structure

@Substanca idarkily

@Physical Chemical Propeities
BEmironmental Fate and Transpodt
L Ecotosicological lnornatiod

BHuman health hazards

0 Bocumant_1 1o

B T PO ORBO N e | Bk [ TRl St | Eote.. | Eoonen. PEING L 4D wam

w i )

+ Category Dufinition > Data Gap Filling * Raport

2

Carcinogani Potency Databass CPOB
Cartingueity b Wt agenicky S5CAN
il at

EISubstance denty
EPhysical Chemicsl Propenias
EEmitcemental Fate and Trars)
[EEcotwicolagical nfuemationgy -

EHuman health hazards

o
L
0 Dooument_i Load it abane _—
BT e OO0 W e | Bace. [T Glite. | Slnwneo, | Slowmn, FEINNG - 4D 1o
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Gather experimental data from
imported database

Flsiuktarss comiy
EFtg bl Coprved bl Frigetink
BE rreswrelsl F ity el Travigel
P ccaxispel Inbrralan
I
) W Tl
[Tt M1 HE-d mgl
w3
FREEEIM | gl 1T M 0wl 2B M BED el M5 gl W8 BEJ0E wed |
T B gl
L]

AMEN B gl | ey W T gL,
(L ]
- TN E T WAEl mpl M. M EXEd mpl B

Pt i Bt v, ol i, (i 0

R eI s | B [T St | St | S PRS0 - 3w
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Appendix III: Import example for database with Human
health hazards Information

-

The example below uses a file that is already prepared. Guidance on how

to prepare file for horizontal import can be found in Appendix I.

The destination for example files is [Install folder]\Examples

The default path is: C:\Program Files\QSAR Toolbox\QSAR Toolbox
2.1\Examples\ Carcinogenicity&mutagenicity_example.xls

ENH9-C-DPERE) " G (exampleis [C ¥ Mode] - Microsoft Excel %
&) 5
Home Insert Page Layout Formulas. Data. Review  View Developer @ -2 x
20 ¥ it e e = S | S E=F Autosum -
sia cu (AN [Eel=l3] |[Eweetes General B : é i}
s (-] J =l o Al
Fase BIZ U@ DA (4 | veeacenter~ | - % o[58 | Conamonsl Fomat Ceon | nsen Deiete Fomat sona fina &
51 romat panter ([ BYE W[ B[ Or= A |1 25 4 | G ero 18 ) aiTame- sy~ | e e e || 2 Fiter Selct-
Clppawa Fant - m ] i — shes cais ating
| AL ~@ S| cas |2
3 5 © o I E I I 'y
Lm Cremiame ] smies | Cooin o path scale ‘ | Ty otmethod ‘ :

)

clc@zcaar
CIC@ANZCCC|
C12CACEON=C|

47/92603 __ p-Phanyiphenal
45105050235 PHIP HCI

4356393227 Pildralazine

| sheet1 3 ] a
Ready  Scrolitock Count: 18 ‘
R e O OB B0 e | Ba.. | Closw. | @t | Eaon.. [ @)oo mmq&dm au4npm

o Sequence of steps

Click on

Import New
Database

Detailed information
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Import New Database

EFbysical Chenical Propertes
SEavecamental Faty and Transpos
SExstonsoiogeal nomation
EHsman brakh hazieds

B2

Qv | vt [FATINE G S v

+ Category Definition Bata Gap Filing

Bx)|

Lookire | (3 lmpoet - test exampie < el
Ly S
MyRecent | SETLHAORAIAN BIAERNY
Documents

@

Dediop

My Docuemerts

My Conguter

Fia e Cacregermitlandogercly_exatiohe =
MyMewod  Flosclbge | Excel Fles [ sk

0 Dooumerk: £l
i T e TSRO0 oo -tooct.. [T ) shipe <rus st | Eooasment - than.., [FEINNCY Gl @ e
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QSAR Toolbox User Manual

Impontto: The userhasto choose whetherto
importthe file as a new database orwhetherto add
the data to a database already existing inthe

Used separators:

Dltmport as Inventory  perinar: | | Thousands: |

Preview of file D:\Transfer\Import - test example\Carcinogenicitymutagenicity_example, s ) N N
CAS ChemName Smiles Endpoint tree path Scale Diata Me: [
92177-49-6 Nitroso-2-oxopropylethanclamine MCC{C)=ONCCOMN=O Human heath hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive [ 1]
15973-99-6 diN-Nitroso)-perhydropyrimidine C1CCN(CNIN=O)N=O Human heath hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Positive
75881-18-4 1-Nitroso-3,4,5-trimethylpiper azine CIC(NIC(CNIN=O)C)C)C Human hesth hazards#Carcinogenicity ~ Carcinogenicky I (ISSCAN)  Positive
625-89-8 N-Nitrosobis(2,2,2-trifluoroethyl) amine  N(N{CC(F)FIFICC(FYF)F)=0 Human heakh hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Negative
51715-17-4 Nitrosochlordiazepoxide cl{C2e3e(cce(CNe3MN=C{N(CIN=0)CN=2Human heath hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Negative
73785-40-7  N-Nitrosocimetidine O=NNC(=NIC#NNCCSCC L =C(N=CN1 }Human heath hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Negative
114282-83-6  N-Nitrosodithiazine NI{CSCSC1)N=0 Human heakh hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Negative
10595-95-6 Nitrosoethylmethylamine CN{CC)N=O Human hesth hazards#Carcinogenicity ~ Carcinogenicity I (ISSCAN)  Positive
55557-02-3  N-Nitrosoguvacoine OC(=0)C1=CCCMCIN=0 Human heath hazards#Carcinogenicity ~ Carcinogenicty 1 (ISSCAN)  Positive
42579-28-2 1-Nitrosohydantoin CI{NC(CNIN=0)=0)=0 Human heakh hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
30310-80-6 Nitrosohydroxyproline C(=0)O)C1CC{CNIN=O)O Human heath hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Negative
25081-31-6  Nitrosoiminodiacetic acid N(N(CC{O)=0)CC{0)=0)=0 Human heath hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Equivoca
26921-68-6 N-Nitrosomethyl-(2-hydroxyethyl) amine CN(CCON=0 Human heakh hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
70415-59-7 N-Nitrosomethyl-(3-hydroxypropyl) amineNMN(CCCO)C)=0 Human heath hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
55984-51-5  N-Nitrosomethyk(2-oxopropyl)amine CN(CC(C)=0)N=0 Human heath hazards#Carcinogenicity ~ Carcinogenicty 1 (ISSCAN)  Positive
9 N-Nitrosomethyl-(2-tosyloxyethyl) amine NC(COS(mO)(=0)C1CmCC{C)mCCm1 )CNHuman heath hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Pasitive
£9658-91-9 3-Nitrosomethylaminopyridine Cl=CC=C{C=N1)NN=0)C Human heath hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Negative
16219-99-1  4-Nitrosomethylaninopyridine C1=CC(=CC=N1 NN=0)C Human heath b Js#Car icity ~ Carcinogenicity I (ISSCAN) gati
55557-03-4 Nitrosomethylphenidate Cl=CCmC(C{C(=0)OC)C2NN=0)CCCC2Human heath hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Negative
P LR LY [ W S — ) R e e e A, s mm bem bl boema o A el o s il Ll o ® PR AR Blemabh .
1] 5]
Import to

New file [, Database title | carcinogenicitymutagenicity_sxatmph

3 : :
T :
I

Database title:
Carcinogenicity&mutagenicity example

Toolbox.

Note: the user could change the name

A It is very important that the thousands and decimal separators are

properly set while importing. Especially with TXT file this could lead to

erroneous parsing of data values.
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Database Import Wizard

Step 2: Horizontal import

File layout \What i ?
(@ vertical [#]1 have a header row
Defing new region
lcas | Select one or more columns from the grid
:Chsmlcal name Scales | below and then assign the selection to a
SMILES edtor | region by choosing from the lefthand side
IUndsﬂnsd radio buttons.
EAS lcheml\lum Srailes Endpoint tree path Scale Data Meai[]
| 9z177-496 Nitroso-2-oxopropylethanclamine SMILES=0)(CCON=0 Human health hazards# Carcinagenicity  Carcinogenicity 1 (ISSCAN)  Positive [
15973-99-6 di{M-Nitroso)-perhydropyrimidine -1 CCN(CNIN=O)N=0 Human health hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Positive |
75881-18-4 1-Nitroso-3,4,5-trimethylpiperazine - 1C(MOCICMLMN=0)C)YC)C Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
625-89-3 N-hitrosobis{2,2, 2-trifluoroethyl) amine  NCMCCF )F)IF)CC(FI(FIF =0 [Human health hazards# Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Negative
S1715-17-4 Nitrosochlordiazepoxide 1{C2e3c{ccc{CReIN=C{M{CIN=0)_N=2JHuman health hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Negative
73785-40-7 N-Nitrosocimetidine =P C{=MCAMNNCCSCC1=C{N=CN1}Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Negative
114282-83-6  N-Mitrosodithiazine 1{CSCSCLN=0 [Human health hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Negative
10595-95-6 Nitrosoethyimethylamine [CH{CCN=0 [Human health hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Positive
55557-02-3 N-Hitrosoguvacoline (=001 =COCN(CT IN=0 [Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
+42579-28-2 1-Mitrosohydantoin [CL{NC{CNIN=0)=0)=0 Human health hazards# Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
30310-80-6 Nitrosohydroxyproline [C(=0)O)CICC{CHIN=0)0 Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Negative
25081-31-6 Nitrosoiminodiacetic acid NN(CC(0)=0)CC{0)=0)=0 iHuman health hazards# Carcinogenicity  Carcinogenicity I (ISSCAN)  Equivocal
26921-68-6 N-Nitrosomethyl-(2-hydrosxyethyl) amine [CN(CCON=0 Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Pasitive
70415-59-7 N-Nitrasomethyl-(3-hydroxypropyl) aminef(NICCCO)C)=0 jHuman health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Pasitive
55984-51-5 N-Nitrosomethyl(2-oxopropyliamine CN(CC(C)=ON=0 Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
a N-Nitrosomethyl-(2-tosyloxyethyl) amine NC(COS(=0){=0)C1C=CC(C)=CC=1 ) NHuman health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive
69655-01-9 3-Nitrosomethylaminopyridine -1 =CC=C{C=N1)N{N=0)C jHuman health hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Negative
16219-99-1 4-Nitrosomethylaminopyridine (-1 =CC{=CC=N1)N{N=0)C Human health hazards#Carcinogenicity ~ Carcinogenicity 1 (ISSCAN)  Negative [~

e an [ SR R

B

(o) [ il osh ]

Select : CAS

File layout — I "
O vertical (&) Horizontal [VI1 have a header row :

[private data
- QORI s a s

Select one or mare columns from the grid

Chemical name Scales | below and then assign the selection to a
SMILES S| edtor | region by choosing from the lefthand side
Endpoint tree path B radlio buttons.

Metadata " 1
iwater akalinity Ll valee I—
|Water Flonwr
\Waiter Hardness
|\Nater media type
\Water type
|WatErType
M‘eekly exposure (days/ wesk)
|Wet_Dry
Year =

lnefined _[¥]

AS Chemblame Smiles Endpoint tree path Scale Data Msald
[cAS7-49-6 Plitroso-2-oxopropylethanclaming [SMILES=0)(CCON=0 Human health hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Pesitive [
15973-09-6 di{M-Nitroso)-perhydropyrimidine Z1CCN(CN I N=0)N=0 [Human health hazards#Carcinogenicty  Carcinogenicity I (ISSCAN)  Positive
75881-18-4 1-hitroso-3, 4, S-trimethylpiperazine {21 CIN(C(CNIN=O0)C)C)C Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive

M-Nitrosobis(2,2, 2-triflueroethyl) amine  NN(CCIF)FIF)CCFIFIF)=0 Human health hazards#Carcinogenicky  Carcinogenicity 1 (ISSCAN)  Negative
hitrosochlordiazepovide E1(C2e3e(cee(Cea)N=C(NC)N=0)CN=2[Human health hazards#Carcinagenicity  Carcinogenicity I (ISSCAN)  Negative 5
Ml hlibr e nrimaticline Lt i haslth hararde #C arrinnnanicibe S arcinananicitu TIISSCAMY .‘

[ Cancel ] [ < Back ]I hext > I [
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Select . Chemical name

File layout W i =
O vertical (&) Horizontal [“I have a header row ;
[Cprivate data
Define new region
Select one or more columns from the grid
below and then assign the selection to a
region by choosing from the lefthand side
radio buttons.
Metadata
water alkalinity (= Dlisvabee [—
WWater flow 1
Water Hardness
Water media type
Water type
‘Water Type
‘\Weekly exposure (days/ week)
‘Wet_Dry
Year -
|
CAS hemame [Smiles Endpoint tree path Scale Data Mea ]
257496 Chemical nameylethanolamine [sMILES=ONCCON=0 health hazards#Carcinogenicity ~ Carcinogenicity 1 (ISSCAN)  Positive ﬁ\
15973-99-6 Hi{M-Nitroso, C1CCN(CNIN=O)N=0 health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Postive
5881-18-4 1-Nitroso-3,4,5- C1CIN(C(CNIN=0)C)C)C health hazards#Carcinagenicity  Carcinogenicity 1 (ISSCAN)  Positive
25-39-8 N-Nitrasobis(2,2, 2 &2 MM(CCF)(F)FICC(F)FIF)=0 health hazards# Carcinagenicity  Carcinogenicity 1 (ISSCAN)  Negative
1715-17-4 Nitrosachlordiazepoxide E1(C2c3coc(CHc3N=C{N{C)N=0)] health hazards# Carcinogenicity ~ Carcinogenicity I (ISSCAN)
A = = o SNTLEXS L it haslth hasarde #° srcinananicibu 1 arcinananicite T ITSSE AN
(<[]

[ corcel |

(e ) (s> ] |

Select : SMILES

File layout Wl i ?
O Vertical (® Horizontal [#]1 have a header row
[ private data
Defing new region
Select one or more columns from the grid
below and then assign the selection to a
region by choosing from the lefthand side
radio buttons.,
Metadata 1
Water alkalinity Dt veke l—
Water flow
\Water Hardness
\Water media type
\Water type
\Water Type
\Weekly exposure (days/ week)
Wet_Dry
Year -
|
CAS Chemhame Smiles £ndpoint tree path Scale Data Meail ]|
NET-49-6 T hemical nameylethanolamine MILES=O)CCON=0 Human health hazards#Carcinogenicity  Carcinogenicity 1 (ISSCAN)  Positive ﬁ|
15973-99-6 di{N-Nitroso)-perhydropyrimidine C1CEN(CHIN=O)N=0 Human health hazards#Carcinogenicity  Carcinogenicity I (ISSCAN)  Positive
S881-18-4 1-Nitroso-3,4,5-trimethylpiperazine C1CIN(CICNIN=0)C)CIC Human health hazards#Carcinogenicity ~ Carcinogenicity I (ISSCAN)  Positive
25-89-8 \-Nitrosobis(2,2,2-triflusroethyl) amine  SN(NCCC(F)FIFICCIF)FIF)=0 Human health hazards#Carcinagericity  Carcinogenicity I (ISSCAN)  MNegative
1715-17-4 Nitrosochlordiazepoxide E1(C2e3c{cce(Che3)N=C{N{C)N=0)] Human health hazards# Carcinogenicity  Carcinogenicity I (ISSCAN)  Megative
A = e = e L L e haslth hsasrde B arminananiciby  Carrinansnicdo TIICECANY  Mansl I

[ Cancel J

[ <tk [ wea> | [ ron |
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Select : Endpoint tree path

File: layout "
e ey Flibayea row What do different mean?

[Cprivate data

Define new region

Select one or mare columns from the grid
Scales | below and then assign the selection to a . i
B e— b | S | ragion by chosig from the khand ske Important: The endpoint tree path
™ adio buttons. . .

rcefined rade should point to a leaf of the predefined

Metadata 1

[is value . . .

water skalnty o endpoint tree. For more information
Water flow

‘Water Hardness H i
ater oo ppe check chapter 4 Endpoint tree path in
Water type .

}\NaterType this document.

‘\Neeltly exposure (days/ week)

et Dry

Year

‘E _________________________________ "

CAS Chemame Srniles Endpoht tree path EScale Data Mea|||

ipGT7-49-6 Chemical nameylethanclamine ISMILES=O)(CCON=0 H arcinogenicity I {ISSCAN)  Positive ||

15873-99-6 oi(N-Nitroso)-perhydropyrimidine C1CCNICN NmO) =0 health hazards# Carcinog {Carcinogenicity 1 (ISSCAN)  Positive

75581-18-4 1-Mitroso-3,4,5-trimethylpiperazing C1CIN(CICNIN=0)C)C)C health hazards#Carcinogenicity  JCarcinogenicity I (ISSCAN)  Positive

525-89-8 N-Nitrosobis(2, 2, 2-trifluoroethyl) amine  N(NCCCIF)FIFICCF)FIF)=0 health hazards#Carcinagenicity  §Carcinogenicity [ (ISSCAN)  Negative
I51715-17-4 \itrosocﬂudmpnmde 1(C2c3:(:::(Cl)‘c3)M-C(N(C)N-O)CN-i health hazards#Car:maqemcEy Carcmgerﬂyl(ISSCAN) Negative .

EEEL T PR 5 bealih L i s s ki . U
llm] R T TR 1
[ Cancel } [ < Back ] I Next > I [ Finish J

Select : DATA Scale

What do different layouts mean?
[#]1 have a header row :
Select one or more columns from the grid
. Low qualifier O Upper vahe Scales | below and then assign the selection to a
; | Low value Ounit edtor | region by choosing from the lzfthand side

Undefined ()| Omean valuejScale valO Usper qualfier O Undefined radio buttons,
e D vake

Water flow

Water Hardness

Water media type

Water type

‘Water Type

Weekly exposure (days/ week)

Wet_Dry

Year e

bndefined [ T TR TYrrITEreT
Jcns Chemiame Sriles Endpoint tree path Scale :

£ 057496 T hemical nameylethanolamine ILES*OXCCON=0 ndpoint tree path#C. DataScalety I(ISSCAN) +
15973-99-6 N-Nroso)-perhydropyrimidine 1CCN(CNIN=O)N=0 Carcinogenicity I (ISSCAN) &
75881-15-4 -Nitroso-3,4,5-trimethylpiperazine 1CIN(CICNIN=O)C)YC)C Carcinogenicity 1 ( )

525-89-8 Nitrosobis(2,2, 2-triflucroethyl) amine  IN(N(CCF)F)FICCF)F)F)=0 arcinogenicity

51715-17-4 \itrosochlordiazepavide 1({C2c3e{cce{CNe3N=C{N(CIN=0 Carcinogenicity

TATOC_ 40T (R SR FNTAT AT SITEFSNTE I = mnmi LS ¥

m

The Scale Carcinogenicity 1 (ISSCAN) has been defined in advance. Accordingto
this scale chemicals fromthe database are classified as “Positive” and
"Negative". This is the default scale.
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Note : Scale editor

File layout 1 i . >

O vertical &) Horizontal [“I1 have a header row

[erivate data

Define new region . y.

SMILES (~]H Select one or more columns from the grid

Endpoint tree path ~:| scales £ below and then assign the selection to a

Data [3):] edkor  region by choosing from the lefthand side

Undefined ________[STk radio buttons.

| Metadata

\Water alkalinity Clis vakie I— Ii,

Water flow 0

\Water Hardness

Water media type

\Water type

\Water Type

‘Weekly exposure (days/ week)

Wet_Dry

Year -
Chemical name Smiles Endpaint tree path Scale Data Mean value/Scale \r'|
*Chemical name ULFONATE FsMILES )(=0)=0 fendpoint tree path#Genetic Toxicky I
DICHLORVOS C(CH(CN=COP(=0)0C)OC Human health hazards#Genetic Taxiciky
Phenaxybenzamine_hydrochloride_[USANE 1(CN{+H, CH-H(C(C)C0e2eccee2)CCCl)dHuman health hazards# Genetic Toxicity
Diethyl_Sulf ate (CHOS(=0)(=0)0CC Human health hazards#Genetic Toxicity
METHYL _ME THANESULFONATE ~05(C)(=0)=0 Human health hazards#Genetic Taxicity |
sl aassabamd fLIC AR - aci o hrnnme baalie hin Taiaihe

[ concel | [ <pak |[ mea> | [ Fnish |

Note : Scale definition

Name  Carcinogenicky 1 ISSCAN) | gasssssssnassssnsasany
e =
Famies

| e @
P—

Scale members

|Equivocal
| Negative

. sensitisation
£ Irritation [ Corrosion I (LIMU)

Severe skin irritation (Danish EPA : .
Carcinogenicity 11l (CPDE) S s el
ITOson

 IUCLIDS. 2:phrasegroup_P16

g
g

TUCLIDS. 2:phrasegroup_F23 gl
TICLINS, 2nheacenroan T116 e

The user should select one of the scales from the Scale list panel or define a new scale.
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Select : DATA Main Value/Scale value

File layout b i -
O vertical (@ Horizantal [T have a header row )
[ Private data
Define new region
\SMILES Define value Select one or more columns fram the grid
Y O Low qualfier O Upper value Scales | below and then assign the selection 1o a
) Mean qualfier Ounit edior | region by choosing from the lefthand side
Urdefined £ (2 Mean value/Scale va§ qualifier (O Undefined radio buttons.
Metadata
alue I—
water alkalinity Dl
water flow
\Water Hardness
\water media type
Water type
Water Type
Weekly exposure (days/ week)
Wet_Dry
Year -
|
| Endpoint tree path Scale {Diata Mean valiejScale value " Data Uinit Endpoint Type of methodType of ]
d) tree path#C Jabatealety T(ISSCAN) & Summary carcinogenicity 7]
urnan health hazards#Carcinogenicity  [Carcinogenicity I (ISSCAN) Surmmary carcinogenicity
uman health hazards#Carcinogenicity  [Zarcinogenicity I (IS5CAN) Summary carcinogenicity
uman health hazards#Carcinogenicity  [Zarcinogenicity T (ISSCAN) Summary carcinogenicity
urnan health hazards# Carcinogenicity | Zarcinogenicity T (ISSCAN) Summary carcinogenicity
Jenmline = s MRS ik T i irarn se © Srcinanancibu
g m
[Cancel][<§ak]lum>][m¢,]

Select : DATA Unit

File layout Wh i -
O Vertical (3 Horizontal [¥I1 have a header row -
[ Private data
Define new region
Define value Select one or more columns from the grid
O scale ) Low qualifier 52 Vpper vaiue Scales | below and then assign the selection to a
OmMean qualifier O Low value i@uat | edtor | region by choosing from the lefthand side
O Mean valuefScale valO) Upper qualfier () Undefined radio buttons.
Metadata |
is value |—
Water alkalinity U
Water flaw
Water Hardness
Water media type
Water type
Water Type
Weekly exposure (days/ week)
Wiet_Dry
Year =
lndefied [V
IEndpoInt tres path Scale Data Mean valus/Scale value [uata Unit Endpoint Type of methodType of [
J[End, tree path#C: ata.Scalety [{ISSCAN) [Jpata.Mean value/Scale valugData.Unit Summary carcinogenicity a3
Hurnan health hazards#Carcinogenicity  |Zarcinogenicity [ (ISSCAN)  Positive Summary carcinogenicity
Hurnan health hazards#Carcinogenicity  |Carcinogenicity I (ISSCAN)  Positive Summary carcinogenicity
Humnan health hazards#Carcinogenicity  |Zarcinogenicity I (ISSCAN)  Megative Summary carcinogenicity
Hurnan health hazards#Carcinogenicity  |arcinogenicity I {(IS5CAN)  Megative Summary carcinogenicity
[ 1]
[Cancel][cga(k]luea&t)I[Fﬂdﬁ]

I. The type of the column is specified by clicking on the column and
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then clicking its type (CAS/Chemical name/SMILES) from the list box
in the Define new region panel or selecting a metadata field label
from the list box in the Metadata panel. To remove designations

click a column and then click on Undefined from the list box.

II.  All fields fields defined with the Define new region panel are color-

distinguished from the fields of the Metadata panel.

Scroll bar
RleSmpoTtayizard StepRiiofss] L‘ L‘l bj.
File layout .
What do different layouts mean?
(O vertical (%) Horizontal [#]I have a header row
[Iprivate data
Define new region
SMILES | Define value Select one or more columns from the grid
Endpoint tree path O seale O Low qualifier O Upper value Scales | below and then assign the selection to a
[ O mean qualfier O Low value @ Unit editor | region by choosing from the lefthand side
Undefined [ O Mean valuejscale valC Upper qualifier O Undefined radio buttons.
Metadata
is value
water alkalinity [~ [s vk
Water flow
Water Hardness
\VWater media type
\Water type
\Water Type
\ieekly exposure (days/ week)
\Wet_Dry
Year -
I
Type of method Type of genotoxicity Test type Test organi (species) | maturation (offspring)Route Comment [~
other  Summary carcinagenicits| |
other  Summary carcinogenicity
other  Summary carcinogenicity
other  Summary carcinogenicity
other  Summary carcinogenicits
% NN NI NI NSNS NN AR A RN RIS R R g %mwﬂaypmﬂmn’m
<] mn ————- :
’ Cancel ] [ = Back ‘ [ Mext > ] ’ Finish J
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Scroll the bar to review data column
designations. Click on "Next” button

E[5]X)
File layout What i -
O vertical @ Horizontal [11 have a header row .
[[IPrivate data
Define new region
\SMILES Define value Select one or more columns from the grid
Endpoint tree path O scale O Low qualifier O upper value Scales | below and then assign the selection to a
|&| () Mean qualfier ) Low value (&) unit editor | ragion by choosing from the lefthand side
Undefined (O Mean valuefscale val O Upper qualiier O Undefined radio buttons.
Metadata .
iwaner alkalinity Dl value \—
‘Water flow
\Water Hardness
‘Water media type
Water type
\Water Type
|Weekly exposure (days/ week)
et Dry
Year -
lndefred __[§]
Sexual maturation {offspring)Route Comment Reference source Author Year B
other  Summary carcinogenicity data: Positive - http:[[potency berkeley. edujepdb html  Romualdo Benigni  01.9.2008 [~ |
other  Summary carcinogenicity data: Positive - http:f/potency.berkeley.edujcpdb.html Romualdo Benigni  01.9.2008 1
other  Summary carcinogenicity data: Positive - http://potency berkeley.edujcpdb html  Romualdo Benigni 01.9.2008
other  Summary carcinogenicity data: Positive - hittp:f/potency berkeley,edujcpdb html  Romualdo Benigni  01.9.2008
other  Summary carcinogenicity data: Positive - http:f/potency.berkeley.edujcpdb.html  Romualdo Benigni  01.9.2008
llllllllllllllllllllllllllllllllllmllIQINMIAOMIMAMAHHIFMFIIMIMU“!MWIUAA"AMMFlOAMA!MA‘LMIl!\I'llmlllllllllllllllllllllllgl
(<] mk
[ Cancel J [ < Back ]! Mext > : 1

Click on “Finish” button

: D
| Sexual maturation {offspring)Route

IIITIIRINITIIIRIRININIINI

A

Comment

Summary carcinogenicity data: Positive -
Summary carcinogeniciy data: Positive -
Sumrary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Surrary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Surmary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicicy data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -

Reference source

hitp:ffpotency berkeley. edufcpdb. hitml
hitp:ffpotency berkeley.edufcpdb. himl
http:ffpotency. berkeley. edujcpdb. htm
hitp:ffpotency. berkeley. edufcpdb. htm
http:ffpotency. berkeley edufcpdb, htm
hitp: fipotency berkeley. edufcpdb Rt
hitp:ffpotency. berkeley. edufcpdb . html
hitp: ffpotency. berkeley. edufcpdb html
hitp:ffpotency.berkeley. edufcpdb.html
hittp: ffpotency berkeley. edufcpdb . html
hitp:fjpotency.berkeley. edufcpdb. html
hittp: /fpotency . berkeley . edufcpdb . html
hitp: ffpotency. berkeley. edufcpdb.html
hittp: ffpotency. berkeley. edu/cpdb . html
http: fipotency. berkeley. edufcpdb.html
hittp: ffpotency. berkeley. edufcpdb . html
hitp: /fpotency . berkeley. edu/cpdb . html
hitp:ffpotency berkeley. edufcpdb. html
hitp:ffpotency berkeley. edufcpdb.hitml
hitp:ffpotency berkeley. edufcpdb. html
http:ffpotency. berkeley, edufcpdb. htm
h fip berkeley . edu/cpdb . html
hitp: ffpotency berkeley, edufcpdb html
http: fipotency. berkeley. edufcpdb . html
hitp:fipotency. berkeley. edufcpdb html
hitp:fipotency. berkeley. edufcpdb . html

Author

Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Ramualdo Benigni
Ramualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Fomualdo Benigni
Romualdo Benigni
Fomualdo Benigni
Romualdo Benigni
Romualdo Benigni
Fomualdo Benigni
Romualdo Benigni
Ramualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Romualdo Benigni
Rormualde Benigni
Romualdo Benigni

Year

01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2006
01.9.2008
01.9.2006
01.9.2008
01.9.2008
01.9.2006
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008
01.9.2008

mllgl

[ conel |

=

[
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Databaseis being imported: Progress bar.

Summary carcinogenicity data: Positive -
Summary carcinogenicity data: Positive -

other
other
other
other
other
other
other
other
other
other
other
other
other
other  Summary carcinogenicity data: Positive -
other
other
other
other
other
other
other
other
other
other
other
other

Reference source

hittp: ffpotency . berkeley.adujcpdb. btml
hittp: {{potency.berkeley.edufcpdb. html
http:jjpotency.berkeley.edujcpdb. html
hittp:fjpotency.berkeley.edujcpdb. html
http: fjpotency. berkeley.edufcpdb. html
hittp: [{potency.berkeley.edufcpdb. htrml
hitp: [ipotency.berkeley.edufcpdb. htrml
hitp: [ipotency.berkeley.edufcpdb. htrml
hitp: [{potency.berkeley.edufcpdb. html
hitp: [jpotency.berkeley.edufcpdb. html
hitp: [{potency.berkeley.edufcpdb. html
http:/{potency.berkeley. edufcpdb. htmi
hitp:fjpotency. berkeley. edujcpdb. hteml
hittp:fjpotency.berkeley. edujcpdb. html
hittp:fjpotency.berkeley.edujcpdb. html
hittp:fjpotency.berkeley.edujcpdb, html
hittp:fjpotency.berkeley.edujcpdb. html
hittp:fjpotency.berkeley.edujcpdb, html
http:fjpotency.berkeley.edujcpdb, html

7 Y ——— tfendh hml

" harkoal ofendh himl

" ol fendh himl

o berkelew. adufcodh htmi
o berkelew. adulcodh htmi
hittp: {ipotency.berkeley.edufcpdb. html
hitp: {jpotency.berkeley.edufcpdb. html

Database is imported successfully. Click “OK”.

DOLBOX

Sesusal muaburation {ollsgeing)leste Comment

RRTIRIRRRRIIRERRRRRNRRRNRY

= = IE)

* Categary Definition  + Data Gap Filling » Report

adbujcos beml o1.5.200

echafczets b 0152008

Postive - hitp:
Sunmary cancrogeracty dita: Pt - hetp ipstency berkeiny sl bl Roraide Brars 0192008

0152000

¥ carcnoger Postive -
Sy earcrogeracty dita: Potave - hitpfpmtency berksiey edseoc bl Romasids Berwys 0192008

Sunwnary Carcnogenscty deta Posive - hitp
Summary earcrogerecty ditac st - bt
‘Summary carcnogenschy data: Pstive - bitp)

Sy arcrogeracty data: Postave - hetpfpe
e Pt -

roger o1 .00
e - ol 2008

Sumentey carcmogarecty dita: Huteen - o150
Sumimary Carcnogenecky datsr Pjsbve - 01 5.2008
Sumnary earcrogencty data: Pete - 0192008
Sumwmary cucnogenicty ditac Pesitve - 01.%.2000
Pirstive - 01.5.2008

Surmary carcrogercy dita e - 0192008
‘Sumimary caronogencty detas Plstive - 0152008
- o1zo08

v sarceger s - o1.9.2000
Sumensey excopericty dits: st - o1 42008
Sunmary corcrogenicty ditac Pl 0152000

opeh.bi_Romessido Berwgrs 015,208
Mo Romukds Bersgs 019,208
bt Romusido Bersgrs 01.9.2008
edafco ol Roenakds Bersgrs 0192008

s
Postove - be Hod 0152008
Potoen - sebajcocts bl o 93008
Fostive -

bl 0152008

[ 5]
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Error message log file

B (2 iy =

» Proflieg bEndcoint b Category Definition  » Data Gap Filisg

Sesaal maturstion {ulfsgringloute Comment Relerence source
Summary carcroganicty data: Pastive - bitpifpstency.barteley. el b Romusido Berigrs 01.5.2008
. v

Susenary carcrogenicy data: Pasiies - Pitp:fpobency.bereley. e ol Roseusido Berwys 0152008

scdepct o 015,208
et e o1

o P LT { M CASS)

4 Riowy 258K (Urrealic_SMRES,

o] o 51,08 [Livesket SMRES(
Frow 54108 (Lirealtx_SHRES,

R TERREIRRRRRRRTRRERRRREREY

e

] o 725, Lrrasket_SHRESC
o
o L2108 Moy CASIRY) o ag

0 Docment_{ 0

B " S IO B0 W - oo, | Elosamenr | Biascmm, | @t [T ATING - @D i

Imported database

™
QSAR TOOLBOX L&)

EPhysical Chemical Propedies
BEmwonmental Fata and Transpot
B Ecotosicolgical Infiemation
hmin beath hazurds
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Appendix IV: Import example for database with Human

health hazards Information

-

to prepare file for horizontal import can be found in Appendix I.

The destination for example files is [Install folder]\Examples.

The default path is C:\Program Files\QSAR Toolbox\QSAR Toolbox

2.1\Examples\GENOTOXICITY_example.xls

Document version 1.0

April 2011

d9-¢ DEEA8)

GENOTOXICITY sxarmplesls [Compaibilty Mods) - Microsoft Excel

W M| Sheet1, Sheet2 . Sheetd

TOME 1 FLUORO 2,4 1(FIe{i{-0}-C Human hesth hazac Gene muatn |

64 FTV_BROMEC(ORr  uman neam narare Gene mtaton
75252 TROROMOMCTIC(ON(BASr lluman heath hazarc Gene muaton |
7685 2 BromopropanCICICIB  Human hesth hazar Gene muaton |
7sa78 TmIODOUFMA COON Human neasn nazar Gone mutston |

TE8TS 12.0CHLOROFCICHCICEI  Human heal e Gene muation |
23DCHLORO- C(=C)(CICEI  Human heath azare Gene muaton |

15051 sromsscens A cl-0)O)cEr n nazar
7997 DCHLOROACE C(=OCIICICIC Human heal e Gere muation |
e 2AMTROPROPA C(C)Ci(-0}=( Human heath azarc Gene muaton |
sun 5c(C Human heath hazareGene mutsion |
ass0 (C Human neath nazarc Gene mutaton |
oucst v G

P Human naath hezarcGane mutston |
o2 ot

o heas

Human nea

99555 NTRO.0 TOL o (C)e(M)oc{( uman heath hazarc Gene muaton |
-TRO-0.PHE 101D cE{M Human neaen aare Gene muaton |
7]

Ready

| T L A= ITIELC= L A

Saoltock 71

vons | mn_rueion tomassown_peuns v oo
s - - e e
o L TR = T e EI: -l e VS I Y
e D70 Al (B WK SHueorncm |8 - o o 8] ottt fomt Gt | e oot Famat sota pnaa
2 Fovile it 0| 5 ] e e el [HR1SH]| Crm os emi- enc|  E||  ce Fiter~ Sclect-
8535 @ £ @
e e e e - .
3 LTI COOSEA0 e e G Pt L s it o 5 A
FU R ety e Comiten Coremttn b b o s (. Arce )
D o e
T U, NS e e e e
©| 8 ATRORCICANGEL e etz G
5| T ehon CLANNCIO e et e O o

Import New
Database

Sequence of steps

Click on

Detailed information

The example below uses a file that is already prepared. Guidance on how
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Import New Database

p— el pr—
QSAR TOOLBOX 4 & E

¥ Cabegury Definition  » Gata Gag Féling

'-i|1

cos | et |

Stnaturs

BSubstance deniily
EPhysical Chemical Properties
EEmercrmental Fate and Transpet
EEcoonicologeal lnformation

| B tuman heath hazads)

v

0 Corcrmmrntybemdmgprnchy_trarigle v TR

B 8000 oBPe ) Y e Bl e | Bl | Ele | Mo | ¥0o. IO B AED 15

Open example file

QSAR TOOLBOX m

» Category Cefinition  + Bata Gap Filling

ottt

P I I T |

Inget by q Flenems: GENDTOICITY ool s |~
o e - g
Myl | Flonsitpe | CxoelFies skl [~

e
0 Doomert_1 9

Bl @ OGO R0 oo, | Rz | @oone v | B escns. [T E 0 D8 &0 53w
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File is open

ITHUTE Y] el

Used separators:

[Comentie ] DOlimportasimventory oot [ | Trousands: b

Preview of file D:\Transfer\Import - test example|\GENOTOXICITY _example.xis ) )
CAS Chemical name Smiles Endpoink tree path Scale Data Mean valuefScale [
62500 ETHYL_METHANESULFONATE C(CHOS(CY=0)=0 Human health hazards#Genetic Toxicty Gene mutation I Positive
62737 DICHLORYOS C(CH(CH=COP(=0)OC)OC Human health hazards#Genetic Toxicity Gene mutation I Positive

63923 Phenoxybenzamine_hydrochloride _[USANC1(CN{+}H{.CH{-} NC(C)COc2ecccc2)CCClecHuman health hazards#Genetic Toxicity Gene mutation I Positive

64675 Diethyl_Sulfate C(C)OS(=0)=0)0CC Human health hazards#Genetic Toxicity Gene mutation I Posttive

66273 METHYL _ME THANESULFONATE COS(CY=0)=0 Human health hazards#Genetic Toxicty Gene mutation I Positive

66751 Uracil_mustard_[USAN] CU{=O)C(MCCCNCCCH=CNC(=OM!  Human health hazards#Genetic Toxicity Gene mutation I Positive

67209 1-{(S-NITROFURFURYLIDENE JAMINO JHYCC 1(C=NN2C(=0)NC(=0)C2)=CC=C(N(=tHuman health hazards#Genetic Toxicity Gene mutation I Posttive

70257 Methylnitronitrosoguanidine Cl=N)(N(CIN=O)NN({=0)=0 Human health hazards#Genetic Toxicty Gene mutation I Posttive

70348 1-FLUORO-2,4-DINITROBENZENE cL{F)c(N(=0)=0)cc(M(=0)=0)cc1 Human health hazards#Genetic Toxicty Gene mutation Posttive

74964 ETHYL_BROMIDE C(C)er Human health hazards#Genetic Toxicity Gene mutation I Positive

75252 TRIBROMOME THANE C(Br)(Er)Br Human health hazards#Genetic Toxicity Gene mutation I Positive

75263 2-Bromopropane C{CHCHBr Human health hazards#Genetic Toxicty Gene mutation I  Positive

75478 TRIIODOME THANE (DI Human health hazards#Genetic Toxicty Gene mutation 1 Posttive

75558 PROPYLENIMINE CUCICNL Human health hazards#Genetic Toxicty Gene mutation 1 Positive

75912 TERT-BUTYL_HYDROPEROXIDE C(CHCNCIO0 Human health hazards#Genetic Toxicity Gene mutation I Posttive

78342 DIOXATHION C1(SP{=5KOCCIOCCIC(SP(=SKOCCHOCHuUman health hazards#Genetic Toxicity Gene mutation 1  Postive

78875 1,2-DICHLOROPROPANE; _*1,2-Dichloro-pC(C){ClCCI Human health hazards#Genetic Toxicity Gene mutation 1 Posiive

78886 2,3-DICHLORO-1-PROPENE C(=C)CnCCl Human health hazards#Genetic Toxicity Gene mutation I Positive

79083 Bromoacetic_Acid C(=0)O)CEr Human health hazards#Genetic Toxicity Gene mutation I Posttive a
:ﬁ'ﬁl PRSI B ARAASETUR SR AR AN A AT Phseem bbb bonen Aol able Fadale: Fome sechabion ¥ Feoiloe
_lmport to

New file [ Database title GenoTOXICITY example

’mponto: The userhasto choose whetherto Database tltle .. GENOTOX}C!TY exampf'e

importthe file as a newdatabase orwhetherto Note: the user could change the name

addthe data to a database already existingin
the Toolbox.

A Itis very important that the thousands and decimal separators are
properly set while importing. Especially with TXT file this could lead to

erroneous parsing of data values.
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Step 2: Horizontal import

File: layouk —— \ihat i 7

(@) vertical Horizontal [#]1 have a header row

CeThe ek arrrrrarrraen
CAS Select one or mare columns from the grid
Chemical name scales | below and then assign the selection o a

|!sm[|_55 editer | region by choosing from the lefthand side
Undefred radio buttons.

A5 |Chemical name Srniles Endpoint tree path Scale Data Mean value/Scale v [
'S0 THYL_ME THANESULFONATE ISMILES-)(=C)=0 Human health hazards#Genetic Toxicity Gene mutation T Positive E|
52737 DICHLORYOS C(Ch{Ch=COP{=0)(0C)OC Human health hazards#Genetic Toxicity Gene mutation T Positive
530923 Phenoxybenzamine_hydrochloride_[USANEL(CH{+} .CH-}C(C)COc2eccccc2)CCCHuman health hazards#Genetic Toxicty Gene mutation 1 Positive
24675 Diethyl_sulfate [C(C)0S(=0)(=0)0CC Human health hazards#Genstic Toxicity Gene mutation I Positive
56273 METHYL_METHANESULFONATE [COSIC)=0)=0 Human health hazards#Genetic Toxicity Gene mukation I Positive
26751 Uracil_mustard_[USAN] C 1 =0CMCCCNCCCN=CNC (=01 Human health hazards#Genetic Toxiciky Gene mukation I Positive
a7209 1-{{5-NITROFURFURYLIDENE)AMINCIHYOC 1{C=NN2C{=0INC{=0)C2)=CC=C(N{=|Human health hazards#Genetic Toxicity Gene mutation I Positive
70257 Methynitronitrosoguaniding C(=M(N(CIN=C0NN=0)=0 iHuman health hazards#Genetic Toxicty  Gene mutation I Positive
70348 1-FLUORO-Z,4-DINITROBENZENE F1(FIc(N({=0)=0)cc(N{=0)=0)ccl iHuman health hazards#Genetic Toxicity Gene mukation T Positive
74964 ETHYL_BROMIDE [iciBr Human health hazards#Genetic Toxicity Gene mutation I Positive
75252 TRIBROMOME THANE (Br)(Br JBr Human health hazards#Genetic Toxicty Gene mutation I Positive
75263 2-Bromopropane C{CHCBr Human health hazards#Genetic Toxiciky Gene muktation I Positive
75478 TRIIODOMETHANE i Human health hazards#Genetic Toxicity Gene mutation 1 Positive
75558 PROPYLENIMINE C{CICNL Human health hazards#Genetic Toxicity Gene mutation I Positive
75912 [TERT-BUTYL_HYDROPEROXIDE ECHCNCI00 Human health hazards#Genetic Toxicity Gene mutation I Positive
78342 DIOXATHION I 1(5P{=S)0CC)IOCCIC(SP(=S N OCCIOCHuman health hazards# Genetic Toxicity Gene mutation 1 Positive
78875 1,2-DICHLOROPROPANE; "1, 2-Dichlaro-g=(C)(CHCC Human health hazards#Genetic Toxicity Gene mutation I Positive
78886 2,3-DICHLORO-1-PROPENE {=C)ChcCl [Human health hazards#Genetic Toxicity Gene mukation I Positive [

........ e aaid b bbb e o ke Tl et e e dakien T el ud
[>]]
[ Cancel ] [ < Back ]I Mext > I [ Finish ]

Select : CAS

File layouk
O vertical

[(private data
«Pafive.oen Jagion

Select one or more columns from the grid
I(: emical name Scales | below and then assign the selection to a
[ smiLEs edior | region by choosing from the lefthand side
IEndpoint tree path radio buttons.
Metadata 1
| [Lis value I—
iwauer alkalinity o
‘Water flowe
[Waitar Hardness
|Water media type
= \Water type
WaterType
|\N'eel-<l\uI exposure (days/ wesk)
Wet_Dry
Year 1
[ ol
CAS name Sriles Endpoint tree path Scale Data Mean value/Scale v [
icash THANESULFONATE ISMILES.)(=C)=0 [Human health hazards# Genetic Toxicity  Gene mutation I Positive =l
52737 DICHLORYOS LChCl=COP{=ONOCIOC [Human health hazards#Genetic Toxicity Gene mutation I Positive 1
53923 yb ine_hydrochloride _[USANE L(CN{+}( CH{-}){CC)COc2ecccec2)CCCIHuman health hazards#Genetic Toxicity Gene mutation I Positive
Diethyl_Sulfate [C(CI0S(=0)=0)0CC [Human health hazards#Genetic Toxicity Gene mutation I Posttive
METHYL_METHANESULFONATE [COS(C)=0)=0 [Human health hazards#Genetic Toxicity Gene mutation I Posttive
i leseil roanckaed MISANT - Al S haslth bk A = Taviciby  Cana medabion T Dactive

[ Cancel ]

(e ) (o> ] |
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Select : Chemical name

File: layout

O vertical (%) Horizontal [#]1 have a header row w '
[Private data
Define new region
CAS Select one or more columns from the grid
Scales | below and then assign the selection to a
SMILES editor | ragion by choosing from the lefthand side
Endpoint tree path radio buttans.
| Metadata
Water alkalinity ~ A5 |—
‘Water flow 0
‘Water Hardness
‘Water media type
\Water type
‘\Water Type
‘Weekly exposure (days/ week)
‘Wet_Dry
Year -
CAS Chemical name =Smiles Endpoint tree path Scale Data Mean valug/Scale v |
ASD i hemical name ULFONATE MILES-){=0)=0 Human health hazards#Genetic Toxicty Gene mutation I Positive E|I
2737 DICHLORVOS F(CHCH=COP(=ONOC)OC Human health hazards#Genetic Toxiciky Gene mutation 1 Positive b |
3923 Phenoxybenzamine EL{CNA+HH(CH-P(C(C)COc2eccce2)CCCIMHuman health hazards#Genetic Toxicity Gene mutation I Positive
4675 Diethyl_Sulf ate: F(CH0S(=0)=0)0CC Human health hazards#Genetic Toxicity Gene mutation T Positive
6273 METHYL_METHANESULFONATE COS(CH=0)=0 Human health hazards#Genetic Toxicity Gene mutation I Positive =
. sl .l T i1 = S hasith k. A i TAavicibe  Cana rmokskian T Dacitive ll
oo B

[ Cancel J

[ <oack J[ mew> | [ ron |

Select : SMILES

File layout

O vertical

[IPrivate data
Define new region

[¥]1 have a header row

Select one or mare columns from the grid
below and then assign the selection to a

region by choosing from the lefthand side
radio buttons.

| Metadata

Water alkalinity

‘Water flow

‘Water Hardness

‘Water media type

wWater type

‘\WaterType

‘Weekly exposure (days/ week)
‘Wet_Dry

Year

—
Undefied [

CAS Chemical name

Sriles

“Endpoint tree path

AsD T hemical name ULFONATE
2737 DICHLORYOS
3923 =henoxybenzamine_hydrochloride_[USAl
4675 Diethyl_Sulfate
6273 METHYL_METHANESULFONA]

- AL an

MILES:)(=0)=0

() ChmCOP(=O)(OC)OC
E1{CH{+H{.CH-F{C{C)COc2en
(C)0S5(=0)=0)0CC
COS(C)(=0)=0

health hazards#Genetic Taxicity
health hazards#Genetic Toxicity
health hazards#Genetic Toxicity
health hazards#Genetic Toxicity
health hazards#Genetic Toxicity

<]

haslth b !

i Tevviribu

Scale

Gene mutation 1
Gene mutation 1
Gene mutation 1
Gene mutation 1
Gene mutation 1

Zana roa b ation T

[ Cancel J

(<o ] (o> | [ron
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Select : DATA Scale

E[E]X)
File layouk ,
What do different mean?
O vertical (&) Horizontel [#]1 have a header row
[Private data
Define new region
SMILES Define value Select one or more columns from the grid
nelpo HOET I Low qualfier O upper value Scales | below and then assign the selection to a
¢ Mean qualifiel Low value Ounit edtor | region by choosing from the lefthand side
lUndsﬂned " (O Mean valug/Scale val) Upper qualifier O Undefined radio buttors.
Metadata 1
1 [is value I—
iwaner alkalinity o
|WatEr flonae
Water Hardness
ater media type
|Water type
|WatErT\;pe
|Weekly exposure (days/ week)
vet_Dry
Year -
rcefined _[§]
| = corroccoor e
CAS Chemical name Smiles Endpoint tree path Scale :Data Mean value/5cale v [
f-asD hemical nameULFONATE fsMILES-)(=0)=0 [Endpoint tree path#Genetic Toxicky 3o = |
52737 DICHLORYOS C{ChH{Ch=CoP(=0)OC)0C Human health hazards#Genetic Toxicity
53923 ~h b ire_hydrochloride_[USAMEL(CN{+ 1, CH-} X C(C)C0c2eccec2)CCCIHuman health hazards#Genetic Toxicity
54675 Diekhyl_Sulf ate C(CI0S(=0)=0)0CC Human health hazards#Genetic Taxiciky
56273 METHYL_METHANESULFOMATE COS(C)(=0)=0 Human health hazards#Genetic Toxicity
Frrr banail_assrabamd FLAC AR 53 T A-ATT] . hmalil L 4 Mia T iniie hd)
<] 8
[ Cancel } [ < Back ]I Next > I [ Finish J

Select : Endpoint tree path

File layout
O vertical () Horizontal [11 have a header row b e s Bt ear?
[ private data
Define new region
SMILES. 1 E»;Iact EEciing ;um-s E;;-n th:: grid
ales = assi sel a . H
5 QP> | region b chocaing from e ket sce Important: The endpoint tree path
'U:E:E:”fﬁ rade Dt should point to a leaf of the predefined
letadats
I - = [is vaue . . .
ater akalinity endpoint tree. For more information
\Water Hardness . .
hwater media type check chapter 4 Endpoint tree path in
Water type .
waterType this document.
|Week\y exposure (days/ week)
|Wethry
Year -
Prdefined _[¥]
CAS Chemical name Smiles ! Data Mean valuejScale v [
i 50 hemical nammeULFONATE MILES-)(=0)=0 ation 1 Positive g
52737 DICHLORYOS (Cl)(Cl=COP(=0)(OC)OC tion 1 Positive
53023 Phenoxybenzamine_hydrochloride_[USANELICN{+H{, CH-}HC(C)COc2eccac2 ) Cl health hazards#Genetic Toxicity mutation I Positive
54675 Diethyl_Sulf ate ()OS =0){=0)0CC health hazards#Genetic Toxicity mutation I Positive
56273 METHYL_METHANESULFONATE 0S(C){=0)=0 health hazards#Genetic Toxicity mutation 1 Positive g
.@ il "l e . da o alils E3 rosbabinm T Dasdiua ‘_
[ Cancel J [ < Back ]I Mext > I [ Finish J
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Select . DATA Main Value/Scale value

File layout What i -
O vertical (® Horizontal [1 have a header row -
[private data
Define new region
IiEMlLEB | Oefine value Select one or more columns from the grid
Endpoint tree path O Scale O Low qualfier O Upper value Scales | below and then assign the selection to a
D | OMean qualfier alue Ounic edtor | regian by choosing from the lefthand side
Undsfined ) Mean value/Scale v qualfier O Undefined radio buttons.
Metadata 1
is value I—
iwarer alkalinity o
|Water flow
|Water Hardness
(Water media type
E Water type
\iater Type
\Weekly exposure (days/ week)
Wiet_Dry
Year —
|| ndefined
| Endpaint tree path Scale Data Mean valug/Scale value  :Data Unit Endpoint Type of Type of methodTest type [
[Endpoint tree path#Genetic Toxicty [oata Scalen I fataMean value/Scale valug Gene mutation  Gene mukation in vitro bacterial revers|
Hurnan health hazards#Genetic Toxicity [Sene mutation 12 Pasitive Gene mutation  Gene mutation in vitro bacterial revers
Human health hazards#Genetic Toxicity [Sene mutation 13 Pasitive Gene mutation Gene mutation in vitro bacterial revers
Human health hazards#Genetic Toxicity [Sene mutation 12 ositive Gene mutation  Gene mutation in vitro bacterial revers
Hurnan health hazards#Genetic Toxicity [Sene mutation 1= Pasitive - Gene mutation  Gene mutation in vitro bacterial revers
bemn e e - i 1 i H Cara rabskiam  (Cana miFskam i A ksckaris rlu-u!l
(& ] 7]
{ Cancel } [ < Back ]l Next > I [ Finish J
o o O

Select : DATA Unit

File layout What i o

O Vertical (@ Horizontal [“11 have a header row ;

[Cprivate data

Define new region
SMILES | Define value Select one or more columns from the grid
Endpoint tree O scale O Low quaifier Sczles | below and then assign the selection to a

editor | region by choosing from the lefthand side
radio buttons.

‘Undaﬁned

Metadata
iwaner alkalinity
‘Water flovwe
‘WatEr Hardness
Water media type
‘Water type
‘WaterType
‘Weekly exposure (days/ week)
‘Wet_Dry

Year
|‘
| Endpairk tree path Data Mean value/Scale value E.I;;:a LW:.?Endpnlnt Type of genotoxicity Type of methodTest type [
fEndpoint tree path#Genetic Taxicty [oata scalen] FoataMean value, Scale valuliData.UnitiGene mutation  Gene mutation in vitro bacterial revers| |
Human health hazards# Genetic Toxicity |Sene mutation 1 Positive E Gene mutation  Gene mutation in vitro bacterial revers
Human health hazards# Genetic Toxicity |Sene mutation 1 Positive Gene mutation  Gene mutation in vitro bacterial revers
Human health hazards#Genetic Toxicity |Sene mutation 1 Positive Gene mutation  Gene mutation in vitro bacterial revers
Hurnan health hazards#Genetic Toxicity |Sene mutation 1 Positive Gene mutation  Gene mutation in vitro bacterial revers

L TR TR AT Fniiaii -I babiom 1 Aa s mikabiam  (Zama i kakine

I

. [is value |

[>]

&
£

[ Cancel ] [ < Back ]I

! I. The type of the column is specified by clicking on the column and
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then clicking its type (CAS/Chemical name/SMILES) from the list box
in the Define new region panel or selecting a metadata field label
from the list box in the Metadata panel. To remove designations

click a column and then click on Undefined from the list box.

II.  All fields fields defined with the Define new region panel are color-
distinguished from the fields of the Metadata panel.
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Scroll bar

File layout

wihat do different layouts mean?

O vertical ® Horizontal [¥]1 have a header row ‘

[Cprivate data

Define new region

SMILES Define value Select one or more columns from the grid
Endpoint tree path | Oscale O Low qualifier O Upper value Scales | below and then assign the selection to a
Data [ ©mean qualfier O Low vale @ unit edtor | region by choosing from the lefhand side
O Mean value/Scale valO Upper qualifier (O Undefined radio buttons.

Metadata i value =T I

Endpointassigned 1

Examination Items

Exposure additional L
Exposure concentration
Exposure Type
ExposureType
Fish age
Fish length
Fish weight
End| Type of Type of hodTest type Test organisms (species)Strain  Species/strainMetabolic activation |
m.tdjm in vitro bacterial reverse mutation assay (e.g. AnSalmanella typhimurium TA 100 without 59 ﬁ|
Gene mutation Gene mutation in vitro bacterial reverse mutation assay {e.g. AnSalmonella typhimurium TA 100 without 59 N |
Gene mutation  Gens mutation in vitre bacterial reverse mutation assay (e.q. AnSalmonela typhimurium TA 100 without 59
Gene mutation  Gene mutation in vitra bacterial reverse mutation assay (e.9. AnSalmonella typhimurium TA 100 without 59
Gene mutation Gene mutation in vitro bacterial reverse mutation assay {e.g. AnSalmanella typhimurium TA 100 without 59
= 5 L = F— e
€] —_— @
(ot | [ <zt | [ mets | [ Fesh |

Scroll the bar to review data column
designations. Click on “Next” button

File layout ‘ 5

O vertical @ Herizontal [1 have a header row vhat do different Eavouto mean

[CIprivate data

Define new region

SMILES Define value Select one or more columns from the grid

Endpoint tree path | Oscale O Low qualifier O Upper value scales | below and then assign the selection to a

Data [ Omean qualfier O Low value @ unit editor | region by choosing from the lefthand side

O Mean valuescale valO Uper qualfier O Undefined radio buttons.

Metadata D A | add

Endpointassigned

Examination Items

Exposure additional

Exposure concentration

Exposure Type

ExposureType

Fish age

Fish length

Fish weight

Author Title Reference source Year CommentChemical info [~]
NTP Program - P&G Inventory 2000 PRG §|I
NTP Program - PEG Inventory 2000 P&G
NTP Progratn - PEG Inventory 2000 PEG
NTP Program - P&G Inventary 2000 PG
NTP Program - P&G Inventory 2000 PG

|
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Click on “Finish” button

@ ey en el e LB

Metabolic activationAuthor Title Reference source Year CommentChemical infc[J|
without 59 PaG MTP Program - P&G Inventory 2000
without 59 PEG NTP Program - P&G Inventory 2000
withaut 59 P&G MTP Program - PG Inventory 2000
without 59 P&G MTP Program - P&G Inventory 2000
without 59 P&G NTP Program - P&G Inventory 2000
without 59 PaG MTP Frogram = P&G Inventory 2000
without 59 PaG MNTP Frogram = P&G Inventory 2000
without 59 P&G TP Program - P&G Inventory 2000
without 59 P&G MTP Program - P&G Inventory 2000
without 59 PaG MTP Program - P&G Inventory 2000
without 59 PG MTP Program - PG Inventory 2000
without 59 PaG NTP Program - P&G Inventory 2000
without 59 P3G MTP Program - PG Inventory 2000
without 59 P3G MTP Program - P&G Invenkory 2000
without 59 PaG MTP Program - P&G Invenkory 2000
without 59 PaG MNTP Program - P&G Inventory 2000
without 59 P3G MTP Program - P&G Invenkory 2000
withauk 59 P&G NTP Program - PG Inventory 2000
without 59 PaG MTP Program - P&G Inventory 2000
without 59 PEG NTP Program - P&G Inventory 2000
without 59 PaG MTP Program = P&G Inventory 2000
without 59 P&G MTP Program - P&G Inventary 2000
without 59 P&G NTP Program - P&G Inventory 2000
without 59 PaG MTP Frogram = P&G Inventory 2000
withaut 59 PG MNTP Frogram = P&G Inventory 2000
without 59 P&G MTP Program - P&G Inventory 2000
| %]
I Cancel ] [ < Back I Mext >

Databaseis beingimported: Progress bar.

without 59 PG NTP Program - P&G Inventory 2000 F&G a

without 59 PaG NTP Program - P&G Inventory 2000 FaG b |

without 59 P2 NTP Program - PG Inventory 2000 F&G

without 59 PG NTP Program - PG Inventory 2000 F&G

without 59 PaG NTP Program - P&G Inventory 2000 FaG

without 59 PeG NTP Program - P&G Inventory 2000 F&G

without 59 PaG NTP Program - PG Inventory 2000 FaG

without 59 PaG NTP Program - P&G Inventory 2000 P&

without 59 Pt NTP Program - P&G Inventory 2000 F&G

without 59 Pat NTP Program - PG Inventory 2000 FaG

without 59 Pad; NTP Program - PG Inventory 2000 F&G

without 59 PaG NTP Program - P&G Inventory 2000 FaG

without 59 Pat; NTP Program - P&G Inventory 2000 FaG

without 59 pad NTP Program - PG Inventory 2000 FaG

without 59 P& NTP Program - P&G Inventory 2000 FaG

without 59 PG NTP Program - P&G Inventory 2000 F&G

without 59 Pat NTP Program - P&G Inventory 2000 FaG

without 59 P& NTP Program - P&G Inventory 2000 FaG

without 59 PG NTP Program - P&G Inventory 2000 F&G

without 59 P&t NTP Program - PG Inventory 2000 F&G

without 59 PaG NTP Program - P&G Inventory 2000 P&

without 59 PG NTP Program - P&G Inventory 2000 F&G

without 59 P&t NTP Program - PG Inventory 2000 F&G

without 59 PaG NTP Program - P&G Inventory 2000 FaG

without 59 PG NTP Program - P&G Inventory 2000 FaG

without 59 PaG _ NTP Program - P&G Inventory 2000 PG ¥
6. : : . : . : . : : : N w— > |
H (LI £

< Back Mext > Finish
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Database is imported successfully. Click “OK”.

I
ERERERIRETEIRERFIREEIRIERZ

T "

» Category Defition  + Data Gag Filing

Reference vurce
TP Program - PAG Invvenktory
[T —
TP Program - PAG Invenkory
TP Program « PG Imemntery

HEHEEEEHEEEEHEEE R

TP Prograss - P resnitory

|
!

-]

S rrrrrrvrmavaaEIR R
Q
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# o) rbax- Moo | ) Conment .| 14 Total Conma.. mi‘g.—m- FEIND OB 8D ssom

Error message log file

T L TP T L LT T T EETTTLPs

| Row 160:0 (The smiles is corrected aubomatich c1 tclktoktN{-ﬂ-kctm-o)-o)cl H-} 0

= || o 398:CK (The smiles is corrected aukomatichyl [NaJ+] C[-M](-OJ(Oi e N

= ||Row 383:0K (The smiles is corrected aubomatich [Na}{+}_F- n

= | Row 1334:06 (The smibes it corracted subomatich( c!d)-{t}CCNHHmMNCB}-c 12 o+ N

E Fiow 1413206 (The smiles ks conrected automatichy] cl{OCocc(if{+}hcct _CH-} N

= | Row 1696:0K (The smiles is conected automatich( [MaH#} _ClAs)=0XO{-10 D)

= ||Row 1706206 (The smiis is conrected automatich [Mal+}_cl{OCI=0)CO{-FelChee{Cheel n

= || Row 2158:08 (The smibies is corrected automatichy! [MaH+}_ClAsY=0N04-H0 B

= || Row 2177:0K (The smiles is corrected aukomatichy( [Nali+} Fi-} N

= ||Row 2385:08 (The smiles is conrected automatichy [Ma}4}_ClAs)=0NO04-})0 0

= || Rowi 2391:CK (The smiles is corrected aukomatichy [NaH+} <|(0c(-o)co{ HelChee(Cheet 0

= | Row 2414:0 (The smiles is corrected automatichy( [Ma}i+} F n

& || Row 3907:0K (The smiles is conrected automatictyt, ctcl)--ftKCN{ﬂ 12CMICNICNICIXC 1)C2_CH-F )

= || Roww 477 120K (The smiles is corrected automaticy( e1(Che(@je(M{+Hec(M(=0)=0)cl _CH-} 0

= || Row 4779:08 (The smibes is comrected aukomatichy] [ Ix(c-c{l{c)c:t—(l)-s{+klc(cccﬂck}c1m-2 -}
= | Row 4975:0k (The smiles is corrected automatichy ClCh={tHOCN{+11 2CNBCN{CHICIPC 1 02 _CH-+

= || Fow S019:C# (The smiles is corrected aukomatichy] CUCHTmC(N{+FiSH=1_CH=} )

= || Row 5952:08 (The smies is corrected aubomatich c1fo)cce(M{+Hecl _CH-F 3

= ||Row 6366206 (The smies is comrected automatich CACh={EHCCN{+H 2CNSCNCNICIIC1IC2_CH-} )

= | R 6414:08 (The smiles is conrected automatichyy CI(CJC-C(NH})‘SN-} CH-F

= || Riow 6428:CK (The smiles is corrected automaticy( C12C(C=CIN(CHCIC=C1)=54+ el efeea(N(CHC e 1 =2 _CH-}
E P 8627:08 (The smiles is corrected automatichy( [Mal+} _Fi-}

= || Riow 6999:CK (The smilles is corrected automaticty( ctd)-ﬁK-:nHHmMOﬁc:)c 1z CH-t N

=||Row 7046:08 (The smiles is comrected automatichy CUCIC=C(N{+FSM=1_CH-} 1)

= | Row 7060:0 (The smiles is corrected subomatich C |2c(c-c{ti(c)c)C-ci)-s{+}c1dcchch1)u-2_cl{-}
= ||Row 7294:0K (The smies is conrected aukomatichy [Nali+}_Fi-

= | Row 8514:08 (The smiles is corrected automati cl('Cl):[Ok(I‘H-l-i):c(M-O)IOJI:I CH-} n

»

n

»
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