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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
A Aim
A Definition of Database and Inventory
A Import
A Export
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QSAR TOOLBOX

Definition of database and inventory

Aa database is a collection of structures accompanied with
experimental data.

Aan inventory Is a collection of structures without
experimental data.
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QSAR TOOLBOX

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

x Import of database
U Vertical import
U Horizontal import
X Import of inventory
X Import via IUCLID
A Export Data matrix
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QSAR TOOLBOX

Import of database:
Types of import

AVerticaI 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.).

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

X Import of database
U Vertical import
U Horizontal import
X Import of Inventory
X Import via IUCLID
A Export Data matrix
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QSAR TOOLBOX

Import of database:
Vertical import

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

AEach column (2) defines data points for a single experiment.
AThe imported file can be in xlsx_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

Aln 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.
AThe 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

p— pr—
01010
T
10100
> » Category definition  ® Data Gap Filling

.Goto Data panel (1);

rs

. Click on Import (2); ] thoussnas

1
2
3. Clickon Openfile (3);
4

° Documents
A Document 1
[0 import s inventory  Impert o import it |
. Select the file (  Verical previen g (] Oper 8
. 4 ||« Config » Examples v & | Search Examples o
" I lport_ BOD and Organize + Mew folder =~ [ e
AmeS.XISX )(4); m" MName Date modified Type
[ Horizontal import_Carcinogenicity@mutageni.. ~ 3/13/2017 1200 PM  Microsoft Excel W...
Databases [ Horizontal import_Ecotoxxlsx Microsoft Excel W...
5 CI |Ck on Open (5) Options 4 1 Horizontal import_Genotoxicity.dsx Microsoft Excel W
) ) f Select All Unselect All Invert Horizontal import_Skin sens s g Microsoft Excel W
Ao = ! BT - ‘ Import_Custom Inventory.dsx 3/13/2017 11:58 AM  Mlicrosoft Excel W..,
o Verical import_ Ames.xlsx 711:57 AM  Microsoft Excel W...
E Verical import_ BOD and Ames.xlsxc 711:56 AM  Microsoft Excel W...
K] Verical import_ChemID_LC50 and Skin sens.xlsx 7 6:22 PM Microsoft Excel W...
v < >
File name: | Verical import_ BOD and Ames.xls: V‘ |AH Usable FormatS[I 5 j
Options 4
Select All_|| Unselect Al
Canada DS
Back Mext Import
OECD
M METI Japan
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 tide  [Verical import_ BOD and ﬂ.n'e:_é

CAS MNAME Smiles BOD Ames
60-34-4 METHYLHYDFEAZIMNE M 0.2 Positive
50-29-3 DICHLOROC_DIPHENYL_TRICHLOROETHAME CICNCIMCNClc 1 coe{Cllec1)c1cce(Clec 7.1 Megative
S50-22-8 BEMNZOPYREME:Z 4-"_ BENIZOPYREME: S, 4- c12c3cdo(cSclccdocccIocc JococS)oc2 a0.7 Lle=gative
50-33-9 PHEMYLEUTAZOME CIN=0OYC(CCCTYT(=0OIN{c2ccccc2)MN1cloccccl 0.0 1 Egative
145-82-2 MELPHALAM C{=CN{OC{M)Cclccc{MN[CCCIMZCClcc 5 L mtsitive
154-93-8 carmustine C{=C{MNCCCMN=C)MNCCCI 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
62-75-9 MN-MNITROSCDIMETHY LAMIMNE CMIC)N=C 80 Positive
a1-529-28 2-MNAPHTHYLAMIME cl12c{cc{M)ccl)coccc2 25 Fositive
2&-09-3 STYREME_COXIDE cIC2CO2)ceccel 0.01 Positive
107-13-1 2-propenenitrile CFMNIC=C 2 Positive
51-T9-& URETHAME C{NMW=0O)OCC 1.8 Megative
53-96-3 2-ACETYLAMINOFLUCREMNE c12-c3c{cc{MC{C)=C)cc3 el cccc2 5.2 MNegative
54-11-5 Pyridime,_3-(1-methyl-2-pyrrolidinyl)-._{5)- cT(C2CCCM2Chcconcl 75 MNegative
Se4-A42-2 idoxuridine CI =0 =CMN{C2CC{OMC{(COPO2)CT(=CT) M1 0,05 MNegative
55-38-9 FENTHIOM c1{SC)c(Clec(OP(=5SOCHChoc 1.8 Megative
55-48-1 atropine_sulphate C{=0NC{cTcccoc 1 PCOPOCTCC2CCO{C TN+ 12{C) . O-1S(=0)(=0)D | 4.5 Megative

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

Import of database:
Vertical import

Importing te Verical import_ BOD mes_1 — | >
tenpari-ee 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 | CT{N{=C0)=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{=0)C{c1ccccc1)CO)OCTCC2CCC{C TN+ 12{CLO-1S(=0) =00 | 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

JL

1

For BOD . 2| Define endpoint b 4

Define endpoint window is - Family - Unit || 3
3 Filter: [BIC] |
dISplayed (1) ’ | Filter: Bioaccumulation "

Select Ready CHLA | Physical Chemical Properties Biodegradability (3) | Negative
) . NZO| | 4 Erwironmental Fate and Transport Biodegradability (categories) Negative
Biode g radabil Ity (2) from 1ENV) Bioaccumulation: aquatic Biodegradation probability (EPI) Negative

. ELPH Bioaccumulation: terrestrial . . Positive

the endpoint tree, then mud | 4 Biodegradation e oo Positve

) - Biodegradation in sewage treatment plant 1.63 Pt

1 oy I Biodegradation in soil 2 ositive

Se | eCt the fa‘m I Iy -NITR I Biodegradation in water and sediment: simulation tests 80 Positive

g i 0 ) ( ) NAPH 4 Biodegradation in water: screening tests 25 Positive

(B iod eg radabil |ty %) (3 by YReN Biodegradation Probability 0.01 Positive

. . - | bl L L
2 P

using the filter options (4). xop Ready Biodegradabit)
AETH I Photodenradation 1.8 Negative
ACET] I Stability in Water 6.2 Negative
midin 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 g M: Se|eCt BOD endeInt
Test guideline [ |DECD 301C v | (7) from the drop -down menu.
Duration > \Y8 Then from the drop  -down menu
Endpoint mEoD N\ T Selection of additional associated with test guideline
\: metadata fields: select OECD301C (8) and test
! organism (species): select
| v | Microorganisms (9).
Add
Up Down
Clear Remaove

Back || Finish
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QSAR TOOLBOX

Import of database:
Vertical import

=] Select endpoint *

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

4 Epvironmental Fate and Transport
4 Biogdegradation
4 Biodegradation in Water: Screening Tests
Ready Biodegradability
Test organisms (species) [ ] | Microorganisms - |
Test guideline M | OECD 201C ~
Duration - | |
Endpoint m BOD “| | Selection of additional
metadata fields:
| Add |
U |[ Down |
| Clear || Remave |
10
[ ooa |[ e ]
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 endpoint 3 >
For Ames : 4
] ) Family/Scale | Genemutation! v | Unit
1. Click on No endpoint selected
Filter: || || Close |

(1);

2. Expand the tree and select

I Physical Chemical Properties

I Environmental Fate and Transport
I Ecotoxicalogical Information

4 Human Health Hazards

Genetic toxicity (2). Acute Toxicity

Bicaccumulation

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

Family(3) select Gene mutation | Immunotoxicity
. . Irmtation / Corrosion
(4), which could be found by using Neurotoxicity
Photoinduced toxicity
the implemented filter. epeatec Dose Toxiclly
. ToxCast
4. CI'Ck on Next (5) Towicity to Reproduction

I Toxicokinetics, Metabolism and Distribution

1

Smiles BOD Ames /
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

The OECD QSAR Toolbox for Grouping Chemicals into Categories July 2017



QSAR TOOLBOX

Import of database:
Vertical import

.~ | Define endpaint *

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) i 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

Type of method

| in Vitro — 8 |
Bacterial Reverse Mu... \H

Filter: IL! '

Select value from the drop-down

Test type

Test organisms (species)

Metabolic activation Bacterial Reverse Mutatio FEsy [Egs FITTISS TeSTy a1
Strain in Witro Mammalian Cell Micronucleus Test
_ Mamrnalian Cell Gene Mutation Assay
Endpaint Transgenic Rodent Mutation
| W
| Add |
| Up | | Down |
| Clear | | Remowve |
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

For Ames :
Select Test organism (species)
activation and click on Without S9 (11).

The OECD QSAR Toolbox for Grouping Chemicals into Categories

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 |

July 2017

: Salmonella typhimurium (10) and for

Metabolic
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QSAR TOOLBOX

For Ames :

Import of database:

Vertical import

! Select endpoint

Family/Scale Unit

4 Hurnan Health Hazards

Genetic Toxicity
Type of method | | in Vitro ] |
Test type | | Bacterial Reverse Mu... I

Test arganisms (species)
Metabolic activation
Strain

Endpeint

2

M | Saimonella typhimuri.. 1
W | Without 59 /4
W | 7a 100 7
[ ] |Gene mutaticn = |

Selection of additional
metadata fields:

| Add |

| Up | | Down |

| Clear | | Remave |
13

Back || Finish /|

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

The OECD QSAR Toolbox for Grouping Chemicals into Categories
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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

AThe import process could take a couple of minutes:
AAn informative message is displayed when it is completed:;
AClickon OK (1).
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QSAR TOOLBOX

Import of database:
Vertical import

Options 4

[ ] selectan ][ unselect Al ||

B Biodegradation NITE

Invert

AThe new database is displayed in the
Databases panel (1) in the Environmental
fate and transport __group and in the
Human health hazard group (2).

ARight -click menu (3) is implemented

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

where you can see the database statistics

-Sediment Accumulation Factor US-EPA

Select All
Unselect All

Invert

Delete Database

W Acute Oralt U
or delete the database. B Bacterial mutagenicity Ism
B Biocides and plant protection 2 =
Carcinogenic Potency Database (CPDB)
B Carcinogenicity&mutagenicit
B Cell Transformation Assay IS
B Dendritic cells 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
A Aim
A Definition of Database and Inventory
A Import:

X Import of database
U Vertical import
U Horizontal import
X Import of inventory
X Import via IUCLID
A Export Data matrix
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QSAR TOOLBOX

Import of database:
Horizontal import

A In this tutorial an example of horizontal import of a database
containing experimental information related to genotoxicity is shown.
AThe excel file (Horizontal import_Genotoxicity.xIsx)

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 i in vitro in vitra mammalian chromosome aberrs Cf chinese ham: Japan MinistJapan Ministry of Health L
16 Pasitive Chr aberrCl i invitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinisiJapan Ministry of Health L
i Negative Chr aberrCl i invitro in vitro mammalian chromosome aberrz Chinese Hamster chinese ham: Japan MinisiJapan Ministry of Health L
18 Negative Chr aberrch b il in vitro in vitro mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
19 Negative Chr aberrCh b i invitro in vitro mammalian chi  without 58 Kirkland etz Mutation Research 587 2005 CPDB, NTP, IARC
20 Negative Chr aberrCl i invitro in vitro mammalian chi with S9 rat Lsic Japan-Danish EPA Inventc 2000
21 Negative Chr aberrCl i in vitro in vitro mammalian chi  without 59 Kirkland etz Mutation Research 587 2005 CPDB, NTP, IARC
22 Pasitive Chr aberrch b il invitro in vitra mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
23 Pasitive Chr aberrCl i invitro in vitro mammalian chi  without $9 Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
24 Pasitive Chr aberrCl i invitro in vitro mammalian chi with 59 rat Lsic Japan-Danish EPA Inventc 2000
25 Negative Chr aberrCl i in vitro in vitro mammalian chi  without 59 Kirkland etz Mutation Research 587 2005 CPDB, NTP, IARC
26 Negative Chr aberrch b i invitro in vitro mammalian cell micronucleus test Kirkland et # Mutation Research 587 2005 CPDB, NTP, IARC
27 Pasitive Chr aberrCl i invitro in vitro mammalian cell onucleus test Kirkland et & Mutation Research 587 2005 CPDB, NTP, IARC
28 Pasitive Chr aberrCl i invitro in vitro mammalian cell onucleus test Kirkland et # Mutation Research 587 2005 CPDB, NTP, IARC
29 Positive Chre aberrCh b i 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. Goto Data panel (1); JLBOX - =)

P Profiling B tomomdofntion P Data Gap Filling ¥ Report

2. Clickon Import (2); : S

X0600

into C: es

Used separators : Developed by LMC, Bulgaria
4 | « Config » Bxamples v O | Search Examples P

Decimal |, Thousands |,
3 Organize » New folder = M o
£ ~

Impartto | None | Import title ‘Down\oads £ N Name Date modified Typ

Documents # Honzontal\mport_(arcinogenic\ty&mutagemu.
[&] Pictures # Horizontal import_Fcotoxxlsx
Windows ~ # Horizontal import_Genotoxicity.xsx

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

Mic

Preview of file Mic

. Config Horizontal import_Skin sens.xsx Mid
(3) . Oth e rWI Se th e Eramples Import_Custom Inventoryxsx Mic]

g !
New folder Verical import_ Ames.xls

name of the file will

Tutoril
ey ere Vericalimport_ChemID_LC30 and Skin sensalsc

be used as the name | seeann | & i

[l Physical Chemical Properti|

of the database. sy P e

[ Desktop
W Experimental pKa

ermental RC50 Documents
4. Clickon Open file (4); o
[&] Pictures
5- SeleCt the flle [ videos
“am Local Disk(C) v < 5

(Horizontal
import_genotoxicity
xIsx )(5);

File name: | Horizontal import_Genotoxicityxls v | | All Usable Formats (“tsv;"xls) v

6. Clickon Open (6). = x|
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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
When there are fields from the original file which cannot be mapped to the labels

radio button (1)

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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QSAR TOOLBOX

Import of database:
Horizontal import

—1
g
1. Open the drop down menu (1), type in Aendo i I

EndpointPath (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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