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QSAR TOOLBOX

Aim

This is a step-by-step presentation designed to take the
user of the Toolbox through the process of
importing/exporting of custom databases/inventories.

Note: Please note that building of custom items (such as profilers, (Q)SAR models as well

as importing of custom databases) is only enabled in single user mode.
So, if your Toolbox is installed in multiuser mode, you will be not able to follow this tutorial.
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QSAR TOOLBOX

Keywords

TARGET CHEMICAL - chemical of interest
MODULE - a Toolbox module is a section dedicated to specific actions and options (e.g. Profiling)

WORKFLOW - the use, in combination, of the different modules (e.g. prediction workflow: from input to
report)

IMPORT - Toolbox allows to import a custom databases with experimental data. Import should follows a
specific import layout (Excel type of IU format)

EXPORT - Toolbox allows to export data and prediction for chemicals available on data matrix in a format
appropriate for Excel

ENDPOINT TREE - Endpoints are structured in a branched scheme, from a broader level (Phys-Chem
properties, Environmental Fate and transport, Ecotoxicology, Human health hazard) to a more detailed one
(e.g. EC3 in LLNA test under Human health hazard-Skin sensitization)

DATA MATRIX - Table reporting the chemical(s) and data (experimental results, profilers outcomes,
predictions). Each chemical is in a different column and each data in a different row
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QSAR TOOLBOX

Definition of database and inventory

* A database is a collection of structures accompanied with
experimental data.

® An inventory is a collection of structures without
experimental data.
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QSAR TOOLBOX

Outlook

« Aim
« Keywords
« Definition of Database and Inventory
« Import:
« Import of database
* Vertical import
« Horizontal import
« Import of inventory
« Import via IUCLID
« Export Data matrix
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QSAR TOOLBOX

Import of database:
Types of import

* Vertical import:
It is appropriate for a set of chemicals with consistent
experimental data and the same supporting information
(e.g. endpoint, test organism, test condition, author etc.).

* Horizontal import:
It is appropriate for a set of chemicals with different types
of experimental data accompanied with supporting
information (endpoints, test condition, test organism,
author etc).
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QSAR TOOLBOX

Outlook

« AIm

« Keywords
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« Import:

- Import of database
 Vertical import
« Horizontal import

« Import of inventory

« Import via IUCLID
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QSAR TOOLBOX

Import of database:
Vertical import layout

 Vertical import layout contains two main sections: substance
information (1) and experimental data (2);

« Each column (2) defines data points for a single experiment.
« The imported file can be in_x/sx or tsv format.

CAS# MNAME SMILES |Experimentl Experiment2 ... ExperimentM

CAS1 NAME1l SMILES1|Valuel.l Value 2.1 .. ValueM.1

CAS2 MNAMEZ SMILES 2 |Value 1.2 Value 2.2 .. ValueM.2

CAS3 NAME3 SMILES 3 |Value 1.3 Value 2.3 . ValueM.3 ﬁ 2
CAS M _NAMEN SMILES NIValue 1.N Value 2.N .. Value M.N
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QSAR TOOLBOX

Import of database:
Vertical import layout

 In this tutorial an example of vertical import of a database containing
experimental information about Biochemical oxygen demand (BOD) and
Bacterial reversed mutation assay (Ames) is shown.

« The excel file (Vertical import_ BOD and Ames.xIsx)

is depicted below and it could be found in the following installation folder:
C:\Program Files (x86)\Common Files\(Q)SAR Toolbox 4\Config\Examples

A B C D E
CAS NAME Smiles BOD Ames

1
T 60-34-4 .MEI'HYLH‘FDRAZINE CNM 0.2 Positive
3 50-29-3  DICHLORQ_DIPHENYL TRICHL C{CI){CI){Cl)C{c1cee(Cl)ccl)clece 7.1 Negative
! 50-32-8 BENZOPYRENE;3,4-"; BENZOIc12c3cdc(c5c(ccdeecc3eecl)ceees)c 60.7 Negative
5 50-33-9  PHENYLBUTAZONE C1(=0)c{Cccc)c(=0)N(c2ceeec2) 0.09 Negative
& 143-82-3  MELPHALAN C(=0){0)C(N)Cclcee{N{cccljccc 5 Pasitive
7 154-33-8  carmustine C(=0}{N(CCCl)N=0)NCCCI 0.09 Positive
8 61785-57-7 Benzofurazan,_4-(1-aziridiny C1{MN(=0}=0)C2C{C(N3CC3)=CC=] 1.63 Positive
9 62-75-9 MN-NITROSODIMETHYLAMINE CN{C}N=0 80 Positive
10 91-59-8 2-NAPHTHYLAMINE cl2c(cc(MN)ccl)ococc2 25 Positive
11 596-09-3 STYREMNE_OXIDE c1{C2C0O2)cceecl 0.01 Paositive
12 107-13-1  2-propenenitrile C(#N)C=C 2 Positive
13 51-79-6  URETHANE C(N){=0)ocC 18 Negative
14 53-96-3 2-ACETYLAMINOFLUORENE  €12-c3c(cc{ NC(C)=0)ecc3)Celececz 6.2 Negative
15 54-11-5 Pyridine,_3-{1-methyl-2-pyrr c1{C2CCCM2C)ccencl 75 Negative
16 54-42-2  idoxuridine C1{=0)c{1)=CN{C2CC{o)c(cojo2 0.09 Negative
17|  55-38-9  FENTHION c1{5C)c(C)ccOP(=5){0C)OC) cel 1.8 Negative
18 55-48-1 atropine_sulphate C({=0}(C(clccoeccl)CO)OCICC2CCH 4.5 Negative

1B
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QSAR TOOLBOX

1. Go to Data module(1);
2. Click on Import button (2);

Import of database:
Vertical import procedure

QSAR TODLBOX

» Input

Delete

Import  IUCLIDG

Documents.
& Document 1

[ Import as inventory

Preview of file

Used separators

Decimal I:l Thousands I:l

» Profiling

3. Click on Open file (3);
4. Select the file (Verical

import_ BOD and
Ames.xlsx)(4);

5. Click on Open (5).

T

Organize «

7 Quick access

[ Desktop

* Downloads

Documents

[&] Pictures
AOQT Abeut TB 44
bin
bin

Times
@ OneDrive
[ This PC

¥ Network

New folder

LR R

< Program Files (x86) » CommonFiles » QSAR Toolbox 44 » Config * Examples

Mame

(] HI_Mutagenicity_template.xlsx

HI_Skin sens_template.xlsx

£l] Horizontal import_Carcinogenicity&mutagenicity_exa...
Horizontal import_Ecotoxxlsx

Horizantal impart_Genataxicityxlsc

Herizental import_Multiple_endpoints.xlsk
Heorizontal import_Skin sens.xlsx

£ 1GC50 training set.xlsk

GC50 validation setuxlsx

mport_Custom Inventory.xlsx

mport_Custom Inventory_Custom ID.xlsx 4
mport_Custom Inventory_Custom IDs.xlsy

Verical import_ Ames.xlsx

| Verical import_ BOD and Ames.xlsx / ‘:

.@ Verical import_ChemlID_LC50 and Skin sens.xlsx

——

Date modified
11/6/2018 2:11 PM
11/6/2018 211 PM

3/13/2017
313
11/6/2018 Z11 PM
3/13/2017 11:58 AM

3/13/2 1:58 AM
2/4/2019 9:29 AM
/2019 5:55 PM
3/13/2 1:58 AM
3/13/2017 11:56 AM
3/13/2017 6:22 PM

Type
Microsoft Excel W...
Microsoft Bxcel W
Microsoft Excel W
Microsoft Bxcel
Microsoft Excel
Microsoft Excel
Microsoft Excel
Microsoft Excel W
Microsoft Excel
Microsoft Excel
Microsoft Excel W.
Microsoft Excel W
Microsoft Excel W.
Microsoft Excel W,
Microsoft Excel W

4] P

Size

Search Examples

11KB
12KB
15KB
28 KB
16 KB
20 KB
15KB
12 KB
11KB
18 KB
18 KB
10 KB
10 KB
10KB
11KB

File name: |Ven.:a| import_ BOD and Amesxlsx

| [aiusableFg

s (s adlse) |

7 y 4
g
i | Open |v|
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QSAR TOOLBOX

Import of database:
Vertical import procedure

{®) Importing to Verical import_ BOD and Ames_1 — O x
Used separators
Decimal Thousands
Import as inventory Importto | Nane Import ile | Verical import_ BOD and Ames_1 é
Preview of file
CAS MNAME Smiles BOD Ames
60-34-4 METHYLHYDRAZINE CNN 0.2 Positive
50-29-3 DICHLORO_DIPHENYL_TRICHLOROETHANE CICHCINCNCle 1 ece(Cljec)ccce(Clec 7.1 Negative Q
50-32-8 BENZOPYREME:3 4-";_BENZOPYRENE:3 4- c12c3cdc(c5c(ecdocc3cocl)occecd)occ 60.7 Negative \
50-33-9 PHENYLBEUTAZONE CU=0)C(CCCO)C(=0)N[c2ceccc2)NT el cecced 0.09 Negative I 1
148-82-3 MELPHALAN C(=0)(0)C{N)Celeee(N(CCCICCCl)ec 5 Positive
154-93-8 carmustine C(=0)(N(CCCNN=C)NCCCI 0.09 Positive
61785-57-7 Benzofurazan,_4-(1-aziridinyl)-7-nitro-,_3-oxide  |C1{N(=0)=0)C2C(C(N3CCI)=CC=1)=N(=0)ON=2 | 1.63 Positive
62-75-9 N-NITROSODIMETHYLAMINE CN(C)N=0 80 Positive
01-59-8 2-NAPHTHYLAMINE c12c(cciMN)cc)cecc? 25 Pasitive
05-00-3 STYREME_OXIDE c1(C2C02)cceccl 0.01 Positive
107-13-1 2-propenenitrile CEN)C=C 2 Positive
51-79-6 URETHANE C(N)(=0)0CC 18 Negative
53-96-3 2-ACETYLAMINOFLUORENE c12-c3¢(ce(NC{C)=0)cc3)Celecec2 6.2 Negative
54-11-5 Pyridine,_3-(1-methyl-2-pyrrolidinyl)-,_(5)- c(C2CCCN2C)ecenc Fi Negative
54-42-2 idoxuridine CU=0)C(1)=CM{C2CC{C)C{CT)02)C{=C)N1 0.09 Negative
55-38-9 FENTHION c1(SC)e(Clec(OP(=S)(0C)OC)cc 18 Negative
55-48-1 atropine_sulphate C(=0)(C{c1eccec)COJOCTCC2CCCCTNI+2(0).04[ 4.5 Negative

1. A preview of the imported file is shown (1); si | e = 3

2. The title of the imported file is also included;

3. Click on Next (3);
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QSAR TOOLBOX

Import of database:
Vertical import procedure

Importing to import_BOD and Ames_1 - O x
® Vertical | Horizantal I have a headef row
Preview of file 3
Cas NAME // Smiles I BOD Ames
CAS ~ Chemical Names = SMILES = INo endpoint selectedINo endpoint selected
Undefined  ~ | Unckfined -
60-34-4 METHYLHYDRAZINE CHN 0.2 Positive \
50-29-3 DICHLORO_DIPHENYL_TRICHLOROETHANE CICNCNCNCic coa{Clec)clecalClhec] 71 Negativ
50-32-8 BENZOPYRENE:3 4-"_BENZOPYRENME:3 4- c12c3cdo(cSe(ccdecc3cecl)ooces)oc? 60.7 Negativ 4
50-33-9 PHENYLEUTAZOME CU=0)C(CCCOC(=0IN{c2cccec2)N el cocec] 0.09 Negative
148-82-3 | MELPHALAN C(=0)(O)C{M)CeTcec(N{CCCICCT e 5 Positive
154-93-§ | carmustine C{=0)(N{CCCN=0)NCCCI 009 Positive
61785-57-7| Benzofurazan,_4-(1-azindinyl}-7-nitro-,_3-owde | C1{N(=0)=0)C2C(C{N3CC3)=CC=1)=N[=0)ON=2 163 Paositive
62-75-9 N-NITROSODIMETHYLAMINE CMN(C)N=0 a0 Paositive
91-59-8 2-NAPHTHYLAMINE c12c(ce(N)cecl)ccec2 25 Pasitive
06-09-2 STYRENE_CXIDE c1{C2C02)ccecc 0.01 Paositive
107-13-1 | 2-propenenitrile CEN)C=C 2 Positive
31-79-8 URETHAME C{N}=0)0CC 1.8 Negative
53-96-3 2-ACETYLAMINOFLUORENE €12-c3c|ce(NC(C)=0)cc3)Celeccc2 6.2 Negative
54-11-5 Pyridine,_3-(1-methyl-2-pyrrolidinyl)-,_(5)- c{C2CCCN2C)ccencd 75 Negative
54-42-2 idexuridine CU=0WCM=CN{C2CC{OC{CO0Z)C{=0)N1 0.09 Negative

1. Select Vertical radio button (1).

2. Checkbox indicating the file for import includes Header row (2)

3. First three columns includes chemical ID information. These columns are automatically recognized by
the system that they includes chemical ID. Recognition is displayed via assigning the correct ID identifiers
on the second row (first column is recognized that it includes CAS#, second includes names and third
includes SMILES). In this situation no action is needed from the user here.

4. However the columns with endpoint data are not recognized by system. In other words in the second
row it is written "No endpoint selected”. In this respect in order to assign the endpoints to the respective
column you need to click individually on each No endpoint selected button under the endpoints names

(4)(see on next slide). -
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QSAR TOOLBOX

Import of database:
Vertical import procedure

" Importing to Verical import_BOD and Ames - O x .

Irport mode 2] Select endpoint X

For BOD . (®) Vertical () Horizontal Filter: ]I II Close ]

I Physical Chemical Properties

Once Cl |Ck On “EndDOInt nOt Preview of file 4 Environmental Fate, pnsport —
7 . CAS Bioaccumulatio, 1 tic Ames ]
SeIeCted d New win d ow | CAS v c Bioaccumulay strial m_
: 4 Biodegradafion —_
d p pea rs. Fl I"St YO un eed tO Biodegradation in Sewage Treatment Plant Indefined -
60-34-4 | METHYLHYDR: I Biodegradation in soil ive
se | eCt th S h a rd path Of th S 50-20-3 DICHLORO_DIF ! Biodegradatfon in water and sedfment simulation tests stive
tree to which the data should | zezs [secerac | *ucias B o™ T e
. 50-33-9 PHENYLEUTAZ PR ative
be assig ned. Open 145-82-3 | MELPHALAN ive
A\ s H ” 154-93-8 | carmustine I Photodegradation ive
Biod €g ra‘fj ation node 61785-57-7 | Benzofurazan _ : ?‘ab“ity in V‘ﬁt;f g & i ive
e _ ransport and Distribution Between Environmental Compartments -
( 1 )Se | eCt Ready 2? ;3 2 2 :;;T_'?_i?ﬁ: I Ecotoxicological Information fue
. AMR ” REL - I" Human Health Hazards e
B I Od eg ra d a b I | Ity ( 2) fro m 96-09-3 STYRENE_QXIC ive
the endpoint tree and then 107:13-1_|2-propenenitr
51-79-6 URETHANE ative
to press Next (3) . 53-96-3 | 2-ACETYLAMI tive
34-11-3 Pyridine,_3-(1- ative
54-42-2 idoxuridine stive
55-38-9 | FENTHION ativé 3
55-48-1 atropine_sulph 7 Next ve
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QSAR TOOLBOX

Import of database:
Vertical import procedure

21 Select endpoint 4 5

Family/Scale | Biodegradability (%) ~ | Unit | %(Biodegradability (%)) ~

4 Environmental Fate and Transport
4 Biodegradation
4 Biodegradation in Water: Screening Tests
Ready Biodegradability

Test guideline n
Duration “+
Endpoint n |

Selection of additional
metadata fields:

| Add |
v ][ Do |
Clear
6

.

For BOD:
Additionally select the Family/Scale from the drop-down menu (Biodegradability
(%)(4)) and after that select the unit (% Biodegradability(%))(5). Press Next (6).
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QSAR TOOLBOX

Import of database:
Vertical import procedure

“| Select endpoint >
Family/Scale | Biodegradability (%) ¥ | Unit | %(Biodegradability (%)) * |
4 Environmental Fate and Transport
4 Biodegradation
4 Biodegradation in Water: Screening Tests
Ready Bicdegradability
8
Test guideline W | OECD301C - For BOD: In order to define the
Duration “ | | endpoint more specifically please
Endpoint R | BOD “| select BOD endpoint (7) from the
Selection of additional drop-down menu. Then from the
7 metadata fields: drop-down menu associated with
test guideline select OECD301C
| "] (8).
| Add |
| Up || Down |
| Clear || Remove |
T T
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QSAR TOOLBOX

Import of database:
Vertical import procedure

(=] Select endpoint X

Family/Scale | Bicdegradability %) | Unit | %(Biodegradability (%))

4 Environmental Fate and Transport
4 Biodegradation
4 Biodegradation in Water: Screening Tests
Ready Bicdegradability

Test guideline M | oECD 301C v
Duration +H | |
Endpoint R E0D 3

Selection of additional
metadata fields:

| Back ][ Finish” |

For BOD: Once all the data fields are filled , press Finish (9).
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QSAR TOOLBOX

Import of database:
Vertical import procedure

Importing te Verical import_ BOD and Ames - O X
Impaort mode
@) Vertical () Horizontal | have a header row O
1
Preview of file ) e
CAS NAME Smiles BOD Ames
CAS N Chemical Mames - SMILES ~ | Dl No endpoint selected
Undefined i

60-34-4 METHYLHYDRAZINE CMN 0.2 Positive

50-29-3 DICHLORO_DIPHENYL_TRICHLOROETHAMNE CICHCINCNC{c cec({Clyec el ooe(Clhec 71 Negative

50-32-8 BENZOPYRENE:3 4-% BENZOPYRENE:3 4- c12c3cdc(chefccdooc3coc)coccd)ee? 60.7 Negative

50-33-9 PHEMNYLBUTAZOMNE C{=0)C{CCCO)C(=0)N({c2cococ2)N 1l ecoce 0.09 Negative

148-32-3 MELPHALAN C{=0NOYC(NYCccce{N{CCCNCCCl)ec 5 Positive

154-03-§ carmustine Cl=0)N{CCCN=0)NCCCI 0.09 Positive

61785-57-7  |Benzofurazan,_4-(1-aziridinyl)-7-nitro-,_3-oxide | C1{N(=0)=0)C2C(C(N3CC3)=CC=1)=N(=0)ON=2 1.63 Positive

62-73-9 MN-NITROSODIMETHYLAMINE CHCN=0 80 Positive

91-58-8 2-NAPHTHYLAMINE cl2o{cc{Nycc)cooc2 25 Positive

05-09-3 STYRENE_CXIDE c{C2C02)cccced 0.01 Positive

107-13-1 2-propenenitrile CEN)C=C 2 Positive

51-79-6 URETHAMNE C{N)=0)OCC 18 Negative

53-96-3 2-ACETYLAMINOFLUOREME €12-c3c(cc(NC{C)=0)ec3)Celcoec2 6.2 Negative

54-11-5 Pyridine,_3-(1-methyl-2-pyrrolidinyl)-,_(5)- c(C2CCCM2C)ecencl 75 Negative

54-42-2 idowuridine C1{=0)C{N=CN{C2CC{O)C{CO)02)C(=O)N1 0.09 Negative

55-38-9 FENTHION c1{5C)e(C)ec(OP{=5)0C)OC)cc] 1.8 Negative

55-48-1 atropine_sulphate Cl=ONClc1cccec1)COYOICACC2CCC{C TN+ F2(C).Of-15(=0)(=0)D | 4.5 Negative

Next

For BOD: The edited fields are displayed in the main table (10).
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QSAR TOOLBOX

Import of database:
Vertical import procedure

For Ames:

1. Click on No endpoint
selected (1);

2. Expand the Human Health

hazard tree and select
“Genetic toxicity” (2).
3. Click on Next (3)

2! Importing to Verical import_ BOD and Ames - O X
Import mode
® Vertical () Horizontal | have 3 header row
Preview of file I l
CAS NAME Smiles BOD Ames /
| CAs ~ Chemical Names v | SMILES = ITest guideline=OE|No endpoint selected| |
Undefined i
60-34-4 | METHYLHYDRAZINE [<Y |02 Positive
- = —— - - . - 1o | P—
146-82-3 | MELP HJD_‘LAN =] Select endpoint X
154-93-8 | carmustine — " | | a |
£1785-57-7 | Benzafurazan,_4-(1-aziridinyl)-T-nitro-,_3- o=
62-75-9 | N-NITROSODIMETHYLAMINE : Ehﬁ*_sicﬂ' Chemli;a' Pro r;e;"'es
nvironmental Fate and Transport
91-39-8 2-NAPHTHYLAMINE ' Ecotoxicalogical Information
96-09-3 STYRENE_OXIDE 4 Human Health Hazards
107-13-1 | 2-propenenitrile Acute Toxicity
50-20-3 | DICHLORO_DIPHENYL TRICHLOROETHAN ! ;_DME i
50-32-8 | BENZOPYREME:3,4-" BENZOPYRENE:3 4] 2 C':r‘:;f;;“;iig”
50-33-9 PHENYLBUTAZONE Developmental Toxicity / Teratogenicity
51-79-6 | URETHANE m
53-96-3 | 2-ACETYLAMINOFLUORENE Immunotoxicity
- - Irritation / Corrosion
534-11-5 Pyridine,_3-(1-methyl-2-pyrrolidinyl)-,_(5)- Neurotoxicity
34-42-2 idoxuridine Photoinduced toxicity
55-38-0  |FENTHION Repeated Dose Toxicity
55-48-1 atropine_sulphate _SFensmstatlon
onlas
Toxicity to Reproduction
I* Toxicokinetics, Metabolism and Distribution
April 2020 21
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QSAR TOOLBOX

Import of database:
Vertical import procedure

=] Select endpoint F bt
Family/Scale Unit

4 Human Health Hazards
Genetic Toxicity

Type of methad
Test type
Test arganisms (species)

Selection of additional
metadata fields:

Metabaolic activation

Strain

Endpaint 7

5 | Filter: | |

Chromosome aberration

DNA and protein damage
DNA damage and repair

Gene mutation
| 6 i Geng i
. Gene mutaticn
[Back ][ Finish

CICL

For Ames:
Select scale Gene mutation I (4). From the drop-down menu of the Endpoint
field (5) select Gene mutation(6).
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QSAR TOOLBOX

Import of database:
Vertical import procedure

2] Select endpoint

4 Human Health Hazards
Genetic Toxicity

Family/Scale Unit

A

Type of method M | in Vitro
Test type W | Bacterial Reverse Mug |
Test organisms (species) W | Filter: || 8 |
Metabolic activation L] nal
Strain n Bacillus Subtilis Recombination Assay

Bacterial Reverse Mutation Assay (e.g. Ames Test)
Endpoint ]

in Vitro Gene M'—'t{ Bacterial Reverse Mutation Assay (e.g. Ames
in Vitro Mammalian Cell Micronucleus Test

Mammalian Cell Gene Mutation Assay
Mouse Spot Test
Other

Transgenic Rodent Mutation

CICII

Yeast Cytogenetic Assay

[ Back |[ Fnish |

For Ames:

From the drop-down menu of Type of method, select In vitro (7) and from

Test type field select: Bacterial reverse Mutation assays (e.g. Ames test) (8).
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QSAR TOOLBOX

Import of database:
Vertical import procedure

~| Select endpoint x

Family/Scale Unit

4 Human Health Hazards
Genetic Toxicity

Type of method ] | in Vitro - |
Test type ] | Bacterial Reverse Mu... ‘]J- 9
Test arganisms (species) ] | Salmonella typhimuri...
Metabolic activation n O Selection of additional
Strain R |Filter: || |
Endpaoint n
Mo Data
Ne 59 Info :l
Naot Applicable E
Mot Specified e
With
With and Without
With 59
s ]
Without 59

For Ames:
Select Test organism (species): Salmonella typhimurium (9) and for Metabolic activation
select Without S9 (10).
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QSAR TOOLBOX

Import of database:
Vertical import procedure

[ Select endpoint it

Family/Scale Unit

4 Human Health Hazards
Genetic Toxicity

Type of method [ ] | in Vitro ] |

Test type [ ] | Bacterial I p.. * |

Test arganisms (species) [ ] | Salmaonell 11 o™ |

Metabolic activation [ ] | Without / = | Selection of additional

Strain n | TA 100 7 . | metadata fields:

Endpoint [ ] | Gene mutation e |
| Add |
| Up | | Down |
| Clear | | Remove |

12

s [ e 1

For Ames:
Select Strain: TA 100 (11) for instance and then click Finish (12).

25
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QSAR TOOLBOX

Import of database:
Vertical import procedure

(2] Importing to Verical import_BOD and Ames_1 - X
Import mode
@® Vertical O Horizontal [/ | have a header row
Preview of file
CAS NAME Smiles BOD n
CAS  ~ Chemical Mames - SMILES ~ [Test guideline=0ECD 301C: Type of method=in Vitro#Test type=Bacterial Reverse Mutation Assay (.. Ames Test}#Test organisms (speci ic activati mutation |
-09-3 STYRENE_OXIDE «<1{C2C02)ccecc 0.01 Positive
-58-8 | 2-NAPHTHYLAMINE <12c{cc(N)ceT)ccee? Positive
9 RO A 0 o
785-57-7 _4-(1-aziridinyl}-7-nitro-, 3-oxide | C1(N(=0)=0)C2C(C(N3CC3)=CC: l 2 Positive
344 |METHYLHYDRAZINE CNN or Psitive
431 |atropine sulphate C(=O)ClcTececcl)CO)OCICCRCC[ 45 Negative
-38-9  |FENTHION 1(SC)c{C)cc(OP{=S)HOC)OC)cc |18 Negative
422 i C1{=0)C{l)=CNIC2CE0)C(C0)02] 009 MNegative
15 |Pyridine, 3-(1-methyl-2. idiny)- (5)- | c1(C2CCCNAC)eeencl 75 Negative
-96-3 2-ACETYLAMINOFLUORENE <12-c3c(cc{NC(C)=0)cc3)Cclecec | 6.2 Negative
-79-6 | URETHANE C(N){=0)OCC 18 Negative
339 |PHENYLEUTAZONE CU=0IC(CCCOIC(=0IN2eccec2)| 009 Megative
-32-8 | BENZOPYRENE:34-";_BENZOPYRENE:3 4- c12c3cdc(cSelccdece3eect)ecceS)| 607 Negative
-20-3 | DICHLORO_DIPHENYL TRICHLORQETHANE | C(C{CICIC{cTcec{Cllcc)elccc((| 7.1 Negative
4938 |carmustine C(=ONN(CECIN=CINCECT 009 Positive
8-82-3 | MELPHALAN C(=0)(0)CIN)Celeee(NICCCICCC | 5 Pasitive
7-1341 2-propenenitrile CEN)C=C 2 Positive

For Ames: The edited fields are displayed in the main table (12).
Finally, click on Import (13).
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QSAR TOOLBOX

Import of database:
Vertical import procedure

20 Import finished — O >

Impaort finished with 34 data points across 17 chemicals and 0 error rows

1
o |

* The import process could take a couple of minutes;
* An informative message is displayed when it is completed;
* Click on OK (1).
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QSAR TOOLBOX

View of imported database

« The new database is displayed in the
Databases panel (1) in two sections:
Environmental fate and transport group
and Human health hazard group (2);

» Right-click menu (3) is implemented
where you can see the database statistics
or delete the database.

The OECD (Q)SAR Toolbox for Grouping Chemicals into Categories

° Documents

° Datab:

Options 4
f Select All Unselect All Invert

Select All

Unselect All
W Acute Oral
Il ADME Databa
B Bacterial mutag Delete Database

Invert

Database statistic

n-cancer EFSA
sensitisation database (normalised)

reproduction (ER)
JS-EPA

- BOD and Ames_1 ﬂ

Bl Voot actranan aceaw datahaca
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QSAR TOOLBOX

Outlook

« Aim
« Keywords
« Definition of Database and Inventory
- Import:
« Import of database
« Vertical import
« Horizontal import
« Import of inventory
 Import via IUCLID
Export Data matrix
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QSAR TOOLBOX

containing experimental information related to genotoxicity is shown.

Import of database:
Horizontal import layout

» In this tutorial an example of horizontal import of a database

* The excel file (Horizontal import_Genotoxicity.xIsx)

is depicted below and it could be found in the following installation

folder: C:\Program Files (x86)\Common Files\(Q)SAR Toolbox
4\Config\Examples

F1 - @ £ | Data Mean value/Scale value
F G H 1 J K L M N o P Q R
Data Mean Metabolic Test organisms source of
value/Scale Endpoint Type of genotoxicity |Type of method Test type - 3 Strain | methabolic| Author Title Year Chemi
activation (species)
1 value system
2 Negative Gene mutation Gene mutation invitro bacterial reverse muta with 59 Salmonella typhimuriur  TA100  rat U.5. Environ The Salmonella typhimuri 1996 US_GTox
3 Negative Gene mutation Gene mutation in vitro bacterial reverse muta  withoutS9  Salmonella typhimuriur  TA 100 U.5. Environ The salmonella typhimuri 1996 Us_GTox
4 Negative Gene mutation in vitro bacterial reverse muta salmonella typl TA100 rat Environ The Salmonella typhimuri 1996  US_GTax
5 Negative Gene mutation in vitro bacterial reverse muta salmonella typl TA 100 U.S. Environ The Salmonella typhimuri 1996  US_GTox
6 Positive Gene mutation Gene mutation in vitro bacterial reverse muta Salmonella typhimuriur ~ TA 98 hamster National Car Short-Term Testing Progre 2000 NCI-STTP
7 Positive Gene mutation Gene mutation in vitro bacterial reverse muta Salmonella typhimuriurr ~ TA 98 National Car Short-Term Testing Progre 2000 NCI-STTP
8 Pasitive Gene mutation Gene mut: invitro bacterial reverse muta Salmonella typt TA 1535 mouse U.S. Environ The Salmonella typhimuri 1996 US_GTox
9 Positive Gene mutation Gene mutation invitro bacterial reverse muta  withoutS9  Salmonella typhimuriur  TA 1535 U.S. Environ The Salmonella typhimuri 1996 US_GTox
10 Positive Gene mutation Gene mutation in vitro bacterial reverse muta ith 59 Salmonella typhimuriur  TA 1537  rat U.5. Environ The Salmonella typhimuri 1996 US_GTox
11 Positive Gene mutation Gene mutation in vitro bacterial reverse muta  withoutS9  Salmonella typhimuriur  TA 1535 U.S. Environ The Salmonella typhimuri 1996 US_GTox
12 Pasitive Gene mutation Gene mutation invitro alian cell gene mutation assay Mouse Lymphoma cells Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
13 Positive Gene mutation Gene mutation invitro alian cell gene mutation assay Mouse Lymphoma cells Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
14 Positive Chromosome aberr Chromosome aberration in vitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinisiJapan Ministry of Health L
15 Negative Chromosome aberr Chromosome aberration in vitro in vitro mammalian chromosome aberra Ch chinese ham: Japan MinistJapan Ministry of Health L
16 Pasitive Chromosome aberr Chromosome aberration invitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinisiJapan Ministry of Health L
17 Negative Chromosome aberr Chromosome aberration invitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinisiJapan Ministry of Health L
18 Negative Chromosome aberr Chromosome aberration in vitro in vitro mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
19 Negative Chromosome aberrChromosome aberration invitro in vitro mammalian chi  without S9 Kirkland et ¢ Mutation Research 587 2005 CPDB, NTP, IARC
20 Negative Chromosome aberr Chromosome aberration invitro in vitro mammalian chi with §9 rat Lsic Japan-Danish EPA Inventc 2000
21 Negative Chromosome aberr Chromosome aberration invitro in vitro mammalian chi  without 59 Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
22 Positive Chromosome aberr Chromosome aberration in vitro in vitro mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
23 Pasitive Chromosome aberrChromosome aberration invitro in vitro mammalian chi  without S9 Kirkland et ¢ Mutation Research 587 2005 CPDB, NTP, IARC
24 Positive Chromosome aberr Chromosome aberration invitro in vitro mammalian chi with S9 rat Lsic Japan-Danish EPA Inventc 2000
25 Negative Chromosome aberrChromosome aberration invitro in vitro mammalian chi  without 59 Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
26 Negative Chromosome aberr Chromosome aberration in vitro in vitro mammalian cell micronucleus test Kirkland et z Mutation Research 587 2005 CPDB, NTP, IARC
27 Pasitive Chromosome aberrChromosome aberration invitro in vitro mammalian cell micronucleus test Kirkland et ¢ Mutation Research 587 2005 CPDB, NTP, IARC
28 Positive Chromosome aberr Chromosome aberration invitro in vitro mammalian cell onucleus test Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
29 Positive Chromosome aberr Chromosome aberration invitro in vitro mammalian cell micronucleus test Kirkland et ¢ Mutation Research 587 2005 CPDB, NTP, IARC
30
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QSAR TOOLBOX

Import of database:
Horizontal import procedure

1. Go to Data module (1);  [FITLRETTEEm. T @ W B

» Report

» Input » Profiling Jats Jata Gap Filling

Delete

2. Click on Import (2);

Import  IUCLID6 IUCLID6 D

Used separators

1 Documents Ep=niia Decimal Thousands
3. Type in the name of the
database as you would O impertsimetry | et
) i . 3
want it to be displayed SRR | i
. Phys-chem EPISUITE =) Open *
in I Ool bOX (3) ccumulation database (nof
" Il Veric rt_BOD and Ames 4 ||« CommonFiles » QSARToolbox44 » Config > Examples v o £ Search Examples
. Il Ecotoxicological Infermation
M Aquatic ECETC
Otherwise the name of e i o oe
B H _GIIEEE Name Date madified Type Size A
the file will be used as - i s
T;U-;";- — B Deske . 9_aldehydes_IGC50_data_create modelxlsx 1/11/20199:25AM  Microsoft Excel W... 10KB
( | azari esktoy
- I:m;ar‘l o e P HI_BOD_template xlsx 11/6/20182:11PM  Microsoft Excel W.. 11K8
€ name o e & Dovnieads ¢ ; \
M Acute Oral toxicity DB HI_Carcinagenicty templatelsx 11/6/20182:11PM  Microsoft Excel W 12KB
W ADM = Documents HI_Ecotox_templatexsx 11/6/20182:11 PM Microsaft Excel W 10KB
d a ta ba se. ] Pictures # H_Multiple_endpeints.lsc 11/6/20132:11PM  Microsoft Bxcel W 13KB
AOT About TB 44 H_Mutagenicity template xlsx 11/6/20132:11PM  Microsoft Excel W.. 11KB
bin HI_Skin sens templatelse Microsoft Excel W... 12KB
H H . . bin Horizontal impart_Carcinagenicity@mutagenicity_exa... Microsoft Bxcel W, 15KB
4' CI ICk On O en ﬁ/e (4) 4 o) - Horizontal impert_Ecotox xlsx Microsoft Excel W 23KB
mes
s ; — e orizontal import_Genotoxicity.xlsx /13/201711:59 AM  Microsoft Excel W... 16K8
ele nselec
. —rr - @ OneDrive Horizontal impart Multiple_endpoints.xls TI/6/20182:11 PM  Microsoft Excel W.. 20KB
5 Sel ect th e fl Ie CITmoEE Horizontal import_Skin sens.xlsx 3/13/2017 1158 AM  Microsoft Bxcel W... 15KB
L] — is
= 1GC50 training setslsc Microsoft Excel W, 12KB
H 0 ri Z0 nta | = Network GC50 validation setxlsx Microsoft Excel W... 11KB
[ P ———— AAAINTILER AR Mirrments Freal W YR
. t t . t / File name: [Horizontalimport_Genotoxicityxisx | Al Ussble Formats (s xisx)
import_genotoxicity.x/s e
. m 6 | C="H
X 5 p M US HPV Challenge Program S ——
Back Next import

6. Click on Open (6).
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QSAR TOOLBOX

Import of database:
Horizontal import procedure

Open file

Import as inventory

Imperting to Horizontal import_Genotoxicity_1

Used separators

Decimal

Import to

Thousands

None

Import title  |Horizontal import_Genotoxicity_1

o ik
CAS Chemical name Smiles Endpoint path Scale Data Mean value Endpoint Type of genctoxicity  Type of method
86260 | 1,1-biphenyl,_2-methoxy- | c1(-c2c(0C)cccc?)cocec] Human health hazards#Genetic Toxicity | Gene mutation | Megative Gene mutaticn Gene mutation in vitro bacterial rev ~
86260 | 1,1'-biphenyl,_2-methoxy- | c1(-c2c(0C)ccoc?)cocec] Human health hazards#Genetic Toxicity | Gene mutation | Megative Gene mutation Gene mutation in vitro bacterial rev
86306 | N-NITROSODIPHENYLAMI| c1(MN{c2ccccc2)N=0)cccecl | Human health hazards#Genetic Toxicity | Gene mutation | Megative Gene mutation Gene mutation in vitro bacterial rev
86306 | N-NITROSODIPHENYLAMI| c1(N{c2ccccc2)N=0)cccec] | Human health hazards#*Genetic Toxicity | Gene mutation | Megative Gene mutation Gene mutation in vitro bacterial rev
72571 | Trypan_Blue c1{-c2ec(C)c(N=Nc3c(O)cdc | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial rev
7251 Trypan_Blue c1(-c2cc({Cle{N=Ne3c(O)cdc | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial rev
50180 | CYCLOPHOSPHAMIDE CICCNP(=Q){M(CCCNCCCI)C| Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial rev
50442 | Purine-6-thiol C1(=5)C2=C(N=CN2)N=CN | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial rev
1606673 | 1-PYRENAMINE c12c3cdc(c{N)cccdecc3eccl) | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial rev
51127 | nialamide C{=0){c1concc )NNCCC(=0 | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial rev
50760 | Actinomycin_D C{=0)(C1C2C(=C(C)C(=0)C: | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutaticn Gene mutation in vitro mammalian
51218 [FLUORCURACIL C1{=0)C(F)=CNC({=0)N1 Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutaticn Gene mutation in vitro mammalian
51285 |2 4-dinitrophenol:2 4-dinit | c1(0)c(N{=0)=0)cc(N(=C)=| Human health hazards#Genetic Toxicity | Chromosome aberratic| Positive Chromosome aberration | Chromesome aberration |in vitro in vitro mam
70553 | 4-methylbenzenesulfonarr | c1(S(N)(=0)=0)ccc(C)ccl Human health hazards#Genetic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mam
87592 |2 3-dimethylaniline;2,3-dir | c1(N)c(C)e(Cleccl Human health hazards#Genetic Toxicity | Chromosome aberratic | Positive Chromosome aberration | Chromosome aberration | in vitro in vitro mam
87592 |2 3-dimethylaniline;2,3-dir | c1(N)c(C)e(Clecel Human health hazards#Genatic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mam
54319 [FUROSEMIDE C(=0){0)c1e(NCC2=CC=CO [ Human health hazards#Genetic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mam
50282 |Estradiol_[USAMN:INN] c12c(C{P+}3C{P+}C{P-M4C{F [ Human health hazards#Genetic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mam
{ >
Back E—ﬁz
1. A preview of the imported file is shown (1);
2. Click on Next (2);
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QSAR TOOLBOX

Import of database:

Horizontal im

port procedure

Import mode

Preview of file

Importing to Horizontal import_Genotoxicity_1

() Vertical @ Horizontal | have a header row

L1

Select Horizontal radio button (1)

Column with chemical ID is automatically recognized by the system (for more details

sees slide 15)
When there are fields from the original file which cannot be mapped to the labels
existing in Toolbox, burgundy colored messages are displayed on the top (2) and
Undefined is written below the data which is not mapped (3). In order to map

the fields see next slide.

correctly

=

i raanr

April 2020

iles Endpoint path Scale Data Mean value Scale value Endpoint Type of genotoxicity Type of method Test typ
w2 SMILES ] Undefined 1 Data.Scale Y Undefined b Endpoint ¥ | Type of genotoxicity ¥ | Type of method * Test type
c1{-c2c(0C)ccec)cccec Human health hazards#Genetic Toxici jon | Negative Ger ian Gene mutation in vitro bacterial reverse mutation z ~
c1{-c2c(0C)cccc)ccccc Human health hazards#Genetic Toxicity GI 2 jon | Negative Ge 3 In Gene mutation in vitro bacterial reverse mutation &
cl{M(c2ccccc2)N=0)ccccel  [Human health hazards#Genetic Toxi GI jon | Negative Ge In Gene mutation in vitro bacterial reverse mutation 2
c1{M{c2ccccc2)N=0)cccccl  [Human health hazards#Genetic Toxi Gene mutation | Negative Gene mutation Gene mutation in vitro bacterial reverse mutation &
c1{-c2ce(C)ciN=Nc3c[Q)cdc(f [Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Zene mutation in vitro bacterial reverse mutation 2
el{-c2cc{C)c{N=Nc3c[O)cdc(l | Human health hazards#Genetic Toxi Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation &
CI1CCNP{=0)(N(CCCNCCCNO | Human health hazards#Genetic Toxi Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation 2
C1{=5)C2=C(N=CNZ)N=CN1 [Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation 2
12c3cdc(cN)cecdecc3cect)e [Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation z
C(=0)c1cencc1)NNCCC(=0)l | Human health hazards#Genetic Toxi Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation z
C=0)NC1C2C(=CIC)C(=0)C= [Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro mammalian cell gene mutal
C1{=0)C(F)=CNC{=C)N1 Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro mammalian cell gene mutal
thenol {dnp);phenol, 24-c | c1{C)c(N(=0)=0)cc(N{=0)=({Human health hazards#Genetic Toxicity | Chromesome aberration | {Casis) | Positive Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
mamide;benzenesulfonar | c1{S{N)(=0)=0)ccc(Checl Human health hazards#Genetic Toxicity | Chromosome aberration | {Casis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
&2,3-xyliding;2,3-dimethy | c1{N)c{C)c(C)ecc Human health hazards#Genetic Toxicity | Chromosome aberration | {Oasis) | Positive Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
&;2,3-xyliding;2,3-dimethy | €1{N)c(C)c(C)ecc Human health hazards#Genetic Toxicity | Chromosome aberration | {Casis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
C(=0)C)c1e(NCC2=CC=C02 [Human health hazards#Genetic Toxicity | Chromesome aberration | {Casis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
12¢(C{P+)2C{P+}{C{P-}]4C{P- [ Human health hazards#Genetic Toxicity | Chromesome aberration | (Oasis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
CCHCHCHCI Human health hazards#Genetic Toxi Chromosome aberration | {Oasis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
C12c3¢(cc(0C)ce3)NC=1C1C | Human health hazards#Genetic Toxi Chromosome aberration | {Oasis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
C12{CHCICHCNCICNICICN=C [ Human health hazards#Genetic Toxicity | Chromosome aberration | {Oasis) | Positive Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
1{SC)c(C)ec(OP(=S){OC)OC) | Human health hazards#Genetic Toxi Chromosome aberration | (Qasis) | Positive Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
cCNe(O)e{Cl)ec(Clc1 Human health hazards#Genetic Toxi Chromosome aberration | (Qasis) | Positive Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chroma
1{C)eelC)nc(NS(=C){=0)c2c [Human health hazards#Genetic Toxicity | Chromoseme aberration | (Casis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chrema
)-3-methylbutyrate;_Fenv | C[#EN)C(c1ec{Cc2eccccc?)eec]}| Human health hazards#Genetic Toxicity | Micronucleus | Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mammalian cell mic
C120=NCI0 = CINCI=WC= | Human health hazard=#Genstic Toxicit | Micronuclens | Positive Chramosnme aherration | Chromnosome aberration lin vitra in vitrn mammalian cell mic




QSAR TOOLBOX

Import of database:
Horizontal import procedure

1.

EndpointPath (3).

2.

it is also written in the top message (4).

The OECD (Q)SAR Toolbox for Grouping Chemicals into Categories
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Import made
) Vertical ® Herizontal [v] | have a header row
Preview of file
cas Chemical name Smiles End 2 ‘ | Data Mean value Scale value Endpoint Type of genotoxicity  Type of method T
cas Chemical Names SMILES - - —— 1 - Undefined v Endpoint * | Type of genotoxicity ~ | Type of methad ~ Tes
86260 1.1"-biphenyl,_2-metho: | 1(-c2c(0C)cccc2)eccec] Filter: |E”a | Negative Gene mutation Gene mutation in vitro bacterial reverse mut,
86260 1,1"-biphenyl,_2-methos | c1(-c2c{0C)ccec)ecccc ] Negative Gene mutation Gene mutation in vitro bacterial reverse mut,
86306 N-NITROSODIPHENYLA | €1 (Nfc2cceec2)N=0)cceecl Endgliimt Negative Gene mutation Gene mutation in vitra bacterial reverse mut,
86306 N-NITROSODIPHENYLA | €1(N{c2ccecec2)N=0)cccec Endpgint 2 Negative Gene mutation Gene mutation in vitro bacterial reverse mut;
72571 Trypan_Blue 1(-c2eclCle(N=Nc3e(O)cell Endpaint issigned Positive Gene mutation Gene mutation in vitro bacterial reverse mut,
72571 Trypan_Blue 1 (-c2cc(€)e(N=Nc3c[O)cdelt Endpoint ¢ smments ’_ Positive Gene mutation Gene mutation in vitro bacterial reverse mut.
50180 CYCLOPHOSPHAMIDE | C1CCNP{=0)({MN(CCCNCCCNO Endpoint & planation 3 Positive Gene mutation Gene mutation in vitro bacterial reverse mut:
S0442 Purine-6-thiol C1(=5)C2=C(N=CN2)N=CN1 EndpaintPath — Positive Gene mutation Gene mutation in vitro bacterial reverse mut:
1606673 1-PYRENAMINE c12e3cdefc(N)eccdece3eccl)e Gender Positive Gene mutation Gene mutation in vitro bacterial reverse mut,
51127 nialamide C(=0){c1ccnec1)NNCCC(=0) Qrganism gender Positive Gene mutation Gene mutation in vitro bacterial reverse mut,
50760 Actinomycin_D Ci=0)(C1C2C(=C(C)C(=0)C= Trend Positive Gene mutation Gene mutation in vitro mammalian cell gene
51218 FLUOROURACIL C1(=0)C(F)=CNC(=0O)N1 Human health hazards#Geneti| Gene mutation | Positive Gene mutation Gene mutation in vitro mammalian cell gene
51285 2 A-dinitrophencl;2 4-di | 1(0)c[N(=0)=0)cc(N(=0)=C| Human health hazards#Genetic| Chromosome aberration | (Qasis) | Positive Chromosame aberration | Chromasome sberration | in vitro in vitro mammalian ¢l
70553 4-methylbenzenesulfon | c1(S(N)(=0)=0)ccc(Clecl Human health hazards#Genetit| Chromosome aberration | {O: Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mammalian ¢l
87592 2, 3-dimethylaniline;2,3- | c1({N)<{C)c(C)ece Human health hazards#Genetit| Chromosome aberration | (Qasis) | Positive Chromaosome aberration | Chromosome aberration | in vitro in vitro mammalian ¢!
87502 2 3-dimethylanil 1 (N)e(C)e(C)ecet Human heslth hazards#Genetic| Chramosome aberration | (Qasis) | Negative Chromosame aberration | Chromasome sberration | in vitro in vitro mammalian ¢l
54319 FURCSEMIDE C{=0)(C)c1c(NCC2=CC=C0O2 | Human health hazards#Genetit| Chromosome aberration | {O: Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mammalian ¢l
50282 Estradiol [USAN:INN] | <12¢(C{P+)3C{P+}{C{P-}4C{P- | Human health hazards#Genetit| Chromosome aberration | {Qasis) | Negative Chremosome aberration | Chromosome aberration | in vitro in vitro mammalian ¢l
56235 CARBON-TETRACHLORI| CICI(CI)(CNCI Human health hazards#Genetic| Chromosome aberration | (Qasis) | Negative Chromasome aberration | Chromosome aberration | in vitro in vitro mammalian ¢/
50555 reserpine C12c3c{cc(0C)cc3)NC=1C1C(| Human health hazards#Genetit| Chromosome aberration | {Qasis) | Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mammalian cl
Jed48 HEPTACHLOR CI2{CHCICHCNC(CNICICN=C"| Human health hazards*Genetit| Chromosome aberration | {Qasis) | Positive Chremosome aberration | Chromosome aberration | in vitro in vitro mammalian ¢l
55389 FENTHION 1(SC)c(C)ec(OP(=S){CC)OC)K | Human health hazards#Genetit| Chromosome aberration | (Qasis) | Positive Chromaosome aberration | Chromosome aberration | in vitro in vitro mammalian ¢!
38062 2,4 6-TRICHLOROPHEN!] 1 (Cl)e(0)e(Cllec(Clc1 Human health hazards#Genetic| Chramosome aberration | (Qasis) | Positive Chromosame aberration | Chromasome sberration | in vitro in vitro mammalian ¢
57681 SULFAMETHAZINE Q) cc{Cnc(NS(=0)(=0)c2ci| Human health hazards#Genetit| Chromosome aberration | {Qasis) | Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mammalian c
51630581 cyano_{3-phencxybenzy| CIEN)C(c1cc{Oc2ecece2)cec)| Human health hazards#Genetit| Micronucleus | Negative Chremosome aberration| Chromosome aberration | in vitro in vitro mammalian ¢
50077 Mitomvein IUSANRAN: | C12C=ONVCIC)=CINYCI=00C= | Human health hazards#Geneticl Micranucleus | Pasitive Chramasame aherration | Chromasome aberration | in vitra in vitrn mammalian o
<
Next Import

Open the drop-down menu (1), type in “end” in the filter (2), select

The selected label has to correspond to the one in the original file and
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QSAR TOOLBOX

Import of database:
Horizontal import procedure

Importing to Horizental import_Genotoxicity_1 - m] X
Impart mode
) Vertical Horizontal | have & header row 4 1
Preview of file
CAS Chemical name Smiles F_ndpoi‘nt path Scale ata Mejn value S 2 e | Endpeint Type of genotoxicity Type of method Te

CAS * | Chemical Names SMILES ks EndpointPath < Data.Scale ks [ Endpoint * | Type of genotoxicity * | Type of method Tes
86260 1,1"-biphenyl,_2-metho | c1(-c2c{0C)ecec)eccec] Human health hazards#Geneti¢| Gene mutation | Filter: [do 7. | Gene mutation in vitro bacterial reverse mut: ~
86260 iphenyl,_2-metho | c1{-c2¢(0C)ccec)ccccc Human health hazards#Genetit| Gene mutation | Gene mutation in vitro bacterial reverse mut:
86306 N-NITROSODIPHENYLA| c1{N{c2ecece2)N=O)cccee] | Human health hazards#Genetic| Gene mutatian | Add as metadata * [Gene mutation in vitro bacterial reverse mut:
86306 N-NITROSODIPHENYLA | c1{N(c2ceccc2)N=O)czcee | Human health hazards=Ganeti| Gene mutation | Agengy Responsible Sediment for Data Gene mutation in vitro bacterial reverse mut,
72571 Trypan Blue C(-c2cc(C)elN=Nc3c(O)cdelt| Human health hazards#Geneti] Gene mutation | BCRData operator.MeanQualifier Gene mutation invitro bacterial reverse mut,
72571 Trypan_Blue E1-c2cc(C)c(N=Nc3c(O)cdc(t| Human health hazards#Genetic| Gene mutation | Consulted Databases Gene mutation in vitra bacterial reverse mut,
50180 CYCLOPHOSPHAMIDE | C1CCNP(=0)(N(CCCNCCCNO’| Human health hazards#Genetic| Gene mutation | ta confidence category Gene mutation in vitro bacterial reverse mut,
50442 Purine-6-thiol C1(=8)C2=C(N=CN2)N=CN1| Human health hazards#Genetit| Gene mutation | Data quality Gene mutation in vitro bacterial reverse mut.
1606673 1-PYRENAMINE 12c3cde(c(N)eccdece3ecci)c| Human health hazards#Geneti<| Gene mutation | Data.MaxQualifier Gene mutation in vitro bacterial reverse mut:
51127 nialamide C[=0){c1cence1)NNCCC(=0)/| Human health hazards#Geneti<| Gene mutation | Data.MaxValue Gene mut in vitro bacterial reverse mut:
50760 Actinomycin_D C[=0){C1C2C(=C{C)C(=0)C= | Human health hazards#Geneti<| Gene mutation | a.MeanQualifier Gene mutation in vitro mammalian cell gene
51218 FLUOROURACIL C1{=0)C(A=CNC(=0N1 Human health hazards#Genetit| Gene mutation | ata.MeanValue Gene mutation in vitro mammalian cell gene
51285 24-dinitrophenol;2,4-di [ c1{Q)c(N{=0)=0)cc(N(=0)=(| Human health hazards#Geneti¢| Chromosome aberration | (Qasis) Data.MinQualifier Chromosome aberration |in vitro in vitro mammalian c|
70533 4-methylbenzenesulfon | <1{S(N)(=0)=0)ecc(Clec Human health hazards#Geneti(| Chromosome aberration | (Qasis) Data.MinValue Chromosome aberration |in vitro in vitro mammalian c|
87392 2.3-dimethylaniling;2,3- [ c1(N)c({C)e{Clecc Human health hazards#Geneti| Chromosome aberration | (Qasis) Data.Scale Chromeosome aberration |in vitro in vitro mammalian c|
87392 2,3-dimethylaniling;2,3- [ c1(N)c(Cle{Cleccl Human health hazards#Geneti| Chromosome aberration | (Qasis) DataUnit Chromosome aberration |in vitro in vitro mammalian c|
54319 FUROSEMIDE C(=0)(0)c1c(NCC2=CC=C02 | Human health hazard=#Geneti| Chromosome aberration | (Oasis) Database Chromosome aberration |in vitro in vitro mammalian c|
50282 Estradiol_[USAN:INN] | £12c(C{P+}3C{P+}{C{P-}4C{P- | Human health hazards#Genetic| Chromosome aberration | (Oasis) Database affiliations Chromosome aberration |in vitro in witro mammalian cl
56235 CARBON-TETRACHLORI| C{CN(CI)CNCI Human health hazards#Genetit| Chromosome aberration | (Oasis) " P L. | Chromosome aberration |in vitro in witro mammalian cl
50555 reserpine C12c3¢(ec{0C)ec3)NC=1C1C( Human health hazards#Genetic| Chromesome aberration | (Oasis) | Negative Chromosome aberration | Chromosome aberration |in vitro in witro mammalian cl
76443 HEPTACHLOR C12(CNCICN{CHC(CYICICN=C"| Human health hazards#Genetic| Chromosome aberration | (Oasis) | Positive Chromosome aberration | Chromosome aberration |in vitro in witro mammalian cl
55389 FENTHION <1(SC)e(C)eciOP(=8){0C)OC)| Human health hazards#Genetic| Chromosome aberration | (Oasis) | Positive Chromosome aberration | Chromosome aberration |in vitro in witro mammalian cl
88062 2,4,6-TRICHLOROPHEN! | c1{Cl)c(O)e{Clec(Cl)c1 Human health hazards#Genetit| Chromosome aberration | (Qasis) | Positive Chromosome aberration | Chromosome aberration |in vitro in witro mammalian cl
57681 SULFAMETHAZINE <1{Chec(CInc(NS(=0)(=0)c2ec| Human health hazards#Geneti| Chromosome aberration | (Oasis) | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian c|
51630581 cyano_(3-phenoxybenz | C[EN)C(c1co{Cc2eccec2)ecc )| Human health hazards#Genetic| Micronucleus | Negative Chromosome aberration | Chromosome aberration | in vitra in vitro mammalian ¢
50077 Mitomycin_[USAN:BAN: [ C12C(=0)C(C)=C(N)C(=0)C=| Human health hazards#Geneti¢| Micronucleus | Positive Chromosome aberration | Chromosome aberration | in vitra in vitro mammalian ¢
50293 DICHLORO_DIPHENYL_ | CICH(CINCNCic1cec{Cllec1)c 1| Human health hazards#Genetic| Micronucleus | Positive Chremaosome aberration | Chromosome aberration |in vitro in vitro mammalian ¢ ¥
< >

Next Import

1.

2.

Open the drop-down menu (1), type in “data” in the filter (2), select
Data.MeanValue (3).
The selected label has to correspond to the one in the original file and
it is also written in the top message (4).
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QSAR TOOLBOX

Import of database:
Horizontal import procedure

Importing to Horizontal import_Genotoxicity 1 — O *
Impaort mode
) Vertical Herizontal | have a header row
Preview of file
CAS Chemical name Smiles Endpo‘i’nt path Scale Data Mean value S: Endpoint Type of genotoxicity Type of method Test type
CAS ~ | Chemical Names * SMILES - EndpointPath - DataScale  ~ | Data.MeanVal.. ~ Endpoint ~ | Type of genotoxicity *~ | Type of method Test type -
86260 1.1'-biphenyl,_2-metho: | ¢1{-c2c{0C)cccc)cccec] Human health hazards#Genetic| Gene mutation | | Negative Gene mutation Gene mutation in vitro bacterial reverse mutation assay (2.g. Ames test)
86260 1,1'-biphenyl,_2-metho: | c1{-c2c{0C)ccec2)ccccc Human health hazards#Genetic| Gene mutation | | Negative Gene mutation Gene mutation in vitro bacterial reverse mutation assay (e.g. Ames test)
86306 M-NITROSODIPHENYLA | c1{N(c2ccccc2)N=0)ccccc] | Human health hazards#Genetid| Gene mutation | | Negative Gene mutation Gene mutation in vitro bacterial reverse mutation assay (e.g. Ames test)
86306 MN-NITROSODIPHENYLA | c1{N(c2ccccc2)N=0)cccee]  |Human health hazards#Genetic| Gene mutation | | Negative Gene mutation Gene mutation in vitro bacterial reverse mutation assay (2.g. Ames test)
72571 Trypan_Blue c1{-c2cc(C)e(N=Nc3c(O)cdc(l | Human health hazards#Genetic| Gene mutation | | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation assay (e.g. Ames test)
72571 Trypan_Blue c1{-c2cc{C)c{N=Nc3c{O)cdc(t | Human health hazards#Genetic| Gene mutation | Gene mutation Gene mutation in vitro bacterial reverse mutation assay (e.g. Ames test)
50180 CYCLOPHOSPHAMIDE |C1CCNP{=O)N({CCCNCCCNO | Human health hazards#Genetic| Gene mutation | Gene mutation Gene mutation in vitro bacterial reverse mutation assay (e.g. Ames test)
50442 Purine-6-thial C1(=5)C2=C({N=CN2)N=CN1[Human health hazards#Geneti| Gene mutation | | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation assay (e.g. Ames test)
1606673 1-PYRENAMINE c12c3cde(ciN)cccdecc3cccl)c [ Human health hazards#Genetic| Gene mutation | | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation assay (2.g. Ames test)
51127 nialamide C(=0)(c1cenec)NNCCC(=0) | Human health hazards#Genetic| Gene mutation | | Positive Gene mutation Gene mutation in vitro bacterial reverse mutation assay (e.g. Ames test)
50760 Actinomycin_D C(=0)(C1C2C(=C{C)C[=0)C= [ Human health hazards*Geneti(| Gene mutation | | Positive Gene mutation Gene mutation in vitro mammalian cell gene mutation assay
51218 FLUORQURACIL C1(=0)C{F)=CNC({=0}N1 Human health hazards#Genetic| Gene mutation | | Positive Gene mutation Gene mutation in vitro mammalian cell gene mutation assay
51285 2 A-dinitrophenol;2 4-di | ¢ 1{0)c{N(=0)=0)cc(N(=0)=(| Human health hazards#Genetic| Chromosome aber | Positive Chromosome aberration | Chramosome aberration (in vitro in vitro mammalian chromosome aberration test
70333 A-methylbenzenesulfon | 1(S(N)[=0)=0)ccc(Clccl Human health hazards#Genetic| Chromosome aber | Negative Chromasome aberration | Chromosome aberration [in vitro in vitro mammalian chromosome aberration test
87592 2,3-dimethylaniline;2,3- | ¢ 1{N)c{C)c(Ceccl Human health hazards#Genetic| Chromosome aber | Positive Chromosome aberration | Chromosome aberration [in vitro in vitro mammalian chromosome aberration test
87592 2, 3-dimethylaniling;2,3- | c1{N)c{C)c{Cecc Human health hazards#Genetic| Chromosome aber | Negative Chromosome aberration | Chromosome aberration (in vitro in vitro mammalian chromosome aberration test
41 54319 FUROSEMIDE C{=0)(0)c1c(NCC2=CC=C02 | Human health hazards#Genetic| Chromosome aber | Negative Chromasome aberration | Chramosome aberration |in vitro in vitro mammalian chromosome aberration test
50282 Estradiol_[USAM:INN] | c120({C{P+}3C{P+}{C{P-M4C{P- | Human health hazards#Geneti(| Chromosome aber | Negative Chromosome aberration | Chromosome aberration (in vitro in vitro mammalian chromosome aberration test
56235 CARBON-TETRACHLOR!I | CICI(CH{CNCI Human health hazards#Genetic| Chromosome aber | Negative Chromosome aberration | Chromosome aberration |in vitro in vitro mammalian chromosome aberration test
50555 reserpine C12c3c(cc(OC)cc3)NC=1C1Cl | Human health hazards#Genetic| Chromosome aber | Negative Chromosome aberration | Chromosome aberration (in vitro in vitro mammalian chromosome aberration test
T6448 HEPTACHLOR CI2{CNCCHENCICNCICN=C" [ Human health hazards#Genetic| Chromosome aber | Positive Chromosome aberration | Chramosome aberration (in vitro in vitro mammalian chromosome aberration test
55389 FENTHION £1{SC)c(C)ec(OP(=5){0C)2C)k | Human health hazards#Genetic| Chromosome aber | Positive Chromasome aberration | Chromosome aberration [in vitro in vitro mammalian chromosome aberration test
88062 24.6-TRICHLOROPHEMN! [ < 1{CHe(O)e(Clicc(Chc1 Human health hazards#Genetic| Chromosome aber | Positive Chromosome aberration | Chromosome aberration [in vitro in vitro mammalian chromosome aberration test
57681 SULFAMETHAZINE c1C)ec(C)nc(NS{=0)(=0)c2c| Human health hazards#Geneti(| Chromosome aber | Negative Chromosome aberration | Chromosome aberration (in vitro in vitro mammalian chromosome aberration test
516305817 cyano_{3-phenoxybenzy | CEM)C(clec(Ccdeccced)eccl)| Human health hazards#Genetid| Micronucleus | MNegative Chromasome aberration | Chramosome aberration |in vitro in vitro mammalian cell micronucleus test
50077 Mitomycin_[USAN:BAN: | C12C{=0)C{C)=CIN)C(=C)C=| Human health hazards#Genetic| Micronucleus | Positive [ nosome aberration | Chromosome aberration |in vitro in vitro mammalian cell micronucleus test
50293 DICHLORO_DIPHEMNYL [ CICI(CIHCNC(c 1ccc(Cl)cc 1)l | Human health hazards#Genetic| Micronucleus | Positive J 1 osome aberration | Chromosome aberration [in vitro in vitro mammalian cell micronucleus test
50328 BENZOPYREME:3 4-"_Bl|c12c3cdc(c5ciccdecc3cec)ce | Human health hazards#Genetic| Micronucleus | Positive osome aberration| Chromosome aberration [in vitro in vitro mammalian cell micronucleus test
' 2

Barle Navt | Impo I

 Once all fields are mapped, the burgundy colored messages on top disappear.
* You can use the scrollbar (1) to check all columns, their titles and content.

» Click on Import (2)

The OECD (Q)SAR Toolbox for Grouping Chemicals into Categories April 2020 36



QSAR TOOLBOX

Import of database:
Horizontal import procedure

1 120 Import finished — O >

Impaort finished with 28 data points across 24 chemicals and 0 error rows

TR T T T T T T T

Nn

* The import process could take a couple of minutes;
* An informative message is displayed when it is completed;
* Click on OK (1).
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QSAR TOOLBOX

View of imported database

Options «

Select All
» [l Physical Chemical Properties
» [l Environmental Fate and Transport
» [l Ecotoxicological Information

« The new database is displayed in the Databases B

W Acute Oral to ¢ DB

Unselect All

panel (1) in the Human health hazard group (2).

» Right-click menu (3) is implemented where you
can see the database statistics or delete the
database.

» The software automatically adds a numeration in B ko si senstzzton

rcinogenicit

the name (*1” in this example) in case the same

Select All
Unselect All

database is imported for the second time.

> Invert
n-cancer

sensitisation database (| Delete Databas
tor Mediated Effects

raunhofer ITEM Database statisti

About

reproduction (ER)

-EPA

ant Natahaca

Inventories
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QSAR TOOLBOX

Outlook

« Aim
« Keywords
« Definition of Database and Inventory
« Import of database:
» Vertical import
» Horizontal import
» Supporting information
« Import of inventory
Export Data matrix
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QSAR TOOLBOX

Supporting information

* A table of the most important endpoints implemented in Toolbox
could be found in F1 Help: D.3.4.4. Supporting Information.

* The information in the table aims to facilitate the users’ work
when importing new databases.
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QSAR TOOLBOX

Outlook
« Aim
« Keywords
« Definition of Database and Inventory
« Import:
« Import of database
« Vertical import
« Horizontal import
« Import of inventory
« Import via IUCLID
« Export Data matrix
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QSAR TOOLBOX

Import of inventory
Layout

* As already presented an inventory is a collection of chemicals
without any data.

* In the current example import of chemicals along with their
external identifiers (custom ID) will be illustrated.
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QSAR TOOLBOX

Import of inventory
Layout

« Import layout contains two main sections: substance information (1) and column
with external ID information (custom ID number)(2);

» The external ID number could be different types: strings only, integer (numbers)
only or combination of integer and strings (3)

» The imported file can be in_x/sx or tsv format

« An example file could be found in the following installation folder: C:\Program Files
(x86)\Common Files\(Q)SAR Toolbox 4\Config\Examples

9= Import_Custom Inventory_Custom [Dsdsx - Microsoft Excel — ] X
Home Insert Page Layout Formulas Data Review  View  OASIS a@o® =
d_] :. Calibri M- AW Genera | ﬂ ﬁ g?' ;‘;D‘:E = ﬁ
Mg Biu-lE s it it e [ o
Clipboard sl rFnt B L |  Aignment 5|  Number tyl lis
A21 alm] 7— :
A \ C p 7 E E
1| CAS# NAME SMILES External ID
2 | 000051-28-5 2,4-dinitrophenol; Phenol, 2,:c1(0)c(N(=0)=0)cc(N(=0)=0)cq 1
3 | 000059-50-7  4-Chloro-m-cresol; 3-methyl- c¢1(Cl)c(C)cc(0)ccl 2 3
4 §000065-45-2  2-hydroxybenzamide; Benzal C(N)(=0)c1c(O)ccecl 3
5 | 000069-72-7 2-hydroxybenzoic_acid; Benz C(=0)(0)clc(O)ccccl EID1
6 | 000079-94-7  4,4'-(1-methylethylidene)bis[ ¢1(C(C)(C)c2cc(Br)c(O)c(Br)c2)d ED2
7 | 000080-05-7 4,4'-(1-methylethylidene)bisg c1(C(C)(C)c2cec(0)cc2)cec(O)cc VOT
000080-09-1 Phenol, 4,4'-sulfonylbis-; Phe c1(5(=0)(=0)c2ccc(0)cc2)cec(O NEC
9
10
11
12
43 W] Sheet1 ./ Sheet2  Sheets %3 4T ] ] L4 m'
Ready | [E@ s G0
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QSAR TOOLBOX

mport of inventory
Procedure

) T E
QSAR TOOLBOX 10100

» Simpiified Ul Data » Category definition P Data Gap Filling » Report

Import Export Delete

af & a a

Import  IUCLIDG IUCLIDG Database Inventory

(~] Documents

A Docume j| 1 5
- o x

Used separators
Open file Decimal |. Thousands

3 L'Dlmpﬂrtasinvanlory Import to Import title

Preview of file

1 Open b3
S <« CommonFiles > QSAR Toolbox44 > Config » Examples. arch Examples p
Organize New folder By M @
Databases 5
- PROFILERS A Name Date ryffified Type Size M
ions
TB44

Microsoft Excel W...
Microsoft Excel W...

Microsoft Excel WA

Import_Custom Inventory_Custom [Dsxlsx

@ TBPROFILERS Import_Custom Inventory_Custom IDaxlsc

] 9_aldehydes 1GC50_datz_create modelxlsx
y

@ OneDrive

HI_BOD_templatexisx Microsoft Excel W

perimental pKa [ ThispC HI_Carcinegenicity_template.xlsx Microsoft Excel W
= o L= 8 3D Objects HI_Ecotox_templatexsx Microsoft Excel W

HI_Multiple_endpoints.xisc Microsoft Excel W

. [ Desktop
1. Go to Data module (1); oo HLMtsgenicy smplte
3 Download HI_Skin sens_templateadsx Microsoft Excel W
ownloads
» Herizontal impert_Multiple_endpoints.xlsx Microseft Excel W
Music

. C|IC|( On ImQOFt (2) ; e ol (ER Verical imnort ChemID | €50 and Skin cencxler 117 Microcoft Fxcel W. R v

Microsoft Excel WA

File name: [ Import_Custom Inventory_Custom IDsaxis< | Al Usable Formats (“itsvalsy) || gre—
. Tick “Import as inventory” (3) 71
Back Next Import

A W N

. Type in the name of the inventory as you wouia want It To De dISplayed In 100ID0X (4). utnerwise tne name of the file
will be used as the name of the inventory.

w1

. Click on Open file
6. Select the file (Import_Custom Inventory_Custom IDs.xlsx)(6),

7. Click Open (7) then a message appears informing that only the first worksheet will be used for import, click OK
b \ | [
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QSAR TOOLBOX

mport of inventor
Procedure

1- A preVieW Of the imported 121 Importing to My custom inventery_1 — a x
file is shown (1);

Used separators

Decimal Thousands
.
2 [ CI IC k O n Next (2) I | Import as inventory Impartto  None Import title | My custo, 1
Preview of file
CAS MNAME SMILES External ID

000051-28-5 | 2 4-dinitrophenol; Phenal, 2.4-dinitro- <1{0)c(N{=0)=0)cc(N[=0)=0)ccl 1
000059-50-7 | 4-Chloro-m-cresol; 3-methyl-4-chlorophencl; Phenol, 4-chloro-3-methyl-; m-Cresol, 4-chlo | ¢ 1{Ce(Chec(O)ect 2
000065-45-2 | 2-hydroxybenzamide; Benzamide, 2-hydroxy-; Salicylamide C{N)}=0)c1c(Q)ccecl 3
000069-72-7 | 2-hydraxybenzoic_acid: Benzoic acid, 2-hydroxy—: Salicylic acid C{=0){0)c1c(O)cecel EID1
000079-04-7| 4 4'-(1-methylethylidene)bis[2, 6-dibromophenol], Phenal, 4,4™-(1-methylethylidene)bis 2,6-¢| <1(C(C)(C)c2ec(Bric(Q)c(Br)c)ce(Bric(Q)c(Brlc1 |ED2
000080-05-7 | 4.4'-(1-methylethylidene)bisphenol; Phenol, 4.4™-(1-methylethylidene)bis-; Phenol, 44™-isopr | c1(CIC)(C)c2ecc(O)cc)ccc(Q)ec] VOT
000080-09-1] Phenol, 4,4'-sulfanylbis-; Phenal, 4 4'-sulfonyldi- 1(S{=0){=0)c2ecc(O)cc?)cec(O)cc NEC

Back Next Import
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QSAR TOOLBOX

mport of inventory
Procedure

'\ Imperting to My custom inventory_1

Import mode

Vertical ® Horizontal | have a header row ! 1
P L t3 m

Cas NAME SMILES
[eas ¥ Chemical Names ~1 SMILES Tl i
000051-28-5 |2 4-dinitropk I; Phenol, 2 4-dinitro- c1{0)c(N({=0)=0)cc(N({=0)=0)ccl 1 Filter: |custc>
000059-50-7 | 4-Chloro-m-cresol; 3-methyl-4-chlorophenol; Phensl, 4-chloro-3-methyl-; m-Cresol, 4-chlo/| c1{Cl)c(C)cc{O)cc 2 Add as custom id{integer)
000065-45-2 Z—hydroxybenzalz'def Benzamfde, %l-hydroxy-_: Sallcyltaml_de : C{N)(=0)c1c(OQ)ccec 3 Add as custom id(string)
000069-72-7 | 2-hydroxybenzoic_acid; Benzoic acid, 2-hydroxy-; Salicylic acid C{=0){0)c1c(O)ccec EID1
000079-94-7 | 44'-(1-methylethylidene)bis[2 6-dibromophenal]; Phenal, 44'-(1-methylethylidene)bis 2,6-¢| c1{C{C){C)c2ec(Bric{C)c(Bric2)cc(Br)c{O)c(Bric1 | ED2
000080-03-7 | 44'-(1-methylethylidene)bisphencl; Phenal, 4 4'-(1-methylethylidene)bis-; Phenal, 4 4'-isopi| c1{C(C){C)c2ecc{O)ec)ccc(C)ect VOT
000080-09-1 | Phenal, 44'-sulfonylbis-; Phenol, 4,4'-sulfonyldi- c1(S(=0)(=0)c2ccc(O)cc2)ccc(O)ec NEC

On the second top row are displayed the chemical identifiers as they will be shown in
Toolbox (1);

The last column includes external ID and it is not recognized by the system (the second row
is named “Undefined”). Open the drop-down menu and type “custo” (2). Two options
appeared:

% Add as custom id(integer)
% Add as custom id(string)

If your external IDs are only humbers (integer) you should select the first option. If your
custom IDs are letters only you should select the second option. In case your IDs are
combination of letters and numbers, you should select again the second option. In our case
external IDs are combination of letters and strings, so second option is selected here (3).

Click Import (4);

=
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QSAR TOOLBOX

mport of inventory
Procedure

21 Import finished — O >

Import finished with 0 data points across 7 chemicals and 0 error rows

L
;

* The import process could take a couple of minutes;
« An informative message is displayed when it is completed;
* Click on OK (1).
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QSAR TOOLBOX

View of imported inventory

* The new inventory (1) is displayed in Inventories

the ‘Inventories’ panel (2). Unselect Al
» Right-click menu (3) is implemented

where you can delete the inventory.

Select All
Unselect All

« The software automatically adds a D
numeration in the name (“1” in this .

example) in case the same inventory is

imported for the second time.
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QSAR TOOLBOX

Outlook

« Aim
« Keywords
« Definition of Database and Inventory
« Import:
« Import of database
« Vertical import
« Horizontal import
« Import of inventory
« Import of data from IUCLID to TB
« Export Data matrix
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QSAR TOOLBOX

IUCLID - background

« IUCLID (International Uniform Chemical Information Database) is a software
application to record, store, maintain and exchange data on intrinsic and hazard
properties of chemical substances. It is a key software application for both regulatory
bodies and the chemical industry where it is used in the implementation of various

regulatory programmes

« QSAR Toolbox is connected to IUCLID (IU) through WebServices. Experimental data is

allowed to be imported from IU to Toolbox only.
« Prediction obtained in the Toolbox could also be exported to IU. An example is shown

in tutorial:

Predicting aquatic toxicity to daphnia by trend analysis. pdf
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QSAR TOOLBOX

Import of data from IUCLID to Toolbox

1. Go to Data module (1);

2. Click on IUCLID6 button (2);
3. Select New database (3);

4. Write the database name (4);
5. Click on Next (5).

Note: Importing data from IUCLID
requires:

1) To have access to IU 6.3 (or 6.4)

2) IU web services to be running

3) To have a substance in the
running IU server

QSAR TO ' 0X @ @

ﬂ * Simplified Ul Jata ¥ Category definition ¥ Data Gap Filling
Data Import Export Delete

s 20 & & &

Gather Import  IUCLID6 IUCLID6 Database Inventory

Documents

pcument 1

Choose destination

Data can be imported into an existing database or into a newly created one. Please select the
desired destination from the options bellow.

Destination
() Existing database ! 4
——

° Databases. Show log after import
Cancel <Back | Next> |[ Finish

+ Il Physical Chemical Properties

accumulation database (ng
I Ecotoxicological Information
W Aquatic ECETOC

M Aquatic Japan MoE
M Aqguatic OASIS
M ECHA REACH

Inventories
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QSAR TOOLBOX

Import of data from IUCLID to Toolbox

. L - d >
1. Write IUCLID Server
name (1); Connect to an IUCLID6 server
2. Next Port(2);
. In order to use a IUCLID server you should establish a netwaork connection with it. Please provide the
3. Next Username (3) ! needed connection parameters below and then click Next
4. Password: root(4);
5. Click on Next(5). IUCLID Server: rl_l Port: L/?_I
localhost ! v| [s080 *
Note: Username: Password: ! 4
SuperlUser  \— | sses |

In case you don't know 13

your IUCLID account,
please ask your
administrator.

Test connection options

&

Cancel || < Back | hiext:- | Finish
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QSAR TOOLBOX

Import of data from IUCLID to Toolbox

1. Click Get All Substances
(1).

2. Select the substance
which you would like to
import in the Toolbox (2)

3. Finish (3)

L5 - O >

o — O .
CAS# MName  Cwner

cAS 1 |[Search]

Name| ||Search|

y
| Get All Substances

[] Show substances from dossiers [ Import all “Type of information™ as measured data.

| Cancel ||

< Back Next> || Finish

CAS# Name Owner

51-55-8 Test substaqce Laboratory of Mathematic

CAS| |lsearch]
Namel ||Search|

| Get All Substances |

[ ] Show substances from dossiers [ | Import all "Type of information® as measured data. 3

[ cancel |[ <Back Next> || Finish |

e
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QSAR TOOLBOX

Import of data from IUCLID to Toolbox

QSAR Toolbox 4.4 [Document 2]

QSAR TODOLBOX @

¥ Input P Profiling at ¥ Category definition P Data Gap Filling

Data Import Export Delete

w a0 & &

Gather Import  IUCLIDG IUCLIDG Database Invent

° Documents
#% Document 1
i ;Md: 0;P: 0] CAS: 120832
& Document 2

=) - O x
CAs# Marme Owner
51-55-8 Test substance Laboratory of Mathematic
° Databases
Options 4 0 Selected W@
Select All Unselect Al
H Physical Chemical Properties
Chemical Reactivity COLIPA ~ Import completed! =
A REA CAS Search
perimental pka MName Search
Experimental r
hem EPISUITE - =
M pka O Show substances from dossiers Import all *Type of information™ as measured data.
H Environmental Fate and Transport
paccumufation Canada
Cancel < Back Next > Finish
— Cancel import

Inventories
Options 4 0 Selected

anada DSL

Unselect All

1. Import completed(1).

OECD
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Import of data from IUCLID to Toolbox
QSAR TOOLBOX /H_T_ E 1 wr g

¥ Input L] ¥ Data r Categorydeﬂnjn' Data Gap Filling ¥ Report
Document Single Chemical Search Target Endpoint

B XPmm. § om0 EE- MW ¢ O

New Open Close Save CAS# MName  Structure Composition  Select ChemlDs Database Inventory List Substructure (SMARTS)  Query

° Documents
@& Document 1
# [C: 1;Md: O;P: 0] CAS: 120832

% Document 2 = Select database - O *

Options 4 1 Selected

Select All Unselect All Invert Options
Experimental pKa 2
GS5H Experimental RCS0
Phys-chem EPISUITE
pka OASIS

4 Envil al Fate and T port

Bioaccumnulation Canada

Bioaccumulation fish CEFIC LRI
Bioconcentration NITE

Bindegradation in soil 0ASIS

Biodegradation NITE

Biota-Sediment Accumulation Factor US-EPA
ECHA REACH
ECOTOX

Hydrolysis rate consta
kM database Environ
Phys-chem EPISULTI

Werical import_ BOD and Ames
4 Ecotoxicological Information
Aquatic ECETOC
Aquatic Japan MoE 3
Aquatic 0OASIS
ECHA REACH

oK T | Cancel ‘

1. Click on Input module, then click on Database button (1)

2. Select the imported IUCLID database (in our case named Test import
database) in order to load it in the data matrix (2) and click OK (3).
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Outlook
« Aim
« Keywords
« Definition of Database and Inventory
 Import data:
« Import of database
« Vertical import
« Horizontal import
« Import of inventory
 Import IUCLID
- Export data
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Export
Types of export

« Data could be exported via:
« Data matrix export

« TUCLID Export*

*IUCLID Export is allowed for predictions only. An example of export is shown in the
tutorial “Predicting aquatic toxicity to daphnia by trend analysis”
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Data matrix export

Data matrix export:
Allows to export chemicals with data and supporting information

(e.g. profiling results, 2D/3D parameters, molecular formula, etc.)
available on the Data matrix in text format organized in a horizontal

layout.
Two options to export:
« Export data from a row
« Export whole data matrix

In this tutorial only the export of the whole data matrix is shown
as it encompasses the first option as well.
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Data matrix Export: Collecting data

— —
| 01 0
QSHR TOOLBOX 10100
» Input » Profiling ¥ Category definition ¥ Data Gap Filling ¥ Report
Document Single Chemical Chemical List Search Target Endpoint

B & X & m @ -> § , - @ 8 E E -

New Open Close Save CAS# Name  Structure Composition elec Che = Database Inventory List

Select from last used chemicals 7 ] Select database
Documents

& Document 1 f Select from Database Ophonsa
” Select from Inventory 1E|
Select from File ECOTOX
Hydrolysis rate constant QASIS
kM database Environment Canada
Phys-chem EPISUITE
REACH Bioaccumulation database (normalised)
4 Ecotoxicological Information
Aquatic ECETOC
Aquatic Japan MoE

Select All Unselect All

ECHA REACH
ECOTOX
Food TOX Hazard EFSA

4 Human Health Hazards
Acute Oral toxicity DB
ADME Database
Bacterial mutagenicity ISSSTY
Biocides and plant protection ISSBIOC
Carcinogenic Potency Database (CPDB)
Carcinogenicity&mutagenicity ISSCAN
Cell Transformation Assay 1SSCTA
Dendritic cels COLIPA
Developmental & Reproductive Toxicity (DART)
Developmental toxicity database (CAESAR)
Developmental toxicity ILSI

1. Go to Input module (1);
2. Go to Select (2)

3. Select from Database (3);
4

5

. Select Aquatic OASIS(4);
. Click on OK(5).
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Invert Options

[m]

e

1 Selected

/5l

~

W

o]

x /]l

Cancel
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holding Ctrl button and click over the
chemicals (1);
Click on OK(2).

The OECD (Q)SAR Toolbox for Grouping Chemicals into Categories

April 2020

0] Aquatic OASIS — O >
1 2 3 4 5 -
98-01-1 106-44-5 589-34-4 28575-17-9 586-98-1
=
O jog e e - O
i} 7 8 9 10
768-94-5 1485-07-0 383-63-1 100-46-9 1461-25-2
-
- (@][0) \)@ R S
- 00 X
n 12 13 14 15
771-61-9 14660-52-7 06-50-4 109-00-2 5930-28-9
e e )
Select chemicals from the first row by o 5
75030-34-8
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Data matrix Export: Collecting data
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Data matrix Export: Collecting data

The following steps asar TooLsox K
need to be executed to - 2Tl Ol & @
COIIeCt the eXperimentaI Gather \mmé IUCLID6  IUCLID6  Database E"dpmmtme_"

Qo Documents

datg for the chemicals FESIR— B O e o O
available on data
matrix e el Properi

|

ical Inf ion
| Read data? X
@ All endpoints ) Choose... l
ance

. Go to Data module (1);
2. Select Aquatic OASIS

(2); s
3. Click on Gather (3);
4. Click on OK in the Read

Data window (4).
5. Click on OK in the
information window

(5).

Il ECHA PR
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Data matrix Export

01010 Xosed
01 0
QSAR TOOLBOX 10100 =]

=

Drofiling Custom profile The OECD QSAR Toolbox

for Grouping Chemicals
Apply m =2 [ Developed by LMC, Bulgaria

° Documents Filter endpaint tree...

¥ Category definition ¥ Data Gap Filling

& Document 1
A Selection from database *Aquatic DASIS® P .
D e N«
Structure .\,/[:\) Hy,@ \/\I:,\( : e B C)J
[#] Structure info
[#] Parameters

[] Physical Chemical Properties

519 |J11U.5 mg/L M:0318mg/L  M: 24 mg/L M: 8.18 mg/L M: 3.53E+03 mg/L
[¥] Human Health Hazard|| ..  Export Data matrix

o Profile
Profiling methods 3 .
iﬁdpninl Specific B EpeREBis
%4 Expand branch

ti Acute aquatic

ols and Anil... Basesurface narc... Basesurface narc... Basesurface narc...

Endpoint Specific =) Collapse branch

B S & ot : 1. Go to Profiling module (1)
= P 2. Select Acute aquatic toxicity
T ; B MOA by OASIS profiler and
s I click Apply(2)

Documented

= Observed Mammalan metabe Set tree hierarchy... 3 . Pe rfo r-m ri g ht CI iC k Ove r th e

erved Mi
Il Observed Rat I

Activate AOP

hctateEecopea Wi level of Ecotoxicological
Information and select
Export data matrix (3)
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Data matrix Export

| Matrix export — O x

1. Keep the Aquatic toxicity [_selectan || Unselectan
level selected (1); Unselect Filter |

Sediment and Terrestrial "T1 Structure info
toxicity (not shown) » O parameters _
Nk I [] Physical Chemical Properties
2. EXpand the PrOflllng level i [] Environmental Fate and Transport
4 Ecotoxicological Informatio
(2) an_d the_n_select Acute Y Aauatic oty
aquatic toxicity MOA by % Sediment Toxicity
. Terrestrial Toxicity
OASIS, I [] Human Health Hazards
i 4 Profiling
3. Click on Export (3). 2 O e int Specific
EK@ Acute aquatic toxicity MOA by OASIS

[] Export detailed metadata [] Distribute profiling results ﬁ
[] Remave empty columns

[] Do nat multiply chemical 1D
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Data matrix Export

Save As x

A | <« CommonFiles » QSARToolbox44 » Config » Examples v B | Search Examples P
Organize v New folder = @

Documents ~ *  Name Date modified Type Size L Success - O X
¥ Downloads o
D Music

[E] Pictures

B Videos

‘i Local Disk (C)

Mo items match your search,

Export of data matrix successfully finished.

- New Volume (D:

v o< !1! > OK

File name: | Export data| )

& Network

Save as type: | CSV Files (*.csv) — ~

~ Hide Folders 3

1. Specify the name of the file (e.g. Export data) (1). The file is saved in
csv format.

Click on Save (2).

Click OK in the information message (3).

WN
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B

D

CAS Numb Chemical r SMILES

98-01-1

98-01-1

98-01-1

106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
106-44-5
589-34-4

2-furaldeh O=Cclcccol
2-furaldeh O=Cclcccol
2-furaldeh O=Cclcccol
p-cresol;4- Cclcec(O)cc
p-cresol;4- Ccleee(0)cc
p-cresol;4- Cclecee(O)cc
p-cresol;4 Cclcee(0)cc
p-cresol;4- Cclecec(O)cc
p-cresol;4- Cclcec(O)cc
p-cresol;4- Ccleee(0)cc

)

)

)

)

)

)
p-cresol;4- Cclcec(O)cc
p-cresol;4 Cclcee(0)cc
p-cresol;4- Cclecec(O)cc
p-cresol;4- Cclcec(O)cc
p-cresol;4- Ccleee(0)cc
p-cresol;4- Cclecee(O)cc
3-Methylh CCCC(C)CC

28575-17- diethylbipl CCclecce(ccl

586-98-1

2-hydroxy OCclcceenl

E
EndpointPath
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica
Ecotoxicologica

Horizontal export

2

L 1 M N

B

=1 L J K 0 P
Endpoint Value.MeanV Value.Uni Value.Scale [est organ Class Phylum  Kingdom FEffect Duration.M Duration.UlAcute aquatic toxicity M
1GC50 145.42563 mg/L Mass concentratifetrahyme Ciliatea  Ciliophora Protozoa Growth 48 h Aldehydes
LC50 10.535155 mg/L Mass concentrati Poecilia re Actinopter Chordata ( Animalia (i Mortality 96 h
LC50 20.541916 mg/L Mass concentrati Pimephale Actinopter Chordata ( Animalia (: Mortality 96 h
LC50 17.138008 mg/L Mass concentrati Paphnia i Branchiop Arthropod Animalia (: Mortality 48 h Phenols and Anilines
EC50 411.11218 mg/L Mass concentrati Fscherichi, Gammapr Proteobac Bacteria (k Growth 12 h
LC50 94.180359 mg/L Mass concentratiRana japoit Amphibia | Chordata ( Animalia (: Mortality 12 h
EC50 12.415389 mg/L Mass concentrati Daphnia rr Branchiop Arthropod Animalia (i Intoxicatic 48 h
1GC50 163.66671 mg/L Mass concentratifetrahyme Ciliatea  Ciliophora Protozoa Growth 48 h
pT 2.7161912 mg/L Mass concentratiVibrio fiscl Undefined Undefined Undefined Physiology 0.5 h
pT 2.3657037 mg/L Mass concentrati Mibrio fiscl Undefined Undefined Undefined Physiology 05 h
LC50 19.677066 mg/L Mass concentratiPoecilia re: Actinopter Chordata ( Animalia (: Mortality 96 h
LC50 16.366671 mg/L Mass concentrati Pimephale Actinopter Chordata ( Animalia (i Mortality 96 h
EC50 8.2027663 mg/L Mass concentratiPaphnia i Branchiop Arthropod Animalia (i Intoxicatic 24 h
EC50 0.3191246 mg/L Mass concentrati Paphnia i Branchiop Arthropod Animalia (i Intoxicatic 24 h
pT 2.3118537 mg/L Mass concentrati Mibrio fiscl Undefined Undefined Undefined Physiology 0.25 h
pT 2.0604417 mg/L Mass concentratiVibrio fiscl Undefined Undefined Undefined Physiology 0.0834 h
MRC50 24.035596 mg/L Mass concentrati Hydractini Hydrozoa Cnidaria (c Animalia (i Mortality 3 h Basesurface narcotics
LC50 8.181733 mg/L Mass concentratiDryzias lat Actinopter Chordata ( Animalia (: Mortality 48 h Basesurface narcotics
1GC50 3531.2345 mg/L Mass concentratifetrahyme Ciliatea  Ciliophora Protozoa Growth 48 h Basesurface narcotics

The file can be opened in excel. It contains the following main sections:
chemical identity of each chemical (red, 1), endpoint (pink, 2) experimental

data and unit (purple, 3), metadata (blue, 4), profiler results (green, 5).
Here, if the chemical has several experimental data each one is listed on a
separate row (e.g. CAS 98-01-1).
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Data matrix Export

Additional option to export
profiling results in a format
approved by EFSA

1.

3.

Keep the Aquatic toxicity
level selected (1); Unselect
Sediment and Terrestrial
toxicity (not shown)

Expand the Profiling level (2)
and then select Acute aquatic
toxicity MOA by OASIS;
Check Distribute profiling
results

4. Click on Export (3).

For more details, see next slide.

The OECD (Q)SAR Toolbox for Grouping Chemicals into Categories

1 Matrix export

| SelectAll || Unselect All

Filter

I [] structure info
I [] Parameters
I [] Physical Chemical Properties
I [] Environmental Fate and Transport
4 Ecotoxicological Informatio
! Aquatic Toxicity
[] Sediment Toxicity
[] Terrestrial Toxicity
I [] Human Health Hazards
4 Profiling
4 Endpoint Specific

EK@ Acute aquatic toxicity MOA by OASIS

: /7
[] Export detailed metadata Distribute profiling results
[] Remave empty columns

[] Do nat multiply chemical 1D

}’E]*
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Data matrix Export

Chemicals used in the Profilers used in the screening
workflow

A l3| = | D lE E G

# CAS Mumk SMILES Acute aquatic toxicity MOA by OASIS Acute aquatic toxicity MOA by OASIS Acute aguatic toxicity MOA by OASIS
| Aldehydes Phenols and Anilines Basesurface narcotics

198-01-1 O=Cclcccol X
2 106-44-5 Cclecee{O)ecl X
3 589-34-4 CCCC(C)CC
4 28575-17-! CCcleec(ccl)-cleoc{CClecl X

] 5 386-98-1 OCclccconl X

I l
0 chemical{s) were marked private and not exported.
result according to the selected profiler chemicals

This is a new template where each chemical is listed in a separate row, while the different
profiling results identified for the list of analyzed chemicals appear as captions in separate
columns. Indication for the chemicals that have specific profiling results according to the
applied profiler is labeled with “*X” sign.
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Congratulations!

®* You have now been introduced to the functionality of import and
export of data;

®* You have now been introduced to the import of data from IUCLID
to the Toolbox;

* Note, proficiency comes with practice!
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