
別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Fluorotelomer
alcohol 4:2

2043-47-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

Fluorotelomer
alcohol 6:2

647-42-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

TA1535,TA1537,TA98,TA100,WP2uvrA(
±S9)Negative//TA1535, TA1537,
TA98,TA100, WP2 uvrA (±S9)
Negative

CHO(±9)
Negative;H
PBL(±S9)
Negative;C
Hl/IU -
S9:Negative
,
+S9:Positiv
e, (±S9)
Negative//
human
peripheral
blood
lymphocyte
s
Negative(±
S9);
Chinese
hamster

L5178Y (±
S9)
Negative//
mouse
lymphoma
L5178Y
cells
Negative(±
S9),
Ambiguous
(+S9)Negati
ve(-S9)

Crl;(WI) WU
BRラット雄
Negative

Fluorotelom
er alcohol
8:2

678-39-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

TA98, TA100, TA1535, TA1537,
WP2uvrA; TA98, TA100, WQP2uvrA
pkM101(±S9) Negative

Crl:CD(SD)
IGS BRラッ
ト雄、骨髄
Negative

腫瘍発生な
し、肝腫瘍
促進活性な
し

追加 Fluorotelomer
alcohol 10:2

865-86-1 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

TA98, TA100, WP2uvrA plM101(±S9)
Negative

6:1
Fluorotelomer
alcohol

375-82-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

9:1
Fluorotelomer
alcohol

307-37-9 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

1H,1H,8H-
Perfluoro-1-
octanol

10331-08-5 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

5:1
Fluorotelomer
alcohol

423-46-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

1H,1H,11H-
Eicosafluoro-
1-undecanol

307-70-0 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

1H,1H,5H-
Perfluoropenta
nol

355-80-6 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

3-
(Perfluorooctyl
)propanol

1651-41-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

1H,1H-
Perfluoro-1-
pentanol

355-28-2 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

1H,1H,9H-
Hexadecafluor
o-1-nonanol

376-18-1 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

3-
(Perfluorobutyl
)-1-propanol

83310-97-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

3:1
Fluorotelomer
alcohol

375-01-9 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

2:1
Fluorotelomer
alcohol

422-05-9 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

Chinese
hamster
Lung  (±
S9)Negativ
e

6-
(Perfluorohexy
l)hexanol

161981-35-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

Fluorotelomer
alcohol 3:2

755-40-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

7:3
Fluorotelomer
alcohol

25600-66-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

7:1
Fluorotelomer
alcohol

307-30-2 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

4:4
Fluorotelomer
alcohol

3792-02-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

3-
(Perfluoroprop
yl)propanol

679-02-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

Fluorotelomer
alcohol 2:2

54949-74-5 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

3-
(Perfluorohexy
l)propanol

80806-68-4 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

3-
(Perfluoroethyl
)propanol

148043-73-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

8:1
Fluorotelomer
alcohol

423-56-3 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

11:1
Fluorotelomer
alcohol

423-65-4 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluorobutan
ol

3056-01-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,1H,7H-
Dodecafluoro-
1-heptanol

335-99-9 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluoropenta
noic acid

2706-90-3 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluorooct
anoic acid

335-67-1 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

TA98,TA100,TA102,TA104 (±S9)
Negative, [NH4+塩
TA98,TA100,TA1535,TA1537,TA1538,
S.verevisiaeD4,WP2uvrA(±
S9)Negative;Na+塩
TA98,TA100,TA1535,TA1537,WP2uvrA
(±S9) Negative]

[CHO(＋
S9)
Negative
NH4+塩;ヒト
リンパ球、
CHO(＋S9)
Negative
Na+塩]

TK cell
Positive

Tkcell
Negative

[C3H
10T1/2細
胞
Negative
NH4+塩]

C57BL/6J
マウス雄
網状赤血
球、脾臓リ
ンパ球
Negative;
[CD-1(ICR)
マウス雌雄
骨髄
Negative
NH4+塩,Na
塩]

雄ラット
(Crl:COBS-
CD(SD)-
Sames and
Doolittle
(1986)

C57BL/6J
マウス雄
肝細胞、精
巣細胞
Negative

肝発がん性
に関して
は、PPAR
α、CAR 等
の核内受容
体の活性化
の関与、膵
発がん性に
関しては、
PPARα の
活性化の関
与が示唆。
PFOA によ
るライディッ
ヒ細胞腫は
高用量での
誘発であっ
た

Perfluorohepta
noic acid

375-85-9 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

TA98,TA100,TA1535,TA1537,TA1538
(±S9) Negative

V79,Negativ
e

Perfluorobutan
oic acid

375-22-4 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

TA98,TA100,TA1535,TA1538,TA1539
(±S9) Negative

V79 (±S9)
Negative

Fischer344
rat, LI, KI
Negative

Perfluorohe
xanoic acid

307-24-4 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

TA98,TA100,WP2uvrA;TA98,TA100,TA
1535,TA1537,WP2uvrA;
TA98,TA100,TA1535,TA1537,TA1538
(±S9) Negative

ヒト末梢血
リンパ球(±
S9)
Negative

HepG2
Negative

V79(±S9)
Negative

SDラット末
梢血 雄
Equivocal/
雌Negative

発がん兆候
なし

Perfluorooctan
edioic acid

678-45-5 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

3:3
Fluorotelomer
carboxylic acid

356-02-5 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Potassium
perfluorooctan
oate

2395-00-8 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluoronona
nedioic acid

23453-64-7 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

2H,2H,3H,3H-
Perfluorooctan
oic acid

914637-49-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluorohexan
edioic acid

336-08-3 Phtalate (or
buthyl)
diesters and
monoesters
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Sodium
perfluorooctan
oate

335-95-5 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluorodeca
nedioic acid

307-78-8 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

8:3
Fluorotelomer
carboxylic acid

34598-33-9 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

4H-
Perfluorobutan
oic acid

679-12-9 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

7H-
Perfluorohepta
noic acid

1546-95-8 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

3-
(Perfluorohexy
l)propanoic
acid

27854-30-4 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

8H-
Perfluorooctan
oic acid

13973-14-3 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Ammonium
perfluorooctan
oate

3825-26-1 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

3-
(Perfluorobutyl
)propanoic
acid

80705-13-1 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluoropenta
nedioic acid

376-73-8 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluorobutan
edioic acid

377-38-8 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluoropropa
noic acid

422-64-0 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

3-
(Perfluorohept
yl)propanoic
acid

812-70-4 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluoro-1,4-
diiodobutane

375-50-8 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

TA1535, TA1537,TA98,TA100, TA102,
WP2  (±S9) Negative

peripheral
human
lymphocyte
s (±S9)
Negative

1,6-
Diiodoperfluor
ohexane

375-80-4 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

TA1535,TA1537,TA98, TA100, TA102
(±S9) Negative

Nonafluoro-1-
iodobutane

423-39-2 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

TA1535,TA1537,TA98,TA100(±
S9)Negative
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Heptafluoropro
pyl iodide

754-34-7 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1,6-
Dibromododec
afluorohexane

918-22-9 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

2-
Iodoperfluorob
utane

375-51-9 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1-
Bromoperfluor
obutane

375-48-4 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1-
Bromoheptaflu
oropropane

422-85-5 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1,8-
Diiodoperfluor
ooctane

335-70-6 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1-Chloro-6-
iodoperfluoroh
exane

16486-97-8 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1-
Iodopentadeca
fluoroheptane

335-58-0 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1-
Iodoperfluorop
entane

638-79-9 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

Heptafluoro-
2-iodopropane

677-69-0 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1,2-
Dibromohexafl
uoropropane

661-95-0 No alert found No alert found 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

No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

Perflubrodec 307-43-7 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

Perfluoro-1-
iodohexane

355-43-1 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

Perfluorohexyl
bromide

335-56-8 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluorohexyl
chloride

355-41-9 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

Perfluorodecyl
iodide

423-62-1 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1-
Bromopentade
cafluoroheptan
e

375-88-2 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

1,4-Dibromo-
1,1,2,2-
tetrafluorobuta
ne

18599-20-7 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found SN2;SN2 >> SN2 at an sp3 Carbon atom;SN2 >>
SN2 at an sp3 Carbon atom >> Aliphatic halides

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

2,3-
Dichlorooctaflu
orobutane

355-20-4 No alert found No alert found 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

No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

追加 pentafluoroiod
oethane

354-64-3 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

Positive(NIHS)

1H-
Perfluorohexan
e

355-37-3 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

TA1535, TA1537,TA98,TA100, WP2
(±S9) Negative

CHL Cells,
clone No.
11 (±S9)
Negative

mouse
lymphoma
L5178Y
(±S9)
Negative
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

(Perfluoro-n-
hexyl)ethane

80793-17-5 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

TA1535, TA1537,TA98,TA100, WP2
(±S9) Negative

Chinise
hamster
lung
fibroblasts
(V79) (±
S9)
Negative

Perfluorooctan
e

307-34-6 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

TA1535,TA1537,TA98,TA100,WP2
uvrA(±S9)Negative

Chinese
Hamster
Lung Cells
(±
S9)Negativ
e

1-
(Perfluorohexy
l)octane

133331-77-8 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

1,1,2,2-
Tetrafluoro-3-
iodopropane

679-87-8 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives

Heptafluorobut
yl iodide

374-98-1 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives

(Perfluoroethyl
)methyl iodide

354-69-8 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives

1H,6H-
Perfluorohexan
e

336-07-2 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1-H-
Perfluorodeca
ne

375-97-3 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

Perfluoronona
ne

375-96-2 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

1H,8H-
Perfluorooctan
e

307-99-3 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

3:2
Fluorotelomer
iodide

1513-88-8 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found SN2;SN2 >> SN2 at an sp3 Carbon atom;SN2 >>
SN2 at an sp3 Carbon atom >> Aliphatic halides

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives

2:2
Fluorotelomer
iodide

40723-80-6 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found SN2;SN2 >> SN2 at an sp3 Carbon atom;SN2 >>
SN2 at an sp3 Carbon atom >> Aliphatic halides

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives

1-
Hydroperfluoro
heptane

375-83-7 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

1-Iodo-
1H,1H,2H,2H-
perfluorohepta
ne

1682-31-1 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found SN2;SN2 >> SN2 at an sp3 Carbon atom;SN2 >>
SN2 at an sp3 Carbon atom >> Aliphatic halides

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluorodeca
ne

307-45-9 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

1-Iodo-
1H,1H,2H,2H-
perfluorononan
e

2043-52-9 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found SN2;SN2 >> SN2 at an sp3 Carbon atom;SN2 >>
SN2 at an sp3 Carbon atom >> Aliphatic halides

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkyl
halide;Perflour
ocarbon
derivatives

(Perfluoro-n-
octyl)ethane

77117-48-7 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives

Methyl 4H-
perfluorobutan
oate

356-32-1 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Methyl
perfluoropenta
noate

13038-26-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Methyl
perfluorohexan
oate

424-18-0 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Ethyl 5H-
octafluoropent
anoate

2795-50-8 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Methyl
pentafluoropro
pionate

378-75-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Ethyl
perfluoropropi
onate

426-65-3 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Diethyl
perfluoroglutar
ate

424-40-8 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Methyl
perfluorobutan
oate

356-24-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Ethyl
perfluoropenta
noate

424-36-2 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Methyl 5H-
perfluoropenta
noate

54822-22-9 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

2,2,3,3-
Tetrafluoropro
pyl
trifluoroacetat
e

107551-72-4 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Methyl
2H,2H,3H,3H-
perfluorohepta
noate

132424-36-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Ethyl
perfluorooctan
oate

3108-24-5 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Ethyl
perfluorononan
oate

30377-52-7 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Ethyl
perfluorohepta
noate

41430-70-0 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Methyl
perfluorooctan
oate

376-27-2 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Ethyl
perfluorobutan
oate

356-27-4 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

8:2
Fluorotelomer
sulfonic acid

39108-34-4 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

4:2
Fluorotelomer
sulfonic acid

757124-72-4 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Perfluoro-2-
ethoxyethanes
ulfonic acid

113507-82-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Perfluorohe
xanesulfonic
acid

355-46-4 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

濃度依存的
な損傷示す
が、濃度依
存性は明確
ではない

実験動物で
は情報なし

Perfluorohepta
nesulfonic acid

375-92-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Perfluorobut
anesulfonic
acid

375-73-5 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

TA100 Negative, TA98 Equivocal (±
S9)//TA1535, TA1537, TA98,TA100,
WP2 uvrA (±S9) Negative

HepG2
Negative

rat雌雄末
梢血
Negative

認められず

6:2
Fluorotelomer
sulfonic acid

27619-97-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

TA1535, TA1537, TA98,TA100, TA102
(±S9) Negative

Chinese
hamster
Ovary
(CHO)(±
S9)
Positive

Crl:CD(SD)
ラット肝、胃
Negative/(
TG489準
拠,GLP適
合)
カリウム塩

Potassium
perfluorobutan
esulfonate

29420-49-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

TA1535, TA1537,TA98,TA100, TA102,
WP2uvrA  (±S9) Negative

Chinise
hamster
Ovary, lung
fibroblasts
(V79) (±
S9)
Negative

17 ページ

69



別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Trifluorometha
nesulfonic acid

1493-13-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

TA1535, TA1537,TA98,TA100,
WP2uvrA  (±S9) Negative

CHL Cells,
clone No.
11 (±S9)
Negative

mouse
lymphoma
L5178Y
(±S9)
Negative

Potassium
perfluorooct
anesulfonat
e

2795-39-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

ネズミチフス菌、酵母、大腸菌(±S9)
Negative

ヒト全血培
養リンパ球
(±S9)
Negative

ラット肝初
代培養細胞
Negative

mouse骨髄
Negative

SDラット
肝細胞腺腫
有意に増
加、肝腫瘍
有意に増
加、甲状腺
濾胞腺腫＋
濾胞癌合わ
せて有意に
発生率上
昇、乳腺繊
維腫または
乳腺腺腫

Perfluorooct
anesulfonic
acid

1763-23-1 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Negative Hep G2 濃
度依存性は
明確ではな
い positive
あり

Negative Positive(1
件
ATSDR)

Negativeと
されている
が以下の報
告例あり/
gpt delta
Tgマウス雄
骨髄
Negative;
Wistarラット
骨髄細胞
軽度増加;
Wistarラット
末梢血
Positive

Wistarラット
コメットスコ
ア増加,
Wistarラット
末梢血
Positive

gpt delta
Tgマウス雄
肝臓
Negative(突
然変異体頻
度の増加傾
向あり)

動物の慢性
毒性/発が
ん性試験に
おいて、
げっ歯類の
肝臓におい
て発がんプ
ロモーター
として作用

Potassium
perfluorohexan
esulfonate

3871-99-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Perfluorobutan
esulfonic
anhydride

36913-91-4 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

(PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Trifluoroacetyl
triflate

68602-57-3 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

(PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Sodium
perfluorodecan
esulfonate

2806-15-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluorooctan
esulfonate

45298-90-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

Ethyl
perfluorobutyl
ether

163702-05-4 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Difluoromethyl
1H,1H-
perfluoropropyl
ether

56860-81-2 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Methyl 1H,1H-
perfluoropropyl
ether

378-16-5 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

1H,1H,5H-
Perfluoropenty
l-1,1,2,2-
tetrafluoroethy
lether

16627-71-7 No alert found Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;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

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

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Perfluorobutyl
methyl ether

163702-07-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

2H-Perfluoro-
5-methyl-3,6-
dioxanonane

3330-14-1 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Difluoromethyl
2,2,3,3-
tetrafluoroprop
yl ether

35042-99-0 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

(2H-
Perfluoroethyl)
(1H,1H,3H-
perfluoropropyl
)ether

16627-68-2 No alert found Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;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

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

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

2,2,3,3-
Tetrafluoropro
pyl ether

82914-35-0 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Methyl 2H,2H-
perfluorobutyl
ether

376-98-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Methyl 3H-
perfluoroisopro
pyl ether

568550-25-4 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;SN1;SN1 >>
Carbenium Ion Formation;SN1 >> Carbenium Ion
Formation >> Alpha halo ethers (including alpha
halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-3-
(1H-
perfluoroethox
y)propane

3330-15-2 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

1,2-
bis(1,1,2,2-
Tetrafluoroeth
oxy)ethane

358-39-4 No alert found Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;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

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

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

(1H,1H-
Perfluoroethyl)
(2H-
perfluoroethyl)
ether

406-78-0 No alert found Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;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

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

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

7H-
Perfluorohepta
noyl chloride

41405-35-0 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide;Acylation >> P450 Mediated
Activation to Acyl Halides;Acylation >> P450
Mediated Activation to Acyl Halides >> 1,1-
Dihaloalkanes

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluoronona
noyl chloride

52447-23-1 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluorooctan
oyl fluoride

335-66-0 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Hexafluoroglut
aryl chloride

678-77-3 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluoroadipo
yl chloride

336-06-1 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Pentadecafluor
ooctanoyl
chloride

335-64-8 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluoroglutar
yl difluoride

678-78-4 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

2,2-
Bis(trifluorome
thyl)propionyl
fluoride

1735-87-1 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Direct acylation involving a leaving
group;SN2 >> Direct acylation involving a leaving group
>> Acyl Halides

SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

5H-
Octafluoropent
anoyl fluoride

813-03-6 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Direct acylation involving a leaving
group;SN2 >> Direct acylation involving a leaving group
>> Acyl Halides

SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide;Acylation >> P450 Mediated
Activation to Acyl Halides;Acylation >> P450
Mediated Activation to Acyl Halides >> 1,1-
Dihaloalkanes

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluorohepta
noyl chloride

52447-22-0 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

(Perfluorooctyl
)propanoyl
chloride

89373-67-1 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Heptafluorobut
yryl Chloride

375-16-6 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Direct acylation involving a leaving
group;SN2 >> Direct acylation involving a leaving group
>> Acyl Halides

SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluoro-3,6-
dioxaheptanoic
acid

151772-58-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluoro(4-
methoxybutan
oic acid)

863090-89-5 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-3-
methoxypropa
noic acid

377-73-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-2-
methyl-3-
oxahexanoic
acid

13252-13-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

*アンモニウム塩のみ(CAS62037-80-3) *アンモニウ
ム塩のみ

*アンモニウ
ム塩のみ

*アンモニウ
ム塩のみ

*アンモニウ
ム塩のみ

*アンモニウ
ム塩のみ

*アンモニウ
ム塩のみ

Perfluoro-2,5-
dimethyl-3,6-
dioxanonanoic
acid

13252-14-7 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-3,6-
dioxaoctane-
1,8-dioic acid

55621-21-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-
3,6,9-
trioxatridecano
ic acid

330562-41-9 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-3,6-
dioxadecanoic
acid

137780-69-9 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluoro-
3,6,9-
trioxaundecan
e-1,11-dioic
acid

55621-18-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-4-
isopropoxybuta
noic acid

801212-59-9 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found (GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-
(2,5,8-
trimethyl-
3,6,9-
trioxadodecan
oic) acid

65294-16-8 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-
3,6,9-
trioxadecanoic
acid

151772-59-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

(GenX)Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

2-
(Perfluorooctyl
)ethyl acrylate

27905-45-9 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

1H,1H,9H-
Perfluorononyl
acrylate

4180-26-1 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Michael
addition;Michael addition >> Polarised Alkenes-
Michael addition;Michael addition >> Polarised
Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

2,2,3,3-
Tetrafluoropro
pyl acrylate

7383-71-3 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Michael
addition;Michael addition >> Polarised Alkenes-
Michael addition;Michael addition >> Polarised
Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

2-
(Perfluorobutyl
)ethyl acrylate

52591-27-2 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

1H,1H-
Perfluorooctyl
acrylate

307-98-2 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

1H,1H,5H,5H-
Perfluoro-1,5-
pentanediol
diacrylate

678-95-5 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

1H,1H,5H-
Perfluoropenty
l acrylate

376-84-1 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Michael
addition;Michael addition >> Polarised Alkenes-
Michael addition;Michael addition >> Polarised
Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

(6H-
Perfluorohexyl
)methyl
acrylate

2993-85-3 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Michael
addition;Michael addition >> Polarised Alkenes-
Michael addition;Michael addition >> Polarised
Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

1H,1H,6H,6H-
Perfluorohexan
e-1,6-diol
diacrylate

2264-01-9 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

1H,1H-
Perfluorobutyl
acrylate

424-64-6 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,1H-
Perfluoropropy
l acrylate

356-86-5 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

2-
(Perfluorooctyl
)ethyl
methacrylate

1996-88-9 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

2-
(Perfluorohexy
l)ethyl
methacrylate

2144-53-8 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

TA1535,TA1537,TA98,TA100,WP2uvrA(
±
S9);TA1535,TA1537,TA98,TA100,Wp2u
vrA(±
S9);TA1535,TA1537,TA98,TA100,WP2u
vrA(±S9) Negative//TA1535,
TA1537,TA98,TA100, WP2 uvrA (±S9)
Negative

V79(±
S9)Negativ
e
/(TG473);H
PBL -
S9:Positive,
+S9:Positiv
e/(TG473,
GLP);CHO
(±S9)
Negative//
human
peripheral
blood
lymphocyte
s (V79) (±
S9),
Chinise
hamster

L5178Y (±
S9)
Negative/(
TG476準
拠,GLP適
合), L5178Y
-S9
Negative,
+S9ambiguo
us//mouse
lymphoma
L5178Y
Negative (-
S9) ,
Ambiguous(
+S9)

ICRマウス
雌雄、骨髄
Negative

ICRマウス、
雌雄、骨髄
Negative

1H,1H,5H-
Perfluoropenty
l methacrylate

355-93-1 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Michael
addition;Michael addition >> Polarised Alkenes-
Michael addition;Michael addition >> Polarised
Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

TA98, TA100, TA102, TA1535, TA1537
Negative,Ambiguous(-S9),
Ambiguous,Negative(+S9);TA1535,TA15
37,TA98, TA100, WP2 uvrA Negative
(±S9)

lymphocyte
(±S9)
Negative

1H,1H,9H-
perfluorononyl
methacrylate

1841-46-9 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Michael
addition;Michael addition >> Polarised Alkenes-
Michael addition;Michael addition >> Polarised
Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

(Perfluoroprop
yl)methyl
methacrylate

13695-31-3 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

1H,1H-
Perfluoropropy
l methacrylate

45115-53-5 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

(Perfluorohept
yl)methyl
methacrylate

3934-23-4 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

(Perfluorohexy
l)methyl
methacrylate

48076-44-4 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

1H,1H,7H-
Perfluorohepty
l methacrylate

2261-99-6 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Michael
addition;Michael addition >> Polarised Alkenes-
Michael addition;Michael addition >> Polarised
Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

1H,1H,2H,2H-
Perfluorohexyl
methacrylate

1799-84-4 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

Perfluorotridec
anoic acid

72629-94-8 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

Perfluorotetra
decanoic acid

376-06-7 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

TA100, TA1535,TA98,TA1538,WP2uvrA
(±S9) Negative

CHL/IU(±
S9)
Negative//
Chinese
hamster
lung cells
(±S9)
Negative

Perfluorounde
canoic acid

2058-94-8 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

TA100,TA1535,TA98,TA1537,WP2 uvrA
(±S9) Negative

CHL/IU (±
S9)
Positive//C
hinese
hamster
lung cells
(±S9)
Positive

HepG2
Negative
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

追加 Perfluorohexad
ecanoic acid

67905-19-5 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

TA100,TA1535,TA98,TA1537,WP2uvrA
(±S9)Negative

CHL/IU(±
S9)
Negative

Negative Negative

追加 Perfluorooctad
ecanoic acid

16517-11-6 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

TA100,TA1535,TA98,TA1537,WP2uvrA(
±S9) Negative

CHL/IU
Weakly
Positive

Negative Negative

追加 Perfluorodode
canoic acid

307-55-1 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

TA98, TA100, TA1535,
TA1538,TA1538;
TA98,TA100,WP2uvrA,pkM101;
TA98,TA100,TA1535,TA1538,WP2ivrA
(±S9)Negative

CHL/IU (±
S9)
Positive

HepG2
Negative

V79(±S9)
Negative

Perfluorodeca
noic acid

335-76-2 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

TA98,TA100,TA1535,TA1537,TA1538,
WP2 uvrA (±S9) Negative//TA1535,
TA1537,TA98,TA100  (±S9) Negative

V79(±S9)
Negative

Harian SD
ラット末梢
血 雌雄
Negative

Perfluoronona
noic acid

375-95-1 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

TA98,TA100,TA1535,TA1537,TA1538;
TA98,TA100,WP2uvr2 (±S9) Negative

ヒト肝臓が
ん細胞
Modest
increase at
a cytotoxic
conc., :
HepG2細胞
Positive

V79(±S9)
Negative

TK6細胞
Positive

Harian SD
ラット末梢
血雌雄
Negative

9H-
Perfluoronona
noic acid

76-21-1 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic

11-H-
Perfluorounde
canoic acid

1765-48-6 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sur
factants -
Anionic
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Pentafluoropro
pionamide

354-76-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

Heptafluorobut
yramide

662-50-0 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

Perfluorooctan
amide

423-54-1 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

Nonafluoropen
tanamide

13485-61-5 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

Perfluoropenta
namide

355-81-7 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

Perfluorooctan
edioic diamide

3492-23-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

Octafluoroadip
amide

355-66-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

N-
Methylperfluor
oheptanamide

89932-74-1 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

追加 Perfluoropenta
ne sulfonic
acid

2706-91-4 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

追加 Perfluorono
nane
sulfonic acid

68259-12-1 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

追加 Perfluorodec
ane sulfonîc
acid

335-77-3 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

追加 Perfluoroun
decane
sulfonic acid

749786-16-
1

No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

追加 Perfluorodo
decane
sulfonic acid

79780-39-5 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

追加 Perfluorotrid
ecane
sulfonic acid

791563-89-
8

No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

追加 Ammonium
perfluorooctan
esulfonate

29081-56-9 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

追加 Perfluoronona
nesulfonate

474511-07-4 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

1H,1H-
Perfluoropropy
lamine

422-03-7 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

1H,1H-
Heptafluorobut
ylamine

374-99-2 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

1H,1H-
Perfluorohepty
lamine

423-49-4 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

1H,1H-
Perfluorooctyl
amine

307-29-9 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

1H,1H-
Perfluorononyl
amine

355-47-5 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,1H-
Perfluorohexyl
amine

355-34-0 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

1H,1H-
Perfluoropenty
lamine

355-27-1 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

1H,1H,2H-
Perfluorocyclo
pentane

15290-77-4 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Halogenated
Cycloalkane
Type
Compounds

No alert found No alert found Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

TA1535, TA1537, TA98,TA100, WP2
uvrA(±S9) Negative

human
lymphocyte
s (±S9)
Positive

Perfluoro-1,2-
dimethylcycloh
exane

306-98-9 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

TA1535, TA1537,TA98,TA100,
WP2uvrA  (±S9) Negative

Chinise
Hamster
Lung Cells
(±
S9)Negativ
e

Perfluoro-1,3-
dimethylcycloh
exane

335-27-3 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

TA1535,TA1537,TA98,TA100,WP2 (±
S9)Negative

CHO (±
S9)Negativ
e

Perfluoro-1,2-
dimethylcyclob
utane

2994-71-0 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

Perfluorometh
ylcyclohexane

355-02-2 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluorometh
ylcyclopentane

1805-22-7 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

Perfluoro-
1,3,5-
trimethylcyclo
hexane

374-76-5 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

2(Perfluoro-2-
propyl)ethanol

90999-87-4 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

2-
Perfluoropropy
l-2-propanol

355-22-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

3(Perfluoro-2-
butyl)propanol

239463-96-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

3-
(Perfluoroisopr
opyl)propanol

29819-73-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

Hexafluoro-2-
methyl-2-
propanol

1515-14-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Nonafluoro-
tert-butanol

2378-02-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

2-(4H-
Perfluorobutyl)
-2-propanol

2673-15-6 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

Methyl
heptafluoropro
pylketone

355-17-9 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ketone;
Perflourocarbo
n derivatives

 

Methyl
perfluoropentyl
ketone

2708-07-8 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ketone;
Perflourocarbo
n derivatives

Methyl 4H-
perfluorobutyl
ketone

93449-49-1 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ketone;
Perflourocarbo
n derivatives

4-
(Perfluorobutyl
)-2-butanone

140834-64-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Ketone;
Perflourocarbo
n derivatives

Methyl
perfluoroethyl
ketone

374-41-4 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ketone;
Perflourocarbo
n derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Ethyl
perfluoropenta
nyl ketone

383177-55-7 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ketone;
Perflourocarbo
n derivatives

Perfluoropropy
l trifluorovinyl
ether

1623-05-8 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives

TA97,TA98, TA100,TA1535, WP2
uvrA(±S9)Negative//Positive(NIHS)

human
lymphocyte
(±
S9)Negativ
e

Perfluorohept-
1-ene

355-63-5 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives

Perfluorohex-
1-ene

755-25-9 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives

6H-
Perfluorohex-
1-ene

1767-94-8 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives

Perfluorooct-
1-ene

559-14-8 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives

Perfluoro-1-
decene

35328-43-9 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

2H-Perfluoro-
2-propanol

920-66-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

TA1535, TA1537, TA1538, TA97,
TA98, TA100, WP2 UvrA (±
S9)Negative

1H,1H,3H-
Perfluorobutan
ol

382-31-0 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

2-Iodo-
1h,1h,2h,3h,3h
-
perfluorodecan
-1-ol

16083-64-0 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

Radical;Radical >> ROS formation after GSH depletion
(indirect);Radical >> ROS formation after GSH depletion
(indirect) >> Haloalcohols;SN2;SN2 >> Alkylation by
epoxide metabolically formed after E2 reaction;SN2 >>
Alkylation by epoxide metabolically formed after E2
reaction >> Haloalcohols

Radical;Radical >> ROS formation after GSH depletion
(indirect);Radical >> ROS formation after GSH depletion
(indirect) >> Haloalcohols;SN2;SN2 >> Alkylation by epoxide
metabolically formed after E2 reaction;SN2 >> Alkylation by
epoxide metabolically formed after E2 reaction >> Haloalcohols

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

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

Aliphatic
halogens

Aliphatic
halogen

Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

1-
Perfluoropropy
lethanol

375-14-4 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

1-
Pentafluoroeth
ylethanol

374-40-3 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

1H,1H,1H,2H-
Perfluoro-2-
heptanol

914637-05-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

(Perfluorobutyl
)ethene

19430-93-4 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives

TA1535, TA1537, TA98,TA100, WP2
(±S9) Negative

Chinese
hamster
Ovary
(CHO)(±
S9)
Negative

mouse
lymphoma
L5178Y
cells(±S9)
Negative
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1,6-
Divinylperfluor
ohexane

1800-91-5 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives

TA1535, TA1537,TA98,TA100, TA102,
WP2uvrA (±S9) Negative

peripheral
human
lymphocyte
s  (±
S9)Negativ
e

mouse
lymphoma
L5178Y
(±S9)
Negative

1H,1H,2H-
Perfluoro-1-
decene

21652-58-4 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives

1,4-
Divinylperfluor
obutane

678-65-9 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives

(Perfluorohept
yl)ethene

25431-45-2 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives

1,8-
Divinylperfluor
ooctane

35192-44-0 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives

Hexafluoroisop
ropyl methyl
ether

13171-18-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

TA1535, TA100; all common straines
used in Ames assay (±S9) Negative

(2H-
Perfluoropropy
l)(1H,1H-
perfluoroethyl)
ether

993-95-3 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Ethyl 2H-
perfluoropropyl
ether

380-34-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Difluoromethyl
2H-
perfluoropropyl
ether

56860-85-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

1H,1H,2'H-
Perfluorodipro
pyl ether

1000-28-8 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Sevoflurane 28523-86-6 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Trichloro((perfl
uorohexyl)ethy
l)silane

78560-45-9 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sila
ne

TA1535, TA1537, TA98,TA100, TA102
(±S9) Negative

Chinese
hamster
lung
fibroblasts(
V79) (±
S9)
Negative

mouse
lymphoma
L5178Y
cells (±S9)
Negative

Dichloromethyl
((perfluorohex
yl)ethyl)silane

73609-36-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sila
ne

Trimethylsilyl
perfluorobutan
esulfonate

68734-62-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sila
ne
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

2-
(Perfluorooctyl
)ethyldimethyl
chlorosilane

74612-30-9 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sila
ne

(Heptafluoropr
opyl)trimethyls
ilane

3834-42-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sila
ne

2H-
Perfluoroisobu
tyric acid

564-10-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

3-(Perfluoro-
2-
butyl)propanoi
c acid

239463-95-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluoro-3,7-
dimethyloctan
oic acid

172155-07-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

2(2H-
Perfluoro-2-
propyl)acetic
acid

17327-33-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

4,4-
bis(Trifluorom
ethyl)-4-
fluoropropanoi
c acid

243139-62-0 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,1H,3H-
Perfluoropropy
l triflate

6401-02-1 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

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

Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonate ester

3H,3H-
Perfluoropropy
l triflate

6401-00-9 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

No alert found Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonate ester

2,2,2-
Trifluoroethyl
perfluorobutan
esulfonate

79963-95-4 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found No alert found Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonate ester

1H,1H-
Heptafluorobut
yl triflate

6401-01-0 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

No alert found Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonate ester

1H,1H-
Perfluorobutyl
perfluorobutan
esulfonate

883499-32-9 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found No alert found Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonate ester

追加 1,1,2,2,2-
pentafluoroeth
anesulfonylfluo
ride

354-87-0 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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;SN2 >> SN2
at sulfur atom;SN2 >> SN2 at sulfur atom >> Sulfonyl Halides

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonyl halide

Positive(NIHS)

Perfluorobutan
esulfonyl
fluoride

375-72-4 No alert found No alert found SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on
sulfur atom >> Sulfonyl Halides

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonyl halide

TA1535, TA1537,TA98,TA100,
WP2uvrA/pKM101  (±S9) Negative

human
lymphocyte
s (±S9)
Negative
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluorooctan
esulfonyl
fluoride

307-35-7 No alert found No alert found SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on
sulfur atom >> Sulfonyl Halides

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonyl halide

TA98,TA100 (±S9) Negative

Perfluoro-1-
butanesulfonyl
chloride

2991-84-6 No alert found No alert found SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on
sulfur atom >> Sulfonyl Halides

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonyl halide

Perfluoro-1-
octanesulfonyl
chloride

423-60-9 No alert found No alert found SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on
sulfur atom >> Sulfonyl Halides

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonyl halide

1H,1H,8H,8H-
Perfluorooctan
e-1,8-diol

90177-96-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

Hexafluoroamy
lene glycol

376-90-9 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

1H,1H,10H,10H
-
Perfluorodeca
ne-1,10-diol

754-96-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

1H,1H,6H,6H-
Perfluoro-1,6-
hexanediol

355-74-8 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H-Perfluoro-
1,1-
propanediol

422-63-9 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

Perfluorooctan
esulfonamide

754-91-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonamide

N-
Ethylperfluoro
octane
sulfonamide

4151-50-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonamide

N-
Methylperfluor
ooctanesulfona
mide

31506-32-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonamide

Perfluorohexan
esulfonamide

41997-13-1 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonamide

2,3,3,3-
Tetrafluoro-2-
(perfluoropent
oxy)propan-1-
ol

78693-85-3 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

1H,1H-
Perfluoro-
3,6,9-
trioxadecan-
1-ol

147492-57-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

2-
(Perfluoroprop
oxy)-1H,1H-
perfluoropropa
nol

26537-88-2 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

1H,1H-
Perfluoro-2,5-
dimethyl-3,6-
dioxanonan-1-
ol

14548-74-4 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoroisohe
xane

355-04-4 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

TA1535, TA1537,  TA98,TA100, WP2
(not specified) Negative

Chinese
hamster
Ovary
(CHO)  (±
S9)
Negative

Perfluoro-2,3-
dimethylbutan
e

354-96-1 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

2-(2-
Iodoethyl)perfl
uoropropane

99324-96-6 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found SN2;SN2 >> SN2 at an sp3 Carbon atom;SN2 >>
SN2 at an sp3 Carbon atom >> Aliphatic halides

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

2H-
Perfluoro(2-
methylpentane
)

30320-28-6 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

追加 4,8-Dioxa-
3H-
perfluorono
nanoic acid

919005-14-
4
958445-44-
8

No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

TA1535, TA1537, TA98,TA100,
WP2uvrA(±S9) Negative

ヒトリンパ球
(±S9)
False
Positive

V79(±S9)
Negative

NMRI BRマ
ウス骨髄
(雌雄)
Negative

Wistarラット
骨髄(雌雄)
Negative
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

追加 Ammoniu
m
perfluoro-
2-methyl-
3-
oxahexano
ate

62037-80-
3

No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic acid;Ether
moiety;Perflou
rocarbon
derivatives

ネズミチフス菌(±S9) Negative CHO細胞
S9(-
);Negative,
S9(+):Positi
ve

L5178Y/TK
+(±S9)
Negative

マウス、骨
髄細胞
Negative

マウス、骨
髄細胞
Negative

ラット
Negative

♂: 膵臓の
腺腫とがん
発生頻度上
昇、♀:肝細
胞腺腫、が
ん発生頻度
上昇

追加 bis[2,3,3,3-
tetrafluoro-2-
(trifluoromethy
l)propanoicacid
]octafluorobut
ane-1,4-
diylester

NO_CAS No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Positive(NIHS)

Methyl 3,3,3-
trifluoro-2-
(trifluoromethy
l)propionate

360-54-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Methyl
tetrafluoro-2-
(trifluoromethy
l)propionate

680-05-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Perfluorobutyr
aldehyde

375-02-0 Simple
aldehyde
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found Schiff base formers;Schiff base formers >> Direct
Acting Schiff Base Formers;Schiff base formers >>
Direct Acting Schiff Base Formers >> Mono
aldehydes

Aldehyde Type
Compounds

Simple
aldehyde

Simple
aldehyde

Aldehyde;Alkyl
halide;Perflour
ocarbon
derivatives

5H-
Perfluoropenta
nal

2648-47-7 Simple
aldehyde
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;Schiff base
formers;Schiff base formers >> Direct Acting Schiff
Base Formers;Schiff base formers >> Direct Acting
Schiff Base Formers >> Mono aldehydes

Aldehyde Type
Compounds

Simple
aldehyde

Simple
aldehyde

Aldehyde;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluorohexan
al

754-79-0 Simple
aldehyde
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found Schiff base formers;Schiff base formers >> Direct
Acting Schiff Base Formers;Schiff base formers >>
Direct Acting Schiff Base Formers >> Mono
aldehydes

Aldehyde Type
Compounds

Simple
aldehyde

Simple
aldehyde

Aldehyde;Alkyl
halide;Perflour
ocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,1H-
Heptafluorobut
yl epoxide

1765-92-0 Epoxides and
aziridines
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, direct acting epoxides and
related;SN2 >> Alkylation, direct acting epoxides and
related >> Epoxides, Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Alkylation, direct acting epoxides and related;SN2
>> Alkylation, direct acting epoxides and related >> Epoxides,
Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Direct Acting Epoxides and
related;SN2 >> Direct Acting Epoxides and related
>> Epoxides

Epoxide
Reactive
Functional
Groups

Epoxides and
aziridines

Epoxides and
aziridines

Alkyl
halide;Epoxide;
Perflourocarbo
n
derivatives;Sat
urated
heterocyclic
fragment

3-
(Perfluorohexy
l)-1,2-
epoxypropane

38565-52-5 Epoxides and
aziridines
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, direct acting epoxides and
related;SN2 >> Alkylation, direct acting epoxides and
related >> Epoxides, Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Alkylation, direct acting epoxides and related;SN2
>> Alkylation, direct acting epoxides and related >> Epoxides,
Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Direct Acting Epoxides and
related;SN2 >> Direct Acting Epoxides and related
>> Epoxides

Epoxide
Reactive
Functional
Groups

Epoxides and
aziridines

Epoxides and
aziridines

Alkyl
halide;Epoxide;
Perflourocarbo
n
derivatives;Sat
urated
heterocyclic
fragment

3-
(Perfluorooctyl
)-1,2-
propenoxide

38565-53-6 Epoxides and
aziridines
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, direct acting epoxides and
related;SN2 >> Alkylation, direct acting epoxides and
related >> Epoxides, Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Alkylation, direct acting epoxides and related;SN2
>> Alkylation, direct acting epoxides and related >> Epoxides,
Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Direct Acting Epoxides and
related;SN2 >> Direct Acting Epoxides and related
>> Epoxides

Epoxide
Reactive
Functional
Groups

Epoxides and
aziridines

Epoxides and
aziridines

Alkyl
halide;Epoxide;
Perflourocarbo
n
derivatives;Sat
urated
heterocyclic
fragment

3-(Perfluoro-
2-
butyl)propane-
1,2-diol

125070-38-4 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

3-(Perfluoro-
1-propyl)-1,2-
propanediol

1992-91-2 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

1-
(Perfluorofluor
ooctyl)propane
-2,3-diol

94159-84-9 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

2,2,2-
Trifluoroethyl
triflate

6226-25-1 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

No alert found Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Sulfonat
e ester

TA98,TA1537, WP2 UvrA(±S9)
Negative, TA1535(±S9)
Positive,TA100 (+S9)Negative, (-S9)
Positive//Positive(NIHS)
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

2,2-
Difluoroethyl
triflate

74427-22-8 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;SN2 >>
Acylation involving a leaving group after metabolic
activation;SN2 >> Acylation involving a leaving group
after metabolic activation >> Geminal Polyhaloalkane
Derivatives;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom;SN2 >> Alkylation, nucleophilic
substitution at sp3-carbon atom >> Sulfonates and
Sulfates;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;SN2 >> Acylation involving a
leaving group after metabolic activation;SN2 >> Acylation
involving a leaving group after metabolic activation >> Geminal
Polyhaloalkane Derivatives;SN2 >> Alkylation, nucleophilic
substitution at sp3-carbon atom;SN2 >> Alkylation, nucleophilic
substitution at sp3-carbon atom >> Sulfonates and
Sulfates;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

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

Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Sulfonat
e ester

Trifluoromethy
l
trifluorometha
nesulfonate

3582-05-6 Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

No alert found Not classified Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl (C<5) or
benzyl ester of
sulphonic or
phosphonic
acid

Alkyl
halide;Sulfonat
e ester

[2-
(Perfluorohexy
l)ethyl]trimeth
oxysilane

85857-16-5 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkoxysilane;Al
kyl
halide;Perflour
ocarbon
derivatives;Sila
ne

TA1535, TA1537, TA98,TA100, TA102
(±S9) Negative

Triethoxy((perf
luorohexyl)eth
yl)silane

51851-37-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkoxysilane;Al
kyl
halide;Perflour
ocarbon
derivatives;Sila
ne

TA1535, TA1537,TA98,TA100, TA102,
(±S9) Negative

Chinese
hamster
lung
fibroblastsV
79  (±
S9)Negativ
e

mouse
lymphoma
L5178Y
(±S9)
Negative

Dimethoxymet
hyl((perfluoroh
exyl)ethyl)silan
e

85857-17-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkoxysilane;Al
kyl
halide;Perflour
ocarbon
derivatives;Sila
ne

Perfluorobutan
oic anhydride

336-59-4 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Acid
anhydride;Alkyl
halide;Perflour
ocarbon
derivatives

2H-
Perfluoropropa
noic anhydride

337-83-7 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Not classified No alert found H-acceptor-
path3-H-
acceptor

Acid
anhydride;Alkyl
halide;Perflour
ocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Pentafluoropro
panoic
anhydride

356-42-3 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Acid
anhydride;Alkyl
halide;Perflour
ocarbon
derivatives

2-
(Perfluorooctyl
)ethanthiol

34143-74-3 No alert found No alert found Radical;Radical >> Radical mechanism via ROS formation
(indirect);Radical >> Radical mechanism via ROS formation
(indirect) >> Thiols

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Thi
ol

2-
(Perfluorohexy
l)ethanethiol

34451-26-8 No alert found No alert found Radical;Radical >> Radical mechanism via ROS formation
(indirect);Radical >> Radical mechanism via ROS formation
(indirect) >> Thiols

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Thi
ol

2-
(Perfluorobutyl
)ethanethiol

34451-25-7 No alert found No alert found Radical;Radical >> Radical mechanism via ROS formation
(indirect);Radical >> Radical mechanism via ROS formation
(indirect) >> Thiols

No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Thi
ol

3-
Methoxyperflu
oro(2-
methylpentane
)

132182-92-4 Structural
alert for
nongenotoxic
carcinogenicity
;Substituted
n-
alkylcarboxylic
acids
(Nongenotox)

No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

TA1535, TA1537,TA98,TA100, WP2
(±S9)Negative

peripheral
human
lymphocyte
s (±S9)
Negative

mouse
lymphoma
L5178Y
(±S9)
Negative

3-
Ethoxyperfluor
o(2-
methylhexane)

297730-93-9 Structural
alert for
nongenotoxic
carcinogenicity
;Substituted
n-
alkylcarboxylic
acids
(Nongenotox)

No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

TA1535,TA1537,TA98, TA100, WP2
uvrA (±S9) Negative

CHL/IU (±
S9)
Negative

lymphoma
L5178Y
cells(±S9)
Negative

Perfluoroisobu
tyl methyl
ether

163702-08-7 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Pentafluoropro
pylamidine

422-62-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Amidine;
Perflourocarbo
n derivatives

Perfluorobutyr
ylamidine

375-19-9 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Amidine;
Perflourocarbo
n derivatives

Perfluorooctan
amidine

307-31-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Amidine;
Perflourocarbo
n derivatives

tris(Trifluoroet
hoxy)methane

58244-27-2 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety

Flurothyl 333-36-8 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety

1,1,2-
Trifluoro-1-
methoxy-2-
(trifluorometho
xy)ethane

996-56-5 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Ether
moiety

2H,3H-
Perfluoropenta
ne

138495-42-8 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

TA1535, TA97, TA98,TA100, WP2 uvrA
pKM101(±S9) Negative

human
lymphocyte
s  (±S9)
Negative

mouse
lymphoma
L5178Y (±
S9)
Negative
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,2H,2H-
Perfluorobutan
e

86884-16-4 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

1-
(Perfluorohexy
l)-2-
iodopropane

38550-34-4 Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found SN2;SN2 >> SN2 at an sp3 Carbon atom;SN2 >>
SN2 at an sp3 Carbon atom >> Aliphatic halides

Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Aliphatic
halogens

Aliphatic
halogen

Alkane,
branched with
secondary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

追加 trifluoroiodome
thane

2314-97-8 No alert found AN2;AN2 >> Schiff base formation by aldehyde formed
after metabolic activation;AN2 >> Schiff base formation
by aldehyde formed after metabolic activation >>
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 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

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

No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl halide Positive(NIHS)

追加 trifluoromethyl
hypofluorite

373-91-1 No alert found AE2;AE2 >> Electrophilc addition to C=C double
bond;AE2 >> Electrophilc addition to C=C double bond
>> Perfluorinated Hypofluorites;SE2;SE2 >> Electrophilic
substitution at sp3 and sp2-carbon atoms;SE2 >>
Electrophilic substitution at sp3 and sp2-carbon atoms
>> Perfluorinated Hypofluorites

AE2;AE2 >> Electrophilc addition to C=C double bond;AE2 >>
Electrophilc addition to C=C double bond >> Perfluorinated
Hypofluorites;SE2;SE2 >> Electrophilic substitution at sp3 and
sp2-carbon atoms;SE2 >> Electrophilic substitution at sp3 and
sp2-carbon atoms >> Perfluorinated Hypofluorites

No alert found Not classified No alert found No alert found Alkyl halide Positive(NIHS)

1,1,1,3,3-
Pentafluorobut
ane

406-58-6 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl halide

5H,5H-
Perfluoro-4,6-
nonanedione

113116-18-0 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Diketone
;Ketone;Perflo
urocarbon
derivatives

3H,3H-
Perfluorohepta
ne-2,4-dione

20583-66-8 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Diketone
;Ketone;Perflo
urocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

3H,3H-
Perfluoro-2,4-
hexanedione

20825-07-4 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Diketone
;Ketone;Perflo
urocarbon
derivatives

2,2-
bis(Trifluorom
ethyl)-2-
hydroxyacetic
acid

662-22-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

3,3-
Bis(trifluorome
thyl)-3-
hydroxypropio
nic acid

1547-36-0 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

1H,1H,11H,11H
-
Perfluorotetra
ethylene glycol

330562-44-2 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Dihydrox
yl
derivatives;Eth
er
moiety;Perflou
rocarbon
derivatives

1H,1H,8H,8H-
Perfluoro-3,6-
dioxaoctane-
1,8-diol

129301-42-4 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Dihydrox
yl
derivatives;Eth
er
moiety;Perflou
rocarbon
derivatives

N,N-dimethyl-
2H-
perfluoroethan
amine

1550-50-1 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;SN1;SN1 >>
Iminium Ion Formation;SN1 >> Iminium Ion
Formation >> Aliphatic tertiary amines

Alpha-
Haloalkylamine
Reactive
Functional
Groups;Nitroge
n Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
tertiary;Alkyl
halide;Amine,
tertiary;Perflou
rocarbon
derivatives

Perfluamine 338-83-0 No alert found No alert found No alert found No alert found Alpha-
Haloalkylamine
Reactive
Functional
Groups;Nitroge
n Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
tertiary;Alkyl
halide;Amine,
tertiary;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

3,5,7,8-
Tetrachloroper
fluorooctanoic
acid

2923-68-4 No alert found No alert found 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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perhaloge
nated carbon
derivatives

TA1535, TA1537, TA1538, TA98,
TA100(±S9) Negative

3,5,6-
Trichloroperflu
orohexanoic
acid

2106-54-9 No alert found No alert found 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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perhaloge
nated carbon
derivatives

TA1535, TA1537, TA1538, TA98,
TA100(±S9) Negative

Allyl
perfluoroisopro
pyl ether

15242-17-8 No alert found No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Eth
er
moiety;Perflou
rocarbon
derivatives

3-(2,2,3,3-
Tetrafluoropro
poxy)prop-1-
ene

681-68-5 No alert found No alert found No alert found Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Eth
er
moiety;Perflou
rocarbon
derivatives

2-
(Perfluorohexy
l)ethylphospho
nic acid

252237-40-4 No alert found No alert found No alert found No alert found Organophosph
orus Type
Compounds

No alert found No alert found (Thio)Phospho
nic acid
derivatives;Alk
yl
halide;Perflour
ocarbon
derivatives;Ph
osphonic acid

[ Na塩 TA1535, TA1537, TA98, TA100,
WP2uvrA(±S9) Negative]

[Na塩
V79(±S9)
Negative ]

((Perfluorooct
yl)ethyl)phosp
honic acid

80220-63-9 No alert found No alert found No alert found No alert found Organophosph
orus Type
Compounds

No alert found No alert found (Thio)Phospho
nic acid
derivatives;Alk
yl
halide;Perflour
ocarbon
derivatives;Ph
osphonic acid

Hexafluoropro
pene oxide
trimer

2641-34-1 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide;SN1;SN1 >> Carbenium Ion
Formation;SN1 >> Carbenium Ion Formation >>
Alpha halo ethers (including alpha halo thioethers)

Acyl and
Benzoyl Type
Compounds;Al
pha- and
beta-
Haloether
Reactive
Functional
Groups

Acyl halides Acyl
halides;H-
acceptor-
path3-H-
acceptor

Acyl
halide;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluoro(2-
methyl-3-
oxahexanoyl)
fluoride

2062-98-8 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds;Al
pha- and
beta-
Haloether
Reactive
Functional
Groups

Acyl halides Acyl
halides;H-
acceptor-
path3-H-
acceptor

Acyl
halide;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

4H,4H-
Perfluoro-6,6-
dimethylhepta
ne-3,5-dione

2145-68-8 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Diketone
;Ketone;Perflo
urocarbon
derivatives;tert
-Butyl

(Heptafluorobu
tanoyl)pivaloyl
methane

17587-22-3 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Diketone
;Ketone;Perflo
urocarbon
derivatives;tert
-Butyl

9-Chloro-
perfluorononan
oic acid

865-79-2 Perfluorooctan
oic acid
(PFOA)
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Per
halogenated
carbon
derivatives

5-Bromo-
4,4,5,5-
tetrafluoropent
anoic acid

234443-22-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Per
halogenated
carbon
derivatives

Methyl
perfluoro-3,6-
dioxaheptanoat
e

39187-41-2 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic acid
ester;Ether
moiety;Perflou
rocarbon
derivatives

Methyl
perfluoro(2-
propoxypropan
oate)

13140-34-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic acid
ester;Ether
moiety;Perflou
rocarbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluoro-2-
methyl-3-
pentanone

756-13-8 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Ketone;
Perflourocarbo
n derivatives

TA1535, TA1537, TA98,TA100, WP2
uvrA (±S9) Negative

Chinese
hamster
Ovary
(CHO)Ambi
guous
(+S9),
Negative(-
S9)

Chinese
hamster
lung
fibroblasts
(V79)  (±
S9), mouse
lymphoma
L5178Y
cells (±
S9)Negativ
e, Negative

Bis(perfluorois
opropyl)ketone

813-44-5 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Ketone;
Perflourocarbo
n derivatives

2-(Perfluoro-
3-
methylbutyl)et
hyl
methacrylate

65195-44-0 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

(Perfluoro-5-
methylhexyl)et
hyl 2-
methylprop-2-
enoate

50836-66-3 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

(1S,4S)-3-
(Heptafluorobu
tyryl)camphor

115224-00-5 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Bicycloh
eptane;Bridged
-ring
carbocycles;C
ycloalkane;Cyc
loketone;Diket
one;Ketone;Pe
rflourocarbon
derivatives;Ter
penes

(1R,4R)-3-
(Heptafluorobu
tyryl)-camphor

51800-99-8 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Bicycloh
eptane;Bridged
-ring
carbocycles;C
ycloalkane;Cyc
loketone;Diket
one;Ketone;Pe
rflourocarbon
derivatives;Ter
penes

(2H-
Perfluoroethox
y)methyloxiran
e

85567-21-1 Epoxides and
aziridines
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;SN2 >>
Acylation involving a leaving group after metabolic
activation;SN2 >> Acylation involving a leaving group
after metabolic activation >> Geminal Polyhaloalkane
Derivatives;SN2 >> Alkylation, direct acting epoxides
and related;SN2 >> Alkylation, direct acting epoxides
and related >> Epoxides, Aziridines, Thiiranes and
Oxetanes;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;SN2 >> Acylation involving a
leaving group after metabolic activation;SN2 >> Acylation
involving a leaving group after metabolic activation >> Geminal
Polyhaloalkane Derivatives;SN2 >> Alkylation, direct acting
epoxides and related;SN2 >> Alkylation, direct acting epoxides
and related >> Epoxides, Aziridines, Thiiranes and
Oxetanes;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

Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;SN2;SN2 >>
Direct Acting Epoxides and related;SN2 >> Direct
Acting Epoxides and related >> Epoxides

Alpha- and
beta-
Haloether
Reactive
Functional
Groups;Epoxid
e Reactive
Functional
Groups

Epoxides and
aziridines

Epoxides and
aziridines;H-
acceptor-
path3-H-
acceptor

Alkyl
halide;Epoxide;
Ether
moiety;Perflou
rocarbon
derivatives;Sat
urated
heterocyclic
fragment
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

((2,2,3,3-
Tetrafluoropro
poxy)methyl)o
xirane

19932-26-4 Epoxides and
aziridines
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, direct acting epoxides and
related;SN2 >> Alkylation, direct acting epoxides and
related >> Epoxides, Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Alkylation, direct acting epoxides and related;SN2
>> Alkylation, direct acting epoxides and related >> Epoxides,
Aziridines, Thiiranes and Oxetanes

Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;SN2;SN2 >>
Direct Acting Epoxides and related;SN2 >> Direct
Acting Epoxides and related >> Epoxides

Alpha- and
beta-
Haloether
Reactive
Functional
Groups;Epoxid
e Reactive
Functional
Groups

Epoxides and
aziridines

Epoxides and
aziridines;H-
acceptor-
path3-H-
acceptor

Alkyl
halide;Epoxide;
Ether
moiety;Perflou
rocarbon
derivatives;Sat
urated
heterocyclic
fragment

N-Ethyl-N-(2-
hydroxyethyl)p
erfluorooctane
sulfonamide

1691-99-2 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonamide

N-Methyl-N-
(2-
hydroxyethyl)p
erfluorooctane
sulfonamide

24448-09-7 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Perflour
ocarbon
derivatives;Sul
fonamide

2-
(Perfluorooctyl
)ethyl
dihydrogen
phosphate

57678-03-2 No alert found No alert found SN2;SN2 >> Alkylation;SN2 >> Alkylation >> Alkylphosphates,
Alkylthiophosphates and Alkylphosphonates

No alert found Organophosph
orus Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Ph
osphate ester

6:2
Fluorotelomer
phosphate
monoester

57678-01-0 No alert found No alert found SN2;SN2 >> Alkylation;SN2 >> Alkylation >> Alkylphosphates,
Alkylthiophosphates and Alkylphosphonates

No alert found Organophosph
orus Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Ph
osphate ester

追加 9-
Chlorohexad
ecafluoro-3-
oxanonane-
1-sulfonic
acid

756426-58-
1

No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives;Per
halogenated
carbon
derivatives;Sul
fonic acid

追加 11-
Chloroeicosa
fluoro-3-
oxaundecan
e-1-sulfonic
acid

83329-89-9 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives;Per
halogenated
carbon
derivatives;Sul
fonic acid
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

追加 N-ethyl
perfluorooctan
esulfonamidoa
cetic acid

2991-50-6 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sul
fonamide

追加 N-methyl
perfluorooct
anesulfonam
idoacetic
acid

2355-31-9 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sul
fonamide

Bis(2,2,2-
trifluoroethyl)s
ulfite

53749-89-6 No alert found SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

No alert found Not classified No alert found No alert found Alkyl
halide;Sulfite
ester

N-Methyl-bis-
heptafluorobut
yramide

73980-71-9 No alert found No alert found No alert found SN1;SN1 >> Iminium Ion Formation;SN1 >> Iminium
Ion Formation >> Aliphatic tertiary amines

Not classified No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Haloacet
amide;Imide;Pe
rflourocarbon
derivatives

3-(Perfluoro-
3-
methylbutyl)-
1,2-
propenoxide

54009-81-3 Epoxides and
aziridines
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

SN2;SN2 >> Alkylation, direct acting epoxides and
related;SN2 >> Alkylation, direct acting epoxides and
related >> Epoxides, Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Alkylation, direct acting epoxides and related;SN2
>> Alkylation, direct acting epoxides and related >> Epoxides,
Aziridines, Thiiranes and Oxetanes

SN2;SN2 >> Direct Acting Epoxides and
related;SN2 >> Direct Acting Epoxides and related
>> Epoxides

Epoxide
Reactive
Functional
Groups

Epoxides and
aziridines

Epoxides and
aziridines

Alkane,
branched with
tertiary
carbon;Alkyl
halide;Epoxide;
Perflourocarbo
n
derivatives;Sat
urated
heterocyclic
fragment

2-
(Trifluorometh
oxy)ethyl
trifluorometha
nesulfonate

329710-76-1 No alert found SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Ether
moiety;Sulfona
te ester

Perfluorodiace
tamide

407-24-9 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Haloacet
amide;Imide
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,2H-
Hexafluorocycl
opentene

1005-73-8 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Halogenated
Cycloalkane
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Cycloalk
ene
moiety;Perflou
rocarbon
derivatives;Un
saturated
carbocyclic
fragment

Hexafluoroisop
ropyl acrylate

2160-89-6 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alkan
e, branched
with secondary
carbon;Alkene
moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

追加 sodium
hydrogen((perf
luorohexyl)eth
yl)phosphonate

1189052-95-6 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Organophosph
orus Type
Compounds

No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Ph
osphonic acid

TA1535, TA1537, TA98, TA100,
WP2uvrA(±S9) Negative

V79(±S9)
Negative

2-Bromo-2-
(Perfluorohexy
l)ethene

51249-64-0 Monohaloalken
e
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

Monohaloalken
e

Monohaloalken
e

Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

N,N-Diethyl-
2H-
perfluoropropa
namine

309-88-6 No alert found No alert found No alert found SN1;SN1 >> Iminium Ion Formation;SN1 >> Iminium
Ion Formation >> Aliphatic tertiary amines

Alpha-
Haloalkylamine
Reactive
Functional
Groups;Nitroge
n Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
tertiary;Alkane,
branched with
secondary
carbon;Alkyl
halide;Amine,
tertiary;Perflou
rocarbon
derivatives

Ethyl
pentafluoropro
pionyl acetate

663-35-4 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic acid
ester;Ketone;P
erflourocarbon
derivatives

3,3-
Bis(trifluorome
thyl)-2-
propenoic acid

1763-28-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Acrylic
acids;Alkene
moiety;Alkyl
halide;Carboxyl
ic
acid;Unsaturat
ed
perhalogenate
d carbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

(Perfluorocycl
ohexyl)methan
ol

28788-68-3 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

Bis(2,2,2-
trifluoroethyl)a
mine

407-01-2 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
secondary;Alky
l halide;Amine,
secondary

2,2,2-
Trifluoroethyl
trifluoroacetat
e

407-38-5 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid ester

Perfluoro(2-
bromoethyl
vinyl ether)

85737-06-0 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives

2,4,6-
Tris(pentafluor
oethyl)-1,3,5-
triazine

858-46-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Aryl;Perf
lourocarbon
derivatives;Tri
azine

Hexaflumuron 86479-06-3 No alert found Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;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

Acylation;Acylation >> P450 Mediated Activation to
Acyl Halides;Acylation >> P450 Mediated Activation
to Acyl Halides >> 1,1-Dihaloalkanes;SN1;SN1 >>
Nitrenium Ion formation;SN1 >> Nitrenium Ion
formation >> Aromatic phenylureas

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Aryl;Aryl
halide;Benzami
de;Ether
moiety;Imide;P
erflourocarbon
derivatives;Ure
a derivatives

1H,1H,7H-
Perfluorohepty
l 4-
methylbenzene
sulfonate

424-16-8 Benzenesulfon
ic ethers,
methylation
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Sulfonates and Sulfates

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Sulfonates and Sulfates

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

Not classified No alert found No alert found Alkyl
(hetero)arenes
;Alkyl
halide;Alkyl-,
alkenyl- and
alkynyl
(hetero)arenes
;Aryl;Perflouro
carbon
derivatives;Sul
fonate ester
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluoro(4-
methyl-3,6-
dioxaoct-7-
ene)sulfonyl
fluoride

16090-14-5 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on
sulfur atom >> Sulfonyl Halides

SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkene
moiety;Alkenyl
halide;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives;Sul
fonyl
halide;Unsatur
ated
perhalogenate
d carbon
derivatives

Cyclohexafluor
opropane-1,3-
bis(sulfonyl)imi
de

84246-29-7 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Perflour
ocarbon
derivatives;Sat
urated
heterocyclic
fragment

2H-
Perfluoroisopr
opyl 2-
fluoroacrylate

74359-06-1 No alert found AN2;AN2 >> Schiff base formation;AN2 >> Schiff base
formation >> Polarized Haloalkene Derivatives;AN2 >>
Thioacylation via nucleophilic addition after cysteine-
mediated thioketene formation;AN2 >> Thioacylation via
nucleophilic addition after cysteine-mediated thioketene
formation >> Polarized Haloalkene Derivatives;SN2;SN2
>> Alkylation, direct acting epoxides and related after
P450-mediated metabolic activation;SN2 >> Alkylation,
direct acting epoxides and related after P450-mediated
metabolic activation >> Polarized Haloalkene
Derivatives;SN2 >> SN2 at sp3 and activated sp2
carbon atom;SN2 >> SN2 at sp3 and activated sp2
carbon atom >> Polarized Haloalkene Derivatives

AN2;AN2 >> Schiff base formation;AN2 >> Schiff base
formation >> Polarized Haloalkene Derivatives;AN2 >>
Thioacylation via nucleophilic addition after cysteine-mediated
thioketene formation;AN2 >> Thioacylation via nucleophilic
addition after cysteine-mediated thioketene formation >>
Polarized Haloalkene Derivatives;SN2;SN2 >> Alkylation, direct
acting epoxides and related after P450-mediated metabolic
activation;SN2 >> Alkylation, direct acting epoxides and related
after P450-mediated metabolic activation >> Polarized
Haloalkene Derivatives;SN2 >> SN2 at sp3 and activated sp2
carbon atom;SN2 >> SN2 at sp3 and activated sp2 carbon atom
>> Polarized Haloalkene Derivatives

No alert found Acrylate
Reactive
Functional
Groups;Alpha-
and beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alkan
e, branched
with secondary
carbon;Alkene
moiety;Alkenyl
halide;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

3H-
Perfluoropenta
ne-2,4-dione

77968-17-3 No alert found SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution
at sp3-carbon atom >> Haloalkane Derivatives with
Labile Halogen

SN2;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon
atom >> Haloalkane Derivatives with Labile Halogen

No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Diketone
;Ketone

N-Methyl-N-
trimethylsilylhe
ptafluorobutyr
amide

53296-64-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Haloacet
amide;Perflour
ocarbon
derivatives;Sila
ne

(Perfluorocycl
ohexyl)methyl
prop-2-enoate

40677-94-9 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety;Alkyl
halide;Carboxyl
ic acid
ester;Cycloalk
ane;Perflouroc
arbon
derivatives

3-
(Perfluoroisopr
opyl)-2-
propenoic acid

243139-64-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Acrylic
acids;Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

2-
Allyloxyperfluo
roethanesulfon
yl fluoride

73606-13-0 No alert found No alert found SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on
sulfur atom >> Sulfonyl Halides

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkene
moiety;Alkyl
halide;Allyl;Eth
er
moiety;Perflou
rocarbon
derivatives;Sul
fonyl halide

Methyl 3-
chloroperfluor
opropanoate

127589-63-3 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives;Per
halogenated
carbon
derivatives

[(Heptafluorop
ropyl)sulfanyl]a
cetic acid

204057-69-2 No alert found No alert found No alert found No alert found Alpha-
Halothioether
Reactive
Functional
Groups;Sulfur
Mustard
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives;Sul
fide

4-[3-
(Perfluorobutyl
)-1-
propyloxy]benz
yl alcohol

892154-51-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alcohol;Alkyl
halide;Aryl;Ben
zyl;Ether
moiety;Perflou
rocarbon
derivatives

2-Vinyl(1-
bromoperfluor
oethane)

18599-22-9 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives

2-
Vinylperfluorob
utane

239795-57-4 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkyl
halide;Perflour
ocarbon
derivatives

Pentafluoroally
l fluorosulfate

67641-28-5 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found No alert found Not classified No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Unsatur
ated
perhalogenate
d carbon
derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Bis(1H,1H-
perfluoropropyl
)amine

883498-76-8 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
secondary;Alky
l halide;Amine,
secondary;Perf
lourocarbon
derivatives

3-
(Perfluoroisopr
opyl)-(2E)-
difluoropropen
oic acid

103229-89-6 No alert found AN2;AN2 >> Schiff base formation;AN2 >> Schiff base
formation >> Polarized Haloalkene Derivatives;AN2 >>
Thioacylation via nucleophilic addition after cysteine-
mediated thioketene formation;AN2 >> Thioacylation via
nucleophilic addition after cysteine-mediated thioketene
formation >> Polarized Haloalkene Derivatives;SN2;SN2
>> Alkylation, direct acting epoxides and related after
P450-mediated metabolic activation;SN2 >> Alkylation,
direct acting epoxides and related after P450-mediated
metabolic activation >> Polarized Haloalkene
Derivatives;SN2 >> SN2 at sp3 and activated sp2
carbon atom;SN2 >> SN2 at sp3 and activated sp2
carbon atom >> Polarized Haloalkene Derivatives

AN2;AN2 >> Schiff base formation;AN2 >> Schiff base
formation >> Polarized Haloalkene Derivatives;AN2 >>
Thioacylation via nucleophilic addition after cysteine-mediated
thioketene formation;AN2 >> Thioacylation via nucleophilic
addition after cysteine-mediated thioketene formation >>
Polarized Haloalkene Derivatives;SN2;SN2 >> Alkylation, direct
acting epoxides and related after P450-mediated metabolic
activation;SN2 >> Alkylation, direct acting epoxides and related
after P450-mediated metabolic activation >> Polarized
Haloalkene Derivatives;SN2 >> SN2 at sp3 and activated sp2
carbon atom;SN2 >> SN2 at sp3 and activated sp2 carbon atom
>> Polarized Haloalkene Derivatives

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Acrylic
acids;Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkenyl
halide;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

2H-
Hexafluoropro
pyl allyl ether

59158-81-5 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkene
moiety;Alkyl
halide;Allyl;Eth
er
moiety;Perflou
rocarbon
derivatives

Hexafluoroacet
ylacetone
dihydrate

66922-83-6 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups;Not
classified

No alert found H-acceptor-
path3-H-
acceptor;No
alert found

Alkyl
halide;Diketone
;Ketone;No
functional
group found

Perfluoropinac
ol

918-21-8 Structural
alert for
nongenotoxic
carcinogenicity
;Substituted
n-
alkylcarboxylic
acids
(Nongenotox)

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Dihydrox
yl
derivatives;Per
flourocarbon
derivatives

(Perfluoro-3-
methylbutyl)-
2-
hydroxypropyl
acrylate

16083-76-4 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Acrylate;Alcoh
ol;Alkane,
branched with
secondary
carbon;Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Tris(2,2,2-
trifluoroethyl)
borate

659-18-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Borate
ester
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluorosucci
nic anhydride

699-30-9 No alert found No alert found No alert found No alert found Anhydride
Type
Compounds

No alert found H-acceptor-
path3-H-
acceptor;Oxola
ne

Acid
anhydride;Alkyl
halide;Oxolane;
Perflourocarbo
n derivatives

1,1-
bis(Trifluorom
ethyl)methoxy
-2-ethanol

63693-13-0 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives

Perfluoro-2-
butyltetrahydr
ofuran

335-36-4 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found Oxolane Alkyl
halide;Ether
moiety;Oxolan
e;Perflourocar
bon
derivatives;Sat
urated
heterocyclic
fragment

2,2,2-
Trifluoro-N-
(2,2,2-
trifluoroethyl)a
cetamide

407-37-4 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Haloacet
amide;Organic
amide and
thioamide

1-
Propenylperflu
oropropane

355-95-3 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkene
moiety;Alkyl
halide;Allyl;Per
flourocarbon
derivatives

3H-Perfluoro-
2,2,4,4-
tetrahydroxype
ntane

77953-71-0 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alcohol;Alkane,
branched with
secondary
carbon;Alkyl
halide

4-
(1H,1H,2H,2H-
Perfluorodecyl
thio)phenol

142623-70-9 No alert found No alert found No alert found No alert found Phenol Type
Compounds

No alert found No alert found Alkyl
halide;Aryl;Perf
lourocarbon
derivatives;Ph
enol;Sulfide
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

2-Amino-2H-
perfluoropropa
ne

1619-92-7 No alert found No alert found No alert found No alert found Nitrogen
Mustards
Reactive
Functional
Groups

No alert found No alert found Aliphatic
amine,
primary;Alkane
, branched
with secondary
carbon;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

Perfluoro(N-
methylmorphol
ine)

382-28-5 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups;Alpha-
Haloalkylamine
Reactive
Functional
Groups;Nitroge
n Mustards
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Aliphatic
amine,
tertiary;Alkyl
halide;Amine,
tertiary;Ether
moiety;Morpho
line;Perflouroc
arbon
derivatives;Sat
urated
heterocyclic
fragment

(Perfluorobuty
ryl)-2-
thenoylmethan
e

559-94-4 No alert found No alert found No alert found Michael addition;Michael addition >> P450 Mediated
Activation of Heterocyclic Ring Systems;Michael
addition >> P450 Mediated Activation of
Heterocyclic Ring Systems >> Thiophenes-Michael
addition;SN2;SN2 >> P450 Mediated
Epoxidation;SN2 >> P450 Mediated Epoxidation >>
Thiophenes-SN2

Reactive
Ketone
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Aryl;Dik
etone;Ketone;
Perflourocarbo
n
derivatives;Thi
ophene

N-(3-
(Dimethylamin
o)propyl)
perfluorohexan
e sulfonamide

50598-28-2 No alert found No alert found No alert found SN1;SN1 >> Iminium Ion Formation;SN1 >> Iminium
Ion Formation >> Aliphatic tertiary amines

Not classified No alert found No alert found Aliphatic
amine,
tertiary;Alkyl
halide;Amine,
tertiary;Perflou
rocarbon
derivatives;Sul
fonamide

(E)-
Perfluoro(4-
methyl-2-
pentene)

3709-71-5 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkenyl
halide;Alkyl
halide;Perflour
ocarbon
derivatives

Perfluoro-3,6-
dimethyl-1,4-
dioxan-2-one

7309-84-4 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Dioxane;
Ether
moiety;Lacton
s;Perflourocar
bon
derivatives

2-
Chloro(perfluo
ro-2-
methylpentane
)

67437-97-2 No alert found No alert found No alert found No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives;Per
halogenated
carbon
derivatives
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

Perfluorocyclo
hexanecarbony
l fluoride

6588-63-2 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Acyl halides
(Genotox);Stru
ctural alerts
for both
genotoxic and
nongenotoxic
carcinogenicity

No alert found SN2;SN2 >> Direct acylation involving a leaving group;SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Cycloalk
ane;Perflouroc
arbon
derivatives

(Perfluorooctyl
)propyl
acetate

150225-00-6 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Acetoxy;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

2-
Aminohexafluo
ropropan-2-ol

31253-34-6 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups;Nitroge
n Mustards
Reactive
Functional
Groups

No alert found No alert found Alcohol;Aliphat
ic amine,
primary;Alkyl
halide;Amine,
primary;Perflo
urocarbon
derivatives

Methyl
perfluoro(3-
(1-
ethenyloxypro
pan-2-
yloxy)propanoa
te)

63863-43-4 Structural
alert for
nongenotoxic
carcinogenicity
;Trichloro (or
fluoro)
ethylene and
Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found No alert found SN1;SN1 >> Carbenium Ion Formation;SN1 >>
Carbenium Ion Formation >> Alpha halo ethers
(including alpha halo thioethers)

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkene
moiety;Alkenyl
halide;Alkyl
halide;Carboxyl
ic acid
ester;Ether
moiety;Perflou
rocarbon
derivatives;Un
saturated
perhalogenate
d carbon
derivatives

N-
[(Perfluorooct
ylsulfonamido)
propyl]-N,N,N-
trimethylammo
nium iodide

1652-63-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
halide;Perflour
ocarbon
derivatives;Qu
aternary
ammonium
salts;Sulfonami
de

Decafluorocycl
ohexene

355-75-9 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Halogenated
Cycloalkane
Type
Compounds

No alert found No alert found Alkene
moiety;Alkenyl
halide;Alkyl
halide;Cycloalk
ene
moiety;Perflou
rocarbon
derivatives;Un
saturated
carbocyclic
fragment

N-
(Phenylmethyl)
perfluorobutan
amide

560-02-1 No alert found No alert found No alert found Michael addition;Michael addition >> P450 Mediated
Activation to Quinones and Quinone-type
Chemicals;Michael addition >> P450 Mediated
Activation to Quinones and Quinone-type
Chemicals >> Arenes

Not classified No alert found No alert found Alkyl
halide;Aryl;Ben
zyl;Haloacetam
ide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

63 ページ

115



別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

1H,1H,3H-
Perfluorobutyl
2-
methylacrylate

36405-47-7 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkene
moiety;Alkyl
halide;Allyl;Car
boxylic acid
ester;Methacry
late;Perflouroc
arbon
derivatives

3H-Perfluoro-
4-hydroxy-3-
penten-2-one

1694-30-0 alpha,beta-
unsaturated
carbonyls
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups;Reacti
ve Ketone
Reactive
Functional
Groups

alpha,beta-
unsaturated
carbonyls

alpha,beta-
unsaturated
carbonyls;H-
acceptor-
path3-H-
acceptor

Alkene
moiety;Alkyl
halide;Enol;Ket
one

Trifluoroacetic
acid

76-05-1 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Carboxyl
ic acid

TA1535,TA1537,TA98, TA100, TA102
(±S9) Negative

Human
lymphocyte
(±S9)
Negative

lymphoma
L5178Y
cells(±S9)
Negative

4-
((Perfluorohex
yl)ethyl)phenyl
methanol

356055-76-0 No alert found No alert found No alert found Michael addition;Michael addition >> P450 Mediated
Activation to Quinones and Quinone-type
Chemicals;Michael addition >> P450 Mediated
Activation to Quinones and Quinone-type
Chemicals >> Arenes

Not classified No alert found No alert found Alcohol;Alkyl
halide;Aryl;Ben
zyl;Perflouroca
rbon
derivatives

N,O-
Bis(trifluoroac
etyl)hydroxyla
mine

684-78-6 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Haloacet
amide

3H-
Perfluorobutan
oic acid

379-90-8 No alert found No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkane,
branched with
secondary
carbon;Alkyl
halide;Carboxyl
ic
acid;Perflouroc
arbon
derivatives

Perfluoro-
tert-butyl
isobutyrate

914637-43-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic acid
ester;Isopropyl
;Perflourocarb
on derivatives
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

3H,3H-
Perfluoro-2-
butanone

400-49-7 No alert found No alert found No alert found No alert found Reactive
Ketone
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ketone

Trifluoroacetic
anhydride

407-25-0 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Acid
anhydride;Alkyl
halide

5-
Iodoperfluoro-
3-
oxapentanesulf
onyl fluoride

66137-74-4 No alert found Radical;Radical >> ROS formation after GSH
depletion;Radical >> ROS formation after GSH depletion
>> Geminal Polyhaloalkane Derivatives;SN2;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

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal
Polyhaloalkane Derivatives;SN2;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;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2
attack on sulfur atom >> Sulfonyl Halides

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives;Per
halogenated
carbon
derivatives;Sul
fonyl halide

追加 1H, 1H, 2H,
2H-
perfluorooctyl
acrylate

17527-29-6 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

Michael addition;Michael addition >> Polarised
Alkenes-Michael addition;Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta-
unsaturated esters

Acrylate
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety ;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

TA1535, TA1537, TA98,TA100, WP2
uvrA(±S9) Negative

CHL/IU (±
S9)
Negative

V79 (±S9)
Negative

CD-1マウ
ス、雌雄、
骨髄
Negative

追加 Bis(2-
hydroxyethyl)a
mmonium
perfluorooctan
esulfonic acid

70225-14-8 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found H-acceptor-
path3-H-
acceptor

Alcohol;Alkyl
halide;Ammoni
um
salt;Dihydroxyl
derivatives;Per
flourocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

ネズミチフス菌、酵母 Negative

追加 Lithium
perfluorooctan
esulfonate

29457-72-5 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Not classified No alert found No alert found Alkyl
halide;Lithium,
organo;Perflou
rocarbon
derivatives;Sul
fonic
acid;Surfactan
ts - Anionic

追加 Perfluoro(2-
[5-methoxy-
1,3-dioxolan-
4-yloxy]acetic
acid)

1190931-41-9 (Poly)
Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkyl
halide;Carboxyl
ic
acid;Dioxolane;
Ether
moiety;Saturat
ed
heterocyclic
fragment
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別添１

名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

追加 2-(3,4-
dichloro-
1,1,2,2,3,4,4-
heptafluorobut
oxy)-
2,3,3,3tetrafluo
ropropionicaci
dfluoride

NO_CAS Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
after metabolic activation;SN2 >> Acylation involving a leaving
group after metabolic activation >> Geminal Polyhaloalkane
Derivatives;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;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

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds;Al
pha- and
beta-
Haloether
Reactive
Functional
Groups

Acyl halides Acyl
halides;H-
acceptor-
path3-H-
acceptor

Acyl
halide;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives;Per
halogenated
carbon
derivatives

Positive(NIHS)

追加 2,3,3,3-
tetrafluoro-2-
(heptafluoropr
opoxy)propanoi
cacid2(trifluor
omethyl)hexafl
uoropropyleste
r

NO_CAS No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found H-acceptor-
path3-H-
acceptor

Alkane,
branched with
tertiary
carbon;Alkyl
halide;Carboxyl
ic acid
ester;Ether
moiety;Perflou
rocarbon
derivatives

Positive(NIHS)

追加 bis(3-
chloropropanoi
cacid)3,3'-
[[2,2-bis[[3-
(3-
chloropropano
yloxy)1,1,2,2-
tetrafluoroprop
oxy]difluorome
thyl]-
1,1,3,3tetrafluo
ropropane-
1,3-
diyl]dioxy]bis(2
,2,3,3-
tetrafluoroprop
yl)ester

NO_CAS Aliphatic
halogens
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

AN2;AN2 >> Shiff base formation for aldehydes;AN2 >>
Shiff base formation for aldehydes >> Haloalkane
Derivatives with Labile Halogen;SN2;SN2 >> Acylation
involving a leaving group;SN2 >> Acylation involving a
leaving group >> Haloalkane Derivatives with Labile
Halogen;SN2 >> Alkylation, nucleophilic substitution at
sp3-carbon atom;SN2 >> Alkylation, nucleophilic
substitution at sp3-carbon atom >> Haloalkane
Derivatives with Labile Halogen

AN2;AN2 >> Shiff base formation for aldehydes;AN2 >> Shiff
base formation for aldehydes >> Haloalkane Derivatives with
Labile Halogen;SN2;SN2 >> Acylation involving a leaving
group;SN2 >> Acylation involving a leaving group >> Haloalkane
Derivatives with Labile Halogen;SN2 >> Alkylation, nucleophilic
substitution at sp3-carbon atom;SN2 >> Alkylation, nucleophilic
substitution at sp3-carbon atom >> Haloalkane Derivatives with
Labile Halogen

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

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

Aliphatic
halogens

Aliphatic
halogen

Alkane,
branched with
quaternary
carbon;Alkyl
halide;Carboxyl
ic acid
ester;Ether
moiety;Perflou
rocarbon
derivatives

Positive(NIHS)

追加 2-
(trifluoromethy
l)-2,3,3,3-
tetrafluoroprop
ionicacidfluorid
e

677-84-9 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkane,
branched with
tertiary
carbon;Alkyl
halide;Perflour
ocarbon
derivatives

Positive(NIHS)

追加 2,3,3,3-
tetrafluoro-2-
[1,1,2,2-
tetrafluoro-
2(fluorosulfony
l)ethoxy]propio
nicacidfluoride

4089-57-0 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
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;SN2 >> SN2
at sulfur atom;SN2 >> SN2 at sulfur atom >> Sulfonyl Halides

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds;Al
pha- and
beta-
Haloether
Reactive
Functional
Groups

Acyl halides Acyl
halides;H-
acceptor-
path3-H-
acceptor

Acyl
halide;Alkyl
halide;Ether
moiety;Perflou
rocarbon
derivatives;Sul
fonyl halide

Positive(NIHS)

追加 2-
chloroacrylicac
id3,3,4,4,5,5,6,6
,6-
nonafluorohexy
lester

701909-41-3 No alert found AN2;AN2 >> Schiff base formation;AN2 >> Schiff base
formation >> Polarized Haloalkene Derivatives;AN2 >>
Thioacylation via nucleophilic addition after cysteine-
mediated thioketene formation;AN2 >> Thioacylation via
nucleophilic addition after cysteine-mediated thioketene
formation >> Haloalkene Derivatives with Electron-
Withdrawing Groups;AN2 >> Thioacylation via
nucleophilic addition after cysteine-mediated thioketene
formation >> Polarized Haloalkene Derivatives;SN2;SN2
>> Alkylation, direct acting epoxides and related after
P450-mediated metabolic activation;SN2 >> Alkylation,
direct acting epoxides and related after P450-mediated
metabolic activation >> Haloalkene Derivatives with
Electron-Withdrawing Groups;SN2 >> Alkylation, direct
acting epoxides and related after P450-mediated
metabolic activation >> Polarized Haloalkene
Derivatives;SN2 >> SN2 at sp3 and activated sp2
carbon atom;SN2 >> SN2 at sp3 and activated sp2
carbon atom >> Polarized Haloalkene Derivatives

AN2;AN2 >> Schiff base formation;AN2 >> Schiff base
formation >> Polarized Haloalkene Derivatives;AN2 >> Schiff
base formation by aldehyde formed after metabolic
activation;AN2 >> Schiff base formation by aldehyde formed
after metabolic activation >> Geminal Polyhaloalkane
Derivatives;AN2 >> Thioacylation via nucleophilic addition after
cysteine-mediated thioketene formation;AN2 >> Thioacylation
via nucleophilic addition after cysteine-mediated thioketene
formation >> Haloalkene Derivatives with Electron-Withdrawing
Groups;AN2 >> Thioacylation via nucleophilic addition after
cysteine-mediated thioketene formation >> Polarized
Haloalkene 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
after metabolic activation;SN2 >> Acylation involving a leaving
group after metabolic activation >> Geminal Polyhaloalkane
Derivatives;SN2 >> Alkylation, direct acting epoxides and
related after P450-mediated metabolic activation;SN2 >>

No alert found Acrylate
Reactive
Functional
Groups;Alpha-
and beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Acrylate;Alken
e moiety
;Alkenyl
halide;Alkyl
halide;Carboxyl
ic acid
ester;Perflouro
carbon
derivatives

Positive(NIHS)

追加 3,3,3-
trifluoropropyn
e

661-54-1 No alert found AN2;AN2 >> Nucleophilic addition to α,β-unsaturated
carbonyl compounds;AN2 >> Nucleophilic addition to α,
β-unsaturated carbonyl compounds >> Propyne
Derivatives;SN2;SN2 >> Alkylation, nucleophilic
substitution at sp3-carbon atom;SN2 >> Alkylation,
nucleophilic substitution at sp3-carbon atom >>
Propyne Derivatives

AN2;AN2 >> Nucleophilic addition to α,β-unsaturated
carbonyl compounds;AN2 >> Nucleophilic addition to α,β-
unsaturated carbonyl compounds >> Propyne Derivatives;AN2
>> Schiff base formation by aldehyde formed after metabolic
activation;AN2 >> Schiff base formation by aldehyde formed
after metabolic activation >> 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
after metabolic activation;SN2 >> Acylation involving a leaving
group after metabolic activation >> Geminal Polyhaloalkane
Derivatives;SN2 >> Alkylation, nucleophilic substitution at sp3-
carbon atom;SN2 >> Alkylation, nucleophilic substitution at
sp3-carbon atom >> Propyne 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

No alert found Halogenated
Linear
Aliphatic
Hydrocarbone
Type
Compounds

No alert found No alert found Alkyl
halide;Alkyne
moiety

Positive(NIHS)
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名称 CASRN 構造 Carcinogenicit
y (genotox and
nongenotox)
alerts by ISS

DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic
Primary
Classification

in vitro
mutagenicity
(Ames test)
alerts by ISS

in vivo
mutagenicity
(Micronucleus)
alerts by ISS

Organic
functional
groups

遺伝毒性 vitro 復帰突然変異試験 遺伝毒性
vitro 染色
体異常試験

遺伝毒性
in vitro マ
ウスリン
フォーマ試
験

in vitro コ
メット試験

遺伝毒性
vitro　小核
試験

遺伝毒性
vitro DNA
鎖切断試験

in vitro
HPRT試験

in vitro 不
定期DNA合
成

in vitro 細
胞形質転換
試験

遺伝毒性
vivo 小核試
験

遺伝毒性
vivo DNA損
傷

遺伝毒性
in vivo 染色
体異常試験

遺伝毒性
in vivo 不定
期DNA合成
試験

遺伝毒性
in vivo コ
メット試験

in vivo突然
変異

発がん性

追加 2,2,3,3-
tetrafluorooxet
ane

765-63-9 No alert found SN2;SN2 >> Alkylation, direct acting epoxides and
related;SN2 >> Alkylation, direct acting epoxides and
related >> Halogenated Oxetanes and Haloepoxides

SN2;SN2 >> Alkylation, direct acting epoxides and related;SN2
>> Alkylation, direct acting epoxides and related >>
Halogenated Oxetanes and Haloepoxides

No alert found Alpha- and
beta-
Haloether
Reactive
Functional
Groups

No alert found No alert found Alkyl
halide;Ether
moiety;Oxetan
e;Perflourocar
bon
derivatives;Sat
urated
heterocyclic
fragment

Positive(NIHS)

追加 3,4-dichloro-
2,2,3,4,4-
pentafluorobut
yricacidfluorid
e

678-06-8 Acyl halides
(Genotox);Stru
ctural alert for
genotoxic
carcinogenicity

No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after
metabolic activation;AN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> 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
after metabolic activation;SN2 >> Acylation involving a leaving
group after metabolic activation >> Geminal Polyhaloalkane
Derivatives;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;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

Acylation;Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide

Acyl and
Benzoyl Type
Compounds

Acyl halides Acyl halides Acyl
halide;Alkyl
halide;Perhalog
enated carbon
derivatives

Positive(NIHS)

追加 Methanesulfon
yl fluoride,
trifluoro-

335-05-7 No alert found SN2;SN2 >> SN2 at sulfur atom;SN2 >> SN2 at sulfur
atom >> Sulfonyl Halides

SN2;SN2 >> SN2 at sulfur atom;SN2 >> SN2 at sulfur atom >>
Sulfonyl Halides

No alert found Not classified No alert found No alert found Alkyl
halide;Sulfonyl
halide

Positive(NIHS)

Perfluorometh
yldecalin

51294-16-7 #N/A #N/A #N/A #N/A #N/A #N/A #N/A #N/A

Perfluorodimet
hylcyclobutane

28677-00-1 #N/A #N/A #N/A #N/A #N/A #N/A #N/A #N/A

Perfluorohepta
nes (branched
and linear)

NOCAS_89771
8

#N/A #N/A #N/A #N/A #N/A #N/A #N/A #N/A
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