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QSAR TOOLBOX

Aim

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

Outlook

« Aim
« Definition of Database and Inventory
 Import

 EXxport
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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
« Definition of Database and Inventory
« Import:

% Import of database
» Vertical import
» Horizontal import
% Import of inventory
s 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
« 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:
Vertical import

 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.

CASH# NAME SMILES |Experimentl Experiment2 .. ExperimentM

CAS1 MNAME1l SMILES 1|Valuel.l Value 2.1 .. ValueM.1

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

CAS3 MNAME3 SMILES 3 )Value 1.3 Value 2.3 .. ValueM.3 ﬁ 2
CAS M MAMEMN SMILES NiValue 1.N Value 2.N .. Value M.N
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QSAR TOOLBOX

Import of database:
Vertical import

« 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: C:\Program Files (x86)\Common
Files\QSAR Toolbox 4\Config\Examples

A B C D E
CAS [NAME Smiles BOD Ames

1

T 60-34-4 .MEI'HYLHYDRAZINE CNM 0.2 Paositive
3 50-29-3  DICHLORO_DIPHENYL_TRICHL C(Cl){Cl){Cl)C{clcee|{Cl)cel)clcec] 71 Negative
4 50-32-8 BENZOPYRENE;3,4-"; BENZOI c12c3cdc(cSc(ccdecc3ercl)ceees)c 60.7 Negative
5 50-33-9  PHENYLBUTAZONE C1(=0)C(CCCC)C{=0)N(c2cceec2) 0.09 Negative
6 148-82-3  MELPHALAN C(=0}{0)c{N)Ccicee(N{CCCljcco 5 Positive
7 154-93-8  carmustine C(=0}{N(CCCl)N=0)NCCCI 0.09 Positive
8 61785-57-7 Benzofurazan,_4-(1-aziridiny C1{N(=0}=0)C2C|C(N3CC3)=CC=: 1.63 Positive
9 62-75-9 N-NITROSODIMETHYLAMINE CN({C)N=0 80 Positive
10 91-59-8 2-MAPHTHYLAMINE c12¢(cc(N)ccl)cccc2 25 Positive
11 96-09-3 STYREMNE_OXIDE c1{C2C0O2)cceecl 0.01 Positive
12 107-13-1  2-propenenitrile C(#N)C=C 2 Positive
13| 51-79-6  URETHANE c(N){=0)occ 1.8 Negative
14 53-96-3 2-ACETYLAMINOFLUORENE  c12-c3c(cc{ NC(C)=0)cc3)Celeoecz 6.2 Negative
15 54-11-5 Pyridine,_3-(1-methyl-2-pyrr c1{C2CCCN2C)ccencl 75 Negative
16|  54-42-2  idoxuridine C1{=0)C{1}=CN{C2CC{0)C(Cco)02 0.09 Negative
17| 55-38-9  FENTHION c1{5C)e(C)ccOP(=5){0C)OC) cel 1.8 Negative
13 55-438-1 atropine_sulphate C(=0)({C{clcceeccl)CO)OCICC2CCH 4.5 Negative
19
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QSAR TOOLBOX

Import of database:
Vertical import

pr—

r|n 01010

—_ -I_l 01 0

L|a 10100
» Data

» Profiling » Category definition  ® Data Gap Filling

1. Go to Data panel (1);

. Used rs
2. Click on Import (2);
c ICK ONn or ( ) ’ Open file [ ] Thousends [[ |
Documents
H H A Document 1
.
3. Click on OQen file (3) 7 ] Import as inventory | Import o Import tite |
H H Preview d (©| Open X
4. Select the file (Verical
) 4 || « Config » Examples v & | Search Examples o
import_ BOD and S, =
Ames. X/SX) (4) ; & MName - Date modified Type
[ Horizontal import_Carcinogenicity@mutageni.. ~ 3/13/2017 1200 PM  Microsoft Excel W...
Databases E orizontal import_Ecotoxxlsx 3/13/2017 1200 PM  Microsoft Excel W...
5 . Cl ICk on OQen (5) ] Options 4 1 Horizontal import_Genotoxicity.dsx YT TUSIAM - Mirosoftbxcel ..
f Select All Unselect All Invert orizontal import_Skin sens.xlsi i 017 11:58 AM  Microsoft Excel W.
= JE=Easting mport_Custom Inventory.dsx /13/2017 11:58 Al icrosoft Excel W..,
D :IIIT' Is COLIPA W “ port_C I ry.l: 3132017 11:58 AM - M ft Excel W
Jendritic ce 4 H .
Developmental & productive Tox o ferical import_ Ames.xlsx 7n M Microsoft Excel W...
ity = E ‘erical import_ BOD and Ames.xlsx 711:56 AM  Microsoft Excel W...
K] Verical import_ChemID_LC50 and Skin sens.xlsx 7 6:22 PM Microsoft Excel W...
v < >
Carcinogenicity| §
File name: | Verical import_ BOD and Ames.xls: V‘ |AHUsableForma|S[I 5 j
Options 4
Select All_|| Unselect Al
Back Mext Import
0 [
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QSAR TOOLBOX

Import of database:
Vertical import

Importing to Verical import_ BOD and Ames_1 — | >
Used separators
Cpen file Decimal Thousands
Import as inventorny Importto nNone Import title  |Verical import_ BOD and An'e:_é

CAS MNAME Smiles BOD Ames
B60-34-4 METHYLHYDRAFIMNE TN 0.2 Positive
50-29-3 DICHLORC_DIPHENYL_TRICHLOROETHAMNE CICRCCNClc 1 cac{Clpoc 1)1 ccc(Choc 7.1 MNegative
S50-22-8 BEMNZOPYREME:Z 4-"_ BENIZOPYREME: S, 4- c12c3cdo(cSclccdocccIocc JococS)oc2 a0.7 Lle=gative
50-33-9 PHEMNYLEUTAZOMNE CN=CpC{CCOO)C(=0IN{c2ccoccc2)N1cloccecd 0.09 1 Egative
148-82-2 MELPHALAM C{=COPC{MNICc 1 cecc(WNCCCIHCCCec 5 L rOsitive
154-93-8 carrmustine C{=C)(NCCCIMN=C)NCCCI 0.0 Positive
61785-57-7 | Benzofurazan, _4-(1-aziridinyl}-7-nitro-,_3-oxide | CT{N(=0)=0)C2C(C(N3ICC3)=CC=1)=N(=0)OMN=2 1.62 Poc=itive
B62-75-9 MN-MNITROSCODIMETHY LAMIMNE CHNCIN=C a0 Positive
a1-529-28 2-MNAPHTHYLAMIME cl12c{cc{M)ccl)coccc2 25 Fositive
96-09-3 STYREME_CXIDE c1(C2CO2)cccccl 0,01 Positive
107-13-1 2-propenenitrile CFMNIC=C 2 Positive
51-79-6 URETHANE C{NMN=0)OCC 1.8 MNegative
53-96-3 2-ACETYLAMINOFLUCOREMNE c12-c3cf{cc{NC{C)=D)cc3)Cclccec2 8.2 Megative
54-11-5 Pyridime,_3-(1-methyl-2-pyrrolidinyl)-._{5)- cT(C2CCCM2Chcconcl 75 MNegative
54-42-2 idoxuridine CA=CPC{N)=CN{C2CC{ONC{CONO2)VCT{=CO) M1 0.09 Megative
55-358-9 FENTHIOMN c1{SC)c(Clec(OP(=5SOCHChoc 1.8 MNegative
55-48-1 atropine_sulphate C{=0NC{cTcccoc 1 PCOPOCTCC2CCO{C TN+ 12{C) . O-1S(=0)(=0)D | 4.5 Megative

i 3
Back Mext Import

1. A preview of the imported file is shown (1); 2. The title of the imported file is also
included; 3. Click on Next (2);
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QSAR TOOLBOX

Import of database:
Vertical import

Importing te Verical import_ BOD mes_1 — | >
tenpertres 2
® Verticall O Horizontal [+ | fiave a header roy E
EL " e | /
CAS MAME Smiles BOD Ames »
CAS = Chemical Mames = SMILES ~ |No endpoint selectedINo endpoint selected
Undefin - Undefined -

60-34-4 METHYLHYDRAZFIMNE CHM 0.2 Positive

50-29-3 DICHLORC _DIPHENYL_TRICHLOROETHAME CICNCIMCNClc 1 cco{ Clycc 1)1 cca(Cliec Al MNegative

50-32-8 BEMNZOPYREMNE;3 4-"; BENZOPYRENE;3 4- €12c3cdo(c5c(ccdccc3ecel)cocccS)oc2 a80.7 1 | W MNegative

50-33-9 PHEMNYLEUTAZOMNE C1{=0)C{CCCOYC(=O)N{c2ccccc2)N1cl coccoc 0.09 4 MNegative

148-82-3 MELPHALAN C{=0)OWC{MN)Cclooo(N(CCCIHCCClec 5 Positive

154-93-8 carmustine C{=O)N{CCCI)N=C)NCCCI 0.09 Positive

61785-57-7 | Benzofurazan,_4-(1-aziridinyl)-7-nitro-,_3-oxide | C1{N[=0)=0)C2C(C{MN3CC3)=CC=1)=N(=0)ON=2 1.63 Positive

62-75-9 MN-MITROSODIMETHY LAMIME CHCIN=0 a0 Positive

a1-59-8 2-MNAPHTHYLAMIMNE c12c({cc{M)cc)cccc2 25 Positive

96-09-3 STYREME_CXIDE cN(C2CO2)cceccl 0.01 Positive

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

51-79-6 URETHANE C{NW=0)OCC 1.8 MNegative

53-96-3 2-ACETYLAMINOFLUCORENE c12-c3c{cc(NC{C)=0)cc3)Celococ2 6.2 MNegative

54-11-5 Pyridine,_3-(1-methyl-2-pyrrolidinyd)-,_{5)- cT(C2CCCMN 20 ccencl 75 Megative

54-42-2 idoxuridine C1{=0)C{I)=CN{C2CC(O)WC{CO)O2)C{=0)MN1 0.09 MNegative

55-38-9 FENTHION c1{SC)c{Clec(OP(=5{OCHChocl 1.8 MNegative

55-48-1 atropine_sulphate C{=0ONC(c1ccccc1)COYOCTCC2CCCIC 1IN+ 12{C).O{-1S(=0)(=0)O | 4.5 Megative

1. Select Vertical radio button (1).

2. Header row (2)

3. Define the relevant endpoints associated with BOD (Biological oxygen demand) and
Ames (Bacterial reverse mutation assay) (2) by clicking individually on each No endpoint
selected button under the endpoints names. (4)
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QSAR TOOLBOX

Import of database:

Vertical import
]

nport_ BOD and Ames_1

1

tal A
| Define endpoint e
For BOD: E p 7
Define endpoint window is B Family || unit [ ]
3
1 Filter: Bl
displayed (1). — . s |
| Filter: Bioaccumulation v
Se I ect Rea d y cHg [ Physical Chemical Properties Biodegradability (5) 1 Negative
) . NZO| | 4 Erwironmental Fate and Transport Biodegradability (categories) Negative
B | Od eg ra d a bl | |ty ( 2) fro m 1ENY Bioaccumulation: aquatic Biodegradation probability (EP) Negative
ELPH Bioaccumulation: terrestrial . g . P Positi
H PR : Carcinogenicity ¥ (ISSBIOC) ositve
the endp0|nt tree, then rmus| Blod‘.agradatlon. . oy Positive
. s Biodegradation in sewage treatment plant Hles Positive
—4 I Biodegradation in soil 2 —
se | eCt th e fa m I |y :NITR I Biodegradation in water and sediment: simulation tests g0 Positive
H HH 0 NAPH 4 Biodegradation in water: screening tests 25 Positive
(BlOd €g radabil |ty /0) (3) by YReN Biodegradation Probability 0.01 Positive
1 1 1 Tp Haii 2 Paositive
using the filter options (4). o Ready Bodegradabi) = Pt
— I* Photodegradation cga fve
ACET| I Stability in Water 6.2 Negative
miding I* Transport and Distribution between Environmental Compartments 75 Megative
owuri{ | " Ecotoxicological Information 0.09 MNegative
‘NTHI | V' Human health hazards 18 Negative
ropin 4.5 MNegative
ETHY]| 0.2 Positive
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QSAR TOOLBOX

Import of database:
Vertical import

—
=] Define endpaint % 5 X

Family | Biodegradability (%) ~ | [Unit | %(Biodegradabiity (%)) | |

Filter: || || Close |

I Physical Chemical Properties
4 Environmental Fate and Transport
Bioaccumulation: aguatic
Bioaccumulation: terrestrial
4 Biodegradation
Biodegradation in sewage treatment plant
I Biodegradation in soil
I Biodegradation in water and sediment: simulation tests
4 Bigdegradation in water: screening tests
Biodegradation Probability
Half Live
I Photodegradation
I Stability in Water
I Transport and Distribution between Environmental Compartments
I Ecotoxicalogical Information
I Human health hazards

L=l =15l |15 15 | F Il 18109 11 =1~ 1

For BOD:
Then select the unit from the drop-down menu (% Biodegradability(%))(5) and then
to press Next (6).
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QSAR TOOLBOX

Import of database:
Vertical import

=] Select endpoint *
Family/Scale | Biodegradability (%) ¥ Unit | S%(Biodegradability (%))
4 Environmental Fate and Transport
4 Biodegradation
4 Biodegradation in Water: Screening Tests
Ready Bicdegradability
9
Test arganisms (species) [ | |Microorganisms = M: Se|eCt BOD endeInt
Test guideline M | OECD 301C v | (7) from the drop-down menu.
Duration | %8 Then from the drop-down menu
Endpoint M BOD N\ T Selection of additional associated with test guideline
\z metadata fields: select OECD301C (8) and test
organism (species): select
| V] Microorganisms (9).
Add
Up Down
Clear Remove
Back || Finish
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QSAR TOOLBOX

Import of database:
Vertical import

2] Select endpoint

pes

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

4 Biogdegradation

4 Epvironmental Fate and Transport

4 Biodegradation in Water: Screening Tests
Ready Biodegradability

Test organisms (species)
Test guideline
Duration

Endpoint

[ ] | Microorganisms

L4

M | OECD 201C

L4

- |

R BOD

€

Selection of additional
metadata fields:

W

| Add

| Up || Down

| Clear || Remave |
10

| Back || Finsh |

For BOD: Once all the data fields are filled , press Finish (10).
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QSAR TOOLBOX

Import of database:
Vertical import

| Importing to Verical import_BOD and Ames_1 - O 4
Impart mode
®) Vertical ) Horizantal | have a header row 11
Preview of file ) S
CAS NAME Smiles BOD ! Ames .
cas v Chemical Names - SMILES < |Test guideline=0ECD J01C|No endpoint selected
ndpoint=BOD Undefined “
60-34-4 METHYLHYDRAZINE CHN 0.2 Positive
50-29-3 DICHLORC_DIPHENYL_TRICHLORCETHANE CIENCNCH CleTcec{CleeT)clece{Clec] 71 Negative
50-32-8 BENZOPYREME;3 4-" BENZOPYREME:3 4- c12c3cdo(cSe{ccdocc3cec)oceed)ec 60.7 Negative
50-33-9 PHENYLEUTAZONE C1{=0)C{CCCOC{=O)N(c2cccec2)NTclcccec] 0.09 Negative
148-82-3 | MELPHALAN C{=0)O)CIMN)CeTeec{N{CCCICCClec 5 Positive
154-93-8 | carmustine C{=0)N[CCCI)N=0)NCCCI 0.09 Pasitive
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
62-75-9 N-NITROSODIMETHYLAMINE CNICIN=0 80 Positive
91-59-8 2-NAPHTHYLAMIMNE c12c(cc{M)cct)cccc? 25 Fositive
96-09-3 STYRENE_CXIDE 1(C2C02cceec] 0.01 Positive
107-13-1 2-prapenenitrile CHEN)C=C 2 Positive
51-79-6 URETHANE C{MN)=0)0CC 18 Negative
53-96-3 2-ACETYLAMINOFLUORENE c12-¢3¢(cc{NCC)=0)ec3)Celecec? 6.2 Negative
54-11-5 Pyridine,_3-(1-methyl-2-pyrrolidinyl)-,_(5)- c(C2CCCN2C)ecenc 75 Negative
54-42-2 idoxuridine C1{=0)C{N)=CN{C2CC(O)C(CO)02)C(=C)N1 0.09 Negative
55-38-9 FENTHION c1(5C)c(C)ee(OP(=5)CC)OC)ec] 18 Negative
55-48-1 atropine_sulphate C(=0)(Clc1eccec)COYOCTICC2CCC{C TN +32(C).0f-}5(=0)(=0)0 | 4.5 Negative
Next

For BOD: The edited fields are displayed in the main table (11).
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QSAR TOOLBOX

Import of database:
Vertical import

| Define endpaint 3 A >

=

For Ames:

Family/Scale | Genemutation! v | Unit

1. Click on No endpoint selected
(1); Filter: || || Close |

I Physical Chemical Properties
L ;
2. Expand the tree and select | Envrenmentsl Fate and Trensport
cotoxicological Information
4 Human Health Hazards

Genetic toxicity (2). Acute Toxicity

Bicaccumulation

3. From the drop-down menu of ZL Carcinogenicity B
Developmental Toxicity / Teratogenicity

Family(3) select Gene mutation I Immunotoxicity

Irmtation / Corrosion
(4), which could be found by using Neurotoxicity
Photoinduced toxicity
Repeated Dose Toxicity
Sensitisation

. TowCast

4. C“Ck on NeXt (5) Towicity to Reproduction

I Toxicokinetics, Metabolism and Distribution

the implemented filter.

1

Smiles BOD Ames

y A

SMILES ~ [Test organisms (species)=Microorganisms|No endpoint selected
est guideline=0ECD 301C Undefined ~
Endpoint=B0OD
0.2 Positive ! 5
HENC(cTcec(Clec )l ece(Clhec 71 Negative
4cfcSclocdecc3ccc)coecS)ec2 60.7 Negative
C(CECCIC(=0)N(c2cccec2)NicT cecect 0.09 Negative Undefine
NCN)CcTcec(N[CCCNCCCl)ec1 5 Positive
NICCCNN=C)NCCCI 0.09 Positive
0)=0)C2C(C(NICC3)=CC=1)=N(=0)ON=2 1.63 Positive
=0 80 Positive
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QSAR TOOLBOX

Import of database:
Vertical import

[=] Define endpoint *

Family/Scale Unit

4 Human Health Hazards
Genetic Toxicity

Type of method
Test type
Test arganisms (species)

Selection of additional
metadata fields:

Metabolic activation

Strain

Endpoint >, = |
6 Filter: || |

Chromosome aberration

DNA and protein damage

T

DNA damage and repair

Gene mutaticn

I 7 i Gene mutation
s e

For Ames:
1. Select Endpoint(6) — Gene mutation(7).
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QSAR TOOLBOX

Import of database:
Vertical import

o] Select endpoint x

Family/Scale | Genemutation! v Unit

4 Human Health Hazards
Genetic Toxicity

| in Vitro — 8 |

Bacterial Reverse Mu... \H

|

[ |
T - . e 1 9 | 1
est organisms (species) W | Filter: —

|

[ |

|

Type of method

Test type

: — | Select value from the drop-down
Bacterial Reverse Mutatio FEsy [Egs FITTISS TeSTy a1

Metabolic activation
. in Vitro Mammalian Cell Micronucleus Test
Strain
Mamrnalian Cell Gene Mutation Assay
Endpoint

Transgenic Rodent Mutation

_v‘

I

| |
| Up | | Down |
| |

Add

Clear || Remove

For Ames:
From the drop-down menu of Type of method, select In vitro and from Test
type filed select : Bacterial reverse Mutation assays (e.g. Ames test) (9).
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QSAR TOOLBOX

Import of database:
Vertical import

o] Select endpoint *
Family/Scale | Gene mutation! ¥ | Unit
4 Human Health Hazards
Genetic Toxicity
Type of method [ ] | in Vitro * |
Test type [ ] | Bacterial Reverse Mu... ~ | 10
Test organisms (species) [ | | Salmanella typhimuri..
Metabolic activation L | = | Selection of additional
Strain W | Filter: | |
Endpoint W | Mo 59 Info
With 59 | 11 | v
Without 59 - 1
Select value from the drop-down
| Up | | Down |
| Clear | | Remove |

For Ames:
Select Test organism (species): Salmonella typhimurium (10) and for Metabolic
activation and click on Without S9 (11).

The OECD QSAR Toolbox for Grouping Chemicals into Categories July 2017 22



QSAR TOOLBOX

Import of database:
Vertical import

For Ames:

"] Select endpoint d
Family/Scale Unit
4 Human Health Hazards
Genetic Toxicity
Type of method | | in Vitro ] |
Test type | | Bacterial Reverse Mu... I
Test arganisms (species) [ ] | Salmaonella typhimuri... 12
Metabolic activation [ ] | Without 59 /[ Selection of additional
Strain N |T.& 100 7. | metadata fields:
Endpeint [ ] | Gene mutation - |
| Add |
| Up | | Down |
| Clear || Remowve | 13
[ Back [ Finish 7]

Select Strain: TA 100 (12) for instance and then click Finish (13).

The OECD QSAR Toolbox for Grouping Chemicals into Categories

July 2017
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QSAR TOOLBOX

Import of database:
Vertical import

! Importing to Verical import_ BOD and Ames_1 - [m| *

Import mode

(@) Vertical () Horizontal | have a header row

Preview of file

CAS NAME Smiles BOD Ames
CAS ~ Chemical Names 2 SMILES *~ |Test guideline=OECD 301§ [Type of method=in Vivo
Endpoint=BOD Test type=Bacterial Reverse Mutation Assay (e.g. Ames Test]
Test organisms (species)=5almonella typhimurium :
Metabolic activation=Without 59
piStrain=TA 100
,—{ Endpoint=Gene mutation
60-34-4 METHYLHYDRAZINE CNN 02 14 TPt =
50-29-3 DICHLORC_DIPHENYL_TRICHLOROETHANE CEN(CINCNClc 1cec(ClecT)e T ece(Clec 71 Negative
50-32-8 BENZOPYRENE;3 4-"_BENZOPYREME:3 4- c12c3cdc(cSefocdeoc3ccc)occeS)ec 60.7 Negative
50-33-9 PHENYLBUTAZONE C1{=0)C{CCCO)C(=0)N{c2ccccc2)MTcTccecc] 0.02 Negative
148-32-3 | MELPHALAN C(=0)(C)CMN)Cclece(N(CCCICCClec 5 Positive
154-93-8 | carmustine C(=0)(M{CCCNN=C)NCCCI 0.02 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 N-NITROSODIMETHYLAMINE CN[C)N=0 80 Positive
091-59-8 2-NAPHTHYLAMINE c12c(cc{N)ccl)ccce? 25 Positive
96-09-3 STYRENE_CKIDE c1|C2C02)ecccc] 0.01 Positive
107-13-1 | 2-propenenitrile CEN)C=C 2 Positive
51-79-6 URETHANE CN)=0)oCC 18 Negative =
53-96-3 2-ACETYLAMINOFLUCRENE 12-c3c(ec{NC(C)=0)cc3)Celecec? 6.2 Negative I 15 I |
54-11-5 Pyridine,_3-(1-methyl-2-pyrrolidinyl)-,_(S)- c{C2CCCN2C)ccenc 75 Negative \
54-42-2 idoxuridine C=0)C{)=CNC2CC(O)C{CO)02)C(=0)N1 002 Negative “
55-38-9 FENTHICN c1(5C)e(C)ec(OP(=5)(0C)0C)ec] 18 Negative \ .

For Ames: The edited fields are displayed in the main table (14).
Finally, click on Import (15).
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QSAR TOOLBOX

Import of database:
Vertical import

21 Import finished >

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

* 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

Import of database:
Vertical import

* The new database is displayed in the
Databases panel (1) in the Environmental
fate and transport group and 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 OECD QSAR Toolbox for Grouping Chemicals into Categories

Options 4

[ ] selectan |[ unselecta || invert

B Biodegradation NITE

-Sediment Accumulation Factor US-EPA

¥
B Hydrolysis rate constant OASIS
B kM databas \ ment Canada
= Fliys-Uien
Verical import_ BOD and Ames_1
» [N Ecotoxiconxgical Intformation
Human Heal rds

Select All
Unselect All

Invert

Delete Database

B Acute Oralt '
B Bacterial mutagenicity Ism
B Biocides and plant protection 2 =

Carcinogenic Potency Database (
B Carcinogenicity&mutagenicit
B Cell Transformation Assay IS
B Dendritic cels COLIPA
B Developmental &
B Developmental toxicity ILSI

B Genotoxicity OASIS

B Human Half-Life

B Keratinocyte gene expression Givaudan
B Keratinocyte gene expression LuSens
Il Micronucleus I IC

B Micronucleus OASIS

B MUNRO non-cancer EFSA

Hl N A sl Cleiem sseediebine Aedbmbans

Inwentories
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QSAR TOOLBOX

Outlook
« Aim
« Definition of Database and Inventory
« Import:

< Import of database
» Vertical import
» Horizontal import
% Import of inventory
s 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

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

» The excel file (Horizontal import_Genotoxicity.xlsx)
is depicted below and it could be found: C:\Program Files
(x86)\Common Files\QSAR Toolbox 4\Config\Examples

F1 - Q I ‘ Data Mean value/Scale value
F G H 1 J K L M N o P Q R
Data Mean . . Source of
value/scale Endpoint Type of genotoxicity |Type of method Test type Metabolic UEXIEIIERS Strain | methabolic| Author Title Year Chemi
activation (species)

1 value system
2 Negative Gene mutation Gene mutation in vitro bacterial reverse muta with 59 Salmonella typhimuriur ~ TA100  rat U.S. Environ The Salmonella typhimuri 1996 US_GTox
3 Negative Gene mutation Gene mutation invitro bacterial reverse muta  withoutS9  Salmonella typhimuriur  TA 100 U.S. Environ The Salmonella typhimuri 1996 US_GTox
4 Negative Gene mutation in vitro bacterial reverse muta salmonella typ! TA100 rat Environ The Salmonella typhimuri 1996  US_GTax
5 | Negative Gene mutation invitro  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 Pasitive 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 typl TA 1535 mouse U.S. Environ The Salmonella typhimuri 1996 US_GTox
9 Pasitive Gene mutation Gene mutation invitro bacterial reverse muta  without$3  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 typhimuriurr  TA 1537  rat U.S. Environ The Salmeonella typhimuri 1996 US_GTox
11 Pasitive 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 Chr aberrch b il in vitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinistJapan Ministry of Health L
15| Negative  Chr aberrch b in vitro in vitra mammalian chromosome aberrs Cf chinese ham: Japan MinistJapan Ministry of Health L
16 Pasitive Chr aberrCl invitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinisiJapan Ministry of Health L
i Negative Chr aberrCl invitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinisiJapan Ministry of Health L
18 Negative Chr aberrch b in vitro in vitro mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
19 Negative Chr aberrCh b invitro in vitro mammalian chi  without 58 Kirkland etz Mutation Research 587 2005 CPDB, NTP, IARC
20 Negative Chr aberrCl invitro in vitro mammalian chi with S9 rat Lsic Japan-Danish EPA Inventc 2000
21 Negative Chr aberrCl in vitro in vitro mammalian chi  without 59 Kirkland etz Mutation Research 587 2005 CPDB, NTP, IARC
22 Pasitive Chr aberrch b invitro in vitra mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
23 Pasitive Chr aberrCl invitro in vitro mammalian chi  without $9 Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
24 Pasitive Chr aberrCl invitro in vitro mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
25 Negative Chr aberrCl in vitro in vitro mammalian chi  without 59 Kirkland etz Mutation Research 587 2005 CPDB, NTP, IARC
26 Negative Chr aberrch b invitro in vitro mammalian cell micronucleus test Kirkland et # Mutation Research 587 2005 CPDB, NTP, IARC
27 Pasitive Chr aberrCl invitro in vitro mammalian cell onucleus test Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
28 Pasitive Chr aberrCl invitro in vitro mammalian cell onucleus test Kirkland et # Mutation Research 587 2005 CPDB, NTP, IARC
29 Positive Chre aberrCh b in vitro 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

1. Go to Data panel (1); JLBOX
2. Click on Import (2);

3. Type in the name of
the database as you
would want it to be

Preview of file

P Profiling

Used separators

Decimal |, Thousands |,

10100

e

P Data Gap Filling

* Report

displayed in Toolbox
(3). Otherwise the
name of the file will &
be used as the name _:

of the database.

[l Experimental pka
Experimental RC50

4. Click on Open file (4);

5. Select the file
(Horizontal

import_genotoxicity.

4 | « Config » Bxamples v O | Search Examples P
3 Organize » New folder = M 0
Z ~
& Downloads # A Name Date modified Typ
Documents # Horizontal import_Carcinogenicity@imutageni.. ~ 3/13/ 0PM  Mid
[&] Pictures # Horizontal import_Ecatoxlsx 3 M Mig
Windows ~ # Horizontal import_Genotoxicity.xsx Mid]
Config Horizontal import_Skin sens.xsx Mic
Eamples Import_Custom Inventoryxsx Mid]
Verical import_ Ames.xls Mid]
New folder 8
Vanca\ import_BOD and Ames.dsx Mid]
Tutorial
Hene Verical import_Chem|D_LC50 and Skin sens.xlsc Mig]
& OneDrive
I ThisPC
[ Desktop
Documents
& Downloads
J! Music
[&] Pictures
B Videos
‘i Local Disk(C) v < >
File name: | Horizontal import_Genotoxicityxls v | | All Usable Formats (“tsv;"xls) v

xIsx)(5);

X0600

The OECD QSAR Toolbox
cals

Developed by LMC, Bulgaria

6. Click on Open (6).

The OECD QSAR Toolbox for Grouping Chemicals into Categories
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QSAR TOOLBOX

Import of database:
Horizontal import

Open file

Import as inventory

Imperting te Horizontal import_Genotoxicity_1

Used separators

Decimal

Impaort to

Thousands

None

Import title | Horizontal import_Genotoxicity_1

P ik
CAS Chemical name Smiles Endpoint path Scale Data Mean value Endpoint Type of genotoxicity  Type of method
86260 | 1,1-biphenyl,_2-methoxy- | c1(-c2c(0C)cccc?)cocec] Human health hazards#Genetic Toxicity | Gene mutation | Megative Gene mutation 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{N{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
7251 Trypan_Blue c1(-c2cc{Cle{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=Nc3c(O)cdc | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bacterial rev
50180 | CYCLOPHOSPHAMIDE CI1CCNP(=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 c12c3cdcfc(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 mutaticn 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 vitrg mammalian
51218 [FLUORCURACIL CU=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(=0)=| Human health hazards#Genetic Toxicity | Chromosome aberratic| Positive Chromosome aberration | Chromosome 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-dimethylaniling;2,3-dir | ¢ 1(N)c{C)e(C)eccl Human health hazards#Genetic Toxicity | Chromosome aberratic| Positive Chromosome aberration | Chromosome aberration | in vitro in vitro mam
87592 |2 3-dimethylaniline;2,3-dir | ¢ 1(N)c{C)e(C)eccl Human health hazards#Genetic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromosome aberration | in vitro in vitro mam
54319 |FUROSEMIDE C{=0){0)c1c(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-}4C{F| Human health hazards#Genetic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromoseme aberration | in vitro in vitro mam ¥
< >
21
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 import

« Select Horizontal radio button (1)

« 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).

The OECD QSAR Toolbox for Grouping Chemicals into Categories

July 2017

Importing to Herizontal import_Genotoxicity_1 - O x
Impaort mode
) Vertical ® Horizontal | have a header row
Preview of file 1
CAS ChemL-nu— e Smiles Endpaint path Scale Data Mean value Scale value Endpoint Type of genotoxicity Typ
CAS ¥ | Chemical Names * SMILES v Undefined i ’V Data.Scale b ’V Undefined he Endpoint ¥ | Type of genotoxicity * | Type
86260 1,1"-biphenyl,_2-methc | c1{-c2c(0C)cccc2)ccccc 1 [FAuman heal ene’ e mutation | Ll i Gene mutation Gene mutation in vitr =~
86260 1,1"-biphenyl,_2-methc | c1{-c2c(0C)cccc2)cccec] | Human health hazards#Genet ;k‘tion | ‘/ Gene mutation Gene mutation in vitr
86306 MN-NITROSODIPHENYL | c1{M{c2cccec2)N=0)ccece| Human health hazards#Genei| G Ition | 3 E Gene mutation Gene mutation in vitr
86306 M-MNITROSODIPHENYL | c1(M{c2ccccc2)N=0)ccce| Human health hazards#Genei| Ge Wuation | "N'Eg!ﬁve Gene mutation Gene mutation in vitr
725T1 Trypan_Blue c1{-c2cc(C)c{N=Mc3c(O) | Human health hazards#Gene!| Gene mutation | Positive Gene mutation Gene mutation in vitr
72571 Trypan_Blue c{-c2cc(C)e{N=Mc3c(O) | Human health hazards#Gene!| Gene mutation | Positive Gene mutation Gene mutation in vitr
50180 CYCLOPHOSPHAMIDE |C1CCNP(=0)(N(CCCNCC | Human health hazards#Genei| Gene mutation | Positive Gene mutation Gene mutation in vitr
50442 Purine-&-thiol CU=8)C2=C(M=CN2)N=| Human health hazards#Genei| Gene mutation | Positive Gene mutation Gene mutation in vitr
1606673 1-PYREMAMINE c12c3cdol(c(N)cccdccc3ce| Human health hazards#Genei| Gene mutation | Positive Gene mutation Gene mutation in vitr
51127 nialamide C(=0)cTeencc1)NNCCC | Human health hazards#Genei| Gene mutation | Positive Gene mutation Gene mutation in vitr
50760 Actinomycin_D C(=0)C1C2C(=C(C)C[=C| Human health hazards#Genei| Gene mutation | Positive Gene mutation Gene mutation in vitr
51218 FLUORQURACIL C1{=0)C(F)=CNC(=0)N1| Human health hazards#Genei| Gene mutation | Positive Gene mutation Gene mutation in vitr
51285 2 4-dinitrophencl;2 4-¢ | <1{0)c{N{=0)=0)cc(N(='| Human health hazards#Genei| Chromosome aberra | Positive Chromosome aberration | Chromoseme aberration | in vitr
70553 4-methylbenzenesulfol | c1(S(N)[=0)=0)ccc(C)cc’ | Human health hazards#Gene!| Chromosome aberra | Negative Chromosome aberration | Chromosome aberration | in vitr
87592 2 3-dimethylaniling;2,3 | c1(N)c{C)c(C)cccl Human health hazards#Genei| Chromosome aberra | Positive Chromosome aberration | Chromosome aberration | in vitr
87592 2, 3-dimethylaniling;2,3 | c1{N)c{C)c(C)cccl Human health hazards#Genei| Chromosome aberra | Negative Chromosome aberration | Chromosome aberration | in vitr
54319 FUROSEMIDE Ci{=0){C)c1c(MCC2=CC=| Human health hazards#Genei| Chromosome aberra | Negative Chromosome aberration | Chromosome aberration | in witr
50282 Estradiol_[USAM:INN] |c12c(C{P+]}3C{P+}{C[P-}4| Human health hazards*Gene!| Chromosome aberra | Negative Chromosome aberration | Chromosome aberration | in vitr
< >
Next
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Import of database:
Horizontal import

| Importing to Horizontal impert_Genotoxicity_1 - O X
Import mode
() Vertical @ Horizantal | have a header row
Preview of file 3 E
CAS Chemical name Smiles Endpofnt path Scale Data Mean value Endpoint Type of genctoxicity Type of method
CAS ¥ Chemical Names ¥ SMILES ¥ ”’ Data.Scale ¥ | Undefined *~ Endpoint ¥ | Type of genotoxicity ¥ | Type of method ¥
86260 1,1"-biphenyl,_2-methoxy- | c1(-c2c(0C)ccec)eccee Human health haza;t“s#Genetic Toxicity| Gene mutation | Negative Gene mutation Gene mutation in vitro bat ~
86260 1,1"-biphenyl,_2-methowxy- | c1(-c2¢{0C)occec)eccec] Human health hazara #Genetic Toxicity | Gene mutation | Negative Gene mutation Gene mutation in vitro bat
86306 M-NITROSODIPHENYLAMI| c1{N{c2ccccc2)N=0)cccce ] ] - — 7l Negative (Gene mutation Gene mutation in vitro bag
86306 N-NITROSODIPHENYLAMI | €1{M{c2ceccc2)N=0) 4 r |end I Negative Gene mutation Gene mutation in vitro bae
7251 Trypan_Blue c1-c2ce(C)e{N=Nc3 | ndpoint | Positive Gene mutation Gene mutation in vitro bat
7251 Trypan_Blue c-c2ee(C)e{N=Ne3c(O)cda Er dpaoint 2 | Positive Gene mutation Gene mutation in vitro bat
50180 CYCLOPHOSPHAMIDE CICCNP=0)M(CCCnCCCnC Endpo nt assigned | Positive Gene mutation Gene mutation in vitro bat
50442 Purine-6-thiol C1{=5)C2=C(N=CN2)N=CN Endpoin: commen | Positive Gene mutation Gene mutation in vitro ba¢
1606673 1-PYRENAMINE c12c3cdc(c(N)cccdooc3eccl) Endpoin. xplanajj | Positive Gene mutation Gene mutation in vitro bat
51127 nialamide C(=0)c1cencc1)NNCCC(=0 EndpointP | Positive Gene mutation Gene mutation in vitro bac
20760 Actinomycin_D Cl=0)C1C2C(=C(C)C(=0)C: Gender | Positive (Gene mutation Gene mutation in vitro ma
51218 FLUOROURACIL C1{=0)C{F)=CNC[=0)N1 Organism gender | Positive Gene mutation Gene mutation in vitro ma
51285 2 4-dinitrophenal.2 4-dinit | c1{0)c(N{=0)=0)cc(N(=0)= Trend sberratic| Positive Chromosome aberration| Chromosome aberration | in vitro iny
70553 4-methylbenzenesulfonar | (1(5(N)(=0)=0)ccc(Clecl  [rrommarrmeanrrierarosroenenc oy Tenromosomesberratic | Negative Chromosome aberration| Chromosome aberration | in vitro iny
87592 2 Yedimathidaniling:? 2odic | -1 Hismnan hazlth hasarde2Eanatic Tavicih Chramnenma sharratic| Dacitia Chramacama aharration | Chramacama sharration lin yitrg in
——— 1. Open the drop down menu (1), type in “end” in the filter (2), select e

sz EndpointPath (3). o [imy
2. The selected label has to correspond to the one in the original fleand
it also written in the top message (4) ot
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QSAR TOOLBOX

Import of database:
Horizontal import

*| Importing to Horizontal import_Genotoxicity_1 - X
Import made
() Vertical ® Horizontal | have a header row 4
Preview of file 1
CAS Chemical name Smiles Endpoint path Scale Data Mean Endpoint Type of genotoxicity Type of method
CAS - Chemical Names v SMILES v EndpeintPath e Data.Scale = Endpoint v | Type of genotoxicity v | Type of method ¥
86260 1,1'-biphenyl,_2-methowxy- | c1{-c2c{CC)cccc2)cccec] Human health hazards#Genetic Toxicity tation | Filter: |da’ta | ation in vitro bac ~
26260 1,1'-biphenyl,_2-methoxy- | c1{-c2c{0C)ccec)cecec] Human health hazards#Genetic Toxicity | Gene mutangn | N Btion in vitro bat
- — : BCF Diata operator.MeanQualifier al o —
86306 M-NITROSCDIPHENYLAMI| c1{N(c2ceccc2)N=0)cccec] | Human health hazards#Genetic Toxicity | Gene mutatlo\ Btion in vitro bat
26306 N-NITROSODIPHENYLAMI |c1(N{c2cccec2)N=O)cccee] | Human health hazards#Genetic Toxicity | Gene mutatian | Consulted Databases L fion in vitro bac
72571 Trypan_Blue cl{-c2ec(Cle(N=Nc3c(Q)cdc| Human health hazards#Genetic Toxicity | Gene mutation | Data confidence categary Btion in vitro bat
72571 Trypan_Blue c1{-c2cc(C)e{N=Nc3c[O)cda| Human health hazards#Genetic Toxicity | Gene mutation | Data quality stion in vitro ba¢
50180 CYCLOPHOSPHAMIDE | C1CCNP{=0)(N{CCCI)CCCIC | Human health hazards#Genetic Toxicity| Gene mutation | Data MaxQualifier stion in vitro bac
50442 Purine-6-thial C1(=5)C2=C(N=CN2)N=CN | Human health hazards#Genetic Toxicity | Gene mutation | Data.MaxValue stion in vitro bac
1606673 1-PYRENAMINE c12c3cde|c(N)cccdecc3eccl) | Human health hazards#Genetic Toxicity | Gene mutation | D& eanQualifier Btion in vitro bac
51127 nialamide C(=0)c1ecnccl)NNCCC(=0| Human health hazards#Genetic Toxicity | Gene mutation | Data.MeanValue Btion in vitro bat
50760 Actincmycin_D C(=0)C1C2C(=C(C)C(=0)C:| Human health hazards#Genatic Toxicity | Gene mutation | Data.MinQualifier stion in vitra ma
51218 FLUORQURACIL C1{=0)C{RA)=CNC(=0)N1 Human health hazards#Geneatic Toxicity | Gene mutation | Data.MinValue stion in vitro ma
51285 2 4-dinitrophenol;2 4-dinit | c1(0)c(N{=0)=0)cc(N{=C)=| Human health hazards#Genetic Toxicity| Chromosome aberratic Data.Scale me aberration |in vitro in
70553 4-methylbenzenesulfonarr | c1{5(M)(=0)=0)ccc(Clec] Human health hazards#Genetic Toxicity | Chromosome aberratic Data.Unit me aberration |in vitro in
87592 2 3-dimethylaniline; 2, 3-dir | c1{N)c(C)c(Ceccl Human health hazards#Genetic Toxicity | Chromosome aberratic Database me aberration |in vitro in
A7582 2 3-dimethylaniline;2, 3-dir | c1{N)c(C)c(Ccccl Human health hazards#Genetic Toxicity | Chromosome aberratic " jme aberration |in vitro in
54319 FUROSEMIDE C{=0)[0)c1c(NCC2=CC=CO| Human health hazards#Genetic Toxicity | Chromesome aberratic| Negative Chromosome aberration | Chromosome aberration |in vitro i
50282 Estradiol_[USAM:INN] c12¢(C{P+}3C{P+}C{P-}4C{F| Human health hazards#Genetic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromosome aberration |in vitro iny
56235 CARBON-TETRACHLORIDE| ClC(CHCNCI Human health hazards#Genatic Toxicity | Chromosome aberratic| Negative Chromosome aberration | Chromosome aberration |in vitro in\
q - . n ” - . -
1. Open the drop down menu (1), type in “data” in the filter (2), select
\port
Data.MeanValue (3).
2. The selected label has to correspond to the one in the original file and
it also written in the top message (4).
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QSAR TOOLBOX

Import of database:
Horizontal import

Importing to Horizontal import_Genotoxicity_1 - O *
Import mode
() Vertical ® Herizontal | have a header row
Preview of file
CAs Chemical name Smiles EI"IdeIfI"It path Scale Data Mean value Endpoint Type of genctoxicity Type of method
CAS Chemical Names “ SMILES ¥ EndpointPath - Data.Scale ¥ DataMeanVV Endpoint ~ | Type of genotoxicity * | Type of method *~
86260 1.1'-biphenyl,_2-methoxy- | c1{-c2c(0C)ccoc2)cccec] Human health hazards#Genetic Toxicity | Gene mutation | Negative Gene mutation Gene mutation in vitro bac ~
86260 1.1-biphenyl,_2-methoxy- | c1{-c2¢(QC)cccc)cccec] Human health hazards#Genetic Toxicity | Gene mutation | Megative Gene mutation Gene mutation in vitra bae
86306 N-NITROSODIPHENYLAMI | c1{N(c2cccec2)N=0)cccecl | Human health hazards2Genetic Toxicity | Gene mutation | MNegative Gene mutation Gene mutation in vitro bac
86306 MN-NITROSODIPHENYLAMI | c1{N(c2cccec2)N=0)ecccecl | Human health hazards#Genetic Toxicity | Gene mutation | MNegative Gene mutation Gene mutation in vitro bae
72571 Trypan_Blue cll-c2cc(C)e(N=Nc3c(O)cdo | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitra ba¢
72511 Trypan_Blue c1{-c2cc(C)e(N=Nc3c(C)edo | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bac
50180 CYCLOPHOSPHAMIDE CICCNP(=Q){N[CCCNCCCINC | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bac
50442 Purine-&-thiol C1(=5)C2=C(N=CN2)N=CN [ Human health hazards#Genetic Toxicity| Gene mutation | Poszitive Gene mutation Gene mutation in vitro bae
1606673 1-PYRENAMIME cl12c3cdo(ciN)cccdeec3cec) | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitra ba¢
51127 nialamide C(=0)lc1cencc)NNCCC[=0 | Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro bac
50760 Actinemycin_D C{=0O)C1C2C(=C(C)2(=0)C:[ Human health hazards#Genetic Toxicity | Gene mutation | Positive Gene mutation Gene mutation in vitro ma
51218 FLUOROURACIL C1{=0)C(F)=CNC(=0)N1 Human health hazards#Genetic Toxicity | Gene mutation | Poszitive Gene mutation Gene mutation in vitro ma
51285 2 4-dinitrophenol; 2, 4-dinit | c1{0)c(N{=0)=0)ec(N{=0)=| Human health hazards#Genetic Toxicity | Chromosome aberratic | Positive Chromosome aberration| Chromosome aberration |in vitro iny
70553 4-methylbenzenesulfonar | c1(S{N){=0)=0)ccc(Clec] Human health hazards#Genetic Toxicity | Chromosome aberratic | Negative Chromosome aberration | Chromosome aberration | in vitro n
A7382 2 3-dimethylaniline;2, 3-dir | c1{N)c(C)e(C)eccl Human health hazards#Genetic Toxicity | Chromesome aberratic | Positive Chromosome aberration | Chromosome aberration |in vitro n
87382 2. 3-dimethylaniline;2,3-dir | c1{N)c(C)e(C)eccl Human health hazards#Genetic Toxicity | Chromosome aberratic | Megative Chromosome aberration| Chromosome aberration |in vitro in
543719 FURCSEMIDE C(=0){0)c1c(NCC2=CC=C0 | Human health hazards#Genetic Toxicity | Chromesome aberratic| Negative Chromosome aberration | Chromeosome aberration | in vitro i
50282 Estradiol_[USAN:INN] c12c(C{P+}3C{P+}{C{P-}4C{F| Human health hazards#Genetic Toxicity | Chromosome aberratic | Negative Chromosome aberration| Chromosome aberration |in vitro inw
56235 CARBON-TETRACHLORIDE| C{CH(CHCHCI Human health hazards#Genetic Toxicity | Chromosome aberratic | Megative Chromosome aberration | Chromosome aberration | in vitro n
50555 reserpine C12c3¢(ec(QC)ee3)NC=1C1(| Human health hazards®#Genetic Toxicity | Chromeosome aberratic| Negative Chromosome aberration| Chromosome aberration |in vitro in
ULEOTACWLOD AN T I | Haon an baalth hasardefianatic Trvicibl Themmnacrneen sbhaceatic | Masidn - Fhravnnranns shorcatinn | Thramnacrneas shaceatinm Lo coten na

TRALT

« Once all fields are mapped (1), the messages on top disappear (2).

* You can use the scrollbar (3) to check all columns, their titles and content.

» Click on Import (4)
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QSAR TOOLBOX

Import of database:
Horizontal import

21 Import finished >

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

L N7]

* 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

Import of database:
Horizontal import

Import Export

w & D =X

Gather Import  IUCLIDG IUCLIDS

° Documents

* The new database is displayed in the Databases

° Databases
Options <4

[ £ ][ selectan || Unselect an ||

» Il Physical Chemical Properties ~
* Il Environmental Fate and Transport
I Ecotoxicological Information
m: Human Health Hazards
I Acute Oral toxicity
Il Bacterial mutagenicity ISSST

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.
. . . Select All
* The software automatically adds a numeration in !
nselect All
the name (“1” in this example) in case the same Invert
Delete Database,
database is imported for the second time. 5 @
atabase sta
About

(eratinocyte gene expression Givaudan
I Keratinocyte gene expression LuSens
H Micronucleus IS
I Micronucleus
H MUNRO non-cancer EFSA
Il REACH Skin sensitisation database (normalised)

iated Effects
Fraunhofer ITEM
Toxicity HESS
on Toxicity Database

Inventones

The OECD QSAR Toolbox for Grouping Chemicals into Categories July 2017 36



QSAR TOOLBOX

Outlook

« Aim
« 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
« Definition of Database and Inventory
« Import:

% Import of database
» Vertical import
» Horizontal import
< Import of inventory
s Import via IUCLID
« Export Data matrix
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QSAR TOOLBOX

Import of inventory

Imv ort  IUCLIDG ;; Used separators

Opeyﬁle Decimal |, Thousands |,
1 « Config » Examples v O Search Examples »
Importgss inventory Impertto | Nane v | Import title _| Organize « MNew folder
s -~ .
» [l Physical Chemical PropertififSupssmy | %58 = Name Date modified
» [l Environmental Fate and Ti 4 L= o Lo, . . -
H tal it C 8.,
» [l Ecotoxicological Informati 4 n orizental import_Carcinogenicity
uman Health Hazards E Harizontal import_Ecotoxxlsx
W Acute Oral toxici 4 Horizontal import_Genotoxicity.xsx ! Mid¥osoft Excel W...
Horizontal import_Skin sens.lsx 3/13/2017 11:58 AM - Microsoft Excel W... 15
i Import_Custom Inventory.xdsx 3/13/2017 11:58 AM  Microsoft Excel W... 18
= Verical import_ Ames.xlsx 3/13/2017 11:57 AM - Microsoft Excel W... 0
] Verical import_ BOD and Ames.xlsx 3/13/2017 11:56 AM  Microsoft Excel W... 10
i Verical import_ChemID_LC50 and Ski...  3/13/2017 622 PM  Microsoft Excel W.., N
v < >
OTOX File name: |Import_Custom Inventory.xlsx V| All Usable Formats (*.tsv;*xls) ~
1. Go to Data panel (1), 2. Click on Import (2),;

3. Type in the name of the inventory as you would want it |J|i|
to be displayed in Toolbox (3). Otherwise the name of
the file will be used as the name of the inventory.

Back Next Import

4. Tick “Import as inventory” (4); 5. Click on Open
file (5);

6. Select the file (Import_Custom Inventory.xlsx)(6);
7. Click on Open (7).
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1.

2.

QSAR TOOLBOX

A preview of the imported

file is shown (1);
Click on Next (2);

Import of inventory

ol

Open file

| Import as inventory

e amis

" Importing to Import_Custom Inventory_1

Used separators

Decimal

Importto Ngne

Thousands

Import title | stom Inventory_1

1

CAS
000051-28-5

Name

2 4-dinitrophenal; Phenol, 2 4-dinit

SMILES
c1{0)e(N(=0)=C)ec(N{=0)=0)cc

000058-50-7

4-Chloro-m-cresol; 3-methyl-4-chlt

c1{Ce(Cec(O)ect

000065-45-2

2-hydroxybenzamide; Benzamide,

C(N)(=0)c1c(0)ccect

000069-72-7

2-hydroxybenzoic_acid: Benzoic aci

C(=0)(0)c1c(O)ccec]

000079-%4-7

4 4'-(1-methylethylidene)bis[2 6-dil

cHCOHC)c2ec(Br)c(O)e(Br)c2)cc(Bric(O)c(Bric

000080-05-7

4 4'-(1-methylethylidene)bisphenol

cCCOC)c2eeclO)ec2)ece(O)ec]

000080-08-1

Phencl, 4 4'-sulfonylbis-; Phenal, 4,

c1(5(=0)(=0)c2ccc(O)cc?)cec(O)ecd

000080-46-6

4-(1,1-dimethylpropyl)phenal; Pher

COO)cTeec(O)ccT)CC

000081-64-1

1,4-dihydroxy-9,10-anthracenedior

12C(=0)c3c(C(=0)c1c(O)ccc2O)ccccd

000088-06-2

24 6-trichlorophenal; Phencl, 24,6

{CDe(O)e(Clec(Cl)c

000088-15-6

2-(1,1-dimethylethyl)phenol; Phenc

COCNC)e1e(Cecect

000083-60-8

Phencl, 2-(1,1-dimethylethyl}-5-me

CNONC)Te(Q)eec(Clect

000088-75-5

2-nitrophenaol; Phenol, 2-nitro-; Phe

c1{O)c(N(=0)=0)ecce

000088-85-7

dinoseb; Phenal, 2-(1-methylpropy

£1{N(=0)=0)<(0)c(CIC)CChec(N(=0)=0)c

Back
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QSAR TOOLBOX

Import of inventory

1. On the second top row are
displayed the chemical
identifiers as they are going

to be shown in Toolbox(1);

2. Click on Import(2);

The OECD QSAR Toolbox for Grouping Chemicals into Categories

Imperting to Impert_Custem Inventory_1

Import mode

oy - = -
() Vertical ® Heonzontal | have a header row

Preview of file

T

CAS

CAS “
000051-28-5

r o

Mame

Chemical Mames -
2 4-dinitrophenol; Phenol, 2 4-dinit

SMILES

SMILES -
c1{0)c(N{=0)=0)ce(N(=0)=0}ccl

000058-50-7

A-Chlora-m-cresol; 3-methyl-4-chle

c1CNe(Cloc(O)ec

000065-45-2

2-hydroxybenzamide: Benzamide, :

CIN)=0)c1c(Docec

000068-72-7

2-hydroxybenzoic_acid; Benzoic aci

C=0)0)c1c(O)ocec

000079-94-7

4 4°-(1-methylethylidene)bis[2 6-dit

cCCNC)c2 co(BriciO)c(Bric2)oc(Bric(Oc(Bricl

000080-05-7

4 4'-(1-methylethylidene)bisphencl

cICCNC)c2ecc(Oec ) oca(Cec

000080-09-1

Phenol, 4 4'-sulfonylbis-; Phencl, 4,

c1{S(=0)=0)c2ccc(O)ec2)occ(O)oc

000080-46-6

4-(1,1-dimethylpropyllphencl; Pher

CICHC) N ece(Mec1)CC

000081-84-1

1. 4-dilydrowy-9,10-anthracenedior

c120[=0)c3c(Ci=0)c 1 c{O)ccc20)ccoc3

0000858-06-2

24 6-trichlorophencl; Phenol, 24,6

c{CNc(C)c(Clec(Clhel

0000858-18-6

2-(1,1-dimethylethyl)phenol; Phenc

CIENCNC) N c(@ecec

000088-60-2

Phenol, 2-(1,1-dimethylethyl)-5-me

CIOHC)CIeTe(O)ec(C)ec

0000858-75-5

2-nitrophencl; Phenaol, 2-nitro-; Phe

c1{Me(M(=0)=0)cocc

000088-85-7

dinoseb; Phenol, 2-(1-methylpropy

c1{N(=0)=0)c(0)c(C{C)CC)ec({M(=C)=0)c1

000088-29-1

2 4 6-trinitrophenol; Phencl, 2 4 6-t

c1(N[{=0)=0)c(0)c{N{=0)=0)cc(N(=0)=0)c1

000089-72-5

o-sec-butylphencl; Phenol, 2-(1-me

c1{Me(CIC)CC) ool

000089-33-8

5-methyl-2-(1-methylethyl)phencl;

c1{Oe(CIC)C)cec(Clcl

(W]

2~

Mext
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QSAR TOOLBOX

Import of inventory

2! Import finished X

Import finished with O data points across 127 chemicals and 0 error rows

GK;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

Import of inventory

Inventories

» The new inventory (1) is displayed in Options 4

Select Al Unselect Al Invert About

B Canada DSL

) B COSING
where you can or delete the inventory. B DSSTOX

otk

the Inventories panel (2).

» Right-click menu (3) is implemented

« The software automatically adds a M ECHA PR

L : : B EINECS
numeration in the name ("1” in this B HPVC OECD A

example) in case the same database is [&) Import_Custom Inventory Iy
. . Il METI Japan Select All
imported for the second time. B NICHAS Ut Al
[l REACH ECB
W TS Imvert

B US HPV Challenge Program

Delete Inventory )

Inventaory staﬁs@

About

N R
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QSAR TOOLBOX

Outlook
« Aim
« Definition of Database and Inventory
« Import:

% Import of database
» Vertical import
» Horizontal import
% Import of inventory
s Import IUCLID
« Export Data matrix
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QSAR TOOLBOX

Import of IUCLID

1. Go to Data panel (1); asan F BOX FEE woRm

2. Click on Import (2); e A

ucl D IUCLID6

3. Click on IUCLID(3); B——

& Document 1
4. Select New
database(4);

5. Write the database 4
name(5); S

6. Click on Next(6).

Choose destination

Data can be imported into an existing database or into a newly created one. Please select the

®) New database ||UCUD file

[ 1] selectal || Unselectall [ Invert

[[] Show log after import

Cancel < Back ext > Finish

Options 4

[ selectAll ][ Unselectall [ Invert
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QSAR TOOLBOX

Import IUCLID

. L=} - | >
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 network connection with it. Please provide the
3. Next Username (3) ! needed connection parameters below and then click MNext
4. Password(4);
5. Click on Next(5). IUCLID Server: Port: 1:
' localhost v| 8080
U : P rd:
sername assWo ,'I 4
|5uperUser | |---- - |
Test connection options
Cancel || <Back | Mext> Finish
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QSAR TOOLBOX

Import IUCLID

ol - [m] x

CAS® Name  Cwner

=] | 50264-69-2 Nina's | Laboratory of Mathemati
1. Get All Substances |
( 1 ) . WekServices Actions 2

2. Select the substance

(2)

3. Finish (3
inish (3) % h%l‘g
| S

CAS| |[] Show substances

Cancel || <Back | Mext>

Cancel |[ <Back | Mext> |[ Finish
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QSAR TOOLBOX

Import IUCLI

QSAR TOOLBOX @

» Profiling
Data Import Export

w a8 i

Import  IUCLIDG IUCLID6 Developed by LMC, Bulgaria

° Documents.
4 Document 1

CAS#

Name  Owner

50264-69-2 Nina's | Laboratory of Mathematic
X
Databases
Options 4
f Select All Unselect All Invert Import compl|
T o v

y IS

tection I

tency Databa )

CAS Show substances from dossiers
[ Developmental & Reproductive Toxicity (DART)

Cancel < Back Next > Finish

Inventories

Options 4

m Select All Unselect All Invert

“ 1. Import completed(1).
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QSAR TOOLBOX

Import IUCLID

@ r|a gjlolg
QSAR TOOLBOX III 10100

¥ Input ¥ Profiling » Category definition  » Data Gap Filling

Document Single Chemical Chemical List Search Target Endpoint The OECD QSAR Toolbox
5

— . for Grouping Chemicals
.i‘ 3 @ = —_ lﬂ] i @ Y @ in tegories

Name ture Composition  Select Delete ChemlDs Database Inventory Subs| MARTS) Query

Developed by LMC, Bulgaria
Documents | Select database

& Document 1 Options 4
Select All Unselect All Invert About Options
4 Physical Chemical Properties ~
Chemical Reactivity COLIPA
ECHA CHEM

Experimental pKa
GSH Expen%
Phys-chem EPISUITE
4 Environmental Fate and Transport
Bioaccumulation Canada
Bioaccumulation fish CEFIC LRI
Bioconcentration NITE
Biodegradation in soil OASIS
Biodegradation NITE
Biota-Sediment Accumulation Factor US-EPA
ECHA CHEM
ECOTOX
Hydrolysis rate constant OASIS
UCLID file
kM database Environment Canada
Phys-chem EPISUITE
4 Ecotoxicological Information
Aguatic ECETOC
Aguatic Japan MoE
Aguatic DASIS v

1. Load IUCLID database(1). =l
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QSAR TOOLBOX

Outlook
« Aim
« Definition of Database and Inventory
 Import:

o Import of database
» Vertical import
» Horizontal import
% Import of inventory
s Import IUCLID
« Export Data matrix
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QSAR TOOLBOX

Export data matrix:
Type of export

% One type of export are available in Toolbox:
% Horizontal

s Export IUCLID
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QSAR TOOLBOX

Horizontal Export

Horizontal Export:
Possibility to export chemicals with data and supporting information

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

layout.

Two options of export:
« Export row from data matrix
« 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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QSAR TOOLBOX

Horizontal Export: Collecting data

QSAR TOOLBOX

P Category definition L3

Document Single Chemical Chemical Lisy

B & X & @ @ -» § w‘ﬂ%ﬁ

New Open Close Save CAS* Name  Structure Composition  Select Chem|Ds Database Inventory

)& Select from last used chemicals 7
Documents

& Document 1 ®  Select from Database F8

=1 Belect rom Inventory \g

B Sselect from File

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

Select from Database (3);
Click on Aquatic OASIS(4);
Click on OK(5).

9 g B I =

The OECD QSAR Toolbox for Grouping Chemicals into Categories

| Select database — O ot
Opticns 4
Select All Unszelect All Ivert

I Physical Chemical Properties -

I Environmental Fate and Transport
4 Fcotoxicological Information
Aquatic ECETOC
Aquatic Japan MoE

Aquatic 0OASIS ﬁ_l -

| 0K | | Cancel

sl
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QSAR TOOLBOX

2.

2] Aquatic OASIS - O >
File
1 2 3 4 5 =
98-01-1 106-44-5 580-34-4 28575-17-9 586-98-1
o || o || e || e || e |
i] 7 2 k] 10
768-94-5 1485-07-0 383-63-1 100-46-9 1461-23-2
11 12 13 14 15
771-61-9 14660-32-7 96-50-4 1068-00-2 5930-28-9
or e p " /@ /é(
16 17 18 19 20
623-43-8 122-03-2 637-59-2 7251-61-8 75039-84-8 o
Select chemicals from the first row by
holding Ctrl button and click over the
chemicals (1);
Click on OK(2).
The OECD QSAR Toolbox for Grouping Chemicals into Categories July 2017
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QSAR TOOLBOX

Horizontal Export: Collecting data

QSAR TOOLBOX

The following steps need | =R I
to be executed to gather | Sl 3=

Documents Filter endpoint tree...

the experimental data for s amaananl ... . @ | e | -k
the chemicals loaded on
data matrix e
< y [#] Environmental Fate and Transport
[# Ecotoxicological Information (5/14)| M: 0.0498 mg/L .:M:485ngL :M:O‘OMST"mg.’L .:M:4J7E+o4r
[#] Human Health Hazards
- | Read data? X

. Go to % (1), w soceioc ® Allendpoints O Choose..

. Select Aquatic OASIS (2);

. Click on Gather (3);

. Click on OK in the Read
Data window (4).

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

[] from Tautomers

oK 4

DOWNR-

19 points added across 5 chemicals.

Ul

S
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QSAR TOOLBOX

Horizontal Export: Collecting data

—
01010
01 0
10100

I* Profiling “ » Data » Category definition »* Data Gap Filling

QSAR TOOLBOX

Dr~filing Custom profile

o 8 & i

Apply View New Delete

° Documents Filter endpoint tree...

& Document 1
X Selection from database "Aquatic OASIS oH

Structure %/Q /©/ “5:\/\(_\9'; _It_\/@f@ﬁ B ﬂ.-\/@

[#] Structure info

Parameters

Physical Chemical Properties

[#] Environmental Fate and Transport
[#] Ecotoxicological Information (5/19)| M: 10.5 ma/L
[#] Human Health Hazards |

Profile
Endpoint Specific
Acute aquatic toxicity ... Aldehydes Phenals and Anilines Basesurface narcotics | Basesurface narcotics | Basesurface narcotic
Profiling methods 1

.' M: 0.219 ma/L .'M:24 mg/L T M: 8,18 ma/L M 3.53E<03 ma/L

e 1. Select Acute aguatic
Bt @ toxicity MOA by OASIS
| e ’ and apply the profiler(1)
Ejpee 2. Perform right click over
e : the data matrix and select
- TR, Export data matrix (2)
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QSAR TOOLBOX

Horizontal Export

1. Aquatic toxicity (1) is
selected as the right click
was next to that branch; —

2. Expand the Profile level (2) " L Parameters

I [ Physical Chemical Properties

o Matrix export - O X

Select All| |Unselect All

and then select Acute 1O ool ggd LT
aquatic toxicity MOA by "B et ooty

OASIS(3); . Eﬂulfgfa:;?:.r‘;*;;‘:rds
. 4 rofile
3. CI'Ck On EX,QOI‘t (5). 4 Il;lldointSeciﬁc l

Acute aguatic toxicity MOA by OASIS

[] Export molecular formula Export
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QSAR TOOLBOX

Horizontal export

= Save As =
“« v A « TB40 » testd 1 » Tutorial v | @ Search Tuterial »
Organize « MNew folder f== = 0
s
ol Mame Date modified Type Size
Mew folder 7/21/2017 6:00 PM File folder
o] Success >
Export of data matrix successfully finishad.
v o€ J_I > E
File name: | Horizontal export All w
Save as type: | CSV Files (*.csv) ~
~ Hide Folders & | Save | ‘ Cancel

1. Type in the name (e.g. Horizontal_export) (1). The file is saved in csv
format.

Click on Save (2).
Click OK in the information message (3).

w N
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QSAR TOOLBOX

Horizontal export

il
—/ Home Insert Page Layout Formulas Data Review View

wH R cut

— - |
Calibri 1A || == 8| | SiWiap Ted General - *g ﬁiﬂ‘ Normal Ba |
~— 153 Copy : == [
Paste  Format paint B I U-[|E-|&-A-EEE S| faMerge & Center - | $ ~ % o ||%8 5% | Conditional Format :‘D AS AT AU Avi
M L aINiEy Formatting ~ as Table - erord Acute aquatic toxicity MOA | intPath
Cligboard | ] | fiont 5‘ g Alignment = HumEes e Phenols and Anilines icological Informatic
M3l -Q f | Phenols and Anilines otoxicological Informatic
A B C | D E I F G H | J K L M Phenols and Anilines cotoxicological Informatic
1 |CAS NumkStructural Data.Meai Data.Unft Data.Min\ Dafa.Max Data.Scale Data.Qual Year Title Author  Effect  Commeht Endpoint Referen Phenaols and Anilines cotoxicological Informatic
2 |62-53-3  Ncleceeel | 84.93154 mg/L Mass concentration 1997 Tetratox: Schultz, T.Growth  Impairnge 1GC50 Phenols and Anilines cotoxicological Informatic
3 62-53-3  Nclecceel §45.61094 mg/L Mass concentration 2003 Estimating Furusjd, E Intoxicatic Effecti atil Phenols and Anilines cotoxicological Informatic
4 |62-53-3  Nclcceecl | 24.49452 mg/L Mass concentration 1998 QSAR stuc Zhao, Y.H. Intoxicatic Immobi he SCiEariop Phenols and Anilines cotoxicological Informatic
5 |62-53-3  Nclceeeel | 23.39209 mg/L Mass concentration 1985 QSARs for Vighi, M., Mortality Lethal cpr LC50 hemosgriopf Phenols and Anilines cotoxicological Informatic
6 |62-53-3  Ncleceeel | 0.435581 mg/L Mass concentration 2005 Structural Peter C. viMortality Lethal gorLC50 hem. Rathot Phenols and Anilines cotoxicological Informatic
7 |62-53-3  Ncleceeel §0.099786 mg/L Mass concentration 2005 Structural Che, P.C.  Mortality Lethal dprLCS0 hem. R Phenols and Anilines cotoxicological Informatic
8 |62-53-3  Ncleeeecl | 61.52746 mg/L Mass concentration 2003 Estimating Furusjd, E Mortality Lethal gorLC50 stimatil Bhenols and Anilines cotoxicological Informatic
9 62-53-3  Nclcceeel | 106.9225 mg/L Mass concentration 1997 PREDICTIM Russom, C Mortality Lethal gorLC50 nvironr - . - .
Phenols and Anilines cotoxicological Informatic
10 |62-53-3  Ncleceeel | 114.5695 mg/L Mass concentration 2004 Creation c Raevsky, (Mortality Lethal dorLC50 AR and - . . .
thof Phenols and Anilines cotoxicological Informatic
11|62-53-3  Ncleccecl| 48.873 mg/L Mass concentration 1998 QSAR of clZhao, Y.H. Physiolog Millimdfal PT uant. § . . ; a
i 5 _ . Phenols and Anilines cotoxicological Informatic
12 62-53-3  Necleceeel | 70.64298 mg/L Mass concentration 1994 MechanisiJaworska, Physiolog Millimojal PT cotox. ¢ Eet soxicological Inf ‘i
sters cotoxicological Informatic
13 |5428-54-6 Celeee(ccl] 33.50241 mg/L Mass concentration 1997 Tetratox: Schultz, T.Growth  Impairnge IGCS0 oxicolo icol g_ inf .
14 |5428-54-6 Ccleee(ccl) 16.40877 mg/L Mass concentration 1992 Biodegradation and Mortality Lethal gorLC50 ghemica™ P Esters cotox!co og!ca In ormatfc
15 90-01-7  OCcleceee| 1106.341 mg/L Mass concentration 1997 Tetratox: "Schultz, T.Growth  Impairnge 1GC50 oxicolo Aldehydes cotoxicological Informatic
16 |110-40-7 CCOC(=0)19.15149 mg/L Mass concentration 1997 Tetratox: "Schultz, T.Growth  Impairrge 1GC50 oxicolo =
17 |110-40-7 CCOC(=0)}2.705219 mg/L Mass concentration 1997 PREDICTIM Russom, C Mortality Lethal nvironmi Pimephali A
18 |1122-91-4 Breleoc{C=)47.55482 mg/L Mass concentration 1997 Tetratox: Schultz, T.Growth  Impair oxicolog Tetrahyrmi A
19

The file can be opened in excel. It contains the following main sections:
chemical identity of each chemical (red, 1), experimental data (pink, 2),
endpoint (purple, 3), metadata (blue, 4), profiler results (green, 5).
Here, if the chemical has several experimental data each one is listed on
separate row (e.g. CAS 62-53-3).
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