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QSAR Toolbox prediction for single chemical 

The template of the current report is based on "GUIDANCE DOCUMENT ON THE 
VAUDA7ION OF (QUAN7ITA7IVE) STRUC7VRE-AC7IVITY RELA7IONSHIPS MODELS" 
published by OECD (September, 2007) and "GUIDANCE ON INFORMA ?ION 
REQUIREMENTS AND CHEMICAL SAFE7Y ASSESSMENT/ CHAPTER R.6: QSARS AND 
GROUPING OF CHEMICALS" published by ECHA (May, 2008). 

The report provides information about the target substance, chemical characteristics 
used for the grouping, the resulting boundaries ofthe group ofchemicals (applicability 
domain}, the type ofdata gap filling approach that was applied (read-across, trend 
analysis or QSAR models}, the predicted result(s) and in the Annex information about 
the category members or training set and test set chemicals. 

The chemicals are ordered by the distance to the target substance within the 
descriptors space. Only chemicals with experimental data are listed as category 

members. 
Depending on the settings selected by the user, detailed information (incl. 2D image 

and profiling results) is provided for some chemicals while more limited information 
(CAS, name, SMILES) is provided for others. 

Ifnot otherwise specified, the experimental values are reported in bold, recalculated 
experimental values are reported in bold & italic and calculated values are reported in 
regular font. 
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QSAR Toolbox prediction based on read-across 

Prediction of Summary carcinogenicity for 2-bromopropane 

Summarv 

Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 
18 values (Positive x6, Equivocal x3, Negative x9) from 4 nearest neighbours compared by prediction 
descriptors. Category members are single chemicals or mixtures and are selected based on the profile of the 
target chemical. Only chemicals having experimental data are listed in the category. 

The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 

The data used for calculating the current prediction is taken from 18 experimental values selected from 
the following database(s): 

1. Carcinogenic Potency Database (CPDB) 
2. Carcinogenicity&mutagenicity ISSCAN 

Below is a summary table for endpoint & descriptor values for the target chemical and the category 
members. 
Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
values based on experimental data only are presented in bold and italic font. 

Endpoint{s) 

Human Health 
Hazards; 

Carcinogenicity 

Carcinogenicity I 
(ISSCAN) 

Oescri11tor{s) 

Jog Kow 

-

Tarqet chemical - 2.08 

Cat. member No. 1 Positive (4) 
Equivocal (2) 1.67 

Cat. member No. 2 Negative { 4 J 2.56 

Cat member No. 3 
Negative 

Positive (2) 
Equivocal 

1.58 

Cat member No. 4 Negative (4) 1.18 
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Section 1 - Target chemical 

1.1. 	CAS number: 

75-26-3 

1.2. 	other regulatory numbers: 

Not reported 

1.3. Chemical name{s): 

2-bromopropane 

iso-propyl bromide 

propane, 2-bromo
2bromopropane 

isopropyl bromide 


1.4. 	Structural formula: 

1.5. 	Structure codes: 

a. 	SMILES: 


CC(C)Br 


b. 	Input structure code {if different from SMILES): 

Not available 

c. 	 Stereochemical features: 


Not provided by the user 


manually editable fie/a 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
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1.6. Quality of structure identity (CAS/20 quality): 

High Quality 

Databases to which the target chemical belongs are: 

Aquatic Japan MoE 
Bacterial mutagenicity ISSSTY 
Biodegradation NITE 
Developmental & Reproductive Toxicity (DART) 
ECHA CHEM 
Eye Irritation ECETOC 
Genotoxicity OASIS 
Phys-chem EPISUITE 
Rodent Inhalation Toxicity Database 
Skin !irritation 

Section 2 - General information 

2.1. Date of report generation: 

23.07.2015 

2.2. Report author(s) and contact details: 

Not provided by the user 

Section 3 - Category definition and category members 

3.1. Category definition: 

a. Category hypothesis: 

Not provided by the user 

b. Applicability domain of the category: 

The applicability domain is defined by following scheme 

manually editable fie/a 

manually editable fie/a 

0 D D 


1) Referential boundary: 
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The target chemical should be classified as SN2 AND SN2 > > Alkylation by epoxide metabolically 
formed after E2 reaction AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 
> > Monohaloalkanes AND SN2 >> Alkylation, nucleophilic substitution at sp3-carbon atom AND 
SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes AND SN2 > > 
Nucleophilic substitution after carbenium ion formation AND SN2 >> Nucleophilic substitution after 
carbenium ion formation >> Monohaloalkanes by DNA alerts for AMES, MN and CA by OASIS v.1.3 

2) Parametric boundary: 

The target chemical should have a value of log Kow which is > = 1.18 

3) Parametric boundary: 

The target chemical should have a value of log Kow which is < = 2.56 

c. Endpoints covered: 	 manually editable fie/a 

Not provided by the user 

d. 	Category members: 

The list of the category members is available in Appendix 1 

The category members shown with respect to the descriptor log Kow 

Read •cross predk tk»n ofSUmma ry e11rclnogenkfty, 

ta k ing t tM hlghH t m ode from th. neare1t S ne ighbours, b.- d on l8value1 from 4 neighbour c he m ic.a•, 


Obterved tar'9•t vabt: NIA, Pr.di<t <ed target val!Je: 'Hegati"le' (p • 0.108) 


Jbs'Ne 1---t--- ·--+--··-----i----t-----t--- - ·- C--

i 
l! 
~ 

;. 
g equWoc•H- - f------t----•--+----- - +-----+---- ----! 
t! 
3 

j 
~ 

Negalive = : 
L--4-----4-----.+-----+----+----+----+----~ 

1.20 	 1.60 1.80 200 220 2 40 200'-'"' log Kow 

3.2. 	Category justification: manually editable fie/a 

Not provided by the user 

3.3. 	Data matrix: 

The data matrix is available in Appendix 2 

Section 4 - Prediction 
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4.1. Defined Endpoint {OECD Principle 1): 

a. 

M

Endpoint (e.g. Acute toxicity to fish}: 

Summary carcinogenicity 

aterials & methods/ type ofmethod: 

In Vivo 

manually editable fie/a 

b. Dependent variable {e.g. LCSO}: 

(Summary carcinogenicity) 

manually editable fie/a 

c. Units: manually editable fie/a 

Not provided by the user 

d. Duration: 

Not provided by the user 

manually editable tie/a 

e. Species: 

Rat 
Mouse 

manually editable fie/a 

4.2. Unambiguous algorithm {OECD Principle 2): 

a. Prediction approach: manually editable tie/a 

Read-across from category members 
Experimental values for the target chemical (if any) were not used in prediction calculations 

b. Calculation approach: 

Takes highest mode value from the 5 nearest neighbours 

c. Model name: 

Not applicable 

d. Model version: 

Not applicable 

e. Reference to QMRF: 

Not applicable 

f. Input for prediction (target chemical}: 

SMILES 

g. Descriptor and endpoint values for target chemical {if applicable}: 

Descriptor(s} 

log Kow 2.08 

Endpoint {dep. variable) 
Human Health Hazards; -

carcinogenicity 

h. Additional chemicals eliminations (not determined by domain}: 

Not available 
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i. Additional data eliminations (not determined by domain): 

Not available 

j. Predicted value (model result): 

Negative 

k. Predicted value (comments): 

Not provided by the user 

4.3. Applicability domain (OECD Principle 3): 

The target chemical FALLS within applicability domain 

(see Section 3.1.b for detailed description of the domain) 


manually editable fie/a 

4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fie/a 

The prediction is based on 18 neighbours' values, 9 of them equal to prediction. 

Prediction confidence is measured by the p-value = 0.108 (no confidence) 


4.5. Chemical and biological mechanisms (OECD Principle 5): 

Profiling results for the target substance: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 >> Alkylation by epoxide metabolically formed after E2 reaction >> Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation >> Monohaloalkanes 

DNA binding by OECD 

SN2 
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SN2 > > SN2 at an sp3 carbon atom 

SN2 > > SN2 at an sp3 carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 

SN2 > > Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

Comments: 

Not provided by the user manually editable fie/a 

QSAR Toolbox 3.3.0.152 TPRF v .3.3.1.33005 
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Section 5 - Adequacv 

5.1. Regulatory purpose: 

Not provided by the user 

manually editable fie/a 

5.2. Approach for regulatory interpretation of the model result: 

Not provided by the user 

manually editable tie/a 

5.3. Outcome: 

Not provided by the user 

manually editable tie/a 

5.4. Conclusion: 

Not provided by the user 

manually editable fie/a 
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Appendix 1 - Category members 

QSAR Toolbox prediction based on read-across 


Prediction of Summary carcinogenicity for 2-bromopropane 


APPENDIX 1 - Category members 


The 4 category members are reported in more detail 

1. Cat. member No.1: 

1.1. 	CAS number: 

74-96-4 

1.2. 	Other regulatory numbers: 

Not reported 

1.3. 	Chemical name(s): 

bromoethane 
ethane, bromo
bromoethane( ethyl bromide) 
ethyl bromide 

1.4. 	Structural formula: 

SMILES 

CCBr 

;--CH3 
Br 

used for read-across 

1.5. Profiling results: 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
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Appendix 1 - Category members 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

Not possible to classify according to these rules (GSH) 
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Appendix 1 - Category members 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

2. Cat. memberNo.2: 

2.1. 	CAS number: 

109-69-3 

2.2. 	Other regulatory numbers: 

Not reported 

2.3. Chemical name(s): 

1-chlorobutane, 

1-chlorobutane 

butane, 1-chloro

n-butyl chloride 

butyl chloride, n

2.4. 	Structural formula: 

SMILES 


CCCCCI 


~H, 

Cl 

used for read-across 
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Appendix 1 - Category members 

2.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloafkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 >> Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 


SN2 > > SN2 at an sp3 carbon atom 


SN2 > > SN2 at an sp3 carbon atom > > Aliphatic halides 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 


Neutral Organics 


3. Cat. member No.3: 

3.1. 	CAS number: 

75-00-3 

3.2. 	Other regulatory numbers: 

Not reported 

3.3. 	Chemical name(s): 

chloroethane 

ethyl chloride 

ethane, chloro

3.4. 	Structural formula: 

SMILES 


CCCI 


;--CH3 
Cl 

used for read-across 
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Appendix 1 - Category members 

3.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 
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Appendix 1 - category members 

Not possible to classify according to these rules (GSH) 

Superfragments 


No superfragment 


Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

4. Cat. member No.4: 

4.1. 	CAS number: 

74-83-9 

4.2. 	Other regulatory numbers: 

Not reported 

4.3. Chemical name(s): 

methyl bromide 

methane, bromo
bromomethane 

bromomethane(methyl bromide iso) 

methyl bromide [bsi:iso] 

methane, bromo-""" 


4.4. 	Structural formula: 

SMILES 


CBr 


H3C~ 
Br 

used for read-across 
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Appendix 1 - Category members 

4.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 >> Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 
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Appendix 2 - Data matrix 

OSAR Toolbox prediction based on read-across 


Prediction of Summary carcinogenicity for 2-bromopropane 


APPENDIX 2 - Data matrix 


OMITTED BY THE USER 
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Appendices 3, 4, 5, 6 - QMRF 

QSAR Toolbox prediction based on read-across 


Prediction of Summary carcinogenicity for 2-bromopropane 


APPENDIX 3 - QMRF 


APPENDIX 4 - QMRF, training set chemicals 


APPENDIX 5 - QMRF, test set chemicals 


APPENDIX 6 - Additional information from (Q)SAR 


NOT APPLICABLE 
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Appendix 7 - Chemical components 

QSAR Toolbox prediction based on read-across 


Prediction of Summary carcinogenicity for 2-bromopropane 


APPENDIX 7 - Chemical components 


NOT APPLICABLE 
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QSAR Toolbox orediction for single chemical 

The template of the current report is based on "GUIDANCE DOCUMENT ON THE 
VAUDATION OF (QUANTITATIVE} STRUCTURE-ACTIVITY RELATIONSHIPS MODELS" 

published by OECD (September, 2007) and "GUIDANCE ON INFORMATION 
REQUIREMENTS AND CHEMICAL SAFETY ASSESSMENT/ CHAPTER R.6: QSARS AND 
GROUPING OF CHEMICALS" published by ECHA (May, 2008). 

The report provides information about the target substance, chemical characteristics 
used tor the grouping, the resulting boundaries of the group ofchemicals (applicability 
domain}, the type ofdata gap filling approach that was applied (read-across, trend 
analysis or QSAR models), the predicted result(s) and in the Annex information about 
the category members or training set and test set chemicals. 

The chemicals are ordered by the distance to the target substance within the 
descriptors space. Only chemicals with experimental data are listed as category 
members. 

Depending on the settings selected by the user, detailed information (incl. 2D image 

and profiling results) is provided for some chemicals while more limited information 
(CAs; name, SMILES) is provided tor others. 

Ifnot otherwise specified, the experimental values are reported in bold, recalculated 
experimental values are reported in bold & italic and calculated values are reported in 
regular font. 
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QSAR Toolbox prediction based on read-across 

Prediction of Gene mutation for 1-bromopropane 

Summarv 

Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 
60 values (Positive x17, Equivocal x2, Negative x41) from 5 nearest neighbours compared by prediction 
descriptors. Category members are single chemicals or mixtures and are selected based on the profile of the 
target chemical. Only chemicals having experimental data are listed in the category. 

The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 

The data used for calculating the current prediction is taken from 60 experimental values selected from 
the following database(s): 

1. Bacterial mutagenicity ISSSTY 
2. Genotoxicity OASIS 

Below is a summary table for endpoint & descriptor values for the target chemical and the first 10 
category members. 
Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
values based on experimental data only are presented in bold and italic font. 

Endpoint(s) DescriPtor(sJ 

Human Health 
Hazards; Genetic 

Toxicity 
log Kow 

Gene mutation I -
Tarqet chemical Negative (13) 2.16 

Cat. member No. 1 
Positive (11) 
Negative (6) 2.01 

cat. member No. 2 Negative (3) 1.94 

Cat. member No. 3 
Equivocal (2) 
Negative (8) 

Positive 
2.43 

Cat. member No. 4 Negative (13) 
Positive (3) 2.50 

cat. member No. 5 
Negative (11) 

Positive (2) 1.79 

Cat. member No. 6 Positive (4) 2.58 

Cat. member No. 7 
Positive (6) 
Negative (3) 

Equivocal 
1.67 

Cat. member No. 8 Positive (5) 
Negative (4) 2.65 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Endpoint{s} Descriptor{sJ 

Human Health 
Hazards; Genetic 

Toxicity 
log Kow 

Gene mutation I -

Cat. member No. 9 
Positive (2) 
Negative (3) 2.77 

Cat. member No. 10 
Equivocal 

Positive (3) 
Negative (2) 

2.77 
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Section 1 - Taraet chemical 

1.1. CAS number: 

106-94-5 

1.2. Other regulatory numbers: 

Not reported 

1.3. Chemical name(s): 

1-bromopropane 
propane, 1-bromo
n-propyl bromide 
lbromopropane 
npropyl bromide 

1.4. Structural formula: 

1.5. Structure codes: 

a. SMILES: 

CCCBr 

b. Input structure code (if different from SMILES): 

Not available 

c. Stereochemical features: 

Not provided by the user 

manually editable fie/a 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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1.6. 	Quality of structure identity {CAS/20 quality): 

High Quality 

Databases to which the target chemical belongs are: 

Aquatic OASIS 

Bacterial mutagenicity ISSSTY 

Biodegradation NITE 

Developmental & Reproductive Toxicity (DART) 

ECHA CHEM 

ECOTOX 

Genotoxicity OASIS 

Micronucleus ISSMIC 

Phys-chem EPISUITE 

Rodent Inhalation Toxicity Database 


Section 2 - General information 

2.1. 	Date of report generation: 

22.07.2015 

2.2. 	Report author{s) and contact details: 

Not provided by the user 

Section 3 - Category definition andcategorv members 

3.1. Category definition: 

a. 	Category hypothesis: 


Not provided by the user 


b. 	Applicability domain of the category: 


The applicability domain is defined by following scheme 


manually editable fie/a 

manually editable fie/a 
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1) Referential boundary: 

The target chemical should be classified as Aliphatic halogens (Genotox) AND Structural alert for 
genotoxic carcinogenicity by Carcinogenicity (genotox and nongenotox) alerts by ISS 

2) Referential boundary: 

The target chemical should be classified as Group 14 - Carbon C AND Group 17 - Halogens Br AND 
Group 17 - Halogens F,Cl,Br,I,At by Chemical elements 

3) Referential boundary: 

The target chemical should be classified as Group 1 - Alkali Earth Li,Na,K,Rb,Cs,Fr OR Group 10 
Trans.Metals Ni,Pd,Pt OR Group 14 - Metalloids Si,Ge OR Group 15 - Nitrogen NOR Group 15 
Phosphorus P OR Group 16 - Oxygen O OR Group 16 - Sulfur SOR Group 17 - Halogens Cl OR 
Group 17 - Halogens FOR Group 17 - Halogens I OR Group 2 - Alkaline Earth Be,Mg,Ca,Sr,Ba,Ra 
OR Unknown chemical element by Chemical elements 

4) Referential boundary: 

The target chemical should be classified as Alkyl halide by Organic Functional groups 

5) Referential boundary: 

The target chemical should be classified as Alkane branched with quaternary carbon OR Alkene OR 
Alkenyl halide OR Alkyl arenes OR Alkyne OR Allyl OR Anthracene OR Aryl OR Benzyl OR Fused 
carbocyclic aromatic OR Isopropyl OR Naphtalene OR Perhalogenated carbons derivatives OR 
Phenanthrene OR tert-Butyl by Organic Functional groups 

6) Parametric boundary: 


The target chemical should have a value of log Kow which is >= 1.79 


7) Parametric boundary: 


The target chemical should have a value of log Kow which is <= 2.5 


c. Endpoints covered: manually editable fielo 

Not provided by the user 
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d. Category members: 

The list of the category members is available in Aooendix 1 

The category members shown with respect to the descriptor log Kow 
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3.2. 	Category justification: 

Not provided by the user 

3.3. 	Data matrix: 

The data matrix is available in Appendix 2 

Section 4 - Prediction 

4.1. 	Defined Endpoint (OECD Principle 1): 

a. Endpoint (e.g. Acute toxicity to fish): 

Gene mutation 

Materials & methods / type ofmethod: 

In Vitro 

Test chemical/ test type: 

Bacterial reverse mutation assay (e.g. Ames test) 

b. Dependent variable (e.g. LCSO): 

(Gene mutation) 

c. Units: 

Not provided by the user 

manually editable fie/a 

manually editable fie/a 

manually editable fie/a 

manually editable fie/a 
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manually editable lie/a d. Duration: 

Not provided by the user 

e. Species: manually editable lie/a 

Salmonella typhimurium 

4.2. Unambiguous algorithm (OECD Principle 2): 

a. Prediction approach: manually editable lie/a 

Read-across from category members 
Experimental values for the target chemical (if any) were not used in prediction calculations 

b. Calculation approach: 

Takes highest mode value from the 5 nearest neighbours 

c. Model name: 

Not applicable 

d. Model version: 

Not applicable 

e. Reference to QMRF: 

Not applicable 

f. Input for prediction (target chemical): 

SMILES 

g. Descriptor and endpoint values for target chemical (if applicable): 

Descriptor( s) 

log Kaw 2.16 

Endpoint (dep. variable) 
Human Health Hazards; Genetic 

Toxicity 
Negative (x 13) 

h. Additional chemicals eliminations (not determined by domain): 

Not available 

i. Additional data eliminations (not determined by domain): 

Not available 

j. Predicted value (model result): 

Negative 

k. Predicted value (comments): 

Not provided by the user 

4.3. Applicability domain (OECD Principle 3): 

The target chemical FALLS within applicability domain 

(see Section 3.1.b for detailed description of the domain) 


manually editable lie/a 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 



OI CUll...llVI I VI l.:ICI IC 11 IUlCJllVI I IVI .L- u1VI1 IVJ.11 VJ.IOI IC .LV I :u 

4.4. Uncertainty of the prediction {OECD Principle 4): manually editable fie/a 

The prediction is based on 60 neighbours' values, 41 of them equal to prediction. 

Prediction confidence is measured by the p-value ;;;; 3.25E-08 (very strong confidence) 


4.5. Chemical and biological mechanisms {OECD Principle 5): 

Profiling results for the target substance: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 >> Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 


SN2 > > SN2 at an sp3 carbon atom 


SN2 > > SN2 at an sp3 carbon atom > > Aliphatic halides 


QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superlragments 

No superfragment 

Toxic hazard classification by Cramer {extension} 

High (Class III) 

Toxic hazard classification by Cramer {original} 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

Comments: 

Not provided by the user manually editable fie/a 

Section 5 - Adequacy 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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5.1. Regulatory purpose: 

Not provided by the user 

manually editable fie/a 

5.2. Approach for regulatory interpretation of the model result: 

Not provided by the user 

manually editable fie/a 

5.3. Outcome: 

Not provided by the user 

manually editable fie/a 

5.4. Conclusion: 

Not provided by the user 

manually editable fie/a 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
n ...1-... 1-. ...... ,... ............ : ......... -:i o -:11-:i 1 ..., 




l"I CUl\..llVll VI l..'.JCllC 11 IUlOllVI I I VI .I. -u1 VII IVf.11 Vf.IOllC 	 .l.J I JI 

Appendix 1 - Category members 

QSAR Toolbox prediction based on read-across 


Prediction of Gene mutation for 1-bromopropane 

APPENDIX 1 - Category members 

From 16 category members, 10 chemicals are reported in more detail, 

the remaining category members are listed in a table with basic information 


1. Cat. member No.1: 	 used for read-across 

1.1. 	CAS number: 

106-93-4 

1.2. 	Other regulatory numbers: 

Not reported 

1.3. 	Chemical name(s): 

1,2-dibromoethane 

dibromoethane, 1,2
ethylene dibromide 

ethane, l,2-dibromo
1,2,dibromoethane 

1,2dibromoethane 

ethylene dibromide ( edb) 


1.4. 	Structural formula: 

SMILES 


BrCCBr 


~Br 

Br 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
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Appendix 1 - Category members 

1.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 >>DNA alkylation 

SN2 > > DNA alkylation > > Vicinal Dihaloalkanes 

SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 

SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 
> > Vicinal Dihaloalkanes 

DNA binding by OECD 

SN2 


SN2 > > Episulfonium Ion Formation 


SN2 >> Episulfonium Ion Formation>> 1,2-Dihaloalkanes 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > Episulfonium Ion Formation 


SN2 > > Episulfonium Ion Formation > > 1,2-Dihaloalkane 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 


No superfragment 


Toxic hazard classification by Cramer (extension) 

High (Class III} 

Toxic hazard classification by Cramer (original) 

High (Class III} 

US-EPA New Chemical Categories 


Not categorized 


2. Cat. member No.2: 

2.1. 	CAS number: 

557-91-5 

2.2. 	Other regulatory numbers: 

Not reported 

2.3. Chemical name(s): 

1, 1-dibromoethane 

ethane, 1, 1-dibromo

2.4. 	Structural formula: 

SMILES 


CC(Br)Br 


Br 

)--cH3 
Br 

used for read-across 
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Appendix 1 - Category members 

2.5. Profiling results: 

DNA binding by OASIS v.1.3 

AN2 

AN2 > > Schiff base formation by aldehyde formed after metabolic activation 

AN2 > > Schiff base formation by aldehyde formed after metabolic activation > > Geminal 
Polyhaloalkane Derivatives 

AN2 > > Shiff base formation for aldehydes 

AN2 > > Shiff base formation for aldehydes > > Geminal Polyhaloalkane Derivatives 

Radical 

Radical > > Radical mechanism via ROS formation (indirect) 

Radical > > Radical mechanism via ROS formation (indirect) > > Geminal Polyhaloalkane Derivatives 

SN2 

SN2 > > Acylation involving a leaving group 

SN2 > > Acylation involving a leaving group > > Geminal Polyhaloalkane Derivatives 

SN2 > > Acylation involving a leaving group after metabolic activation 

SN2 > > Acylation involving a leaving group after metabolic activation > > Geminal Polyhaloalkane 
Derivatives 

SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation 

SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation >> 
Geminal Polyhaloalkane Derivatives 

DNA binding by OECD 

Acylation 


Acylation > > P450 Mediated Activation to Acy! Halides 


Acylation > > P450 Mediated Activation to Acy! Halides > > 1,1-Dihaloalkanes 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 
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Appendix 1 - Category members 

Protein binding by OASIS vl.3 

SN2 


SN2 >> Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

No alert found 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Not categorized 

3. Cat. member No.3: used for read-across 

3.1. CAS number: 

78-75-1 

3.2. Other regulatory numbers: 

Not reported 

3.3. Chemical name(s): 

1,2-dibromopropane 

propane, 1,2-dibromo

3.4. Structural formula: 

SMILES 

CC(Br)CBr 
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Appendix 1 - Category members 

3.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 >>DNA alkylation 

SN2 > > DNA alkylation > > Vicinal Dihaloalkanes 

SN2 >> Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 

SN2 >> Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 
> > Vicinal Dihaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > Episulfonium Ion Formation 

SN2 > > Episulfonium Ion Formation > > 1,2-Dihaloalkanes 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 1 - category members 

SN2 

SN2 >> Episulfonium Ion Formation 

SN2 >> Episulfonium Ion Formation >> 1,2-Dihaloalkane 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Not categorized 

4. Cat. member No.4: 

4.1. CAS number: 

109-64-8 

4.2. Other regulatory numbers: 

Not reported 

4.3. Chemical name(s): 

1,3-dibromopropane 

propane, 1,3-dibromo

4.4. Structural formula: 

SMILES 

BrCCCBr 

used for read-across 
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Appendix 1 - Category members 

~Br 

Br 

4.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

No alert found 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 

SN2 > > Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
n-.+-.h............ , ,,..,... ,..; .......... ? o ".> t? 1 ..., 




r1 CUll..llVI I VI l.:ICI IC 11 IUlOllVI I I UI .1. -u1 VI I IVf.11 Uf.101 IC 	 ~.1. I JI 

Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 


Not categorized 


5. Cat. member No.5: 

5.1. 	CAS number: 

75-25-2 

5.2. 	Other regulatory numbers: 

Not reported 

5.3. 	Chemical name(s): 

tribromomethane 

bromoform 

methane, tribromo

5.4. 	Structural formula: 

SMILES 


BrC(Br)Br 


Br 
/-Br 

Br 

used for read-across 
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Appendix 1 - Category members 

S.S. Profiling results: 

DNA binding by OASIS v.1;3 

ANZ 

ANZ > > Schiff base formation by aldehyde formed after metabolic activation 

ANZ > > Schiff base formation by aldehyde formed after metabolic activation > > Geminal 
Polyhaloalkane Derivatives 

ANZ > > Shiff base formation for aldehydes 

ANZ > > Shiff base formation for aldehydes > > Geminal Polyhaloalkane Derivatives 

Radical 

Radical > > Radical mechanism via ROS formation (indirect) 

Radical > > Radical mechanism via ROS formation (indirect) > > Geminal Polyhaloalkane Derivatives 

SNZ 

SNZ > > Acylation involving a leaving group 

SN2 > > Acylation involving a leaving group > > Geminal Polyhaloalkane Derivatives 

SNZ > > Acylation involving a leaving group after metabolic activation 

SNZ > > Acylation involving a leaving group after metabolic activation > > Geminal Polyhaloalkane 
Derivatives 

SNZ >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation 

SNZ >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation >> 
Geminal Polyhaloalkane Derivatives 

DNA binding by OECD 

No alert found 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SNZ 
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Appendix 1 - category members 

SN2 > > Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

No alert found 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

BrC(Br)Br 


Has superfragment 


Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Not categorized 

6. cat. member No.6; 

6.1. CAS number: 

78-76-2 

6.2. Other regulatory numbers: 

Not reported 

6.3. Chemical name(s): 

sec-butyl bromide 

bromo-2-butane 

2-bromobutane 

butane, 2-bromo

6.4. Structural formula: 

SMILES 

CCC(C)Br 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 1 - Category members 

6.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 >> Alkylation by epoxide metabolically formed after E2 reaction >> Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 


SN2 >> SN2 at an sp3 Carbon atom 


SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 
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Appendix 1 - Category members 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical categories 

Neutral Organics 

7. Cat. member No.7; 

7.1. CAS number: 

74-96-4 

7.2. Other regulatory numbers: 

Not reported 

7.3. Chemical name(s): 

bromoethane 

ethane, bromo

bromoethane( ethyl bromide) 

ethyl bromide 


7.4. Structural formula: 

SMILES 

CCBr 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 1 - Category members 

;--CH3 

Br 


7.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 


SN2 > > SN2 at an sp3 Carbon atom 


SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 
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Appendix 1 - category members 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

8. Cat. member No.8: 

8.1. CAS number: 

109-65-9 

8.2. Other regulatory numbers: 

Not reported 

8.3. Chemical name(s): 

1-bromobutane 

butyl bromide 

butane, 1-bromo

butylbrom 


8.4. Structural formula: 

SMILES 

CCCCBr 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 1 - Category members 

8.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 


SN2 > > SN2 at an sp3 Carbon atom 


SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 
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Appendix 1 - Category members 

SN2 >> Nucleophilic substitution at sp3 carbon atom >>Alkyl halides 

Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom >> Alkyl halides 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

9. Cat. member No.9: 

9.1. CAS number: 

23511-78-6 

9.2. Other regulatory numbers: 

Not reported 

9.3. Chemical name(s): 

1,1,3-tribromopropane 

9.4. Structural formula: 

SMILES 

BrCCC(Br)Br 
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Appendix 1 - Category members 

9.5. Profiling results: 

DNA binding by OASIS v.1.3 

AN2 

AN2 > > Schiff base formation by aldehyde formed after metabolic activation 

AN2 > > Schiff base formation by aldehyde formed after metabolic activation > > Geminal 
Polyhaloalkane Derivatives 

AN2 > > Shiff base formation for aldehydes 

AN2 > > Shiff base formation for aldehydes > > Geminal Polyhaloalkane Derivatives 

Radical 

Radical > > Radical mechanism via ROS formation (indirect) 

Radical >> Radical mechanism via ROS formation (indirect) >> Geminal Polyhaloalkane Derivatives 

SN2 

SN2 > > Acylation involving a leaving group 

SN2 > > Acylation involving a leaving group > > Geminal Polyhaloalkane Derivatives 

SN2 > > Acylation involving a leaving group after metabolic activation 

SN2 > > Acylation involving a leaving group after metabolic activation > > Geminal Polyhaloalkane 
Derivatives 

SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation 

SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation >> 
Geminal Polyhaloalkane Derivatives 

DNA binding by OECD 

Acylation 
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Appendix 1 - Category members 

Acylation > > P450 Mediated Activation to Acyl Halides 

Acylation >> P450 Mediated Activation to Acyl Halides >> 1,1-Dihaloalkanes 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 

SN2 > > Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

QSAR Toolbox 3.3.0.152 TPRF v .3.3.1.33005 
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Appendix 1 - Category members 

Not categorized 

10. Cat. member No.10: 

10.1. CAS number: 

96-11-7 

10.2. Other regulatory numbers: 

Not reported 

10.3. Chemical name(s): 

1,2,3-tribromopropane 
propane, 1,2,3-tribromo

10.4. Structural formula: 

SMILES 

BrCC(Br)CBr 

10.s. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 >>DNA alkylation 

SN2 > > DNA alkylation > > Vicinal Dihaloalkanes 

SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 

SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 
> > Vicinal Dihaloalkanes 

DNA binding by OECD 

SN2 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 1 - category members 

SN2 > > Episulfonium Ion Formation 


SN2 >> Episulfonium Ion Formation >> 1,2-Dihaloalkanes 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 

SN2 > > Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 


SN2 > > Episulfonium Ion Formation 


SN2 >> Episulfonium Ion Formation>> 1,2-Dihaloalkane 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Not categorized 
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Appendix 1 - Category members 

Chemical(s) No. 11 - 16 are reported below: 

No. lcAS IChem. name ISMILES I RA 
11 i 74-95-3 dibromomethane i BrCBr i 

:i:2::::::l:i:i9~s~~T:::::::::: :~.:~:~~:(~!:~~~~~~~ii~:::::::::::::::::::::::::t:~~~~~~;:::::::::::::::::::::::::::::::::::::::t:::::::::::::· 
13 l 74-83-9 methyl bromide l CBr l 
:i:.t:::::J:6ii~?:s~?:::::::::::: :h2~:~~~~!~~~iii~~?.~iii~!~Y.i:P.F.c?P.~ii~:::::t:~~c~r2c~~;:i~~~:::::::::::::::::::::::::::::::::::::::::::: 
J?.......l.~-~-~:.?~:.9.............~J.?.:d_i_~.r.o.'!!!JP.~~~§!~i:.......................L~~fffff.~!:....................................l............. 
16 l 111-83-1 1-bromooctane l CCCCCCCCBr l 
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Appendix 2 - Data matrix 

QSAR Toolbox prediction based on read-across 


Prediction of Gene mutation for 1-bromopropane 


APPENDIX 2 - Data matrix 


OMITTED BY THE USER 
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Appendices 3, 4, 5, 6 - QMRF 

OSAR Toolbox prediction based on read-across 


Prediction of Gene mutation for 1-bromopropane 


APPENDIX 3 - QMRF 


APPENDIX 4 - QMRF, training set chemicals 


APPENDIX 5 - QMRF, test set chemicals 


APPENDIX 6 - Additional information from (Q)SAR 


NOT APPLICABLE 
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Appendix 7 - Chemical components 

QSAR Toolbox prediction based on read-across 


Prediction of Gene mutation for 1-bromopropane 


APPENDIX 7 - Chemical components 


NOT APPLICABLE 
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QSAR Toolbox orediction for single chemical 

The template of the current report is based on ''GUIDANCE DOCUMENT ON THE 
VAUDA710N OF (QUAN71TA71VE) STRUC7VRE-AC71VITY RElA710NSHIPS MODELS" 
published by OECD (September, 2007) and "GUIDANCE ON INFORMA710N 
REQUIREMENTS AND CHEMICAL SAFETY ASSESSMENT/ CHAPTER R.6: QSARS AND 
GROUPING OF CHEMICALS" published by ECHA (May, 2008). 

The report provides information about the target substance, chemical characteristics 
used for the grouping, the resulting boundaries of the group ofchemicals (applicability 
domain), the type ofdata gap filling approach that was applied (read-across, trend 
analysis or QSAR models), the predicted result(s) and in the Annex information about 
the category members or training set and test set chemicals. 

The chemicals are ordered by the distance to the target substance within the 
descriptors space. Only chemicals with experimental data are listed as category 
members. 

Depending on the settings selected by the user, detailed information (incl. 2D image 
and profiling results) is provided for some chemicals while more limited information 
{CAS, name, SMILES) is provided for others. 

Ifnot otherwise specified, the experimental values are reported in bold, recalculated 
experimental values are reported in bold & italic and calculated values are reported in 
regular font 
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QSAR Toolbox prediction based on read-across 

Prediction of Chromosome aberration for 1-bromopropane 

Summarv 

Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 2 
values (Negative x2) from 2 nearest neighbours compared by prediction descriptors. Category members are 
single chemicals or mixtures and are selected based on the profile of the target chemical. Only chemicals 
having experimental data are listed in the category. 

The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 

The data used for calculating the current prediction is taken from 2 experimental values selected from the 
following database(s): 

1. Genotoxicity OASIS 

Below is a summary table for endpoint & descriptor values for the target chemical and the category 
members. 
Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
values based on experimental data only are presented in bold and italic font. 

Endpaint(s) 

Human Health 
Hazards; Genetic 

Toxicity 

Chromosome 
aberration I (Oasis) 

Oescriptor(s) 

log Kow 

-

Tarqet chemical - 2.16 

Cat member No. 1 Negative 2.56 

Cat member No. 2 Negative 1.67 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Section 1 - Target chemical 

1.1. 	CAS number: 

106-94-5 

1.2. 	Other regulatory numbers: 

Not reported 

1.3. Chemical name(s}: 

1-bromopropane 

propane, 1-bromo

n-propyl bromide 

lbromopropane 

npropyl bromide 


1.4. 	Structural formula: 

1.5. 	Structure codes: 

a. SMILES: 

CCCBr 

b. 	Input structure code (if different from SMILES}: 

Not available 

c. 	Stereochemical features: 


Not provided by the user 


manually editable fie/a 
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1.6. Quality of structure identity (CAS/20 quality): 

High Quality 

Databases to which the target chemical belongs are: 

Aquatic OASIS 
Bacterial mutagenicity ISSSTY 
Biodegradation NITE 
Developmental & Reproductive Toxicity (DART) 
ECHA CHEM 
ECOTOX 
Genotoxicity OASIS 
Micronucleus ISSMIC 
Phys-chem EPISUITE 
Rodent Inhalation Toxicity Database 

Section 2 - General information 

2.1. Date of report generation: 

22.07.2015 

2.2. Report author(s) and contact details: 

Not provided by the user 

Section 3 - Category definition and categorv members 

3.1. Category definition: 

a. Category hypothesis: 

Not provided by the user 

b. Applicability domain of the category: 

The applicability domain is defined by following scheme 

manually editable fie/a 

manually editable fie/a 

D D 

1) Referential boundary: 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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The target chemical should be classified as SN2 AND SN2 > > Alkylation by epoxide metabolically 
formed after E2 reaction AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 
> > Monohaloalkanes AND SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom AND 
SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes AND SN2 > > 
Nucleophilic substitution after carbenium ion formation AND SN2 > > Nucleophilic substitution after 
carbenium ion formation >> Monohaloalkanes by DNA alerts for AMES, MN and CA by OASIS v.1.3 

2) Parametric boundary: 

The target chemical should have a value of log Kow which is >= 1.67 

3) Parametric boundary: 

The target chemical should have a value of log Kow which is <= 2.56 

c. Endpoints covered: manually editable fielo 

Not provided by the user 

d. Category members: 

The list of the category members is available in Appendix 1 

The category members shown with respect to the descriptor log Kow 

ll<tad •=os p,..,dlcti<>n of Q\romo...rn• <>barratlon, 

taki119 tl>e hlghst mode horn the naarn•t $ neighbau,,., based "" 2 vak>cs from 2 noighbotu chcmlcob, 


Ol>o"rved target "alue: N/A, Ptedk:ted lil'l!*I nlut:: 'Noil•tiv•' (p=0.251;1) 


··-1--1---1----

flJoil•We·--e'-f-----+----+-----t----f---<0----------~·~- -+----- -+---

"' "' "" '" "" logl(ow 

3.2. Category justification: manually editable fie/a 

Not provided by the user 

3.3. Data matrix: 

The data matrix is available in Appendix 2 

Section 4 - Prediction 
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4.1. Defined Endpoint (OECD Principle 1}: 

a. Endpoint (e.g. Acute toxicity to fish}: 

Chromosome aberration 

manually editable fielo 

Materials & methods/ type ofmethod: 

In Vitro 

Test chemical/ test type: 

In Vitro mammalian chromosome aberration test 

b. Dependent variable (e.g. LCSO}: 

(Chromosome aberration) 

manually editable fie/a 

c. Units: 

Not provided by the user 

manually editable fielo 

d. Duration: 

Not provided by the user 

manually editable fie/a 

e. Species: 

Not provided by the user 

manually editable fielo 

4.2. Unambiguous algorithm (OECD Principle 2}: 

a. Prediction approach: manually editable fie/a 

Read-across from category members 
Experimental values for the target chemical (if any) were not used in prediction calculations 

b. Calculation approach: 

Takes highest mode value from the 5 nearest neighbours 

c. Model name: 

Not applicable 

d. Model version: 

Not applicable 

e. Reference to QMRF: 

Not applicable 

f. Input for prediction (target chemical}: 

SMILES 

g. Descriptor and endpoint values for target chemical (if applicable}: 

Descriptor(s} 

log Kow 2.16 

Endpoint (dep. variable) 
Human Health Hazards; Genetic 

Toxicity 
-

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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h. Additional chemicals eliminations (not determined by domain): 

Not available 

i. Additional data eliminations (not determined by domain): 

Not available 

j. Predicted value (model result): 

Negative 

k. Predicted value (comments): 

Not provided by the user 

4.3. Applicability domain (OECD Principle 3): 

The target chemical FALLS within applicability domain 

(see Section 3.1.b for detailed description of the domain) 


manually editable fielo 

4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fielo 

The prediction is based on 2 neighbours' values, 2 of them equal to prediction. 

Prediction confidence is measured by the p-value = 0.250 (no confidence) 


4.5. Chemical and biological mechanisms (OECD Principle 5): 

Profiling results for the target substance: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS v1.3 

SN2 

SN2 > > Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Comments: 

Not provided by the user manually editable fie/a 

Section 5 - Adequacy 

5.1. Regulatory purpose: 

Not provided by the user 

manually editable fie/a 

5.2. Approach for regulatory interpretation of the model result: 

Not provided by the user 

manually editable fie/a 

5.3. Outcome: 

Not provided by the user 

manually editable fie/a 

5.4. Conclusion: 

Not provided by the user 

manually editable fie/a 
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Appendix 1 - Category members 

QSAR Toolbox prediction based on read-across 


Prediction of Chromosome aberration for 1-bromopropane 


APPENDIX 1 - Category members 


The 2 category members are reported in more detail 


1. Cat. member No.1: 

1.1. 	CAS number: 

109-69-3 

1.2. 	Other regulatory numbers: 

Not reported 

1.3. 	Chemical name(s): 

1-chlorobutane, 

1-chlorobutane 

butane, 1-chloro

n-butyl chloride 

butyl chloride, n

1.4. 	Structural formula: 

SMILES 

CCCCCI 

~CH3 

Cl 

used for read-across 
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Appendix 1 - Category members 

1.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 1 - category members 

Not possible to classify according to these rules (GSH) 

Superfragments 


No superfragment 


Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 


Neutral Organics 


2. Cat. member No.2: 

2.1. 	CAS number: 

74-96-4 

2.2. 	Other regulatory numbers: 

Not reported 

2.3. Chemical name(s): 

bromoethane 

ethane, bromo

bromoethane( ethyl bromide) 

ethyl bromide 


2.4. 	Structural formula: 

SMILES 


CCBr 


;--CH3 
Br 

used for read-across 
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Appendix 1 - Category members 

2.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original} 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 
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Appendix 2 - Data matrix 

QSAR Toolbox Prediction based on read-across 


Prediction of Chromosome aberration for 1-bromopropane 


APPENDIX 2 - Data matrix 


OMITTED BY THE USER 
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Appendices 3, 4, 5, 6 - QMRF 

QSAR Toolbox prediction based on read-across 


Prediction of Chromosome aberration for 1-bromopropane 


APPENDIX 3 - QMRF 


APPENDIX 4 - QMRF, training set chemicals 


APPENDIX 5 - QMRF, test set chemicals 


APPENDIX 6 - Additional information from (Q)SAR 


NOT APPLICABLE 
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Appendix 7 - Chemical components 

QSAR Toolbox prediction based on read-across 


Prediction of Chromosome aberration for 1-bromopropane 


APPENDIX 7 - Chemical components 


NOT APPLICABLE 
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QSAR Toolbox prediction for single chemical 

The template of the current report is based on "GUIDANCE DOCUMENT ON THE 
VAUDATION OF (QUANTITATIVE) STRUCTURE-ACTIVflY RELATIONSHIPS MODELS" 
published by OECD (September, 2007) and "GUIDANCE ON INFORMATION 
REQUIREMENTS AND CHEMICAL SAFE!Y ASSESSMENT/ CHAPTER R.6: QSARS AND 
GROUPING OF CHEMICALS" published by ECHA {May, 2008). 

The report provides information about the target substance, chemical characteristics 
used for the grouping, the resulting boundaries of the group ofchemicals (applicability 
domain}, the type ofdata gap filling approach that was applied (read-across, trend 
analysis or QSAR models}, the predicted result{s) and in the Annex information about 
the category members or training set and test set chemicals. 

The chemicals are ordered by the distance to the target substance within the 
descriptors space. Only chemicals with experimental data are listed as category 
members. 

Depending on the settings selected by the user, detailed information (incl. 2D image 
and profiling results} is provided for some chemicals while more limited information 
(CAs; name, SMILES) is provided for others. 

Ifnot otherwise specified, the experimental values are reported in bold, recalculated 
experimental values are reported in bold & italic and calculated values are reported in 
regular font 
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QSAR Toolbox prediction based on read-across 

Prediction of Summary carcinogenicity for 1-bromopropane 

Summarv 

Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 
18 values (Positive x6, Equivocal x3, Negative x9) from 4 nearest neighbours compared by prediction 
descriptors. Category members are single chemicals or mixtures and are selected based on the profile of the 
target chemical. Only chemicals having experimental data are fisted in the category. 

The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 

The data used for calculating the current prediction is taken from 18 experimental values selected from 
the following database(s): 

1. Carcinogenic Potency Database (CPDB) 
2. Carcinogenicity&mutagenicity ISSCAN 

Below is a summary table for endpoint & descriptor values for the target chemical and the category 
members. 
Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
values based on experimental data only are presented in bold and italic font. 

Endpoint(s} Descriptor(sJ 

Human Health 
Hazards; 

Carcinogenicity 
logKow 

Carcinogenicity I 
(ISSCAN) -

Tarqet chemical - 2.16 

Cat. member No. 1 Negative (4) 2.56 

Cat. member No. 2 
Positive (4) 

Equivocal (2) 1.67 

Cat member No. 3 
Negative 

Positive (2) 
Equivocal 

1.58 

Cat. member No. 4 Negative (4) 1.18 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Section 1 - Target chemical 

1.1. CAS number: 

106-94-5 

1.2. Other regulatory numbers: 

Not reported 

1.3. Chemical name(s): 

1-bromopropane 
propane, 1-bromo
n-propyl bromide 
lbromopropane 
npropyl bromide 

1.4. Structural formula: 

1.5. Structure codes: 

a. SMILES: 

CCCBr 

b. Input structure code (if different from SMILES): 

Not available 

c. Stereochemical features: 

Not provided by the user 

manually editable fie/a 
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1.6. Quality of structure identity (CAS/20 quality): 

High Quality 

Databases to which the targetchemical belongs are: 

Aquatic OASIS 
Bacterial mutagenicity ISSSlY 
Biodegradation NITE 
Developmental & Reproductive Toxicity (DART) 
ECHA CHEM 
ECOTOX 
Genotoxicity OASIS 
Micronucleus ISSMIC 
Phys-chem EPISUITE 
Rodent Inhalation Toxicity Database 

Section 2 - General information 

2.1. Date of report generation: 

22.07.2015 

2.2. Report author(s) and contact details: 

Not provided by the user 

Section 3 - Category definition and category members 

3.1. Category definition: 

a. Category hypothesis: 

Not provided by the user 

b. Applicability domain of the category: 

The applicability domain is defined by following scheme 

manually editable fie/a 

manually editable fie/a 

1) Referential boundary: 
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The target chemical should be classified as SN2 AND SN2 > > Alkylation by epoxide metabolically 
formed after E2 reaction AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 
> > Monohaloalkanes AND SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom AND 
SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes AND SN2 > > 
Nucleophilic substitution after carbenium ion formation AND SN2 > > Nucleophilic substitution after 
carbenium ion formation >> Monohaloalkanes by DNA alerts for AMES, MN and CA by OASIS v.1.3 

2) Parametric boundary: 

The target chemical should have a value of log Kow which is >= 1.18 

3) Parametric boundary: 

The target chemical should have a value of log Kow which is<= 2.56 

c. Endpoints covered: manually editable fie/a 

Not provided by the user 

d. Category members: 

The list of the category members is available in Appendix 1 

The category members shown with respect to the descriptor log Kow 

Read a<r<>•s pt<!<li<li<mof Summary carclno!lflnlclty, 

taki"!l lhe l>i~l mode from Ute Mares! 5 ne~hb<>urs, ba.sod on 18value• from 4 Mighbou<ehemic•io, 


Obs..-rv..-d UtQ.et valu<!: N/11, Pn>di<ted l"rget value; 'l'Dgali'le' (P"0.108) 


f'll•lr<<d-- ------+---- --*f-----<-0---j------+---+

f. - -~EqUlVocal· ~ --·----+------<IN----<>--- +-----+-----+- -------f------l 

J 
' 

Nogollvo ~~===::t===:::!-:l====!====i==='"!:'-:t:=-=-===::1:=====~-~-+ 
'® '® 

log Kow 

3.2. Category justification: manually editable fie/a 

Not provided by the user 

3.3. Data matrix: 

The data matrix is available in Appendix 2 

Section 4 - Prediction 

Q5AR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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4.1. Defined Endpoint (OECD Principle 1): 

a. Endpoint (e.g. Acute toxicity to fish): 

Summary carcinogenicity 

manually editable fie/a 

Materials & methods/ type ofmethod: 

In Vivo 

b. Dependent variable (e.g. LCSO): 

(Summary carcinogenicity) 

manually editable fie/a 

c. Units: 

Not provided by the user 

manually editable fie/a 

d. Duration: 

Not provided by the user 

manually editable fie/a 

e. Species: 

Rat 
Mouse 

manually editable fie/a 

4.2. Unambiguous algorithm (OECD Principle 2): 

a. Prediction approach: manually editable fie/a 

Read-across from category members 
Experimental values for the target chemical (if any) were not used in prediction calculations 

b. Calculation approach: 

Takes highest mode value from the 5 nearest neighbours 

c. Model name: 

Not applicable 

d. Model version: 

Not applicable 

e. Reference to QMRF: 

Not applicable 

f. Input for prediction (target chemical): 

SMILES 

g. Descriptor and endpoint values for target chemical (if applicable): 

Descriptor(s) 

log Kow 2.16 

Endpoint (dep. variable) 
Human Health Hazards; -

Carcinoqenicity 

h. Additional chemicals eliminations (not determined by domain): 

Not available 
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i. Additional data eliminations (not determined by domain): 

Not available 

j. Predicted value (model result): 

Negative 

k. Predicted value (comments): 

Not provided by the user 

4.3. Applicability domain (OECD Principle 3): 

The target chemical FALLS within applicability domain 

(see Section 3.1.b for detailed description of the domain) 


manually editable fie/a 

4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fie/a 

The prediction is based on 18 neighbours' values, 9 of them equal to prediction. 

Prediction confidence is measured by the p-value =0.108 (no confidence) 


4.5. Chemical and biological mechanisms (OECD Principle 5): 

Profiling results for the target substance: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 
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SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 >> Nucleophilic substitution at sp3 carbon atom >>Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer {original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

Comments: 

Not provided by the user manua/fy editable fie/a 
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Section 5 - Adequacy 

5.1. Regulatory purpose: 

Not provided by the user 

manually editable fie/a 

5.2. Approach for regulatory interpretation of the model result: 

Not provided by the user 

manually editable fie/a 

5.3. Outcome: 

Not provided by the user 

manually editable fielo 

5.4. Conclusion: 

Not provided by the user 

manually editable tie/a 
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Appendix 1 - Category members 

QSAR Toolbox prediction based on read-across 


Prediction of Summary carcinogenicity for 1-bromopropane 


APPENDIX 1 - Category members 


The 4 category members are reported in more detail 


1. cat. memberNo.:l: 

1.1. 	CAS number: 

109-69-3 

1.2. 	Other regulatory numbers: 

Not reported 

1.3. 	Chemical name(s): 

1-chlorobutane, 

1-chlorobutane 

butane, 1-chloro

n-butyl chloride 

butyl chloride, n

1.4. 	Structural formula: 

SMILES 


CCCCCI 


~CH3 

Cl 

used for read-across 
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Appendix 1 - Category members 

1.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 


SN2 > > SN2 at an sp3 Carbon atom 


SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 


No superfragment 


Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 


Neutral Organics 


2. Cat. member No.2: 

2.1. 	CAS number: 

74-96-4 

2.2. 	Other regulatory numbers: 

Not reported 

2.3. Chemical name(s): 

bromoethane 

ethane, bromo

bromoethane( ethyl bromide) 

ethyl bromide 


2.4. 	Structural formula: 

SMILES 


CCBr 


;--CH3 
Br 

used for read-across 
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Appendix 1 - Category members 

2.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 


SN2 > > SN2 at an sp3 Carbon atom 


SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 


Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

3. Cat. memberNo.3: 

3.1. 	CAS number: 

75-00-3 

3.2. 	Other regulatory numbers: 

Not reported 

3.3. Chemical name(s): 

chloroethane 

ethyl chloride 

ethane, chloro

3.4. 	Structural formula: 

SMILES 


CCCI 


;--CH3 
Cl 

used for read-across 
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Appendix 1 - Category members 

3.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 
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Appendix 1 - category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

4. Cat. member No.4: 

4.1. CAS number: 

74-83-9 

4.2. 	Other regulatory numbers: 

Not reported 

4.3. Chemical name(s): 

methyl bromide 

methane, bromo
bromomethane 

bromomethane(methyl bromide iso) 

methyl bromide [bsi:iso] 

methane, bromo-"'"' 


4.4. 	Structural formula: 

SMILES 


CBr 


H3C"
Br 

used for read-across 
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Appendix 1 - Category members 

4.5. Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 >> Nucleophilic substitution after carbenium ion formation>> Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS v1.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 
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Appendix 2 - Data matrix 

QSAR Toolbox prediction based on read-across 


Prediction of Summary carcinogenicity for 1-bromopropane 


APPENDIX 2 - Data matrix 


OMITTED BY THE USER 
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Appendices 3, 4, 5, 6 - QMRF 

OSAR Toolbox Prediction based on read-across 


Prediction of Summary carcinogenicity for 1-bromopropane 


APPENDIX 3 - QMRF 


APPENDIX 4 - QMRF, training set chemicals 


APPENDIX 5 - QMRF, test set chemicals 


APPENDIX 6 - Additional information from (Q)SAR 


NOT APPLICABLE 
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Appendix 7 - Chemical components 

OSAR Toolbox prediction based on read-across 


Prediction of Summary carcinogenicity for 1-bromopropane 


APPENDIX 7 - Chemical components 


NOT APPLICABLE 
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QSAR Toolbox prediction for single chemical 

The template ofthe current report is based on "GUIDANCE DOCUMENT ON THE 
VAUDA7ION OF (QUAN7ITA7IVE) 5TRUCTURE-AC7IVITY RELA7IONSHIPS MODELS" 
published by OECD (September, 2007) and "GUIDANCE ON INFORMA7ION 

REQUIREMENTS AND CHEMICAL SAFE7Y ASSESSMENT/ CHAPTER R.6: QSARS AND 
GROUPING OF CHEMICALS" published by ECHA (May, 2008). 

The report provides information about the target substance, chemical characteristics 
used for the grouping, the resulting boundaries of the group ofchemicals (applicability 
domain), the type ofdata gap filling approach that was applied (read-across, trend 
analysis or QSAR models), the predicted result(s) and in the Annex information about 
the category members or training set and test set chemicals. 

The chemicals are ordered by the distance to the target substance within the 
descriptors space. Only chemicals with experimental data are listed as category 
members. 

Depending on the settings selected by the user, detailed information (incl. 2D image 
and profiling results) is provided for some chemicals while more limited information 
(CA.5; name, SMILES) is provided for others. 

Ifnot otherwise specified, the experimental values are reported in bold, recalculated 
experimental values are reported in bold & italic and calculated values are reported in 
regular font 
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QSAR Toolbox prediction based on read-across 

Prediction of Chromosome aberration for 2-bromopropane 

Summarv 

Toxicity of the target chemical (Positive) is predicted from category members using read-across based on 2 
values (Positive xl, Inconclusive xl) from 2 nearest neighbours compared by prediction descriptors. Category 
members are single chemicals or mixtures and are selected based on the profile of the target chemical. Only 
chemicals having experimental data are listed in the category. 

The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 

The data used for calculating the current prediction is taken from 2 experimental values selected from the 
following database(s): 

1. Micronucleus ISSMIC 

Below is a summary table for endpoint & descriptor values for the target chemical and the category 
members. 
Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
values based on experimental data only are presented in bold and italic font. 

Descriptor{s}EndPOint(sJ 

Human Health 

Hazards; Genetic 
 log Kow 

Toxicity 

-Micronucleus II 

Taroet chemical 2.08-
Cat. member No. 1 Inconclusive 2.16 

Cat. member No. 2 Positive 1.18 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Section 1 - Taraet chemical 

1.1. 	CAS number: 

75-26-3 

1.2. 	Other regulatory numbers: 

Not reported 

1.3. Chemical name(s}: 

2-bromopropane 

iso-propyl bromide 

propane, 2-bromo
2bromopropane 

isopropyl bromide 


1.4. 	Structural formula: 

1.5. 	Structure codes: 

a. 	SMILES: 


CC(C)Br 


b. 	Input structure code (if different from SMILES}: 

Not available 

c. 	Stereochemical features: 


Not provided by the user 


manually editable fie/a 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
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1.6. Quality of structure identity (CAS/20 quality): 

High Quality 

Databases to which the target chemical belongs are: 

Aquatic Japan MoE 
Bacterial mutagenicity ISSSTY 
Biodegradation NITE 
Developmental & Reproductive Toxicity (DART) 
ECHA CHEM 
Eye Irritation ECETOC 
Genotoxicity OASIS 
Phys-chem EPISUITE 
Rodent Inhalation Toxicity Database 
Skin !irritation 

Section 2 - General information 

2.1. Date of report generation: 

03.08.2015 

2.2. Report author(s) and contact details: 

Not provided by the user 

Section 3 - Category definition and category members 

3.1. Category definition: 

a. Category hypothesis: 

Not provided by the user 

b. Applicability domain of the category: 

The applicability domain is defined by following scheme 

manually editable fie/a 

manually editable fie/a 

1) Referential boundary: 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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The target chemical should be classified as SN2 AND SN2 > > Alkylation by epoxide metabolically 
formed after E2 reaction AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 
>> Monohaloalkanes AND SN2 >> Alkylation, nucleophilic substitution at sp3-carbon atom AND 
SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes AND SN2 > > 
Nucleophilic substitution after carbenium ion formation AND SN2 >> Nucleophilic substitution after 
carbenium ion formation >> Monohaloalkanes by DNA alerts for AMES, MN and CA by OASIS v.1.3 

2) Parametric boundary: 

The target chemical should have a value of log Kow which is >= 1.18 

3) Parametric boundary: 

The target chemical should have a value of log Kow which is < = 2.16 

c. Endpoints covered: 	 manually editable fie/a 

Not provided by the user 

d. 	Category members: 

The list of the category members is available in Aooendix 1 

The category members shown with respect to the descriptor log Kow 

Read • cross predict ion ofChromosome aberration, 
talidn9 t he highest mode ftom the ne•r«st 5 neighbours, b.ned on 2 ·n kMs from 2 n.tghbour chemk:.llts, 

ObM.rved ta f9t;t vaiu.: N/A, Pre dkte d tu1 et value: 'Pothiv•' (p• 0.4l 8) 

R>s•rve---  - --	--·-- - - - - f-  - --· - 

i Eq11o1oca.I - -- f---- - - _ __..,_ ----t---·-  --~-1--------

Nevatrve l---+----1---+----+---l----+---+----+---+··- -+--

hconcUsive-t--+----1-- - - 1----1---t----+-- -+- --~- --t-----  _ ..__ 

j 
~ 
~ 
l 
i 
~ 

1 20 1 30 1 <0 1 50 160 170 I 80 200 210 
logl<DW "'' 

3.2. Category justification: manually editable fie/a 

Not provided by the user 

3.3. Data matrix: 

The data matrix is available in Appendix 2 

Section 4 - Prediction 
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4.1. Defined Endpoint (OECD Principle 1): 

a. Endpoint (e.g. Acute toxicity to fish): manually editable fie/a 

Chromosome aberration 

Materials & methods/ type ofmethod: 

In Vivo 

Test chemical/ test type: 

micronucleus assay 

b. Dependent variable (e.g. LCSO): manually editable fie/a 

(Chromosome aberration) 

c. Units: manually editable fie/a 

Not provided by the user 

d. Duration: manually editable fie/a 

Not provided by the user 

e. Species: manually editable fie/a 

Mouse 

4.2. Unambiguous algorithm (OECD Principle 2): 

a. Prediction approach: manually editable fie/a 

Read-across from category members 
Experimental values for the target chemical (if any) were not used in prediction calculations 

b. Calculation approach: 

Takes highest mode value from the 5 nearest neighbours 

c. Model name: 

Not applicable 

d. Model version: 

Not applicable 

e. Reference to QMRF: 

Not applicable 

f. Input for prediction (target chemical): 

SMILES 

g. Descriptor and endpoint values for target chemical (if applicable): 

Descriptor( s) 

log Kow 2.08 

Endpoint {dep. variable) 
Human Health Hazards; Genetic 

Toxicity 
-

Q5AR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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h. Additional chemicals eliminations (not determined by domain): 

Not available 

i. Additional data eliminations (not determined by domain): 

Not available 

j. Predicted value (model result): 

Positive 

k. Predicted value (comments): 

Not provided by the user 

4.3. Applicability domain (OECD Principle 3): 

The target chemical FALLS within applicability domain 

(see Section 3.1.b for detailed description of the domain) 


manually editable fie/a 

4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fie/a 

The prediction is based on 2 neighbours' values, 1 of them equal to prediction. 

Prediction confidence is measured by the p-value =0.438 (no confidence) 


4.5. Chemical and biological mechanisms (OECD Principle 5): 

Profiling results for the target substance: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 >> Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
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DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 

SN2 > > Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 
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Comments: 

Not provided by the user manually editable fie/a 

Section 5 - Adequacy 

5.1. Regulatory purpose: 

Not provided by the user 

manually editable fie/a 

5.2. Approach for regulatory interpretation of the model result: 

Not provided by the user 

manually editable fie/a 

5.3. Outcome: 

Not provided by the user 

manually editable fie/a 

5.4. Conclusion: 

Not provided by the user 

manually editable fie/a 
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Appendix 1 - Categorymembers 

QSAR Toolbox prediction based on read-across 

Prediction of Chromosome aberration for 2-bromopropane 

APPENDIX 1 - Category members 

The 2 category members are reported in more detail 

1. Cat. memberNo.1: 	 used for read-across 

1.1. 	CAS number: 

106-94-5 

1.2. 	Other regulatory numbers: 

Not reported 

1.3. 	Chemical name(s): 

1-bromopropane 

propane, 1-bromo

n-propyl bromide 

lbromopropane 

npropyl bromide 


1 .4. 	Structural formula: 

SMILES 

CCCBr 
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Appendix 1 - Category members 

1.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 


SN2 > > Nucleophilic substitution at sp3 carbon atom 


SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 


Protein binding by OECD 

SN2 


SN2 > > SN2 reaction at sp3 carbon atom 


SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 


Protein binding potency 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
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Appendix 1 - Category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

2. Cat. member No.2: 

2.1. 	CAS number: 

74-83-9 

2.2. 	Other regulatory numbers: 

Not reported 

2.3. Chemical name(s): 

methyl bromide 

methane, bromo
bromomethane 

bromomethane(methyl bromide iso) 

methyl bromide [bsi:iso] 

methane, bromo-""" 


2.4. 	Structural formula: 

SMILES 


CBr 


H3C""
Br 

used for read-across 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
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Appendix 1 - category members 

2.5. 	Profiling results: 

DNA binding by OASIS v.1.3 

SN2 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction 

SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom 

SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes 

SN2 > > Nucleophilic substitution after carbenium ion formation 

SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 

DNA binding by OECD 

SN2 

SN2 > > SN2 at an sp3 Carbon atom 

SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

Estrogen Receptor Binding 

Non binder, non cyclic structure 

OECD HPV Chemical Categories 

Not categorized 

Protein binding by OASIS vl.3 

SN2 

SN2 >> Nucleophilic substitution at sp3 carbon atom 

SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 

Protein binding by OECD 

SN2 

SN2 > > SN2 reaction at sp3 carbon atom 

SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 

Protein binding potency 

QSAR Toolbox 3.3.0.152 	 TPRF v.3.3.1.33005 
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Appendix 1 - category members 

Not possible to classify according to these rules (GSH) 

Superfragments 

No superfragment 

Toxic hazard classification by Cramer (extension) 

High (Class III) 

Toxic hazard classification by Cramer (original) 

High (Class III) 

US-EPA New Chemical Categories 

Neutral Organics 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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Appendix 2 - Data matrix 

QSAR Toolbox prediction based on read-across 


Prediction of Chromosome aberration for 2-bromopropane 


APPENDIX 2 - Data matrix 


OMITTED BY THE USER 

QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
f"'l-.f. ... h .......................:,.. ..... ., 0 ? f? 1 "') 























	Structure Bookmarks
	QSAR Toolbox prediction for single chemical 
	QSAR Toolbox prediction for single chemical 
	The template ofthe current report is based on "GUIDANCE DOCUMENT ON THE VAUDA7ION OF (QUAN7ITA7IVE) STRUC7VRE-AC7IVITY RELA7IONSHIPS MODELS" published by OECD (September, 2007) and "GUIDANCE ON INFORMA ?ION REQUIREMENTS AND CHEMICAL SAFE7Y ASSESSMENT/ CHAPTER R.6: QSARS AND GROUPING OF CHEMICALS" published by ECHA (May, 2008). 
	The report provides information about the target substance, chemical characteristics used for the grouping, the resulting boundaries ofthe group ofchemicals (applicability domain}, the type ofdata gap filling approach that was applied (read-across, trend analysis or QSAR models}, the predicted result(s) and in the Annex information about the category members or training set and testset chemicals. 
	The chemicals are ordered by the distance to the target substance within the descriptors space. Only chemicals with experimental data are listed as category members. 
	Depending on the settings selected by the user, detailed information (incl. 2D image andprofiling results) is provided for some chemicals while more limited information (CAS, name, SMILES) is provided for others. 
	Ifnot otherwise specified, the experimental values are reported in bold, recalculated experimental values are reported in bold & italic and calculated values are reported in regular font. 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	rltUl\..UUll UI .::iu111111a1y \.,01\..lllU~'Clll\..llY IUI ,-UIUlllU!JIU!JOllC L/ LL 
	Table of content .
	Table of content .
	Table of content .

	Summary 
	Summary 
	3 .

	1. 
	1. 
	Target substance 

	1.1. 
	1.1. 
	CAS number 
	4 .

	1.2. 
	1.2. 
	Other regulatory numbers 
	4 .

	1.3. 
	1.3. 
	Chemical name(s) 
	4 .

	1.4. 
	1.4. 
	Structural formula 
	4 .

	1.5. 
	1.5. 
	Structure codes 
	4 .

	1.6. 
	1.6. 
	Quality of structure identity (CAS/2D quality) 
	5 .

	2. 
	2. 
	General information 

	2.1. 
	2.1. 
	Date of report generation 
	5 .

	2.2. 
	2.2. 
	Report author(s) and contact details 
	5 .

	3. 
	3. 
	Category definition 

	3.1. 
	3.1. 
	Category definition 
	5 .

	3.2. 
	3.2. 
	Category justification 
	6 .

	3.3. 
	3.3. 
	Data matrix 
	6 .

	4. 
	4. 
	Prediction 

	4.1. 
	4.1. 
	Defined endpoint (OECD Principle 1) 
	7 .

	4.2. 
	4.2. 
	Unambiguous algorithm (OECD Principle 2) 
	7 .

	4.3. 
	4.3. 
	Applicability domain (OECD Principle 3) 
	8 .

	4.4. 
	4.4. 
	Uncertainty of the prediction (OECD Principle 4) 
	8 .

	4.5. 
	4.5. 
	Chemical and biological mechanisms (OECD Principle 5) 
	8 .

	5.Adequacy 
	5.Adequacy 

	5.1. 
	5.1. 
	Regulatory purpose 
	10 .

	5.2. 
	5.2. 
	Approach for regulatory interpretation of the model result 
	10 .

	5.3. 
	5.3. 
	Outcome 
	10 .

	5.4. 
	5.4. 
	Conclusion 
	10 .

	Appendix 1 Category members 
	Appendix 1 Category members 
	11 .

	Appendix2 
	Appendix2 
	Data matrix 
	20 .

	Appendix 3 -QMRF 
	Appendix 3 -QMRF 
	21 .

	Appendix 4 -QMRF, training set 
	Appendix 4 -QMRF, training set 
	21 .

	Appendix 5 -QMRF, test set 
	Appendix 5 -QMRF, test set 
	21 .

	Appendix6 Additional information from QSAR 
	Appendix6 Additional information from QSAR 
	21 .

	Appendix 7 -Chemical components 
	Appendix 7 -Chemical components 
	22 .

	Summary 
	Summary 
	3 .

	1. 
	1. 
	Target substance 

	1.1. 
	1.1. 
	CAS number 
	5 .

	1.2. 
	1.2. 
	Other regulatory numbers 
	5 .

	1.3. 
	1.3. 
	Chemical name(s) 
	5 .

	1.4. 
	1.4. 
	Structural formula 
	5 .

	1.5. 
	1.5. 
	Structure codes 
	5 .

	1.6. 
	1.6. 
	Quality of structure identity (CAS/2D quality) 
	6 .

	2. 
	2. 
	General information 

	2.1. 
	2.1. 
	Date of report generation 
	6 .

	2.2. 
	2.2. 
	Report author(s) and contact details 
	6 .

	3. 
	3. 
	Category definition 

	3.1. 
	3.1. 
	Category definition 
	6 .

	3.2. 
	3.2. 
	Category justification 
	8 .

	3.3. 
	3.3. 
	Data matrix 
	8 .

	4. 
	4. 
	Prediction 

	4.1. 
	4.1. 
	Defined endpoint (OECD Principle 1) 
	8 .

	4.2. 
	4.2. 
	Unambiguous algorithm (OECD Principle 2) 
	9 .

	4.3. 
	4.3. 
	Applicability domain (OECD Principle 3) 
	9 .

	4.4. 
	4.4. 
	Uncertainty of the prediction (OECD Principle 4) 
	10 .

	4.5. 
	4.5. 
	Chemical and biological mechanisms (OECD Principle 5) 
	10 .

	s. 
	s. 
	Adequacy 

	5.1. 
	5.1. 
	Regulatory purpose 
	12 .

	5.2. 
	5.2. 
	Approach for regulatory interpretation of the model result 
	12 .

	5.3. 
	5.3. 
	Outcome 
	12 .

	5 .4. Conclusion 
	5 .4. Conclusion 
	12 .

	Appendix 1 .Appendix2 .Data matrix 
	Appendix 1 .Appendix2 .Data matrix 
	35 .
	36 .
	36 .
	36 .
	36 .
	37 .

	Appendix3 .QMRF 
	Appendix3 .QMRF 

	Appendix4 .QMRF, training set 
	Appendix4 .QMRF, training set 

	AppendixS .QMRF, test set 
	AppendixS .QMRF, test set 

	Appendix 6 .-Additional information from QSAR 
	Appendix 6 .-Additional information from QSAR 

	Appendix 7 .-Chemical components 
	Appendix 7 .-Chemical components 

	Category members 
	Category members 
	13 .

	Summary 
	Summary 
	3 .

	1. 
	1. 
	Target substance 

	1.1. 
	1.1. 
	CAS number 
	4 .

	1.2. 
	1.2. 
	Other regulatory numbers 
	4 .

	1.3. 
	1.3. 
	Chemical name(s) 
	4 .

	1.4. 
	1.4. 
	Structural formula 
	4 .

	1.5. 
	1.5. 
	Structure codes 
	4 .

	1.6. 
	1.6. 
	Quality of structure identity (CAS/2D quality) 
	5 .

	2. 
	2. 
	General information 

	2.1. 
	2.1. 
	Date of report generation 
	5 .

	2.2. 
	2.2. 
	Report author(s) and contact details 
	5 .

	3. 
	3. 
	Category definition 

	3.1. 
	3.1. 
	category definition 
	5 .

	3.2. 
	3.2. 
	Category justification 
	6 .

	3.3. 
	3.3. 
	Data matrix 
	6 .

	4. 
	4. 
	Prediction 

	4.1. 
	4.1. 
	Defined endpoint (OECD Principle 1) 
	7 .

	4.2. 
	4.2. 
	Unambiguous algorithm (OECD Principle 2) 
	7 .

	4.3. 
	4.3. 
	Applicability domain (OECD Principle 3) 
	8 .

	4.4. 
	4.4. 
	Uncertainty of the prediction (OECD Principle 4) 
	8 .

	4.5. 
	4.5. 
	Chemical and biological mechanisms (OECD Principle 5) 
	8 .

	5. 
	5. 
	Adequacy 

	5.1. 
	5.1. 
	Regulatory purpose 
	10 .

	5.2. 
	5.2. 
	Approach for regulatory interpretation of the model result 
	10 .

	5.3. 
	5.3. 
	Outcome 
	10 .

	5.4. 
	5.4. 
	Conclusion 
	10 .

	Appendix 1 category members 
	Appendix 1 category members 
	11 .

	Appendix 2 -Data matrix 
	Appendix 2 -Data matrix 
	16 .

	Appendix 3 -QMRF 
	Appendix 3 -QMRF 
	17 .

	Appendix 4 -QMRF, training set 
	Appendix 4 -QMRF, training set 
	17 .

	Appendix 5 -QMRF, test set 
	Appendix 5 -QMRF, test set 
	17 .

	Appendix6 
	Appendix6 
	Additional information from QSAR 
	17 .

	Appendix 7 Chemical components 
	Appendix 7 Chemical components 
	18 .

	Summary 
	Summary 
	3 .

	1. 
	1. 
	Target substance 

	1.1. 
	1.1. 
	CAS number 
	4 .

	1.2. 
	1.2. 
	Other regulatory numbers 
	4 .

	1.3. 
	1.3. 
	Chemical name(s) 
	4 .

	1.4. 
	1.4. 
	Structural formula 
	4 .

	1.5. 
	1.5. 
	Structure codes 
	4 .

	1.6. 
	1.6. 
	Quality of structure identity (CAS/2D quality) 
	5 .

	2. 
	2. 
	General information 

	2.1. 
	2.1. 
	Date of report generation 
	5 .

	2.2. 
	2.2. 
	Report author(s) and contact details 
	5 .

	3. 
	3. 
	Category definition 

	3.1. 
	3.1. 
	Category definition 
	5 .

	3.2. 
	3.2. 
	Category justification 
	6 .

	3.3. 
	3.3. 
	Data matrix 
	6 .

	4. 
	4. 
	Prediction 

	4.1. 
	4.1. 
	Defined endpoint (OECD Principle 1) 
	7 .

	4.2. 
	4.2. 
	Unambiguous algorithm (OECD Principle 2) 
	7 .

	4.3. 
	4.3. 
	Applicability domain (OECD Principle 3) 
	8 .

	4.4. 
	4.4. 
	Uncertainty of the prediction (OECD Principle 4) 
	8 .

	4.5. 
	4.5. 
	Chemical and biological mechanisms (OECD Principle 5) 
	8 .

	5.Adequacy 
	5.Adequacy 

	5.1. 
	5.1. 
	Regulatory purpose 
	10 .

	5.2. 
	5.2. 
	Approach for regulatory interpretation of the model result 
	10 .

	5.3. 
	5.3. 
	Outcome 
	10 .

	5.4. 
	5.4. 
	Conclusion 
	10 .

	Appendix 1 -category members 
	Appendix 1 -category members 
	11 .

	Appendix 2 -Data matrix 
	Appendix 2 -Data matrix 
	20 .

	Appendix 3 -QMRF 
	Appendix 3 -QMRF 
	21 .

	Appendix 4 -QMRF, training set 
	Appendix 4 -QMRF, training set 
	21 .

	Appendix 5 QMRF, test set 
	Appendix 5 QMRF, test set 
	21 .

	Appendix6 Additional information from Q5AR 
	Appendix6 Additional information from Q5AR 
	21 .

	Appendix7 Chemical components 
	Appendix7 Chemical components 
	22 .

	Summary 
	Summary 
	3 .

	1. 
	1. 
	Target substance 

	1.1. 
	1.1. 
	CAS number 
	4 .

	1.2. 
	1.2. 
	Other regulatory numbers 
	4 .

	1.3. 
	1.3. 
	Chemical name(s) 
	4 .

	1.4. 
	1.4. 
	Structural formula 
	4 .

	1.5. 
	1.5. 
	Structure codes 
	4 .

	1.6. 
	1.6. 
	Quality of structure identity (CAS/2D quality) 
	5 .

	2. 
	2. 
	General information 

	2.1. 
	2.1. 
	Date of report generation 
	5 .

	2.2. 
	2.2. 
	Report author(s) and contact details 
	5 .

	3. 
	3. 
	Category definition 

	3.1. 
	3.1. 
	Category definition 
	5 .

	3.2. 
	3.2. 
	category justification 
	6 .

	3.3. 
	3.3. 
	Data matrix 
	6 .

	4. 
	4. 
	Prediction 

	4.1. 
	4.1. 
	Defined endpoint (OECD Principle 1) 
	7 .

	4.2. 
	4.2. 
	Unambiguous algorithm (OECD Principle 2) 
	7 .

	4.3. 
	4.3. 
	Applicability domain (OECD Principle 3) 
	8 .

	4.4. 
	4.4. 
	Uncertainty of the prediction (OECD Principle 4) 
	8 .

	4.5. 
	4.5. 
	Chemical and biological mechanisms (OECD Principle 5) 
	8 .

	5.Adequacy 
	5.Adequacy 

	5.1. 
	5.1. 
	Regulatory purpose 
	10 .

	5.2. 
	5.2. 
	Approach for regulatory interpretation of the model result 
	10 .

	5 .3. Outcome 
	5 .3. Outcome 
	10 .

	5 .4. Conclusion 
	5 .4. Conclusion 
	10 .

	Appendix 1 -category members 
	Appendix 1 -category members 
	11 .

	Appendix 2 Data matrix 
	Appendix 2 Data matrix 
	16 .

	Appendix 3 QMRF 
	Appendix 3 QMRF 
	17 .

	Appendix 4 -QMRF, training set 
	Appendix 4 -QMRF, training set 
	17 .

	Appendix 5 QMRF, test set 
	Appendix 5 QMRF, test set 
	17 .

	Appendix6 Additional information from QSAR 
	Appendix6 Additional information from QSAR 
	17 .

	Appendix7 Chemical components 
	Appendix7 Chemical components 
	18 .



	QSAR Toolbox prediction based on read-across 
	QSAR Toolbox prediction based on read-across 
	Prediction of Summary carcinogenicity for 2-bromopropane 
	Summarv 
	Summarv 
	Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 18 values (Positive x6, Equivocal x3, Negative x9) from 4 nearest neighbours compared by prediction descriptors. Category members are single chemicals or mixtures and are selected based on the profile of the target chemical. Only chemicals having experimental data are listed in the category. 
	The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 
	The data used for calculating the current prediction is taken from 18 experimental values selected from the following database(s): 
	1. 
	1. 
	1. 
	Carcinogenic Potency Database (CPDB) 

	2. 
	2. 
	Carcinogenicity&mutagenicity ISSCAN 


	Below is a summary table for endpoint & descriptor values for the target chemical and the category 
	members. 
	Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
	required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
	values based on experimental data only are presented in bold and italic font. 
	Table
	TR
	Endpoint{s) Human Health Hazards; Carcinogenicity Carcinogenicity I (ISSCAN) 
	Oescri11tor{s) Jog Kow -

	Tarqet chemical 
	Tarqet chemical 
	-
	2.08 

	Cat. member No. 1 
	Cat. member No. 1 
	Positive (4) Equivocal (2) 
	1.67 

	Cat. member No. 2 
	Cat. member No. 2 
	Negative { 4 J 
	2.56 

	Cat member No. 3 
	Cat member No. 3 
	Negative Positive (2) Equivocal 
	1.58 

	Cat member No. 4 
	Cat member No. 4 
	Negative (4) 
	1.18 


	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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	Section 1 -Target chemical 
	1.1. .CAS number: 75-26-3 
	1.2. .other regulatory numbers: Not reported 
	1.3. Chemical name{s): 
	1.3. Chemical name{s): 
	2-bromopropane .iso-propyl bromide .propane, 2-bromo2bromopropane .isopropyl bromide .
	1.4. .Structural formula: 
	Figure
	1.5. .Structure codes: 
	1.5. .Structure codes: 
	a. .
	a. .
	a. .
	SMILES: .CC(C)Br .

	b. .
	b. .
	Input structure code {if different from SMILES): Not available 

	c. .
	c. .
	Stereochemical features: .Not provided by the user .


	manually editable fie/a 


	1.6. Quality of structure identity (CAS/20 quality): 
	1.6. Quality of structure identity (CAS/20 quality): 
	High Quality 
	Databases to which the target chemical belongs are: 
	Aquatic Japan MoE 
	Bacterial mutagenicity ISSSTY 
	Biodegradation NITE 
	Developmental & Reproductive Toxicity (DART) 
	ECHA CHEM 
	Eye Irritation ECETOC 
	Genotoxicity OASIS 
	Phys-chem EPISUITE 
	Rodent Inhalation Toxicity Database 
	Skin !irritation 


	Section 2 -General information 
	Section 2 -General information 
	2.1. Date of report generation: 
	2.1. Date of report generation: 
	23.07.2015 
	2.2. Report author(s) and contact details: 
	2.2. Report author(s) and contact details: 
	Not provided by the user 



	Section 3 -Category definition and category members 
	Section 3 -Category definition and category members 
	3.1. Category definition: 
	3.1. Category definition: 
	a. Category hypothesis: 
	Not provided by the user 
	b. Applicability domain of the category: 
	The applicability domain is defined by following scheme 
	manually editable fie/a 
	manually editable fie/a 



	0 D D .
	0 D D .
	Figure
	1) Referential boundary: 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	The target chemical should be classified as SN2 AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes AND SN2 >> Alkylation, nucleophilic substitution at sp3-carbon atom AND SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes AND SN2 > > Nucleophilic substitution after carbenium ion formation AND SN2 >> Nucleophilic substitution after carbenium ion formation >> Mon
	2) Parametric boundary: 
	The target chemical should have a value of log Kow which is > = 1.18 
	3) Parametric boundary: 
	The target chemical should have a value of log Kow which is < = 2.56 
	c. Endpoints covered: .manually editable fie/a 
	Not provided by the user 
	d. .Category members: The list of the category members is available in Appendix 1 
	The category members shown with respect to the descriptor log Kow 
	Read •cross predk tk»n ofSUmmary e11rclnogenkfty, .taking ttM hlghH t mode from th. neare1tS neighbours, b.-d on l8value1 from 4 neighbour chemic.a•, .Obterved tar'9•t vabt: NIA, Pr.di<t<ed target val!Je: 'Hegati"le' (p• 0.108) .
	Jbs'Ne 1---t---·--+--··-----i----t-----t----·-C--
	i 
	l! 
	l! 
	~ 

	;. 
	gequWoc•H--f------t----•--+------+-----+--------! 
	t! 3 
	~ 
	j 

	Negalive 
	=
	: 
	L--4-----4-----.+-----+----+----+----+----~ 
	1.20 .1.60 1.80 200 220 2 40 200
	'-'"' 
	log Kow 
	3.2. .Category justification: manually editable fie/a Not provided by the user 
	3.3. .Data matrix: The data matrix is available in Appendix 2 
	Section 4 -Prediction 
	4.1. D
	4.1. D
	4.1. D
	efined Endpoint {OECD Principle 1): 

	a. M
	a. M
	Endpoint (e.g. Acute toxicity to fish}: Summary carcinogenicity aterials & methods/ type ofmethod: In Vivo 
	manually editable fie/a 

	b. 
	b. 
	Dependent variable {e.g. LCSO}: (Summary carcinogenicity) 
	manually editable fie/a 

	c. 
	c. 
	Units: 
	manually editable fie/a 

	TR
	Not provided by the user 

	d. 
	d. 
	Duration: Not provided by the user 
	manually editable tie/a 

	e. 
	e. 
	Species: Rat Mouse 
	manually editable fie/a 


	4.2. Unambiguous algorithm {OECD Principle 2): 
	4.2. Unambiguous algorithm {OECD Principle 2): 
	a. Prediction approach: manually editable tie/a 
	Read-across from category members Experimental values for the target chemical (if any) were not used in prediction calculations 
	b. Calculation approach: 
	Takes highest mode value from the 5 nearest neighbours 
	c. Model name: 
	Not applicable 
	d. Model version: 
	Not applicable 
	e. Reference to QMRF: 
	Not applicable 
	f. 
	f. 
	f. 
	Input for prediction (target chemical}: 

	g. 
	g. 
	Descriptor and endpoint values for target chemical {if applicable}: 

	h. 
	h. 
	Additional chemicals eliminations (not determined by domain}: 


	SMILES 
	Descriptor(s} log Kow 
	Descriptor(s} log Kow 
	Descriptor(s} log Kow 
	2.08 

	Endpoint {dep. variable) 
	Endpoint {dep. variable) 

	Human Health Hazards; 
	Human Health Hazards; 
	-

	carcinogenicity 
	carcinogenicity 


	Not available 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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	i. Additional data eliminations (not determined by domain): 
	Not available 
	j. Predicted value (model result): 
	Negative 
	k. Predicted value (comments): 
	Not provided by the user 
	4.3. Applicability domain (OECD Principle 3): 
	4.3. Applicability domain (OECD Principle 3): 
	The target chemical FALLS within applicability domain .(see Section 3.1.b for detailed description of the domain) .
	manually editable fie/a 
	Figure
	4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fie/a 
	4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fie/a 
	The prediction is based on 18 neighbours' values, 9 of them equal to prediction. .Prediction confidence is measured by the p-value = 0.108 (no confidence) .
	4.5. Chemical and biological mechanisms (OECD Principle 5): 
	4.5. Chemical and biological mechanisms (OECD Principle 5): 
	Profiling results for the targetsubstance: 
	Profiling results for the targetsubstance: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 >> Alkylation by epoxide metabolically formed after E2 reaction >> Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation >> Monohaloalkanes 
	DNA binding by OECD 
	SN2 
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	SN2 > > SN2 at an sp3 carbon atom 
	SN2 > > SN2 at an sp3 carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 
	SN2 > > Nucleophilic substitution at sp3 carbon atom 
	SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	SN2 
	SN2 > > SN2 reaction at sp3 carbon atom 
	SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	Comments: 
	Not provided by the user manually editable fie/a 
	QSAR Toolbox 3.3.0.152 TPRF v .3.3.1.33005 
	r1cu11••uv1 I VJ .:>UtlltllOI y '-'OI '-'11IV~l:l11'-'lt.f IVI £.-lJIVlllV~IUJ.101 II:: J.V I .!..£. 
	Section 5 
	Section 5 
	Section 5 
	-Adequacv 

	5.1. Regulatory purpose: Not provided by the user 
	5.1. Regulatory purpose: Not provided by the user 
	manually editable fie/a 

	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	manually editable tie/a 

	5.3. Outcome: Not provided by the user 
	5.3. Outcome: Not provided by the user 
	manually editable tie/a 

	5.4. Conclusion: Not provided by the user 
	5.4. Conclusion: Not provided by the user 
	manually editable fie/a 


	QSAR Toolbox prediction based on read-across .Prediction of Summary carcinogenicity for 2-bromopropane .APPENDIX 1 -Category members .
	The 4 category members are reported in more detail 
	1. Cat. member No.1: 
	1.1. .CAS number: 74-96-4 
	1.2. .Other regulatory numbers: Not reported 

	1.3. .Chemical name(s): 
	1.3. .Chemical name(s): 
	bromoethane ethane, bromobromoethane( ethyl bromide) ethyl bromide 
	1.4. .Structural formula: 
	1.4. .Structural formula: 
	SMILES 
	CCBr 






	;--CH3 
	;--CH3 
	Br 
	used for read-across 
	1.5. Profiling results: 
	1.5. Profiling results: 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	rlt::UIL.llUll VI vu111111a1y \...01\.lllUl::ft::lllL.n..y IUI £..-UIVl11Vf.11Vf.1011t::: 
	Appendix 1 -Category members 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	f"\....f.....h ....,....... ............. ;,... .... ':> 0 '> /':> 1 '") .
	Superfragments No superfragment Toxic hazard classification by Cramer (extension) High (Class III) Toxic hazard classification by Cramer (original) High (Class III) US-EPA New Chemical Categories Neutral Organics 
	2. Cat. memberNo.2: 
	2.1. .CAS number: 109-69-3 
	2.2. .Other regulatory numbers: Not reported 

	2.3. Chemical name(s): 
	2.3. Chemical name(s): 
	1-chlorobutane, .1-chlorobutane .butane, 1-chloro.n-butyl chloride .butyl chloride, n
	2.4. .Structural formula: 
	2.4. .Structural formula: 
	SMILES .CCCCCI .
	~H, 
	Cl 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	2.5. Profiling results: DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloafkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 >> Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 > > SN2 at an sp3 carbon atom .SN2 > > SN2 at an sp3 carbon atom > > Aliphatic halides .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 
	SN2 > > SN2 reaction at sp3 carbon atom 
	SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 
	Protein binding potency 
	r"'\-.f....,h~.-..... , ,,... ..,...;,......,. "> 0 ">I'> 1 '"l 
	Not possible to classify according to these rules (GSH) Superfragments No superfragment 
	Toxic hazard classification by Cramer (extension) High (Class III) 
	Toxic hazard classification by Cramer (original) High (Class III) 
	US-EPA New Chemical Categories .Neutral Organics .
	3. Cat. member No.3: 
	3.1. .CAS number: 75-00-3 
	3.2. .Other regulatory numbers: Not reported 


	3.3. .Chemical name(s): 
	3.3. .Chemical name(s): 
	chloroethane .ethyl chloride .ethane, chloro
	3.4. .Structural formula: 
	3.4. .Structural formula: 
	SMILES .CCCI .
	;--CH3 
	Cl 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	rlt::Ul\...llUll Ul .:>UllllllOIY \...Cll\...lllVYl::lll\...llY IVt L-UIUlllUj.JIUJJOllC ..lV I £.£. 
	Appendix 1 -Category members 
	3.5. .Profiling results: DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments .No superfragment .
	Toxic hazard classification by Cramer (extension) High (Class III) 
	Toxic hazard classification by Cramer (original) High (Class III) US-EPA New Chemical Categories Neutral Organics 
	4. Cat. memberNo.4: 
	4.1. .CAS number: 74-83-9 
	4.2. .Other regulatory numbers: Not reported 


	4.3. Chemical name(s): 
	4.3. Chemical name(s): 
	methyl bromide .methane, bromobromomethane .bromomethane(methyl bromide iso) .methyl bromide [bsi:iso] .methane, bromo-""" .
	4.4. .Structural formula: 
	4.4. .Structural formula: 
	SMILES .CBr .
	HC~ 
	3

	Br 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	rltult...UUll UI ..::JUilllllOIY \..CILlllU!:Jt::lll\..llY JUI L-UIUlllU!JIU!JCllt:: .J.O I LL 
	Appendix 1 -Category members 
	4.5. .Profiling results: DNA binding by OASIS v.1.3 
	SN2 SN2 >> Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	rlCUl\..llUll UI .:JUllllllOty \..Ol\..lllU~Clll\..lLY JUI £.-UlVlllUf.JIUjJOllC LU/ LL 
	Appendix 2 -Data matrix 
	OSAR Toolbox prediction based on read-across .Prediction of Summary carcinogenicity for 2-bromopropane .APPENDIX 2 -Data matrix .
	OMITTED BY THE USER 
	r1cu11..uu11 VI .JU111111a1 y \..QI .f 1u1 £.-v1u111uµ1uµa11c £.J. I £.L 
	1..111U!:ft::llll..ll

	QSAR Toolbox prediction based on read-across .Prediction of Summary carcinogenicity for 2-bromopropane .APPENDIX 3 -QMRF .APPENDIX 4 -QMRF, training set chemicals .APPENDIX 5 -QMRF, test set chemicals .APPENDIX 6 -Additional information from (Q)SAR .
	NOT APPLICABLE 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	FICUl\...UUll UI ..:>UllllllOIY ~l\...lllUYClll\...llY IVI ~-UIUlllVj.JIVJ-IOllC 
	Appendix 7 -Chemical components 
	QSAR Toolbox prediction based on read-across .Prediction of Summary carcinogenicity for 2-bromopropane .APPENDIX 7 -Chemical components .
	NOT APPLICABLE 
	n-.+.-..h-.........,. ..,.,. ..,..;,.. ..... ? o ? I? 1 '"l 


	QSAR Toolbox orediction for single chemical 
	QSAR Toolbox orediction for single chemical 
	The template ofthe current report is based on "GUIDANCE DOCUMENT ON THE VAUDATION OF (QUANTITATIVE} STRUCTURE-ACTIVITY RELATIONSHIPS MODELS" published by OECD (September, 2007) and "GUIDANCE ON INFORMATION REQUIREMENTS AND CHEMICAL SAFETY ASSESSMENT/ CHAPTER R.6: QSARS AND GROUPING OF CHEMICALS" published by ECHA (May, 2008). 
	The report provides information about the target substance, chemical characteristics used tor the grouping, the resulting boundaries ofthe group ofchemicals (applicability domain}, the type ofdata gap filling approach that was applied (read-across, trend analysis or QSAR models), the predicted result(s) and in the Annex information about the category members or training set and test set chemicals. 
	The chemicals are ordered by the distance to the target substance within the descriptors space. Only chemicals with experimental data are listed as category members. 
	Depending on the settings selected by the user, detailed information (incl. 2D image andprofiling results) is provided for some chemicals while more limited information (CAs; name, SMILES) is provided tor others. 
	Ifnot otherwise specified, the experimental values are reported in bold, recalculated experimental values are reported in bold & italic and calculated values are reported in regular font. 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Table of content .
	l'"\...,.t-..... h ....,..,.. ,,,..,, ..,...;,....,. ? O ?I? 1 "'> 
	QSAR Toolbox prediction based on read-across 
	QSAR Toolbox prediction based on read-across 
	Prediction of Gene mutation for 1-bromopropane 
	Prediction of Gene mutation for 1-bromopropane 
	Summarv 
	Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 60 values (Positive x17, Equivocal x2, Negative x41) from 5 nearest neighbours compared by prediction descriptors. Category members are single chemicals or mixtures and are selected based on the profile of the target chemical. Only chemicals having experimental data are listed in the category. 
	The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 
	The data used for calculating the current prediction is taken from 60 experimental values selected from 
	the following database(s): 
	1. 
	1. 
	1. 
	Bacterial mutagenicity ISSSTY 

	2. 
	2. 
	Genotoxicity OASIS 


	Below is a summary table for endpoint & descriptor values for the target chemical and the first 10 
	category members. 
	Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
	required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
	values based on experimental data only are presented in bold and italic font. 
	Table
	TR
	Endpoint(s) 
	DescriPtor(sJ 

	Human Health Hazards; Genetic Toxicity 
	Human Health Hazards; Genetic Toxicity 
	log Kow 

	Gene mutation I 
	Gene mutation I 
	-

	Tarqet chemical 
	Tarqet chemical 
	Negative (13) 
	2.16 

	Cat. member No. 1 
	Cat. member No. 1 
	Positive (11) Negative (6) 
	2.01 

	cat. member No. 2 
	cat. member No. 2 
	Negative (3) 
	1.94 

	Cat. member No. 3 
	Cat. member No. 3 
	Equivocal (2) Negative (8) Positive 
	2.43 

	Cat. member No. 4 
	Cat. member No. 4 
	Negative (13) Positive (3) 
	2.50 

	cat. member No. 5 
	cat. member No. 5 
	Negative (11) Positive (2) 
	1.79 

	Cat. member No. 6 
	Cat. member No. 6 
	Positive (4) 
	2.58 

	Cat. member No. 7 
	Cat. member No. 7 
	Positive (6) Negative (3) Equivocal 
	1.67 

	Cat. member No. 8 
	Cat. member No. 8 
	Positive (5) Negative (4) 
	2.65 


	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Table
	TR
	Endpoint{s} 
	Descriptor{sJ 

	Human Health Hazards; Genetic Toxicity 
	Human Health Hazards; Genetic Toxicity 
	log Kow 

	Gene mutation I 
	Gene mutation I 
	-

	Cat. memberNo. 9 
	Cat. memberNo. 9 
	Positive (2) Negative (3) 
	2.77 

	Cat. member No. 10 
	Cat. member No. 10 
	Equivocal Positive (3) Negative (2) 
	2.77 


	Section 1 -Taraet chemical 
	1.1. CAS number: 
	1.1. CAS number: 
	106-94-5 
	1.2. Other regulatory numbers: 
	1.2. Other regulatory numbers: 
	Not reported 
	1.3. Chemical name(s): 
	1.3. Chemical name(s): 
	1-bromopropane 
	propane, 1-bromo
	n-propyl bromide 
	lbromopropane 
	npropyl bromide 
	1.4. Structural formula: 
	Figure
	1.5. Structure codes: 
	1.5. Structure codes: 
	a. SMILES: 
	CCCBr 
	b. Input structure code (if different from SMILES): 
	Not available 
	c. Stereochemical features: 
	Not provided by the user 
	manually editable fie/a 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	1.6. .Quality of structure identity {CAS/20 quality): High Quality 
	Databases to which the target chemical belongs are: 
	Aquatic OASIS .Bacterial mutagenicity ISSSTY .Biodegradation NITE .Developmental & Reproductive Toxicity (DART) .ECHA CHEM .ECOTOX .Genotoxicity OASIS .Micronucleus ISSMIC .Phys-chem EPISUITE .Rodent Inhalation Toxicity Database .
	Section 2 -Generalinformation 
	2.1. .Date of report generation: 
	2.1. .Date of report generation: 
	22.07.2015 
	2.2. .Report author{s) and contact details: Not provided by the user 
	Section 3 -Categorydefinition andcategorvmembers 

	3.1. Category definition: 
	3.1. Category definition: 
	a. .
	a. .
	a. .
	Category hypothesis: .Not provided by the user .

	b. .
	b. .
	Applicability domain of the category: .The applicability domain is defined by following scheme .


	manually editable fie/a 
	manually editable fie/a 
	Figure
	1) Referential boundary: 
	The target chemical should be classified as Aliphatic halogens (Genotox) AND Structural alert for genotoxic carcinogenicity by Carcinogenicity (genotox and nongenotox) alerts by ISS 
	2) Referential boundary: 
	The target chemical should be classified as Group 14 -Carbon C AND Group 17 -Halogens Br AND Group 17 -Halogens F,Cl,Br,I,At by Chemical elements 
	3) Referential boundary: 
	The target chemical should be classified as Group 1 -Alkali Earth Li,Na,K,Rb,Cs,Fr OR Group 10 
	Trans.Metals Ni,Pd,Pt OR Group 14 -Metalloids Si,Ge OR Group 15 -Nitrogen NOR Group 15 
	Phosphorus P OR Group 16 -Oxygen O OR Group 16 -Sulfur SOR Group 17 -Halogens Cl OR 
	Group 17 -Halogens FOR Group 17 -Halogens I OR Group 2 -Alkaline Earth Be,Mg,Ca,Sr,Ba,Ra 
	OR Unknown chemical element by Chemical elements 
	4) Referential boundary: 
	The target chemical should be classified as Alkyl halide by Organic Functional groups 
	5) Referential boundary: 
	The target chemical should be classified as Alkane branched with quaternary carbon OR Alkene OR 
	Alkenyl halide OR Alkyl arenes OR Alkyne OR Allyl OR Anthracene OR Aryl OR Benzyl OR Fused 
	carbocyclic aromatic OR Isopropyl OR Naphtalene OR Perhalogenated carbons derivatives OR 
	Phenanthrene OR tert-Butyl by Organic Functional groups 
	6) Parametric boundary: .The target chemical should have a value of log Kow which is >= 1.79 .
	7) Parametric boundary: .The target chemical should have a value of log Kow which is <= 2.5 .
	c. Endpoints covered: manually editable fielo 
	Not provided by the user 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	d. Category members: The list of the category members is available in Aooendix 1 
	The category members shown with respect to the descriptor log Kow 
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	3.2. .Category justification: 
	3.2. .Category justification: 
	Not provided by the user 
	3.3. .Data matrix: The data matrix is available in Appendix 2 

	Section 4 -Prediction 
	Section 4 -Prediction 
	4.1. .Defined Endpoint (OECD Principle 1): 
	a. Endpoint (e.g. Acute toxicity to fish): 
	Gene mutation 
	Materials &methods/ type ofmethod: 
	In Vitro 
	Test chemical/ test type: 
	Bacterial reverse mutation assay (e.g. Ames test) 
	b. Dependent variable (e.g. LCSO): 
	(Gene mutation) 
	c. Units: 
	Not provided by the user 
	manually editable fie/a 
	manually editable fie/a 
	manually editable fie/a 
	manually editable fie/a 
	manually editable lie/a 
	d. Duration: 
	Not provided by the user 
	e. Species: manually editable lie/a 
	Salmonella typhimurium 
	4.2. Unambiguous algorithm (OECD Principle 2): 
	4.2. Unambiguous algorithm (OECD Principle 2): 
	a. Prediction approach: manually editable lie/a 
	Read-across from category members Experimental values for the target chemical (if any) were not used in prediction calculations 
	b. Calculation approach: 
	Takes highest mode value from the 5 nearest neighbours 
	c. Model name: 
	Not applicable 
	d. Model version: 
	Not applicable 
	e. Reference to QMRF: 
	Not applicable 
	f. Input for prediction (target chemical): 
	SMILES 
	g. 
	g. 
	g. 
	Descriptor and endpoint values for target chemical (if applicable): 

	h. 
	h. 
	Additional chemicals eliminations (not determined by domain): 


	Descriptor( s) 
	Descriptor( s) 
	Descriptor( s) 

	log Kaw 
	log Kaw 
	2.16 

	Endpoint (dep. variable) 
	Endpoint (dep. variable) 

	Human Health Hazards; Genetic Toxicity 
	Human Health Hazards; Genetic Toxicity 
	Negative 
	(x 13) 


	Not available 
	i. Additional data eliminations (not determined by domain): 
	Not available 
	j. Predicted value (model result): 
	Negative 
	k. Predicted value (comments): 
	Not provided by the user 
	4.3. Applicability domain (OECD Principle 3): 
	4.3. Applicability domain (OECD Principle 3): 
	The target chemical FALLS within applicability domain .(see Section 3.1.b for detailed description of the domain) .
	manually editable lie/a 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	OI CUll...llVI I VI l.:ICI IC 11 IUlCJllVI I IVI .L-u1VI1 IVJ.11 VJ.IOI IC .LV I :u 
	Figure
	4.4. Uncertainty of the prediction {OECD Principle 4): manually editable fie/a 
	4.4. Uncertainty of the prediction {OECD Principle 4): manually editable fie/a 
	The prediction is based on 60 neighbours' values, 41 of them equal to prediction. .Prediction confidence is measured by the p-value ;;;; 3.25E-08 (very strong confidence) .
	4.5. Chemical and biological mechanisms {OECD Principle 5): 
	4.5. Chemical and biological mechanisms {OECD Principle 5): 


	Profiling results for the target substance: 
	Profiling results for the target substance: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 >> Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 > > SN2 at an sp3 carbon atom .SN2 > > SN2 at an sp3 carbon atom > > Aliphatic halides .
	f'"\ ......._ ........ ,.._ \ ,,..., ...,..,__ • ., 0 ., ,., 1 ..., .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superlragments 
	No superfragment 
	Toxic hazard classification by Cramer {extension} 
	High (Class III) 
	Toxic hazard classification by Cramer {original} 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	Comments: 
	Not provided by the user manually editable fie/a 
	Section 5 -Adequacy 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	5.1. Regulatory purpose: Not provided by the user 
	5.1. Regulatory purpose: Not provided by the user 
	5.1. Regulatory purpose: Not provided by the user 
	manually editable fie/a 

	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	manually editable fie/a 

	5.3. Outcome: Not provided by the user 
	5.3. Outcome: Not provided by the user 
	manually editable fie/a 

	5.4. Conclusion: Not provided by the user 
	5.4. Conclusion: Not provided by the user 
	manually editable fie/a 


	n ...1-... 1-. ...... ,... ............ : ......... -:i o -:11-:i 1 ..., .




	QSAR Toolbox prediction based on read-across .
	QSAR Toolbox prediction based on read-across .
	Prediction of Gene mutation for 1-bromopropane 
	APPENDIX 1 -Category members 
	From 16 category members, 10 chemicals are reported in more detail, .the remaining category members are listed in a table with basic information .
	1. Cat. memberNo.1: .used for read-across 
	1.1. .CAS number: 106-93-4 
	1.2. .Other regulatory numbers: Not reported 
	1.3. .Chemical name(s): 
	1.3. .Chemical name(s): 
	1,2-dibromoethane .dibromoethane, 1,2ethylene dibromide .ethane, l,2-dibromo1,2,dibromoethane .1,2dibromoethane .ethylene dibromide ( edb) .
	1.4. .Structural formula: 
	1.4. .Structural formula: 
	SMILES .BrCCBr .
	~Br 
	Br 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	1.5. Profiling results: 
	1.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 >>DNA alkylation SN2 > > DNA alkylation > > Vicinal Dihaloalkanes SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 
	> > Vicinal Dihaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 > > Episulfonium Ion Formation .SN2 >> Episulfonium Ion Formation>> 1,2-Dihaloalkanes .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > Episulfonium Ion Formation .SN2 > > Episulfonium Ion Formation > > 1,2-Dihaloalkane .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments .No superfragment .
	Toxic hazard classification by Cramer (extension) High (Class III} 
	Toxic hazard classification by Cramer (original) High (Class III} 
	US-EPA New Chemical Categories .Not categorized .
	2. Cat. memberNo.2: 
	2.1. .CAS number: 557-91-5 
	2.2. .Other regulatory numbers: Not reported 



	2.3. Chemical name(s): 
	2.3. Chemical name(s): 
	1, 1-dibromoethane .ethane, 1, 1-dibromo
	2.4. .Structural formula: 
	2.4. .Structural formula: 
	SMILES .CC(Br)Br .
	Br 





	)--cH3 
	)--cH3 
	Br 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	FICUll...llUll VI ~t::llC lllULOllVll IVJ i-u1u111uµ1upa11t:: .1.V I .JI 
	Appendix 1 -Category members 
	2.5. Profiling results: 
	2.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	AN2 
	AN2 > > Schiff base formation by aldehyde formed after metabolic activation 
	AN2 > > Schiff base formation by aldehyde formed after metabolic activation > > Geminal 
	Polyhaloalkane Derivatives AN2 > > Shiff base formation for aldehydes AN2 > > Shiff base formation for aldehydes > > Geminal Polyhaloalkane Derivatives Radical Radical > > Radical mechanism via ROS formation (indirect) Radical > > Radical mechanism via ROS formation (indirect) > > Geminal Polyhaloalkane Derivatives SN2 SN2 > > Acylation involving a leaving group SN2 > > Acylation involving a leaving group > > Geminal Polyhaloalkane Derivatives SN2 > > Acylation involving a leaving group after metabolic acti
	Derivatives SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation >> 
	Geminal Polyhaloalkane Derivatives 
	DNA binding by OECD 
	Acylation .Acylation > > P450 Mediated Activation to Acy! Halides .Acylation > > P450 Mediated Activation to Acy! Halides > > 1,1-Dihaloalkanes .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 >> Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	No alert found 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Not categorized 
	3. Cat. memberNo.3: used for read-across 

	3.1. CAS number: 
	3.1. CAS number: 
	78-75-1 
	3.2. Other regulatory numbers: 
	3.2. Other regulatory numbers: 
	Not reported 
	3.3. Chemical name(s): 
	3.3. Chemical name(s): 
	1,2-dibromopropane .propane, 1,2-dibromo
	3.4. Structural formula: SMILES 
	CC(Br)CBr 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	Figure
	3.5. Profiling results: 
	3.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 >>DNA alkylation SN2 > > DNA alkylation > > Vicinal Dihaloalkanes SN2 >> Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) SN2 >> Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 
	> > Vicinal Dihaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > Episulfonium Ion Formation 
	SN2 > > Episulfonium Ion Formation > > 1,2-Dihaloalkanes 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 SN2 >> Episulfonium Ion Formation SN2 >> Episulfonium Ion Formation >> 1,2-Dihaloalkane SN2 > > SN2 reaction at sp3 carbon atom SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Not categorized 
	4. Cat. memberNo.4: 




	4.1. CAS number: 
	4.1. CAS number: 
	109-64-8 
	4.2. Other regulatory numbers: 
	4.2. Other regulatory numbers: 
	Not reported 
	4.3. Chemical name(s): 
	4.3. Chemical name(s): 
	1,3-dibromopropane .propane, 1,3-dibromo
	4.4. Structural formula: SMILES 
	BrCCCBr 
	used for read-across 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	~Br 
	Br 
	4.5. .Profiling results: DNA binding by OASIS v.1.3 
	No alert found 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 SN2 > > Nucleophilic substitution at sp3 carbon atom SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	SN2 SN2 > > SN2 reaction at sp3 carbon atom SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 
	Protein binding potency 
	n-.+-.h............ , ,,..,... ,..; .......... ? o ".> t? 1 ..., .
	Not possible to classify according to these rules (GSH) Superfragments No superfragment Toxic hazard classification by Cramer (extension) High (Class III) 
	Toxic hazard classification by Cramer (original) High (Class III) 
	US-EPA New Chemical Categories .Not categorized .
	5. Cat. member No.5: 
	5.1. .CAS number: 75-25-2 
	5.2. .Other regulatory numbers: Not reported 
	5.3. .Chemical name(s): 
	5.3. .Chemical name(s): 
	tribromomethane .bromoform .methane, tribromo
	5.4. .Structural formula: 
	5.4. .Structural formula: 
	SMILES .BrC(Br)Br .
	Br 





	/-Br Br 
	/-Br Br 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	S.S. Profiling results: 
	DNA binding by OASIS v.1;3 
	ANZ 
	ANZ > > Schiff base formation by aldehyde formed after metabolic activation 
	ANZ > > Schiff base formation by aldehyde formed after metabolic activation > > Geminal 
	Polyhaloalkane Derivatives ANZ > > Shiff base formation for aldehydes ANZ > > Shiff base formation for aldehydes > > Geminal Polyhaloalkane Derivatives Radical Radical > > Radical mechanism via ROS formation (indirect) Radical > > Radical mechanism via ROS formation (indirect) > > Geminal Polyhaloalkane Derivatives SNZ SNZ > > Acylation involving a leaving group SN2 > > Acylation involving a leaving group > > Geminal Polyhaloalkane Derivatives SNZ > > Acylation involving a leaving group after metabolic acti
	Derivatives SNZ >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation SNZ >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation >> 
	Geminal Polyhaloalkane Derivatives 
	DNA binding by OECD 
	No alert found 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SNZ 
	SN2 > > Nucleophilic substitution at sp3 carbon atom SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	No alert found 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	BrC(Br)Br .Has superfragment .
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Not categorized 
	6. cat. memberNo.6; 
	6.1. CAS number: 
	78-76-2 
	6.2. Other regulatory numbers: 
	Not reported 
	6.3. Chemical name(s): 
	sec-butyl bromide .bromo-2-butane .2-bromobutane .butane, 2-bromo
	6.4. Structural formula: SMILES 
	CCC(C)Br 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	Figure
	6.5. .Profiling results: DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 >> Alkylation by epoxide metabolically formed after E2 reaction >> Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 >> SN2 at an sp3 Carbon atom .SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .
	n ........ h ... ,..,... , ,.., .. ,..; ......... ') o ? I'> i '""I .
	SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	SN2 SN2 > > SN2 reaction at sp3 carbon atom SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical categories 
	Neutral Organics 
	7. Cat. memberNo.7; 
	7.1. CAS number: 
	74-96-4 
	7.2. Other regulatory numbers: 
	Not reported 
	7.3. Chemical name(s): 
	bromoethane .ethane, bromo.bromoethane( ethyl bromide) .ethyl bromide .
	7.4. Structural formula: SMILES 
	CCBr 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	;--CH3 .Br .
	;--CH3 .Br .
	7.5. Profiling results: 
	7.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 > > SN2 at an sp3 Carbon atom .SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .
	SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	SN2 SN2 > > SN2 reaction at sp3 carbon atom SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	8. Cat. memberNo.8: 
	8.1. CAS number: 
	109-65-9 
	8.2. Other regulatory numbers: 
	Not reported 
	8.3. Chemical name(s): 
	1-bromobutane .butyl bromide .butane, 1-bromo.butylbrom .
	8.4. Structural formula: SMILES 
	CCCCBr 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	Figure
	8.5. .Profiling results: DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 > > SN2 at an sp3 Carbon atom .SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .
	SN2 >> Nucleophilic substitution at sp3 carbon atom >>Alkyl halides 
	Protein binding by OECD 
	SN2 SN2 > > SN2 reaction at sp3 carbon atom SN2 > > SN2 reaction at sp3 carbon atom >> Alkyl halides 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	9. Cat. memberNo.9: 
	9.1. CAS number: 
	23511-78-6 
	9.2. Other regulatory numbers: 
	Not reported 
	9.3. Chemical name(s): 
	1,1,3-tribromopropane 
	9.4. Structural formula: SMILES 
	BrCCC(Br)Br 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	Figure
	9.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	AN2 
	AN2 > > Schiff base formation by aldehyde formed after metabolic activation 
	AN2 > > Schiff base formation by aldehyde formed after metabolic activation > > Geminal 
	Polyhaloalkane Derivatives AN2 > > Shiff base formation for aldehydes AN2 > > Shiff base formation for aldehydes > > Geminal Polyhaloalkane Derivatives Radical Radical > > Radical mechanism via ROS formation (indirect) Radical >> Radical mechanism via ROS formation (indirect) >> Geminal Polyhaloalkane Derivatives SN2 SN2 > > Acylation involving a leaving group SN2 > > Acylation involving a leaving group > > Geminal Polyhaloalkane Derivatives SN2 > > Acylation involving a leaving group after metabolic activa
	Derivatives SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation >> 
	Geminal Polyhaloalkane Derivatives 
	DNA binding by OECD 
	Acylation 
	Acylation 
	Acylation > > P450 Mediated Activation to Acyl Halides Acylation >> P450 Mediated Activation to Acyl Halides >> 1,1-Dihaloalkanes SN2 SN2 > > SN2 at an sp3 Carbon atom SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 

	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 
	SN2 > > Nucleophilic substitution at sp3 carbon atom 
	SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	SN2 
	SN2 > > SN2 reaction at sp3 carbon atom 
	SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides 
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	QSAR Toolbox 3.3.0.152 TPRF v .3.3.1.33005 
	Appendix 1 -Category members 
	Not categorized 
	10. Cat. memberNo.10: 
	10.1. CAS number: 
	96-11-7 
	10.2. Other regulatory numbers: 
	Not reported 
	10.3. Chemical name(s): 
	1,2,3-tribromopropane propane, 1,2,3-tribromo
	10.4. Structural formula: 
	SMILES 
	BrCC(Br)CBr 
	Figure
	10.s. Profiling results: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 >>DNA alkylation SN2 > > DNA alkylation > > Vicinal Dihaloalkanes SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) SN2 >>Internal SN2 reaction with aziridinium and/or cyclic sulfonium ion formation (enzymatic) 
	> > Vicinal Dihaloalkanes 
	DNA binding by OECD 
	SN2 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	r...................,.... .............; ........ ".) 0 ".) /".) i ..., .
	SN2 > > Episulfonium Ion Formation .SN2 >> Episulfonium Ion Formation >> 1,2-Dihaloalkanes .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 SN2 > > Nucleophilic substitution at sp3 carbon atom SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	SN2 .SN2 > > Episulfonium Ion Formation .SN2 >> Episulfonium Ion Formation>> 1,2-Dihaloalkane .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Not categorized 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	Chemical(s) No. 11 -16 are reported below: 
	Figure
	No. lcAS IChem. name ISMILES I RA 
	11 i 74-95-3 dibromomethane i BrCBr i 
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	13 l 74-83-9 methyl bromide lCBr l 
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	16 l 111-83-1 1-bromooctane lCCCCCCCCBr l 
	QSAR Toolbox prediction based on read-across .Prediction of Gene mutation for 1-bromopropane .APPENDIX 2 -Data matrix .
	OMITTED BY THE USER 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendices 3, 4, 5, 6 -QMRF 
	OSAR Toolbox prediction based on read-across .Prediction of Gene mutation for 1-bromopropane .APPENDIX 3 -QMRF .APPENDIX 4 -QMRF, training set chemicals .APPENDIX 5 -QMRF, test set chemicals .APPENDIX 6 -Additional information from (Q)SAR .
	NOT APPLICABLE 
	QSAR Toolbox prediction based on read-across .Prediction of Gene mutation for 1-bromopropane .APPENDIX 7 -Chemical components .
	NOT APPLICABLE 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Figure
	QSAR Toolbox orediction for single chemical 
	QSAR Toolbox orediction for single chemical 
	The template ofthe current report is based on ''GUIDANCE DOCUMENT ON THE VAUDA710N OF (QUAN71TA71VE) STRUC7VRE-AC71VITY RElA710NSHIPS MODELS" published by OECD (September, 2007) and "GUIDANCE ON INFORMA710N REQUIREMENTS AND CHEMICAL SAFETY ASSESSMENT/ CHAPTER R.6: QSARS AND GROUPING OF CHEMICALS" published by ECHA (May, 2008). 
	The report provides information about the target substance, chemical characteristics used for the grouping, the resulting boundaries ofthe group ofchemicals (applicability domain), the type ofdata gap filling approach that was applied (read-across, trend analysis or QSAR models), the predicted result(s) and in the Annex information about the category members or training set and test set chemicals. 
	The chemicals are ordered by the distance to the target substance within the descriptors space. Only chemicals with experimental data are listed as category members. 
	Depending on the settings selected by the user, detailed information (incl. 2D image andprofiling results) is provided for some chemicals while more limited information {CAS, name, SMILES) is provided for others. 
	Ifnot otherwise specified, the experimental values are reported in bold, recalculated experimental values are reported in bold & italic and calculated values are reported in regular font 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	llCUll...LIUll VI \...lllVlllU::iVlllC OUCllOLIUll IUI .L-UIUlllUfJIUfJOllC 
	~I .LO 
	Table of content .

	QSAR Toolbox prediction based on read-across 
	QSAR Toolbox prediction based on read-across 
	Prediction of Chromosome aberration for 1-bromopropane 
	Summarv 
	Summarv 
	Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 2 values (Negative x2) from 2 nearest neighbours compared by prediction descriptors. Category members are single chemicals or mixtures and are selected based on the profile of the target chemical. Only chemicals having experimental data are listed in the category. 
	The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 
	The data used for calculating the current prediction is taken from 2 experimental values selected from the 
	following database(s): 
	1. Genotoxicity OASIS 
	Below is a summary table for endpoint & descriptor values for the target chemical and the category 
	members. 
	Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
	required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
	values based on experimental data only are presented in bold and italic font. 
	Table
	TR
	Endpaint(s) Human Health Hazards; Genetic Toxicity Chromosome aberration I (Oasis) 
	Oescriptor(s) log Kow -

	Tarqet chemical 
	Tarqet chemical 
	-
	2.16 

	Cat member No. 1 
	Cat member No. 1 
	Negative 
	2.56 

	Cat member No. 2 
	Cat member No. 2 
	Negative 
	1.67 


	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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	Section 1 -Target chemical 
	1.1. .CAS number: 106-94-5 
	1.2. .Other regulatory numbers: Not reported 
	1.3. Chemical name(s}: 
	1.3. Chemical name(s}: 
	1-bromopropane .propane, 1-bromo.n-propyl bromide .lbromopropane .npropyl bromide .
	1.4. .Structural formula: 
	Figure
	1.5. .Structure codes: 
	1.5. .Structure codes: 
	a. SMILES: 
	CCCBr 
	b. .
	b. .
	b. .
	Input structure code (if different from SMILES}: Not available 

	c. .
	c. .
	Stereochemical features: .Not provided by the user .


	manually editable fie/a 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	o ......... h ........,.... .,,......,...;........... ".> o ".> /".> 1 .., .
	1.6. Quality of structure identity (CAS/20 quality): 
	High Quality 
	Databases to which the target chemical belongs are: 
	Aquatic OASIS 
	Bacterial mutagenicity ISSSTY 
	Biodegradation NITE 
	Developmental & Reproductive Toxicity (DART) 
	ECHA CHEM 
	ECOTOX 
	Genotoxicity OASIS 
	Micronucleus ISSMIC 
	Phys-chem EPISUITE 
	Rodent Inhalation Toxicity Database 
	Section 2 -General information 
	2.1. Date of report generation: 
	22.07.2015 
	2.2. Report author(s) and contact details: 
	Not provided by the user 
	Section 3 -Category definition and categorv members 
	3.1. Category definition: 
	a. Category hypothesis: 
	Not provided by the user 
	b. Applicability domain of the category: 
	The applicability domain is defined by following scheme 
	manually editable fie/a 
	manually editable fie/a 
	D D 
	1) Referential boundary: 
	1) Referential boundary: 


	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	The target chemical should be classified as SN2 AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes AND SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom AND SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes AND SN2 > > Nucleophilic substitution after carbenium ion formation AND SN2 > > Nucleophilic substitution after carbenium ion formation >> M
	2) Parametric boundary: 
	The target chemical should have a value of log Kow which is >= 1.67 
	3) Parametric boundary: 
	The target chemical should have a value of log Kow which is <= 2.56 
	c. Endpoints covered: manually editable fielo 
	Not provided by the user 
	d. Category members: The list of the category members is available in Appendix 1 
	The category members shown with respect to the descriptor log Kow 
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	logl(ow 
	3.2. Category justification: manually editable fie/a 
	Not provided by the user 
	3.3. Data matrix: The data matrix is available in Appendix 2 
	Section 4 -Prediction 
	4.1. Defined Endpoint (OECD Principle 1}: 
	4.1. Defined Endpoint (OECD Principle 1}: 
	4.1. Defined Endpoint (OECD Principle 1}: 

	a. 
	a. 
	Endpoint (e.g. Acute toxicity to fish}: Chromosome aberration 
	manually editable fielo 

	Materials & methods/ type ofmethod: In Vitro 
	Materials & methods/ type ofmethod: In Vitro 

	Test chemical/ test type: In Vitro mammalian chromosome aberration test 
	Test chemical/ test type: In Vitro mammalian chromosome aberration test 

	b. Dependent variable (e.g. LCSO}: (Chromosome aberration) 
	b. Dependent variable (e.g. LCSO}: (Chromosome aberration) 
	manually editable fie/a 

	c. Units: Not provided by the user 
	c. Units: Not provided by the user 
	manually editable fielo 

	d. Duration: Not provided by the user 
	d. Duration: Not provided by the user 
	manually editable fie/a 

	e. Species: Not provided by the user 
	e. Species: Not provided by the user 
	manually editable fielo 


	4.2. Unambiguous algorithm (OECD Principle 2}: 
	a. Prediction approach: manually editable fie/a 
	Read-across from category members Experimental values for the target chemical (if any) were not used in prediction calculations 
	b. Calculation approach: 
	Takes highest mode value from the 5 nearest neighbours 
	c. Model name: 
	Not applicable 
	d. Model version: 
	Not applicable 
	e. Reference to QMRF: 
	Not applicable 
	f. 
	f. 
	f. 
	Input for prediction (target chemical}: 

	g. 
	g. 
	Descriptor and endpoint values for target chemical (if applicable}: 

	h. 
	h. 
	Additional chemicals eliminations (not determined by domain): 


	SMILES 
	Descriptor(s} 
	Descriptor(s} 
	Descriptor(s} 

	log Kow 
	log Kow 
	2.16 

	Endpoint (dep. variable) 
	Endpoint (dep. variable) 

	Human Health Hazards; Genetic Toxicity 
	Human Health Hazards; Genetic Toxicity 
	-


	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Not available 
	i. Additional data eliminations (not determined by domain): 
	Not available 
	j. Predicted value (model result): 
	Negative 
	k. Predicted value (comments): 
	Not provided by the user 
	4.3. Applicability domain (OECD Principle 3): 
	The target chemical FALLS within applicability domain .(see Section 3.1.b for detailed description of the domain) .
	manually editable fielo 
	Figure
	4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fielo 
	The prediction is based on 2 neighbours' values, 2 of them equal to prediction. .Prediction confidence is measured by the p-value = 0.250 (no confidence) .
	4.5. Chemical and biological mechanisms (OECD Principle 5): 
	Profiling results for the target substance: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS v1.3 
	SN2 SN2 > > Nucleophilic substitution at sp3 carbon atom SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides 
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Comments: 
	Not provided by the user manually editable fie/a 
	Section 5 
	Section 5 
	Section 5 
	-Adequacy 

	5.1. Regulatory purpose: Not provided by the user 
	5.1. Regulatory purpose: Not provided by the user 
	manually editable fie/a 

	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	manually editable fie/a 

	5.3. Outcome: Not provided by the user 
	5.3. Outcome: Not provided by the user 
	manually editable fie/a 

	5.4. Conclusion: Not provided by the user 
	5.4. Conclusion: Not provided by the user 
	manually editable fie/a 


	QSAR Toolbox prediction based on read-across .
	Prediction of Chromosome aberration for 1-bromopropane .APPENDIX 1 -Category members .The 2 category members are reported in more detail .
	1. Cat. memberNo.1: 
	1.1. .CAS number: 109-69-3 
	1.2. .Other regulatory numbers: Not reported 
	1.3. .Chemical name(s): 
	1-chlorobutane, .1-chlorobutane .butane, 1-chloro.n-butyl chloride .butyl chloride, n
	1.4. .Structural formula: 
	SMILES 
	CCCCCI 
	~CH3 
	Cl 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	1.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	~... r... ...,..,... , ,,...,.,,...:,....... ? O ? I? 1 '1 
	n ....

	Not possible to classify according to these rules (GSH) 
	Superfragments .No superfragment .
	Toxic hazard classification by Cramer (extension) High (Class III) 
	Toxic hazard classification by Cramer (original) High (Class III) 
	US-EPA New Chemical Categories .Neutral Organics .
	2. Cat. member No.2: 
	2.1. .CAS number: 
	74-96-4 
	2.2. .Other regulatory numbers: Not reported 

	2.3. Chemical name(s): 
	2.3. Chemical name(s): 
	bromoethane .ethane, bromo.bromoethane( ethyl bromide) .ethyl bromide .
	2.4. .Structural formula: 
	SMILES .CCBr .
	;--CH3 
	Br 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	2.5. Profiling results: DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	l""\-...J.-..1... ............,, ............. ; ......... ,? o ?I? -t "'> .
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer (original} 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 2 -Data matrix 
	QSAR Toolbox Prediction based on read-across .Prediction ofChromosome aberration for 1-bromopropane .APPENDIX 2 -Data matrix .
	OMITTED BY THE USER 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	f"\..._+-..._h ............ , ,,.....,..: ........ , ? o ? I? 1 .., .
	QSAR Toolbox prediction based on read-across .Prediction of Chromosome aberration for 1-bromopropane .APPENDIX 3 -QMRF .APPENDIX 4 -QMRF, training set chemicals .APPENDIX 5 -QMRF, test set chemicals .APPENDIX 6 -Additional information from (Q)SAR .
	NOT APPLICABLE 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Appendix 7 -Chemical components 
	QSAR Toolbox prediction based on read-across .Prediction of Chromosome aberration for 1-bromopropane .APPENDIX 7 -Chemical components .
	NOT APPLICABLE 
	QSAR Toolbox prediction for single chemical 
	The template ofthe current report is based on "GUIDANCE DOCUMENT ON THE VAUDATION OF (QUANTITATIVE) STRUCTURE-ACTIVflY RELATIONSHIPS MODELS" published by OECD (September, 2007) and "GUIDANCE ON INFORMATION REQUIREMENTS AND CHEMICAL SAFE!Y ASSESSMENT/ CHAPTER R.6: QSARS AND GROUPING OF CHEMICALS" published by ECHA {May, 2008). 
	The report provides information about the target substance, chemical characteristics used for the grouping, the resulting boundaries ofthe group ofchemicals (applicability domain}, the type ofdata gap filling approach that was applied (read-across, trend analysis or QSAR models}, the predicted result{s) and in the Annex information about the category members or training set and test set chemicals. 
	The chemicals are ordered by the distance to the target substance within the descriptors space. Only chemicals with experimental data are listed as category members. 
	Depending on the settings selected by the user, detailed information (incl. 2D image andprofiling results} is provided for some chemicals while more limited information (CAs; name, SMILES) is provided for others. 
	Ifnot otherwise specified, the experimental values are reported in bold, recalculated experimental values are reported in bold & italic and calculated values are reported in regular font 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Table of content .
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	QSAR Toolbox prediction based on read-across 
	Prediction of Summary carcinogenicity for 1-bromopropane 
	Summarv 
	Toxicity of the target chemical (Negative) is predicted from category members using read-across based on 18 values (Positive x6, Equivocal x3, Negative x9) from 4 nearest neighbours compared by prediction descriptors. Category members are single chemicals or mixtures and are selected based on the profile of the target chemical. Only chemicals having experimental data are fisted in the category. 
	The target chemical FALLS within applicability domain of the prediction (see Section 4.3 for details). 
	The data used for calculating the current prediction is taken from 18 experimental values selected from 
	the following database(s): 
	1. 
	1. 
	1. 
	Carcinogenic Potency Database (CPDB) 

	2. 
	2. 
	Carcinogenicity&mutagenicity ISSCAN 


	Below is a summary table for endpoint & descriptor values for the target chemical and the category 
	members. 
	Experimental values from data matrix are presented in bold font. Recalculated endpoint values (if 
	required by selected data usage option in Gap Filling) are presented in italic font. Recalculated endpoint 
	values based on experimental data only are presented in bold and italic font. 
	Table
	TR
	Endpoint(s} 
	Descriptor(sJ 

	Human Health Hazards; Carcinogenicity 
	Human Health Hazards; Carcinogenicity 
	logKow 

	Carcinogenicity I (ISSCAN) 
	Carcinogenicity I (ISSCAN) 
	-

	Tarqet chemical 
	Tarqet chemical 
	-
	2.16 

	Cat. member No. 1 
	Cat. member No. 1 
	Negative (4) 
	2.56 

	Cat. member No. 2 
	Cat. member No. 2 
	Positive (4) Equivocal (2) 
	1.67 

	Cat member No. 3 
	Cat member No. 3 
	Negative Positive (2) Equivocal 
	1.58 

	Cat. member No. 4 
	Cat. member No. 4 
	Negative (4) 
	1.18 


	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Section 1 -Target chemical 
	1.1. CAS number: 
	106-94-5 
	1.2. Other regulatory numbers: 
	Not reported 
	1.3. Chemical name(s): 
	1-bromopropane 
	propane, 1-bromo
	n-propyl bromide 
	lbromopropane 
	npropyl bromide 
	1.4. Structural formula: 
	Figure
	1.5. Structure codes: 
	a. SMILES: 
	CCCBr 
	b. Input structure code (if different from SMILES): 
	Not available 
	c. Stereochemical features: 
	Not provided by the user 
	manually editable fie/a 
	1.6. Quality of structure identity (CAS/20 quality): 
	High Quality 
	Databases to which the targetchemical belongs are: 
	Aquatic OASIS 
	Bacterial mutagenicity ISSSlY 
	Biodegradation NITE 
	Developmental & Reproductive Toxicity (DART) 
	ECHA CHEM 
	ECOTOX 
	Genotoxicity OASIS 
	Micronucleus ISSMIC 
	Phys-chem EPISUITE 
	Rodent Inhalation Toxicity Database 
	Section 2 -General information 
	2.1. Date of report generation: 
	22.07.2015 
	2.2. Report author(s) and contact details: 
	Not provided by the user 
	Section 3 -Category definition andcategory members 
	3.1. Category definition: 
	a. Category hypothesis: 
	Not provided by the user 
	b. Applicability domain of the category: 
	The applicability domain is defined by following scheme 
	manually editable fie/a 
	manually editable fie/a 
	Figure
	1) Referential boundary: 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
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	The target chemical should be classified as SN2 AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction AND SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes AND SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom AND SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes AND SN2 > > Nucleophilic substitution after carbenium ion formation AND SN2 > > Nucleophilic substitution after carbenium ion formation >> M
	2) Parametric boundary: 
	The target chemical should have a value of log Kow which is >= 1.18 
	3) Parametric boundary: 
	The target chemical should have a value of log Kow which is<= 2.56 
	c. Endpoints covered: manually editable fie/a 
	Not provided by the user 
	d. Category members: The list of the category members is available in Appendix 1 
	The category members shown with respect to the descriptor log Kow 
	Read a<r<>•s pt<!<li<li<mof Summary carclno!lflnlclty, .taki"!l lhe l>i~l mode from Ute Mares! 5 ne~hb<>urs, ba.sod on 18value• from 4 Mighbou<ehemic•io, .Obs..-rv..-d UtQ.et valu<!: N/11, Pn>di<ted l"rget value; 'l'Dgali'le' (P"0.108) .
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	log Kow 
	3.2. Category justification: manually editable fie/a 
	Not provided by the user 
	3.3. 
	3.3. 
	3.3. 
	Data matrix: The data matrix is available in Appendix 2 

	4.2. 
	4.2. 
	Unambiguous algorithm (OECD Principle 2): 


	Section 4 -Prediction 
	4.1. D
	4.1. D
	4.1. D
	efined Endpoint (OECD Principle 1): 

	a. 
	a. 
	Endpoint (e.g. Acute toxicity to fish): Summary carcinogenicity 
	manually editable fie/a 

	M
	M
	aterials & methods/ type ofmethod: In Vivo 

	b. 
	b. 
	Dependent variable (e.g. LCSO): (Summary carcinogenicity) 
	manually editable fie/a 

	c. 
	c. 
	Units: Not provided by the user 
	manually editable fie/a 

	d. 
	d. 
	Duration: Not provided by the user 
	manually editable fie/a 

	e. 
	e. 
	Species: Rat Mouse 
	manually editable fie/a 


	a. Prediction approach: manually editable fie/a 
	Read-across from category members Experimental values for the target chemical (if any) were not used in prediction calculations 
	b. Calculation approach: 
	Takes highest mode value from the 5 nearest neighbours 
	c. Model name: 
	Not applicable 
	d. Model version: 
	Not applicable 
	e. Reference to QMRF: 
	Not applicable 
	f. 
	f. 
	f. 
	Input for prediction (target chemical): 

	g. 
	g. 
	Descriptor and endpoint values for target chemical (if applicable): 

	h. 
	h. 
	Additional chemicals eliminations (not determined by domain): 


	SMILES 
	Descriptor(s) log Kow 2.16 Endpoint (dep. variable) Human Health Hazards; -Carcinoqenicity 
	Not available 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	i. Additional data eliminations (not determined by domain): 
	Not available 
	j. Predicted value (model result): 
	Negative 
	k. Predicted value (comments): 
	Not provided by the user 
	4.3. Applicability domain (OECD Principle 3): 
	The target chemical FALLS within applicability domain .(see Section 3.1.b for detailed description of the domain) .
	manually editable fie/a 
	Figure
	4.4. Uncertainty of the prediction (OECD Principle 4): manually editable fie/a 
	The prediction is based on 18 neighbours' values, 9 of them equal to prediction. .Prediction confidence is measured by the p-value =0.108 (no confidence) .
	4.5. Chemical and biological mechanisms (OECD Principle 5): 
	Profiling results for the targetsubstance: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 

	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 >> Nucleophilic substitution at sp3 carbon atom >>Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments 
	No superfragment 
	Toxic hazard classification by Cramer (extension) 
	High (Class III) 
	Toxic hazard classification by Cramer {original) 
	High (Class III) 
	US-EPA New Chemical Categories 
	Neutral Organics 
	Comments: Not provided by the user manua/fy editable fie/a 
	QSAR Toolbox 3.3.0.152 TPRF v.3.3.1.33005 
	Section 5 
	Section 5 
	Section 5 
	-Adequacy 

	5.1. Regulatory purpose: Not provided by the user 
	5.1. Regulatory purpose: Not provided by the user 
	manually editable fie/a 

	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	5.2. Approach for regulatory interpretation of the model result: Not provided by the user 
	manually editable fie/a 

	5.3. Outcome: Not provided by the user 
	5.3. Outcome: Not provided by the user 
	manually editable fielo 

	5.4. Conclusion: Not provided by the user 
	5.4. Conclusion: Not provided by the user 
	manually editable tie/a 
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	QSAR Toolbox prediction based on read-across .
	Prediction of Summary carcinogenicity for 1-bromopropane .APPENDIX 1 -Category members .The 4 category members are reported in more detail .
	1. cat. memberNo.:l: 
	1.1. .CAS number: 
	109-69-3 
	1.2. .Other regulatory numbers: Not reported 
	1.3. .Chemical name(s): 
	1-chlorobutane, .1-chlorobutane .butane, 1-chloro.n-butyl chloride .butyl chloride, n
	1.4. .Structural formula: 
	SMILES .CCCCCI .
	~CH3 
	Cl 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	1.5. .Profiling results: DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 > > SN2 at an sp3 Carbon atom .SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	n....,+..... i... ............ ............. ; ........ -:i o ?I? 1 .., .
	Not possible to classify according to these rules (GSH) 
	Superfragments .No superfragment .
	Toxic hazard classification by Cramer (extension) High (Class III) 
	Toxic hazard classification by Cramer (original) High (Class III) 
	US-EPA New Chemical Categories .Neutral Organics .
	2. Cat. member No.2: 
	2.1. .CAS number: 
	74-96-4 
	2.2. .Other regulatory numbers: Not reported 

	2.3. Chemical name(s): 
	2.3. Chemical name(s): 
	bromoethane .ethane, bromo.bromoethane( ethyl bromide) .ethyl bromide .
	2.4. .Structural formula: 
	SMILES .CCBr .
	;--CH3 Br 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
	Appendix 1 -Category members 
	2.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 .SN2 > > SN2 at an sp3 Carbon atom .SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides .
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	Not possible to classify according to these rules (GSH) 
	Superfragments No superfragment Toxic hazard classification by Cramer (extension) High (Class III) Toxic hazard classification by Cramer (original) High (Class III) US-EPA New Chemical Categories Neutral Organics 
	3. Cat. memberNo.3: 
	3.1. .CAS number: 
	75-00-3 
	3.2. .Other regulatory numbers: Not reported 

	3.3. Chemical name(s): 
	3.3. Chemical name(s): 
	chloroethane .ethyl chloride .ethane, chloro
	3.4. .Structural formula: 
	SMILES .CCCI .
	;--CH3 
	Cl 
	used for read-across 
	QSAR Toolbox 3.3.0.152 .TPRF v.3.3.1.33005 
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	Appendix 1 -Category members 
	3.5. Profiling results: 
	DNA binding by OASIS v.1.3 
	SN2 SN2 > > Alkylation by epoxide metabolically formed after E2 reaction SN2 > > Alkylation by epoxide metabolically formed after E2 reaction > > Monohaloalkanes SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom SN2 > > Alkylation, nucleophilic substitution at sp3-carbon atom > > Monohaloalkanes SN2 > > Nucleophilic substitution after carbenium ion formation SN2 > > Nucleophilic substitution after carbenium ion formation > > Monohaloalkanes 
	DNA binding by OECD 
	SN2 
	SN2 > > SN2 at an sp3 Carbon atom 
	SN2 > > SN2 at an sp3 Carbon atom > > Aliphatic halides 
	Estrogen Receptor Binding 
	Non binder, non cyclic structure 
	OECD HPV Chemical Categories 
	Not categorized 
	Protein binding by OASIS vl.3 
	SN2 .SN2 > > Nucleophilic substitution at sp3 carbon atom .SN2 > > Nucleophilic substitution at sp3 carbon atom > > Alkyl halides .
	Protein binding by OECD 
	SN2 .SN2 > > SN2 reaction at sp3 carbon atom .SN2 > > SN2 reaction at sp3 carbon atom > > Alkyl halides .
	Protein binding potency 
	n ...1--... i...-.....,... , .............. : ........ ? o ".::I/? 1 .., .
	Not possible to classify according to these rules (GSH) Superfragments No superfragment Toxic hazard classification by Cramer (extension) High (Class III) Toxic hazard classification by Cramer (original) High (Class III) US-EPA New Chemical Categories Neutral Organics 
	4. Cat. memberNo.4: 
	4.1. CAS number: 74-83-9 
	4.2. .Other regulatory numbers: Not reported 
	4.3. Chemical name(s): 
	methyl bromide .methane, bromobromomethane .bromomethane(methyl bromide iso) .methyl bromide [bsi:iso] .methane, bromo-"'"' .

	4.4. .Structural formula: 
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