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JEA TR A A B & (BB ) R 7 F7E3E)
TR T o

AT v #EBWMDIED AR & AT A F— L DORESLIZ BT S 058

RS B R KRIRASERFPRFBEEZIER RS Y A 7 3l HeHae

HMEEE

AWFGEIX. BT v FLEY (PFAS) DOIREN A2 BRI O EREE IS T A2 A — 2 2 HEE T 52 L %
HEo& L, BEEFRSAWERNE (BEEEk OIERBEEEFES AW ERETE) < DNA KN, in
silico PRI — /L& AWT, ZLAANRHEEF 256 PFAS OB ALY R 7 ZREHNZEMNT 5, R, ToxCast
Chemical Inventory 28k S4L7- 430 FE¥HD PFAS Z%f% L L. OECD @ in silico THIY —ToH 5 QSAR
Toolbox & HWT, HEEICHESS I A= ORNRAUA D = ALEESL T 7 — "o a{T-o 72, TDONHE
IZE:3% . PFOA, PFOS KX GenX Z&de 19 FEFHD PFAS IZOW T, T v k1 HE[ERR O #5308k 2 i L7~
ZPER OB 720 14 BTV T, OECD TGA23 1248\ Ak F MR BR K OY GHS At 1 3 X 45 214G &
Fh L, W h GHS X4y 4 £/ 5 ICa%4 75 2 LR MERR S iz, F7-. mEER AT CIx 19 R
PFOS, PFHpA. PFPo %[\ \7- 16 /8 CHFFEEEA3, PFHEP, 2, 2-BPF. 2, 5-BDF @ 3 W/ CRBIFEENZWD LTz,
X 51T, BEE L7 A2 O CGRAREEEF RS AW E BER EEE Wiz 2 A, 19 %WEH 3 W8 (PFOA,
DFEMS. 2, 5-BDF) 23p4 &k & 4177, DFEMS & TR 2, 5-BDF %, QSAR THEMEHEMRERS AR FHISNTEY .,
HEYE I & BPEREL OB RS S 7, F 72 OECD TG407 |23 - 28 H #5528 % 6 fi¥H D PFAS (PFOA,
GenX, HxFGC, DFEMS. PFHxA & TF PFHEP) (22U TAfifas (2 DOV TG L. PRAS 12 & B 30 7= 2 R igas
DI OB CTH D Z & DR STz, S 5T, BB L 7= Flg A O 72 IR BB T T 38 23 AU B A e
Z =BG TIiE, PFOA B Of GenX 23BGME E R S HL, Z DI AT X PPAR o« 721 T BERFHE L H 35
AREMEAN R S 72, QSAR Z X A HEIEIEMEFIBEE A5 . DNA O 7 L% b L CAERFEM 23556+ 2 mrRedk:
M d 5 PFOA TR PFPMS 122U T, 7 /L% L4k DNA OEIERESS KAEKE (YGT108) % FH V7= Ames #BR 4 FEjE L PFOA
WX CTdH o 7225, DPEMS (EtE R &z, LLE XV | QSARIC X &I L DR AT HIFE S &, OECD 7
ANTA RT A NZHEPL L 7= PFAS @D GHS ZMEAR O EEME X el FEEIm B OMRAT (2 K 2 Bt afm iz
oz NBHTE LT BT RS AME R HHIEIC L 0 PR AT 2 /RS S iz, T35 55 R0 —E51% QSAR
WX DHERCENAMETIE B L TRBY, in silico TRV —LOFRMEZR LN, B2 —FIEon$
PFAS OREIEIZIS CTe PRFSE DO @V in silico Y — VBT O MLEEVENE 2 bivic, 411X DNA FHAINARMEAT O
FEREMZ, ZANREE DS PFAS OFRN ALY AT ZREGHINIRHMET 2 A% — A% LT,

WHFE o HE
S T
FE IR
AT A
] 1E

RBRANERFRFREE AR B
BIEPRT Hd%

[ESL R dn R on i ENFIERT  BR
KBRS KRR B = AR e R
R D

A. BEEE®

HH 7 v FEILAW TH D PFAS (Per-and
Polyfluoroalkyl substances : 2X—K R 741
TIVRIVIE) IIEIAO IS TEH &, BREEH Co#E
I RE R OVERNEREME S RIE & 72 » T 5, IT4E,
AL Ik O 95 K i 5% D /K TE /K D B FEHE(E % 68 2 5 I
FED/—T)vFaF s Z o (PFOA) &8—T7 v A
7 B AR W (PROS) A S, IZ<EBICL DA
M, FFICR B ADORBEREENRSE SN TWD, FFIC
PFOA <> PFOS [ Z[E BE2S AFFEREES (TARC) 12Xk 0 77—
71 & 2B S, EBRMIZT v b OFEE RIS
BNAMERENDH Y | BT » BEEMO RN ANER
RIS OMETCH D, — . AT v R AT 1
FEXELL EAFTE L. 2 DR TERN AR TR

L2 EITEREFSCRM S ELEE L, TOFEIT
O CHEETH D, > THEZ v FILEMDHEB A
PEA M. SRR DDA FH T & 23R X ¥
— ADHENINRD BN D,

oz 13 2 E CEEEITE DS AWML D K08 ik & RS Y
952 LITHER L, BEmE (A 83%, FFEEE 97%,
B 92%) M OFEBIRFIEF R AWE (R 91%,
FESLE 93%, IR R 92%) M oEEE IR T
Bk GEIIRFR DS A E R E) 2N LTV b,
AFFETIIFe 2 ODWESTL LT-EF LV EIEH L, A7
BB DOINAMERGEE & b, BITICAEK Y v #
LB B 72T OFRBR A ¥ — LB 2179, £
7o BARFFE B DNA IR DO MEFRAfRYT, AR 7
I F v — RIS L D RN AT L, AT v F#
LB OREEFERIMESK FHEDRFEN & . FEDN AN
TRIFIBEZR in silico I AT LORESL % Hig T,

AAEFE X, A EF 19 FEE D PFAS I2HOW T, Fx Dl
SE LTS IR S A E R HE . GRS M X OFEER
FERF RS A E R L) & T30 AMEO ATRENE
ZRME L., & 512 DNA fFIMAMENT, QSAR THIY — /L%
MAADEMRET 2T 572,



B. #F3EHIE

[BRRE 1] FREIAWEESIRIE R ¥ — A2 X555

1) SEREMERFR S AW B R L E2 O 7o ft
(Bh, M)

6 MR OHE SD 7 v k& W T, #EBRWE O H B
BN GRBR AT > 7o, SR E BT DI (3 1)
VR, E o VIR GofHREE) & LT 0. 5% Methyl
cellulose (MC) &E5FEZFRIT T,

HERTIX. LD50 BEAN D 5 B>\ Tk, Einsmtt
JHFE 3 A ) B B A R FHIER L2 25D % LD50 D 1/3 D &
G LT, RO EEEHRS 2V 14 WEIZONWT
1. OECD TG 423 IZfEV Atk stk £ L. 551
721 BHERE O GRBOKRKMEZ &S Lz (£ 2),
BARAIIE, Wil G & LT 16 423 TED bR
HETH S 2000 mg/kg % 3VCOEIE LT, D
FER. SETHIN 1L FTH - 2856 1E. Hi721Z 2000
mg/kg & 3 VBB S Lz, 2 B HOEE THIETH
23 1 JCLL R TdhiiE, LD50 1% 2000 mg/kg LA b & |y
L. #&58% 2000 mg/kg ERE L7, — . WWIhnum
DG TIHTHID 2 PELl EOF-4E . LD50 1% 2000 mg/kg
DLF & &4, WRIZ 300 mg/kg D& TRIEEDFIE
iTo72, E5HIZ, 300 mg/kg DRERTHIETHIM 2 I
UL DAL, HE% 50 mg/kg IZES L., FEEORER
ZAR 0 I U CRe K= 2 R E LT,

BT, ARiEE W= E Z A, PFOA X LD50 @
1/3 (330 mg/kg). DFEMS 3fx Kiif&E: (300 mg/kg) DA
ECHEBEENFEDNAME TH L Z LB RBEI NI
O, MERBEBRTIIINCOHEEEHELE LTHREL.
A3 THRLUETHEEMEAEZBNL CREE: E
it U7,

BRI E P 5-1% 24 BRI TR 21T - 7=, HFI& % s
H U, RNAFRHEAH & L CoosMalAEEE (LL) ZfiH%, T
YIS E R 2 emX0.5 cm DRE I T2 AT 4 GV
HL, Z1FN 1ol @ RNAlater S A -7~ 1. 5nl F = —
T (BEF2A), 1.5nl F2—7% 4°CT
TREH, -80°CTREMIMRE Uiz, HFRGFEY 7V &
LT, AMUZEIED B4y % 1.5 ml F2—7 2 KRAEREL
L RIREERIZ L BE% . -S0°CTHFMAE Lz (1A
X DNA adduct fEHTH), H~V CEEHY T &
LT, AMUZEZED Ty, PIAZE RM) & OV EE R
R MBEF3 AT A A H L, &> MTAL 10%K
N~V A TCHEE LTz,

O ZE VL BESRGESC (Gi M et al., Arch
Toxicol, 2024) Tt L7 BTN AW EBE
HIH HIE T BB A OWTHEEL T2, =
OFHEIL, B 83%, FRILEE 97%, 1EZ =R 92% L K5
DEWBHEIETH D, 10 v—I—BaFREICHOWT
IZ. U7 )LZ A 2 PCR (gPCR) 12 TF—Z2 ZWfE L7,
Jlg2> 5 D total RNA #ifH & cDNA DA RITENE I
RNeasy mini kit (%7 4°>) & Super Script VI VILO
Maste Mix (Thermo Fisher Scientific) Z{#H L 7=,
BONT-EBIGFRAT — % 22 R LT EaEE
FRAAMEREOET IV (FR— IR F—<
WX DEHZERNT AT ZALZEHET ) ITASIL,
HIEEIT -T2,

F T FRFIRE TR, B O DWW T R E A
HIE LTz 8 S - MRk 10% P Mg E AL~ U iR T
BEZITWDEIDH L - RT 7 4 e L7 b 2R
R AT P (S5 W DN gl N S BN e o nR VS A S gy 1]
L7- ECHEREIT- T,

#* 1. BIREVEIT IS AW E A IR A TRES L7z PRAS

HRWRE ¥ IRAC 12 23
PFOA Groupl H—ERELEWR

Undecafluoro-2-methyl-3 h ic acid GenX

Heptafluorobutyryl chloride HFBC

Perfluorooctanoic acid

3-Per yI-1,2-epoxyprop: PFHEP
2,2,3,3,3-Pentafluoropropyl trifluoromethanesulfonate PFPMS
Hexafluoroglutaryl chloride HxFGC
2,2-Difluoroethyl trifluoromethanesulfonate DFEMS
2,2-Bis(trifluoromethyl)propanoyl fluoride 2,2-BPF
Perfluoroheptanoyl chloride PFHC
2,5-Bis(trifluoromethyl)-3,6-dioxaundecafluorononanoyl fluoride 2,5-BDF
Perfluoro(2-methylpentane) PFMP
Heptafluorobutyric Acid PFBA
Perfluoropentanoic acid PFPeA
Perfluorohexanoic acid PFHxA
Perfluoroheptanoic acid PFHpA
4-Chlorobenzotrifluoride 4-CBTF Group 2B
Nonafluorobutanesulphonic acid PFBS

per 1 PFOS Group2B H—ARELEMR
2,2,3,3,3-Pentafluoropropan-1-ol PFPo

2) FEEBEMER D AW IR A 2 O T Bt

(A, JHER)

OECD 5 A " HA KT A D TG407 : T »HHEIC T
% 28 H AR 1 % 5B 4 L I C @ EBR 21T -
7co 6 W SD HET v MIHIBRME A 28 H R G#%IC
BRI 2T\, BFigZ BRI L 7=, RFl&2> 5 RNeasy
mini kit (74 2) ZMHWT total RNA ZHAH - K
#l U . GeneChip® Clariom D Assay, Rat (Rat
Transcriptome Array 2.0) % AW CHEEANE G TR
AT 24T\, BB L OB FREE T — 4 &
B L7,

BoONTBLEFRAEED 56, B (Kanki M
et al., J Toxicol Sci, 2016) T+ L7-IEdEnatE
RN ABERETET )V (FARET V) T, FEERMER O
M DWW THRGE L7, T OfHEIE, RS 77%, FF
FLEE 100%, 1EZEE 95% S MEEOmWRTETH S, B
RAJIZ1X. GeneChip® Rat Genome 230 2.0 Array Zfff
AL T IEBEEMETFRNSAWE > b s (TAA,
MP) <of%##5i (PB, HCB), PPARa 7 =%  (CFB,
WY) IZJBT 5 2 FEO(LFE D HRFIIIC A B/ R B
@z Rk H@d 58 2@H L, filaa b7z 106
BETFEY NEHWT, FEREFEEFRESAYE DR
H (PR— "Ry Z—< o — 2 L DT L =
VDALZEDET) WCLVER LT A2 HWT
Ml B Ny OB ML DU TRREE L7

T, MaEE (TAA, MP) CEEEHE (PB, HCB).
PPARa 7 F=A K (CFB, WY) (ZJ& ¥ % 2 EO/LFWE
WZBWT, BHEROHHHEZ &G LR L xR
EDOFREHAEN Weltch TE TS UL ELE R 5B In 2 EA
7RIS 2O b E CHE T A Ea A EHE LT,
WRIZENENDORET 2ALFWE O HER GEIZB W
T, XL OV U RBLEN 4 L ERR D L&
BT, 42 OIERN AWE TRIVET N 1.5 FLLTF
ERDBIBTE®RE LT, TOME., MREE 4 #&is



FROMEFEEE 2 EinF. PPARe 7 =2 b 18 Ela 2
T’ ENTZ, ENENDOELG T2 AW TEREN AT
WX UG & 72 D TRIE T LV EAERR L, WT T
M EHE S NT=WE 20 S HET D ET e THIE T
IWEREE LT FRIEAET V),

45 F0 6 4EEE 1L, Perfluorooctanoic acid (PFOA) 10
mg/kg . Undecafluoro—2-methyl-3-oxahexanoic acid
(GenX; HFPO-DA) . Hexafluoroglutaryl
(HxFGC) 2, 2-Difluoroethyl  trifluoromethane—
sulfonate (DFEMS). Perfluorohexanoic acid (PFHxA)
IZ>uw Tix 100 mg/kg. 3-Perfluorohexyl-1,2-
epoxypropane (PFHEP). Perfluoro(2-methylpentane)
(PFMP) 300 mg/kg DM &ETHRHIFTNE G 21772, 72
B EBRIX 2 BN T T 7,

BRI, s, BN, e, RN, MM
B, GO, . BERE. MORR. ROE. BRE. 5.
2. B, B, &G, B, B, AiSZHR.
%, MBI, R EAR, TER, BRI OHRIR 2 B E
Lz, Fio, FIMRFICE SV iFE. B O
OB EREZRIT Lz, X512, HIMEFCERE
L 7= 21 K OMILYE % WD TRy« i A b ek
BEE2ITo o, 156N AHARIE 10 HEREE AL~ ) v
WCEEZITWV, BIDHL - T T7 0 0adlBLiz0b
WIREHAR I 2 ERk L, ~~v bR Y v e mF Vv
Yett Z i L7- B CEIR T o T2,

chloride

[RE Rt =R fiEAT ]

e EE DA B EMREIC OV T FREIC X 2508
BMEZITo T~ D4 1E Student’ s t—test FE
ATV, RESBOEAIE Welch t-test {12 L 5 il
MEZIT- T2, WEMEBREIMREICI T D8 AMEE D
ZEDRREIZDOUWT, Fisher DEBEMERRE 21T -7,

[BRRH 2] DNA IR DREFEINT R OE R T2 TF ¥ —
AT L 2B v RILEMOREBAMFEH (FK)
@ DNA FHIMA O e i AT

FRRE 1 CEME L7- PFAS 19 WE % BER N5 5
DAV S DNA Z 4 L. DNasel, X7 L7 —1&
PLLTIWVHYARAT 7 X —F HRAKYZRATT7—FIC
FVE)FAXFLIURXZ LAY FITHL L, HPLC-5
I FRRERS B B TR ERIC A DNA 7 &4 27 |k — AiRbT
% FhE T % W 21T - 72,

@ 7 v VALDNADAETR I SR K HR K 22 VN 72 Ame sakliR

ARG RS E D b OREEIEEF B X D15 H % %
{2 DNA DT VX AL Z A L CERFM: &2 3559 5 Al hE
MDD & 5 4 5@ PFAS (PFOA, PFPMS. DPEMS. 2.5-BDF)(Z
DT, T /LF LAk DNA DIEERESE KBk (Salmonel la
typhimurium YG7108) Z AV M7= Ames BRERIC L D | 2%
PHIERE D MRS A FEhE L 72,

OECD 7 A b HA KT A > TliL, Ames iR % FEHi4 5
B b m'E ERIE (5 mg/plate H L<IL 5
uL/plate) 2&E|\2, ABHESHZEIN2VOE Y 22
& (B AEETe 5 ) T L7z, RBREKE
7 VAl DNA OIETEEESE (MGMT) KHEHE (YGT108) & %
DYF AT (TA1535) 2 IV A ETEMEFE B IE I IE W, R

AHEMEAC R OAFLE T E 7 IFIRAAAE T CHEM L7z, MMSZ
Lz ba< e b 2 MM L, Th bR
ECTERIFIEIEDOHE 21T > 72,

[BRRE 3] in silicoFHlih DWESL & MREE (TaA)
O AESGWE DT L FEMORTE

7 v FLEWIE, gkomv 1 FREEL EFEE
T 572D, ETHIDIC, SFEDORMIE CTHAENG LT
LE ERENOEREITH Z &I Lz,

7 v BB lT, RFELT7 v BOKEEFO
HHbEmoETHY | BlziE7 vk =/ :C=C—F
DOEIEEMbLEEND, —J PFAS (~L - KU 7
AT X IEEY) I35ERIZT7 vy REENT AT
b (CHy) F72iEATF V> (=CHy —CHy—) IRFBFA %
Gl 7 v FEAWTH Y . OECD DiEE TILRBHN —
2Ll k. US-EPA OEF TILIRFBEMN S E7 v F#E1k
INTWEE =T, AT v FEEWMDOH TH PFAS ©
REFITH D N—T VI A7 & 8 (PFON) R0/ S— 7
NFdaFd g B AR P (PFOS) 1X, £ ALEIRR S
ARFFERERE (TARC) 12XV Group 1 & 2B IZHJEE .
7 v MZBW T EICHIBO RN AR HE STV 5D,
I T, NEREEOBKATHER STV PFAS K
e X —47 >y NMIERETDHZ LT LT,

WA R R RHE % 3 ET 5 72, USEPA @ web
R=UNB U A M2 AFLEZ (IASHREELZS
M), RHEMOFRERSOWTIFFER D7 v g v
THRAD A, 430 WE D PFAS 2 AMFFEDOREN & LT
EFR LT,

@ BFEMOEERELMED IS 7 r—T1k

FHEM & L7 430 MBI\ T, fEEEPIMEIC -
< T N—T%4T 5 1= 8, OECD QSAR Toolbox (Z 430 ¥
"% N7 . Organic Functional Group (OFG) 12X Y
IR T LT o T,

@ AH=ALELTT 7 — Midk
REEERH & L7z 430 12O T, OECD QSAR Toolbox
THEET 7— MRBEIT- T2, RBEBIFLLTO 7 A
H&LT,
+ Carcinogenicity (genotox and nongenotox) alerts by
1SS
- 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

@ EfnE B OF N AP ERER O BERN R oo B
FEMNAMEDBEE RN, 30 AMEDRIE DA M % fif
BT D IO BTN RBR OB R O EKF 217 -
770 W U7-IEHRIFIZE L UT, BURmT GHS 4080
AL ADIERILY A b, A6 4 (2024 4) 6 HIC
RARINTZBRWEZEEESD A7 v FILEW
(PFAS) | DOFEAfE, [E 7S A A ZERT - &7
J DA AR — D= D Ames O [B51E] W&
J A k., OECD QSAR Toolbox (v. 4. 5) D E 1 RN 44



BEE L7,

(fiiy 2R 0 D B fE)

B 2 T2 SRR KRB A SR SRRV fm B2 B
ROAGR G LT, BRES 2T L CEMT 2, B)
W OERE < JLEIZ Y 7o - TiL, B EEOREHICHIS &
& B ITMBEBUEIS Ty BCE U, MR I3 N T o
LHRANT 72 8 ERERICED L 2L LT 5,

C. MR

[FRRE 1] FFRIAEEERE R % — A2 X555
1) BAGEMERTFFE Y AW R HH ik 2 O 72 Rt

(B, HERE)

O HBRWE DT

PR 2 TS B A7 PRAS (2R3 5 15 %2 2512, QSAR T
EEEREDNAEZEFT L) L TSN WES, in
ﬂﬁw%ﬁ%@%% bgﬁﬁkmﬁﬁ% g A
WZEE LT, £, BB (bEmE., [CoEEn5
PFAS Z B OMmatxtg Lt Lz (1), 2B, BES
A2 19E D 5 B 14 WEIZ DWW TI MR 0 #E M
B 2 WM E LN TRy (3£ 2),

@ AR OItEomRH

RIS T T S 7% PRAS O Kifit &, A 773
FONGHS (K45 % 3 2 IR Lz, LD50 A AR TH - 7= 14
WV Z DWW CAVER O ErERRBR 2 i L7 AR, 3 e
1% LD50 7% 2000 mg/kg LA ET&H V. GHS X4y 5 124344
Shiz, 0 O 11 WEIL LD50 753‘ 300 mg/kg 7>5 2000
mg/kg OEPFIZH D . GHS X4y 4 I E T,

@ IRE KOS EE

SHBEE & Helie LT, PFOA 330 mg/kg ¥ 5-FE. DFEMS
300 mg/kg ¥ 5-#E. GenX (HFPO-DA). PFPMS. PFBA 5
HECHEZRKREOHE MG A 5T, iz, xHHEEE &
bl LT, MExHIFE & Of E 7284 A% PFOA 330 mg/kg
PEHBE. DFEMS 100, 300 mg/kg £ 5-Ff. GenX (HFPO-
DA) . PFOS. PFPMS. PFBA. HFBC. W%A&%ﬁf&%h
77e —Ji. PRMP BEREICBWTIX, AE RN R
Ehtz, EEMMIFEEOHE LA 2, DFEMS 100,
300 mg/kg $¢ 5-#£. PFPMS. PFBA, PFHxA, 4-CBTF. PFPeA
BHEECTAHALNT, MAEIRESOR B RN,
PFHEP, 2, 2-BPF. PFHC. 2, 5-BDF. PFHxA, 4-CBTF 45
HTALN, £-. AEZMN PFOA 330 mg/kg %
H-J£, PFOS, PFPeA, PFHpA #G-HETH LT, MXHE
i B B DA B A BN AS . PFOA 330 mg/kg % 5-#£. DFEMS
300 mg/kg ¥ 5. GenX (HFPO-DA). PFHEP. 2, 2-BPF,
2, 5-BDF. PFBA. PFHxA. 4-CBTF. HFBC. PFPo $% 5T
AT, Koo MU E & O A E el 2% PFOA 110, 330
mg/kg $&5-/E, DFEMS 300 mg/kg #% 5-#F. PFBA, 4-CBTF
BERECTHALNT,

@ I BRSO AT

RPHREE & Pl LT, R o> BRI AR BEAE O A E 2 N
73 PFOA 35, 110, 330 mg/kg #¢5-#£. DFEMS 100, 300
mg/kg 5%, GenX (HFPO-DA) . PFHEP. PFPMS. HxFGC,
2, 2-BPF., PFHC. 2, 5-BDF. PFMP, PFBA, PFHxA, 4-CBTF,

PFBS. HFBC. PFPeA 5.8 DEF 16 ME CTH BT, =
7= K& o BREEAE O HE AN 2)S DFEMS 100, 300 mg/kg #
HRE, HxFGC, PFBA & ERETH L=, & HIT, BlgD
TRANE HEHE O A Z 728517 PFHEP, 2, 2-BPF. 2, 5-BDF #%¢
HHETOR 3 WEALNT, FTBRICBTHEAM
FEDIRL DN 2, 2-BPF TN 2, 5-BDF #% 5-HE CTH 5
e G REZEESR),

® BIREEIFRES A
qPCR CTHUS L 72 B a1 T — & Z B {nm e 2
MBI ET VI AT L, @it S A OB
P IO E AT 72 (3R 3), AT LTI, &
fB@E7 v NFRNAWE = Tt T oowmE %
Btk EHET 2, E ORGSR 19 WEH 3 #'E (PFOA,
DFEMS. 2, 5-BDF) 23f5th (GEIZEEMEFEDAME) &R
SNz, FRLSO 16 BTG L RENT,

DY) E

% 2. 4% PFAS oA D FME CEBEMEAT RS AW L E
)

*i&ji:i;‘oy 58
LD50 Survival  Oral GHS
RO (mg/kg) CHIZIZAWE=# rate (%) classification
5 #& (mg/kg))
PFOA 500-1000 330 6/6 (100)
GenX 1730 580* 6/6 (100)
HFBC NG 300 6/6 (100) 4
PFHEP N 2000 5/6 (83) 5
PFPMS B8 2000 4/6 (67) 5
HxFGC NG 300 6/6 (100) 4
DFEMS 8 300 6/6 (100) 4
2,2-BPF NG 300 3/3 (100) 4
PFHC ;] 300 6/6 (100) 4
2,5-BDF 8 300 6/6 (100) 4
PFMP B 2000 6/6 (100) 5
PFBA NG 300 6/6 (100) 4
PFPeA A8 300 6/6 (100) 4
PFHxA e 300 6/6 (100) 4
PFHpA ;] 300 6/6 (100) 4
4-CBTF 13,000 2000 6/6 (100)
PFBS 430 140 6/6 (100)
PFOS-K 154 50 6/6 (100)
PFPo B 300 6/6 (100) 4
* LD50 @ 1/3
© SN IS AW B ORI R &
QSAR T X 5 TSR & DA
AR TR 26 23 AW B8 A R T VR o E A L &

QSARIZ K 2 TS S 2 Lol U 7= 4k A 2 3% 4127197, QSAR
TEEFEERDBAMER RSN 8 WHEIZOWT, K
R HETIE 2 W8 (DFEMS. 2, 5-BDF) 3Btk &r &,
PO o6 WHE XML RSN, —J7. QSAR TIEEIE
FEMRNAMELE RIS 3 WEIZHOWTIL, AR
LT 1 (PFOA) 2B, 780 @ 2 ¥ (PFHxA,
PFHpA) MEEMEE RSN, DI, FOMDT T — |k
g aEEn D 6 WY &077—b%L%ﬁt@w
2WEIZHOWT LT L7ofE R, Wb ARk
MRS,

D HeRBABR
PFOA J% TY DFEMS DB FIEF 323 AEIZ DD TR
HiTEZ VT3 L 72 MR BR OfE A £ 5 1TRT,



PFOA 1ZH A& (110 mg/kg) KOMEMZ (35 mg/kg) T
IR TH =, EmHE (330 mg/kg) TIXBEM:
WSz, —Ji. DFEMS [Im/H& (300 mg/kg) MU
& (100 mg/kg) [ZHBWT, Btz mR LTz,

7% 3. 4 PFAS OBEBHMENITFRSAWEBEIREIZ LD

RGBT AT

PFAS R T A O QSART O F-RRER
PFOA FEMEHE i FEMETIER D AAE
oy FREBE Y EOMOWET T —

HFBC FH [-3:3 MEBERD AAE
PFHEP H 3.3 MEBIERI AN
PFPMS T8 [-3:3 MEBERD AAE
HxFGC ] 32 MEBIERN AN
DFEMS ) 2123 MEBERSRAE
2, 2-BPF FH £3:3 MEBIER D AAE
PFHC 5 3.3 MEBERSAE
2, 5-BDF FH i MEBIERDAAE
PFMP ) 12 EFOMOMET 7— b
PFBA FH =353 EOMOMET T— b
PFPeA ] 3.3 EFOMOMET 7— b
PFHxA ) 3.3 FMEBIE R AAE
PFHpA FH [-3:3 FEMEETIE T AAE
4-CBTF MR 3.3 2L
PFBS MR -3 EOMOMET 7— b
PFOS-K FEMEHE =353 L
PFPo ;] 3= FOMOMET 7 — b

PFMP % H5-BEIZ 380 T BRAA21E [ 1% 12208 F CTHEFHDMK
TLzd, RBRETIE Lz, OB OV IR
%I, BREHIR LT,

PFHEPFE G-HEIC ISV T, RIRBEIC Bb A~ S B il e

MR O, BEEREFCIIAEEREERD 2D
(F£7) . Fio. DFEMSE: 5-8% )% OPFHEPH 5-FEIZ 35U T

(LB DA ek Ko OV B BV 37 & ek LS
IREMAERRO T (R

He~AE

#*6. JERUAnEMEAT RS AW IR A
FPeEi, f26F - fOKE (18 HRE)

B LEEKD

Body weight Liver Food Water

Treatment  No. of rat e .
(9) Absolute (g) Relative (%) consumption  consumption
Control 6 3788 + 248 142+20 37+04 21.7+25 429+ 11.0
PFOA 6 307.5+ 19.7 ™™ 17.7+23" 57 +04™ 187+15 334+ 42
GenX 4 3508 + 183 230+05™ 6.4+04™ 223+31 415+ 9.2
HxFGC 3 3718x 70 138+17 37+04 213+16 436+ 9.1
DFEMS 2 3730 % 26.2 159+1.8 43+02 222+40 420+ 9.8

***: P<0.05 and 0.001 vs Control. respectwely

KT, JERUAREIEIT RS AW B IR A
JreEEi, f2AF - HOKE (2HHERR)

B LEEKD

Treatment  No. of rat Body weight Liver Food ) Water‘
(9) Absolute (g) Relative (%)  consumption  consumption
Control 6 4224+ 213 158116 37102 24.7+13 44.2 £ 21
DFEMS 5 4231+ 280 187%23" 44103 246+2.1 445 £ 97
PFHEP 5 362.5+ 253" 206+1.2" 57:04™ 21.2£20" 563 t 7.4
PFHxA 3 4129+ 48 152106  3.7:0.1 25025 39.2 £ 4.0

*, ™%, """ P<0.05.0.01 and 0.001 vs Conlrol. respactively

* 4. BIREIEITRES AWEBEHIRITEDOR R L QSAR (2
KD TR & OFHEE

QSAR RGBT R S AMERIHET L
TR RN TOWERS
BEFER DA 8 R4 : 2 (DFEMS; 2, 5-BDF)
(genotoxic patsk ;6
carcinogenicity)
IR AAE 3 4 - 1 (PFOA)
(nongenotoxic f&t4% : 2 (PFHxA; PFHpA)
carcinogenicity)
ZEOMDOT 7 — MMEE 6 FTRTERM
77— MEERL 2 TRTEM

5. PFOA % TF DEEMS D fesRatin

B BEHBERERAMETRET V
(mg/kg) TOHERR
PFOA 330 23
110 =33
35 =33
DFEMS 300 23
100 KB A
30 (£33

2) FEBRFMEITFIED AW E IR L% O T /st
(AA, L)

L= H o EERFEE TS DFEMS# G- I2 B W TRk B 7%
RFIZ2PC & e o 7o 2B IRV B L CTERREZIT- 72,
PROAFE HHEIZ 350N T, o R LS Eb A~ (R EE GNP il )
DR BI, BB ICIIA BRREAD #8072 (£
6) . F7o. PFOAEHGREIZ I CTITATs O A% B &A%,
GenX$& H5-FEIZ 3N TIEIHF M oD sk Ko OV o 8 0% s 1
BECHENFE RN E R LTz (F6) ,

2[E1H D2 H B £ TIZPFHxAE S-BEIC BT 3PESETS L
7728, 100/>550 mg/kg~&G5EEHLT-, 7.

FFlig OAERR PR A2 LR 5. 1B H O FEBRIZB W
T PFOAJR G- K ONGenX 45 H-FE 2 33\ TN H v
R & GFER AL ASEAE U BRIl oD B
WAEBHT (K1) . F7-. DFEMSHEGRICHB W TIZ, 7
U > T BH O BRI O 28 « BEAEN H 3L > Tz (X
1) o —J7, HxFGCEHRETIE, ABEEL OZENIT - &Y
Lo 7= (K1)

HxFGC S
1. FEBBEEMEFREN A B EE O/ s
57> MIFE#EE (EE O3ER)

C;:ﬁtrol ‘ "P‘FOVA - Geﬁ)i

2 Bl H OEBRIZIB W TS, DFEMS HEREIZ VT,
INEEL AR R D ZS P« BEAED H ST > TV (K 2),
% 7-. PFHEP # 5.8} O PRMP # 5-BEICRBWTCZ ) Vo
¥ﬁﬂlf@ﬂﬁﬂiﬂ@ﬂikrﬁ§f 7E L PFHEP & GHETITE 5

WP D IR TERRRDIR A E RN RO Sz (K2), —
7. PFHxA B HHE TR, G DOENIT- & Lied
-7 (X 2),

PLEo X 50z, HFHE LR iaEE 58 o A & 22 BN A
PFOA. DFEMS. PFHEP?&“’%LEiTZf bz, E72. GenXkh
BT, 77U Y ESE P ORI D ZEME - 550 % R
focal necrosis% ., HxFGCIRGFETIL. M T 072035
focal necrosisM& Hi7-, —J7 . PFOA, GenX (HFPO-DA) .
DFEMS#¢ 5-RE T, /NEFOMERF IR R 23 2 7=,

BB Z DN T I, PFHEP #5570 G {7 R fl A8 D - Btk
YRR E &b, —ED T v b TTIXEAEIRME 2



FE LT, — ., SRERIRFEIRIC OV TR, WT ORI
HEENI IR T2, FIZ DWW Tk, —E I Rkt
Bili g oMl St DN B R, ST 3. B G- RER R e 2B 1%
Z U<, TREIE N G% O EEER 0 KT L & HELL
Tz, F DOMOBERIRIT DN TIX, — 3 CRAE IR E
BRROND L ODOWBEMET, BEWEIZERT S &
S RSy AT L (A SN WA RN

2. FEEARFRIEITFED A E R A 2 O T2 RETHc s
J% 7 v MITHRG QEE O FER)

KR ERECB T BB THRET — X2\ T, HB5
HOMEET NVICATI L, FEBEEEFEDAEO
P F 71RO E 2 1T o TGS PRFOA K O GenX (34
#EE T L CRME & R &4, HxFGC, DFEMS. PFHEP K O°
PFHxA 1XfatE L oRs vz (3£8), £7-, BRI GET
JZEWTHFRERORE RN GOz, FFIZ, PFOA XY
GenX I, PPARa 7217 T/ <, BERBEDOETT LIZEBW
THhEEE R LT (3£8),

PFOAIZDUNTIE, PPAR o #55I L D JED AME THE &
NTWDH7D, TOBBTHRIEERF LIZE Z A,
PPAR @« ® FHICALET D EME I N TV D BB T
Cypdal (b BCYP4All; -~ 17 ACypdal0) K UAcox1 D3
B ER AR LT, £2. FEROREB LR % GenXiZFB W
THROT,

#8. IEBEIE RS AMERHTT LV ORER

. EWEFL WERIMBETL
HRRE MRER PPARa

PFOA + -

+ .
GenX i - + .
HXFGC - - - -
DFEMS - - - -
PFHEP - - - -

PFHxA - - - -

[RRHE 2] DNA FHIME OB R OB RS X TF ¥ —
AT L 2B v RILEMOREBAMFEH (FK)
@ DNA FHIMAR O F I T

BEETIC, 245 PFAS ZHEIR O#E L7z SD 7
v MFE (N=114) {25\ T 7=/ —/L« Zaak/LA
EIZE D DNA ZHIH L=, WFho3 o 7 unb 100
pg LA B DNA 23 C& TR Y, LD DNA 74 7 b
— LR ER T D DI+ & THDH, BERICLD
DNA DL L 7 4V Z—IZ XD LC-MS ST ORTALE ¢
T LTEY LC-HRAM DEET = » 7 70 B35 T HK
WEIZINGY TNV #ET 5 TETH D,

Ames test_PFPMS (-S9 mix)
60 -
50 A
40 -
30 A
20 -
10 +— —e

=—&

ERERIN

0 5 10 15 20 25
~—TA1535 —YG7108 plipiate

3. NG MEALRIEFAE T TOPFPMS D4 FJ5ME:

@ T v LAk DNA (E1E EE SR KB & IV T2 Ames 3ABR
PFOA, PEPMS DBk & S Ht L 7= & &, PFPMSTi, 1Rt
EMEALRIEAEAE FICB W TTALG3S T L BFEME AR &
7RI o T2 B, YGT108 Tl HEMKIFRI D D, TAB I D2
U EDEIRER g = —HRBlEI N2 LD,
EERFMEIIGETHD EHELRE (K3) , S50, £
D 28 BFIE M O R E A B kF B O MMethyl-M
nitrosourea (MNU) & b U CTH 7z, & DOFEHE MNUD1 mg
Hic Y OBIFER o =—#II81, 184 THDHDITHK L
T, PFPMSD1 mgdr 7=V DI IRAER 2 v =—8 &5 HE T
5L21.2THoT- (M4) , ZDZ L H>  PFPMSIZYG7108
Z Tz AmesFRBR TIIBHME & 72 D3, & D28 BFIEME
DFRPEITTIN S D & HER S 7=,

MNU_-S9 mix

ﬁ 6000

I 5000

! I 4000

o 3000

mn 2000
% 1000
!lE 0@ T T T T T 1
M 0 100 200 300 400 500 600

—--TA1535 —+-YG7108 ng/plate

MNU 1mgH =YD ERMERIO——%;81,184

[X]4. MNUODTA1535/YG7108IZ 5F9" % 25 B I MEEABRifS BR

— 5. PFOAIZBE U C IS o M AH BB A e R
EHEALRTEE/IEFEEF T, HED LR %10 mg/plate
FCEA I TERFEMERBR L E/L7-208, WTIho
MK OEHETIZBWTHERER a3 n =— 0
RO HNT ., RKEET TOAnesiRERIZBIT 2 A RH
PEXREMECTH S &HE Lz, BITE, DFEMS, 2, 5-BDFDZE
BIFMERBR IO W T RIS T TH 5,

(3R 3] in silicoFlik DWESL & BREE (FAA)
O WESEWEOER L EMAORE

AR TPFASE LTY A MESRTWAHED Y X
I (Master List of PFAS Substances) (Z1Z. 12039 ¥
B D PFAS M B SN TWb, F72, OECD DEFRIZ L D



PFAS (W7 & H 1 DO/—=T v Fa T I)VF )VER Gy %
GUWE) (X429 WE B D, ABFTECITIRE 1 KO
B2 LEELRNLREEED L T-OIL, ATOHREE
PR, WIIZ AT 70 & FEBR DO FATRIREME 2 Z T 5 44
EHRHDHEEZT-, LMo 7T, ToxCast Chemical
Inventory @ 430 ¥E % AWFEOFHEX G L L TEE
L7,

@ FMEHOEEHEEEDORK S T Ar—T71L

OECD @ QSAR Toolbox ZH\WT OFG 2LV 7 T XX
Vo T aATo7- 5%, 148 @Y 07 Z AN kT,
7T AR, %R TR, [OFEEERBR L)
FED fiﬁﬁﬁ@ﬁi%ﬂﬁ@*éﬁﬁj AT o TGS, BHEEM &
L7c 430 MELSN O A7 » FA LB BB MERR
DOFRERPGFONT-, WEMEEIZL2FETHOZDIC
BRBERTHD EE 2N D, BERIZENRT
LIETY A MIEEDTZ, £, BMEICONTH,
TN—TEAT S TSR, PFOA 7 v—7 (24 @%E%)\
PFOS 7 /v —7 (16 &) . GenX Z v —7 (12 &) 7
ELITHER STV D PFAS 78 2 +’\/\izh“Cb\Zo
FENHERTE T,

@ AD=ALIEUET 77— MR

Carcinogenicity (genotox and nongenotox) alerts
by ISSIZLAHFETIL. 108 WWEIZRENAMEDT T —
MEEDFRD BT, l/\< DPDIEINAMET T — M,
&7 » FLEWFFA ORE TR, Bl R*
Vg E O HIBEIL LD LD TH ST TENDL &
B L. 7oEEEThou A U ICElTARNAMT T
—hELTHEH UTFTO6 77— RE Y hLT,

« Trichloro (or fluoro) ethylene and Tetrachloro
(or fluoro) ethylene (FEE{=EM)
(Poly) Halogenated Cycloalkanes (JE@E&EME)
+ Perfluorooctanoic acid (PFOA) (GEE{zFHEME)
« Acyl halides (GEf{maEifk)
« Monohaloalkene CEfmiE)
« Aliphatic halogens (E{maE:ik)

—7J7. Oncologic Primary Classification TiZ. 331
WVBE DB AT 5 7 T RSN, 7 v E
BEiea S T ARPAMT I —MELTIR
uT@277~h#t/lLto

Halogenated Linear Aliphatic Hydrocarbone Type

Compounds
« Alpha— and beta-Haloether Reactive Functional

Groups

INEDOT T — MREROMFITIE 1 LORE 2 O
BBV OREIIEA Sz, £ ABEICBIT 5B
SZIZHIEH L7z (e ARG EZ2 2 ),

@ BRI O3 AMERBR OBE S 7 o dk
FH 7 » FLEIT OV TBAZTENME O BEM 7L 2 4L
L7z & 2 A K10 EIZ oW T AnesiRER 25 Lo B naitE
BERDOFERNE ST, 38BIZ OV T, VIS ER
L 7= BHER D430V B I & £ TV Ry 7273, AT
Ll UTBIN L7z, RrlC, ESTESE SR DA AT IERT
DT AT O R — A=Y

(https://www. nihs. go. jp/dgm/amesqgsar. html) 75/

il%é:hﬂ\éf\mes@ (Bt ) DU A SOz, 179
BOEHK 7 v EILAEWNREENTED ., %@9%%%

miﬁf%}]@l%. IXEENTW RN T,

ARG ETIT, B E OBEEMEEHROS % TR
R, 7ok, Rkl Y e o T, @0)7 FTARY T D
MREZBEICLEN. RUZL—FI2oEIN TN
WETHoThH, BE q&“j’)}:mbm}é%’f’f DN T
X, FUBREZFOMEL L TELEDTHRET S,

9 ' F 1012 PFOA & TRPFOS & % OFEEI S D Ames
RER s 2 Xy NT vA RORBAEDERZ RFH

(FNE) V2R LTz, RIOLIBEOWEIZ OV TIEFRE B A
WIZOWTDIEFERNH - T2HEDOHRHEIR Lz, 728,
TS DOBILFENMECRE N AMEDOFERE R E T O£
RE R B e 2 ST - DI G ER L 725 D Th
. HHERBERE DO OFEBELTANLELDT
X WEEFET 5,

#£9. WK VEE (PFOABEEWE) OBRENE - A AMR

S i}
NAME CASRN /%%msa Ay | R

bRl | fEE

Trifluoroa
no

—(O~— =N
76-05-1 =Y data

cetic acid no data

(cn

Perfluorob
utanoic
acid

(&)

no

—_99_ =N
375-22-4 | &M data

no data

Perfluoroh
exanoic
acid 307-24-4 | k&Mt Rt
(C6 :
PFHxA)

FEDAIK
fra L

3,5, 6-
Trichlorop

erfluorohe | 2106-54- ek no

9 £3 data no data

xanoic
acid

(c6) 2%

Perfluoroh
eptanoic
acid

(€7

no

—_QLr— =N
375-85-9 | f&t data

no data

Perfluoroo

ctanoic e ~ o IARC
acid 335-67-1 | [t Fitt Group 1

(C8)

3,5,7,8-
Tetrachlor

operfluoro | 2923-68- e no

4 £ data no data

octanoic
acid

(c8) 2%

Perfluoron

onanolc 375-95-1 | falk 3%

acid no data

(C9)




Perfluorod
ecanoic
acid

(C10)

335-76-2

2

no
data

no data

Perfluorou
ndecanoic
acid

(c1y)

8

2058-94~

2

M

no data

Perfluorod
odecanoic
acid

(C12)

307-55-1

(=33

(=33

no data

Perfluorot

etradecano

ic acid
(C14)

376-06-7

(=33

no
data

no data

Perfluoroh

exadecanoi

¢ acid
(C16)

67905-
19-5

(=33

(=33

no data

Perfluoroo

ctadecanoi

¢ acid
(C18)

16517-
11-6

=X

EE

no data

#10. A7 4 W (PROS BLWE) OB - B AN

ARG SR

NAME

CASRN

Ames &

3 Atk
Gk

Trifluo
rometha
nesulfo
nic acid
(c1)

1493-
13-6

no data

no data

Perfluo
robutan
esulfon
ic acid

(C4)

375-73~
5/29420
-49-3 (K
i)

(E3

EXaoX=¥ e
s

Perfluo
rohexan
esulfon
ic acid
(C6 :
PFHxS)

355-46-

no data

B ik (R
JEE K A7 M
RHA)

FEMW A D

HE®H Y
(REHLA

+43)

Potassi
um
perfluo
rooctan
esulfon
ate

(Cc8)

2795-
39-3

(=345

no data

IARC
Group 2B

Perfluo
rooctan
esulfon
ic acid
(€8)

1763~
23-1

(=345

IARC
Group 2B

11,

T )L —)L®D Ames RERFE R

NAME

CASRN

3

Ames FRER

2H-
Perfluoro—
2-propanol

920-66-1

-

(=33

Fluorotelo
mer
alcohol
6:2

647-42-7

2

Fluorotelo
mer
alcohol
8:2%

678-39-7

(=33

Fluorotelo
mer
alcohol
10:2

865-86-1

(=33

*FEDS AAMEDFRD HALIR

#12. 7 AL AT F =D Ames RBRHE S

NAME

CASRN T 1

Ames

R

Methanes
ulfonyl
fluoride

trifluor
o— (C1)

335-05-7 F

1,1,2,2,
2_
pentaflu
oroethan
esulfony
1fluorid
e (C2)

354-87-0

Perfluor
obutanes
ulfonyl
fluoride
(c4)

375-72-4

[
R

(=33

Perfluor
ooctanes
ulfonyl
fluoride
(c8)

307-35-7

(=33

#13.

T—F )L « HILIR R (GenX) D AmesihERfdE 5

NAME

CASRN

Ames

=

Perfluoro—
2-methyl-
37
oxahexanoi
¢ acid

(GenX)

13252-13-6
62037-80-3*

(=348

4, 8-Dioxa—
3H-
perfluoron
onanoic
acid

919005-14-4
958445-44-8

M

*fEENEAS Ao PRGN A




F16. VR LRI AT LD AnesRER & R

F14. 77V VL— K/ AX 7 U L— kDAnesilliifs £ A =
s NAME CASRN s %ges "
Ames o
SH
NAME CASRN i B, bis[2 3.3, 3
tetrafluoro—2-
2- - (trifluorometh e
(Perfluorohexyl) " y1)propanoicac | NO_CAS %—H—H—& [
ethyl 2144-53-8 T (=4 idJoctafluorob I
methacrylate utane—1, 4-
(C6) diylester
2,3,3,3
T tetrafluoro—2-
» LH, o™ (heptafluoropr
—0QQ— =N . i
Periluoerentyl 355-93-1 =3 0pOXY) propanoi O CAS :i:% o -
methacrylate cacid2 (trifluo - A O%jr%:
romethyl) hexaf ST T
luoropropylest
er
WM, 1M, 20, 21 %T& .
perfluorooctyl 17527-29-6 e ¢ ?ropro?anol
acrylate cacid)3, 3" -
[[2,2-bis[[3~
(3-
o chloropropanoy
1 1,1,2,2- Ny
chloroacrylicaci tzzz;fluoro o X
ds, 3,4,4,5,5,6,6 | 701909-41— . b \Aix*iX;XX“‘VN 5
AR I [ poxyldifluorom | NO_CAS % BotE
» 07 ethyl]-
nonafluorohexyle 1,1,3, 3tetrafl ;
ster uoropropane—
1, 3-
F15. 7 oALT 2D AmesakERiE 5 diylldioxylbis
_ Ames (2,2,3,3-
NAME CASRN i HER tetrafluoropro
2-(3, 4— pyl)ester
dichloro-
1,1,2,2,3,4, 4- = . P SR EA Y
K1, TAIANTA R BRET) OAmesiRERE R
heptafluorobut NO CAS B
_ — . A B
gxg)g Stetrarl NAME CASRN i %ges "
uoropropionica
cidfluoride
o ‘ Perfluoro—
(trifluorometh R L, 3= 335-27-3 N
v1)-2,3,3,3- 677-84-9 o B dimethylecy -
tetrafluoropro LN clohexane
pionicacidfluo ' '
ride ] -
2,3,3,3
_9_ " —1 F
S onafluoro
e ot T .
tetrafluoro— 4089-57-0 ;%____ g B -1- 423-39-2 P P
2 (fluorosulfon FQT;TFF 7 iodobutane . F
y1) ethoxy]prop Fd¢§( 1T
ionicacidfluor °
ide 1.
3, 4-dichloro— 1 Perfluoroo I
2,2,3,4, 4 T 307-34-6 T (=343
pentafluorobut | 678-06-8 o Btk ctane —+
yricacidfluori i T
de F/ o T




1H-
Perfluoroh
exane

355-37-3

m m o m o m
n m m omow

3

Perfluoro—
1, 2—

dimethylcy
clohexane

306-98-9

3

Perfluoro—
1,4~
diiodobuta
ne

375-50-8

(Perfluoro
.
hexyl) etha
ne

80793-17-5

(=33

2H, 3H-
Perfluorop
entane

138495-42-8

3

Perfluoroi
sohexane

355-04-4

(=33

1H, 1H, 2H-
Perfluoroc
yclopentan
e

15290-77-4

3

1, 6-
Diiodoperf
luorohexan
e

375-80—-4

3

Trifluoroi
odomethane

2314-97-8

-

(s

Pentafluor
oiodoethan
e

354-64-3

-n

10

#18. TILA 2 DAmes R E R

NAME CASRN i

1, 6-
Divinylper o1
fluorohexa 1800-91-5

ne

(Perfluoro
butyl) ethe
ne

19430-93-4

#19. FELIA ChmesRER DG MEME

G

NAME CASRN

Perfluorop

1 L .
ropy 1623-05-8 . Bt
trifluorov

inyl ether .

2,2,2-
Trifluoroe
thyl
triflate

6226-25-1

trifluorom
ethylhypof 373-91-1
luorite 0

661-54-1 Hc}'fF (2
765-63-9 F% Bl
F
D. &%

(FRRE1] PRI AWEEIIRHE R 5 — A X 2KRF

O BAREMEIFR D AW E BB L2 O 7o

AR HES W= & = A PFOA, DFEMS J}; R 2, 5-BDF
IZOWT, BIGEMAFRE N AWE TH 5 Al REME DRI
ENiz, £7-. ARHIEICIBW T, PFOA KT DFEMS @
B EFENAMEICHEMEERRED SN, L
L. PFOA (3K & CIIIERIB T IEIF D AED RIE X
N7, BHECEGEEIF RN AME L RS-
ED . FOBBEENE G BEITKTT 2 TR R
e X7, 51%I1E. 2, 5-BDF 22\ Tid i &R e FH B M
E o mat e EZhE L, HEM IOV TRAET 5
WD, F7-. DFEMS KR 2, 5-BDF |% QSAR T b i#fx
FHHERDAMENR TR SN T2 D, BIEEMEAT
FENANEE AT D PRAS I ISR 4 & A9 2 PTREME

3,3,3~
trifluorop
ropyne

2,2,3,3—
tetrafluor
ooxetane




DR STz, 5% S OITHEEEDWE 28 T
Ik, BIEEEFESAMYE OMEER
AR LN T HLERD D,

MR OBFEICBET A2 ERA WV 14 E XTI D
GHS X7 4 £/-1X 5 1Z#%% L, Ky 3 LA FicmyEsh
HAEBEMINEEN TN ENHER SN, HEHE
MR OFE R, SEMH LI 19MED S H 16 WET
FEAMAE B AR B BESE S FFE L. HIRE 52 L B B2
BT HlEesE LTI CTH D Z L Eniz, —Hh.
PFHEP, 2, 2-BPF & TR 2, 5-BDF Tid. Bl CIRAIE HE5E
IS, O PRAS ICHOWTIEBEES S X -T2
EWIRENT, LLEDOFERN G BN AYME
EFEHIR HE 2 W T BGEHZ B W T, PRAS ICL 5 &
B ERIENEZSRIIITFIRTH Y . —HOWE TIX
B~ DmIMERE LR D bz,

©  FEBEFERFRE S AW E IR R A O TG

A A, A HEZ - & 2 A PFOAR L OGenX 3 5
M &R E T2, PFOAIZ DWW T, B AMERBRIC LY 7
v NCOFRENAMERRE SN TEBY, RET VB
WT b B 2 R k72 & L IIAE T L OF MR
WCHEEREREEZ D, AT, PPARe CHEINDE
R O3BL LR 2R L, AR OIS TR A

WCHHT D52 BT DRERDFF DIz, 72 GenXid,
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ERAESE, BRES, BEMEE. BSAREFE, VF I
UAY TN R BHHARE. EhIEEGE B
T, BEERE. A e BLEHMT T == AT LY
CERDOFEMIZL BICLD F1 T v MBI
R RIF TR . 29 eH# R T T A
2024 &£ 12 A 7-8 H

BRI IEE ., BIR, AR E, vVFILrr vty 7
LR A BRRERR, ECMEEE,. fEDASCHE. AEe R
ICEWY 7 2= VT VY B ORIEAEIL BT X
% F1 =7 AFRNAEFIZIIT 5 DNA 2 F il
B OB 5. F 29 Bl K UARY T A 2024
F12H7-8H

Guiyu Qiu, Min Gi, Shugo Suzuki, Masaki
Fujioka, Anna akehashi, Arpamas
achiraarunwong, Ikue Noura, Runjie Guo,
Hideki Wanibuchi. A novel support vector
machine—based one—day

Anna

single—dose
prediction model of genotoxic
hepatocarcinogenicity in rats. —[&. & 41 [A]
A ARFEMERBL s M OVEIT SR 2. 2025 4R 1
H 30-31 H

PPUHARAE, EaARJE L, HE EBfE. BET 2, fEIHDE



17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

B O A B AR N 4y W L2 30T D brain
abundant membrane attached signal protein 1
(BASP1) D&l =&, 5 41 Al H AR ELE
SRS R OFIES, 202541 A 30-31 H
Masaki Fujioka, Min Gi, Shugo Suzuki, Arpamas
achiraarunwong, Runjie Guo, Guiyu Giu, Yuji
Oishi, Hideki Wanibuchi. Lack of
carcinogenicity of diphenylarsinic acid in f1

rats following maternal exposure from pre—
mating to lactation. =&, 5 41 [B] H ARZEIER
Hrp SR R OVAIT R 2, 2025 421  30-31 H

Arpamas achiraarunwong, Masaki Fujioka, Guiyu
Qiu, Runjie Guo, Shugo Suzuki, Ikue Noura,
Anna akehashi, Hideki Wanibuchi, Min Gi.
Hepatotoxicity of per—- and polyfluoroalkyl
substances on immortalized human hepatocytes.

=R 5 41 | BRI B e s M ORI R 2= |

2025 4F 1 H 30-31 H
TP e, SaARE AL, JE BfE BT 2T, fmTE
B i O R e pR R N 43 WA R I 8 1T D brain
abundant membrane attached signal protein 1
(BASP1) D&l =&, % 41 Al H AR EL
SRS MOV ES, 202541 A 30-31 H
BT ) BEARSE L, P LR, BRAEEE, Arpamas
achiraarunwong, JEMIEE. FHR. BT ©
MRS R BT 2 ~— P —L LT
PRDX3 DMEHT e OVRE S AP, =5, 2 41 [A]
A ARFEMERBL e s OV R =, 202542 1 A
30-31 H
Runjie Guo, Min Gi,
Shugo Suzuki, Masaki Fujioka, Guiyu Qiu, Anna
akehashi, Hideki Wanibuchi. Oncomodulin is a
novel early marker of wurinary bladder
carcinogenesis in rats. —/5. &5 41 [F] 0 A&
LR R OV AT SR 22 2025 4F 1 H 30-31 H
BARBE T, BIE. M IEE . Vachiraarunwong
Arpamas, BE7 >, fEHIEHE. & METFlE~ 7 A
ZH 7= 4,4’ —methylenebis(2-chloroaniline)
DOt NI TOMRE & BB AEDRRGE. K
HEL 2024 4R BESCERE A A GBI S8 S A
TR T VBT T v b
F—25 EREFEES, 202642 H 12-13 H
FHEHNEL. DNA HANMERFSE DM £ - BIFE - A0k
B N6 HARBREAERITS ) LAY
VIRT T L, 202446 H 1 H
Yukari Totsuka. New horizons of DNA adductome
for exploring environmental causes of cancer.

FLIR. 5 42 EIALIRERS S A S R P A, 2024 4R

Arpamas achiraarunwong,

6 H6-8H
Yukari Totsuka. Landscape of mutational
signatures observed in laboratory animal

tumors induced by various carcinogens. IRAR.
The 8th JCA-AACR Special Joint Conference,
2024 4£ 6 H 28-30 H

PR ME ., NEREE, LR, INEEE.

Genotoxicity induced in mice lungs by
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217.

28.

29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

inhalation exposure to heated tobacco
products.  f@E[d, 55 83 [E] 0 AV PPN

2024 429 A 19-21 H

JFEPHIE.  DNA (A OREFRAOfENT %2 T2 %6
NABRBIORA D= X LOH. B, 7T F
T AU TS AR T A 2024 4E 10 A 25-26
H

FIFQIME. BREEFERIZ X 2 DNA fHIfk & & ) A
BN — e f5fE L U2 N A ERDOBRR.
Web B, BREE= 7/ 2 7 AWFZE4 (EEG) 2024
MKERY VAT T A 202411 H 9 H
JERPINE.  DNA INRAREAT % 5ol & L 7238205 A
FERBLORA D = XL O, W&, 5 47 B HA
DT SES, 2024 4F 11 A 27-29 H
FEOIME. AT A REROiz s et i mb
EOBIFE. 1L, 55 85 [a] MMS Bk D E B4, 2024 4F
12H6H

FEOME, HrsFRINY-. B, RIEEE,
EREZ, ELRA. EZ N O AR
BIZL D~ AMICHEE S D8R W,
%53 [ A ARBREEA BIFT ) LS, 2024 4F 12 A
7-8 H

FEEOIE, KT, I kit —27 =
U —IZ KW BRI & v NI A D BELR % AR
9 5. [, 5 53 Bl H ARBRBEAE RIS ) KEas,
2024 412 A 7-8 H

L SFRIN- PR, KPR, FTEREONE. ~
T AMEA T A RERAWET KRR NF
~7 U T NAOEMEFA. WL, 5 53 [\ B ARBREEA
HBIE /7S ) hps: 2024412 4 7-8 H
ER)IE A, Asmaa Elzawahry, 7K bk MR,
PR, 8SORJE L, PN OERE. MRk, TR
B, N—=ru VEHBRaEROER S 72 F ¥
—OfFHr. L, 5 53 [0 H ARBREA RS ) A5
2. 2024412 A 7-8 H

P, 4l TBROIE. BRI ERT
SUATBIT BERE AT NOVIRNT. [, 5 53 [[]
HARBIRA RS ) A5a, 2024412 A 7-8 H
FBEOME., <o R EFHERRET VT A K&
WAL E OBAGHEERN. &, 55145402
HARIES2 . 20254E3 H27-29H

EIRREAR ., BRI E R, HSUNOEE, SRR, A
RN IEEE . FEROME. ~ v Al
kA H ) A R & T8 g a5 1 o0 B JS.
@, 514542 H ARSR 2 20264F3 H27-29 H
BEEE S, TR, LA L, R, R
T, BNEED, =4z, INEKE, T
JOEL, NEEE—. PUBIE—. TEREFRT I U
B DB E AL, f&E6 ., 14545 B ARIEF 2
20254E3 H 27-29 H

ANEERLE., B, Exi, IEE— FIBIA
—. PFBEDIME. TILa— LB NAIICBITA R
AN=T X7 N OB L ERFRA T =X L OfE
B, fEld, 2514544 A AR3E 2y | 202543 A 27-29
H

B B /N HEE, BIR. SvRJE L, a0



41.

42.

43.

B, Jiri ZAVADIL, JEHIEY, FEOME. W
PERRE DS ARIRIE T D a7 R IRALKFED
RIANR=T X7 NESR. @, $14554E2 A AR
S 20254E3 H27-29 H

MHEER, R —, EH&RT. e, BEE
BE. IAEA, AR, MARERE . Yo
ZULAT XU RDOT v &AW B MK ER
PG hakBR. fmid, 5100 B AR SS 2N
FE4S 202447 H3-5H

BE 1 REEEA, SRS, B AT, A,
Wy R, RZILE— A, IAREEE .

ez b (1) AR Din vivok BFMEE(E.

el F51m 0 ARFME PR FINES . 202447 H 3
-5H

Matsumoto M. Yoshida K., Umano T, Murata
Y. Hirose N, Iso T. Yamada T. Masumura K.
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44,

In vitro to in vivo extrapolation (IVIVE) fo
r uterotorophic activity of 4-alpha—cumylphe
nol. &M, F51A] A ARG FRFINGFES . 202448
7TH3-5H

IAAEP -, S, BRI, ATHEBET. AW

9 OHIRRE— LR, ZllE— brx=rv
AT F— MREOEEIZ LD MutaMouse ATlEIZ
B LRI, WL, 55 53 Bl H ARBREEAR S
L2 2024412 A 7-8 H

G. MBFTAMED BRI
1. RFEs

BA=LAP

2. ERFREGE

BA=LAP

3. Zoft

BA=LAP



SRR e (ICEE ) % 2 T 4)
SYHIT I 8
7 FACAH D56 03 AAERTAR & FPALA % — BT BIT BT %
SYTFIRIER : IF3608 A EUEIR I 4 % — 112 X 5 Pt
R AP 5625 A I BT I 5 bt
WRAHE B R RIRASKEREBEY:

WFZeRBREE U R 7 31l e

g

AL, A7 v FLEY (PFAS) OREMNAMZEM S EICTHE T2 AF— 225852 L
ZHME L, EHFREASAMERNE GBEEMNE LK OIERBEME RS AWM L) (2 DNA FHIRfENT. in
silico TR — NV E A GO 21T o 72, ARG, ToxCast Chemical Inventory [Tk S U7z 430
FESED PFAS A %15 & L. OECD @ QSAR Toolbox % W THEEIZE S Z N — bR OFEN A A 1 = X N H:
ST T — " EEToT-, FOREICE-SX | PFOA, PFOS TN GenX Z&¢e 19 T D PEAS I2DW\W T, 1 H
HAAlRE O B G5B & S50 U, B s B eI 0 AW B R HHE & O T E 24T - 72, LDB0 MBEFN O 5 /&
1L LD50 @ 1/3 H& %, SMERE OB 720 14 - IX, OECD TG423 [TYEL L CatkdmMaln g it L, 15
i 1 HHERORGRRORKMEL &G Lz, BmtERs AmEBaEdktiEsHnize 25, 19
WE R 3 W' (PFOA, DFEMS, 2, 5-BDF) TCEHMEMN/R S, T O DNBIEHEMENTF R B AMEE B T 5 nREME S R
SHfz, EHIT, DFEMS K& TN 2, 5-BDF 1% QSAR CHIBREMR DB AMER TRIS N TR Y | BEFEEFESAMEC
SRS AFIET D AIREME DS RIR S iz, 7ol Btk LR S 7c B G- &id, PFOA (X LD50 @ 1/3 TH % 330
mg/kg. DFEMS [T Kt & CTdH 5 300 mg/kg TH o7z, S 5T, PFOA KL NDFEMS (Z2oW T, b L7-HAE% &M
mE L TAk S ThRLULEFHER MEHELZRE L MRl g 520 L7z, 2 Of5 8 PFOA 1% & H & (330 mg/kg)
THMEZ R L=, PR OMEHE (110 X835 mg/kg) TiXfat:Tdh 7=, —J5. DFEMS 1IE M & (300 mg/ke)
KOV HE (100 mg/kg) THltEZ R LTz, Mz T, 2R OFEICET 2 EROZ2 D 4 WEIZOWNTE, 1 H
AR 05 RBR T O N KRS IS & . GHS AR O HmrEX S OFli2 EE L=, LLEX v, 19 fikE
D FPAS (21T B atkmt:, BismM: « FFFRE S A O QSAR Tl & OAEAMEICET 2 AN E b, 2 b

DL, AT » FILEMOFEN AMEZ T 2 A F—LOMFEITAMTH L EEZBND,

A. BEEE®

i 7 v #FAW T 5 PFAS (Per- and Poly-
fluoroalkyl substances : /X—K R YU 7)v4 w7 v
XV IR A O A O &, BREEH Ty iR
MR QAR EREMENRIE & 7e > TV 5, IT4E, [ENE
B D ¥ AR i 5% D AKGE K s B FEYEE AR 2 D IR D
Perfluorooctanoic acid (PFOA) & Perfluorooctane
sulfonate (PFOS) 23 S, 1X< BIC K D HEME, §F
RN A DREERENRSEIN DS, FFIZ PFOA <2 PFOS
VEEBE S AAFZEREES (TARC) 12k W 7 —7"1 & 2BIC
SEEN, ERAICT v b OFIEE SRR AR
HERBHY ., BT v FBIEAEW ORI AMERGEEILREE O
METhD, —H. BT o FEbEWIT 1 FEELE
FEL., 2hbRaTERBAMERBR THRHFT L2 & 13
RGBS 2 LEE LB CRETH D, 1t
S>THWT v FALEM D RN AN ZEHIM. SRS E )
ONRINFHAM T & 23R A ¥ — L DOFESL RO S
Do
Tz 13X Z U E TRERNFED AL WE D K03 Tl & 1 HY
W5 2 LICHEE L, BiedEE Rk ORI B R
IWVE N OB RS IR T X A A X — A BT
L7z, AR TCIZF DA —AETERA L, B~ ~ F1b
B ORNAMERIEE & b, Bizicalr v FBbds
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WE B 725l A % — ABRR AT O,

AAEFE 1L, A EF 19 FEE D PFAS I2HOWT ., Einak
FEFE D3 AW B R 0 F HH 1k 2 D TR O &
OIS ANE DR 2 F2 0 L 7=,

B. #FgEAIE

6 MR OHE SD 7 v k& T, #EBRWE O H B ]
BN GRBR AT o 7o, R E BT 2 I (3£ 1)
W2, FTo, B BEREE GREFREE) & LT 0. 5% Methyl
cellulose (MC) ¥&GEEZFRIT T,

FERTIL, LD50 BEEID 5 MBI W TIE. BEfnmtt
FF3& 03 AW B B A B B I Z HE-5 Z LD50 D 1/3 D &=
G LT, YER O BB SRSV 14 BTSN T
(L. OECD TG 423 (2 itk & JEfi L. 15 5L
72 1 BHERR OB GRBRORKMEZ S Lz (3% 2),
BARAN X, G- & LT TG6 423 TED bk K
HETH 5 2000 mg/kg % 3VCOEWI K E LT, D
FER. SETHIN 1 LU FTH - 28E 1%, #7212 2000
mg/kg % 3 VCITEBMNERE L7, 2 B HO&KRE CTHLIETH
23 1 JCLL R TdhiiE, LD50 1% 2000 mg/kg LA b & |y
L. #&58% 2000 mg/kg ERE L=, — . WIhnum
DOFH-THEHIN 2 PELL EDBEA . LD50 1% 2000 mg/kg
PLF & &40, %IZ 300 mg/kg @ & ClREEED FIE



ZITo7-, & HIT, 300 mg/kg DFRERTHIETHIH 2 PL
UL DAL, HE% 50 mg/kg IZES L., FEEORER
ARV R U CROKIM & &2 E Lz,

X 512, PFOA I LD50 @ 1/3 (330 mg/kg). DFEMS I
RRMHE (300 mg/kg) DM & CEIGEMEATR AMWE
ThdHZENRBEENE-D, ERRBRTIZZALD
HEZEHEE L TREL, Ak 3 TRLEFTHER
MEAEZ BN L CRRBR A Ehe L 7=,

BRI P 5-1% 24 BRI TR 21T - 7=, Il % s
HiL. RNAfhHE A & L CosMilESE (LL) &2 fHik, T
VIR 2 H9 2cm X 0. bem D RKE X T2 AT A AY)Y H
L. #NZF4 1ol © RNAlater 28 Ao 7= 1. 5ul F =2 —7
~E L (BEF2AK), 160l F2—7% 4°CT B
Bk, SOCTREMGRE L=, BREFEY 7 VHE L
TAMALEEED 4% 1. 6ml F2—7 2 K5 ERELL .
TRIRZEFIT L 0 BikEt% . -80°CCHiRsRE Lz (1 A
DNA adduct fi##TH). HA~U v EERF T LE L
TUAMAUZEZED T 257 A ZE RM) K OV FE S (R2)
MBEF3ATA ARGV L, Iy MZAI 10%K /L~
U AZCHEE LT,

BN RTIEE VT, BE#RER SC (Gi M et al., Arch
Toxicol, 2024) Tt L7 BTN AW EBE
HIH HIE T BB DS A OWTHEEL T2, =
O HEIL, B 83%, R 97%, =R 92% L K5
OEWBRHETH D, 10 ~— T —BEFRBICHONT
IZ. U7 )LZ A 2 PCR (gPCR) 12 TF—Z2 ZWfE L7,
JiFlEE7» 5 D total RNA fifitti & cDNA DOERILENZE I
RNeasy mini kit (%74 >) & Super Script VI VILO
Maste Mix (Thermo Fisher Scientific) Z{# L 7=,
BONT-EBIFRAT — % 22 DR L - EinErt
RN AWERMET VOHEET L (R — b
e N R DEEFNT AT ALK DET )
WICABIL, HIEZEIT- T,

F SRR, B OEgIZ DWW CIXEE %
HE LT 15 D7 fifkiE 10% P B E AL~ U ViR T
BEEZITW DL RT 7 0 VAL 720 b 2R
AR 2R L, ~~ R U ve oY Yt % it
Lz ET8EmREIT- T2,

K 1. BISEIEITFED AW BRI L TGS L7z PRAS
AMWRE BB IR femE

PFOA Groupl H—ARELEBR
GenX

HFBC

PFHEP

PFPMS

HxFGC

DFEMS

2,2-BPF

PFHC

2,5-BDF

PFMP

PFBA

PFPeA

PFHxA

PFHpA

4-CBTF Group 2B

PFBS

PFOS Group2B W—HMRE{LEMR
PFPo

Perfluorooctanoic acid

Undecafl

ic acid

y
Heptafluorobutyryl chloride
3-Per 1,2
2,2333-P propyl trif
Hexafluoroglutaryl chloride
2,2-Difluoroethyl trifluoromethanesulfonate
2,2-Bis(trifluoromethyl)propanoyl fluoride
Perfluoroheptanoyl chloride

2,5 hyl)-3,6
Perfluoro(2-methylpentane)
Heptafluorobutyric Acid
Perfluoropentanoic acid
Perfluorohexanoic acid

POXyprop:

Tuor

fluoride

Perfluoroheptanoic acid
4-Chlorobenzotrifluoride
Nonafluorobutanesulphonic acid

per
2,2,3,3,3-Pentafluoropropan-1-ol

(faFRE O RE)
B & T2 BRI RIRA S R P EREmEEER
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DOERB G BT BIRIES 25T L CET 5, B
WIOEE « ALEIZ Y 72> T, B #EORICH S &
& B ITRELLEIC T B0E L. SRR IR R T o
LR AT 70 &, TR ED L L &35,

C. HraektR

O #WHBmEORE

AT OFE 3 in silico P2 OWeST & gk (WF
e IAR) T STz PRAS ICBE B 15 2 Jic
QSAR T NEEFHMERENAMEZAET D] L THIENDY
B0, in silico afliR DOFESEIC LSRG E
ERREEHNCIRE L, £, B-MEREEmE, BER
L=, SR LS 2538 H S D PRAS % fcfl
OGRS E Lz (R D, 2B, EINT 19WE
DO L, 14 WEIZHOWTITAMER O BT 2153
BELN TV (F2),

@ AMEROEEoBRE

AFEBRSGAE T T B AL 7245 PRAS D Kifit & ZE17 3R,
K ONGHS X4y %23 2 (1T Lz, LDB0 MARBATH - 7= 14
WY DWW CRAMERR O MR ER 2 S5hE L 72 kG . 3 W
1% LD50 A% 2000 mg/kg L ET&H Y. GHS K45 5 1245%d
ST, FEV O 11 WEIE LD50 A3 300 mg/kg 75 2000
mg/kg DFFAIZH VY . GHS K43 4 I ENT-,

@ BAREMENTHED AMEOHE

qPCR THUS L 78I 73BT — ¥ B imm TN
AIVERRIET VIC AT L, BIREmIEF RS A O
PEE IO HEEIT - 72 (3 3), AT LTIL, &
Lt 7 v MFRBAWEZ T ZothowE %
Bt EHIET 2, EDORER 19 WE T 3 #'E (PFOA,
DFEMS, 2, 5-BDF) 235 GEBEMEFRENSAWE) LR
i, IO PBEFEETFBEDAMEEH T 5 AReERN
TR ENT-, FTNLSD 16 WEIZEMETH -7,

% 2. %% PFAS OAMER O M

AEBRICBIT SR
LD50 KieHik Survival  Oral GHS
BRHRA (mg/kg) CHIEIZHW# rate (%) classification
5 & (mg/kg))
PFOA 500-1000 330* 6/6 (100)
GenX 1730 580* 6/6 (100)
HFBC B 300 6/6 (100) 4
PFHEP N 2000 5/6 (83) 5
PFPMS N 2000 4/6 (67) 5
HxFGC ;] 300 6/6 (100) 4
DFEMS A8 300 6/6 (100) 4
2,2-BPF NG 300 3/3 (100) 4
PFHC ENCG 300 6/6 (100) 4
2,5-BDF N 300 6/6 (100) 4
PFMP NG 2000 6/6 (100) 5
PFBA ;] 300 6/6 (100) 4
PFPeA A8 300 6/6 (100) 4
PFHxA NG 300 6/6 (100) 4
PFHpA NG 300 6/6 (100) 4
4-CBTF 13,000 2000 6/6 (100)
PFBS 430 140 6/6 (100)
PFOS-K 154 50 6/6 (100)
PFPo H 300 6/6 (100) 4
* LD50 @ 1/3



@ EBEPENTIE D AW E BB HIE O ERE R &
QSAR IZ & & FHllFE S & oFEES

mAR MRS AW E BB R EEOH ER R &
QSARIZ K 2 TS S A Lol U 7ok A 2 2% 4127197, QSAR
TEEFEERDBAMER TSN 8 WHEIZOWT, K
Tl 2 W (DFEMS, 2, 5-BDF) 28tk & iR &4,
o6 WEIIEME L RS NTZ, —F. QSAR TIHER
RN AMELE FRIS N 3 WEIZ OV T, AR
BT 1 W (PFOA) 255k, 780 @ 2 ¥ (PFHxA,
PFHpA) A3tk b M E I Nz, 61T, FOMOT T —
MEEICDEIND 6 WEKOT 7 — Mgz Rz
W 2 MEIZOWT B BE LR, Wb AR A
TRt L RS,

# 3. 4% PFAS OUnm AT AME (BAREIENT I A E
R R i)

PFAS M %ﬁ:f;ff Z“:’; QSART O FRiks R
PFOA FEMEHE it FEMEETIE T AAE
ey FPREBHE K EOMOWET T—

HFBC FH [-3:3 MEBAER D AAE
PFHEP e ] 3.3 MEBIERIAME
PFPMS FH [-3:3 MEBAER D AAE
HxFGC ] 3.3 MEBERIAME
DFEMS 5 123 MEBERSAE
2, 2-BPF FH (=353 MEBER D AAE
PFHC ) 3.3 MEBERSAE
2, 5-BDF B s MEBERNAAE
PFMP ) 32 EFOMOMBET 7— b
PFBA FH 2353 EOMOMET 7— b
PFPeA ] 12 EFOMOMBET 7— b
PFHxA ) 3.3 FMEBIE R AAE
PFHpA FH ~3:3 FEMEETE T D AAE
4-CBTF MR -3 2L

PFBS M AT =353 EOMOMET 7— b
PFOS—K FEMEHE [-3:3 2L

PFPo ;] 3= EFOMOMBET 7 — b

® MR RER

PFOA K OF DFEMS D8R e MEATFE A3 AMEIZ DUV TR
HEZ W CHENE L 7= 8B OfE a2 £ 5 1TRd,
PFOA I & (110 mg/kg) M OMEM & (35 mg/kg) T
WXEMETH o723, EHE (330 mg/ke) TIX M HE
a7z, —J. DFEMS XM &E (300 mg/kg) KON
A& (100 mg/kg) (ZHBWT, Btz R L7,

©® BE=FMEIFR D AW E B E R RO H)
QSAR IZ & & FHllFE S & oAEES

B g MR T 36 03 AU W B 8 A T 1 0 ) TE R R &
QSARIZ £ 2 THIRE SR 2 bbi U7 fE 9L &2 3% 4 127177, QSAR
THEEFERDAERTRI SN 8 WEIZHOWT, K
I 2 W8 (DFEMS. 2, 5-BDF) 23tk &R S,
D6 WEIIEME L RS NTZ, — 5. QSAR TIHEIR
FHERNAMEL RIS 3 WEIZHOWTIL, Al
BT 1 W (PFOA) 3BBtE. 720 @ 2 ¥ (PFHxA,
PFHpA) 23tk EmaS, 612, ZOMoO7 77—k
G IC oINS 6 MEROT 77— ME&EE =720
2WVEIZHOWTHRRET L7ofE R, Wb ARk
MRS,

e
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K 4. RTINS AW BB I A O E
(2 KD TR & OFHEE

FEH L QSAR

QSAR BEBEFESAERBET V
FRRR RN COHEER
BT A 8 BBtk : 2 (DFEMS; 2, 5-BDF)
(genotoxic =3 ]
carcinogenicity)
FERERMER D A 3 BitE : 1 (PFOA)
(nongenotoxic E&t4: : 2 (PFHxA; PFHpA)
carcinogenicity)
EOMDOT 7 — ME 6 FRTEEE
77— MEER L 2 FTRTEEE
3¢ 5. PFOA J&% OF DFEMS O i@kt
#ER BIZFERB DAL TRET NV
(mg/kg) TOHERR
PFOA 330 153
110 (=33
35 =33
DFEMS 300 422
100 33
30 (=33
D. B%&

AR TEMERT I8 03 A W B A B B & T O T2 R
FUNT, PFOA, DFEMS M TR 2,5-BDF 2>\ T, #Eind
PERFREDS AE T 2 AIREMED R ST, F 2, AR
HIEIZ 3T, PFOA J2 OY DFENMS D& m s tET 36 08 Atk
WCHEMEMNE D bivie, UL, PFOA (JMEAHET
IRIEB AT RN AMED R S T, EHETHE
RN AME L RIS N2 LD, T D#EIRE
PR 5B RTFET D AlREMED R STz, 5%, 2, 5
BDF (Z DWW TIEH &R HE BT 2 5 O - et 2 5506 L .
HIEFREFIZOWTHREET 20 ENR S 5, 7=, DFEMS &
V2, 5-BDF (£ QSAR T BIRTEMER N AMEN FHI ST
W2 Z e n | BIREMET R A E B T 5 PRAS (21
EE RS2 A9 2 TREMEDN R SN, A% S DIC
EEHELUWE 2B L THRET2 281k 0, EindE
P DS ANEE DO REIE IR 2 B B D2 T D BN
b5,

MR OBFEICET A2 ERA WV 4B IR T D
GHS X4y 4 F721E 5 124 L, X4 3 LAFICHEES
BN G FNTN2WNW I ERHER ST, %ﬁfj!i,%ﬂ
AT ORE R, ARRF L 19WED > B 16 WE
JHHE e B A B S DS FAE L %@&mziéiﬁ%@
oS E LTHIETH S Z LR ani-, —Hh.
PFHEP, 2, 2-BPF }2O* 2, 5-BDF Tl B C IR AR BE5E
ZER, —H D PFAS IO W TII B EEL g x4 2
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EIRTRFN, BEMEE, g, EREWE. A
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SRR E - in silico PN SR OREST & FRAE
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B 7 v FILEMW T H D PFAS  (Per-and
Polyfluoroalkyl substances : /S—K KR Y 741
TIVRIVIVE) TR A OVHE TR S, BREHR CoRE
Oy e OVERNZEFEME S R & 72 o T B, IT4R,
AR IR D Y5 K B R% D 7K B K D> B FEVEE % 8 2 5 2
FEOR—T VA a A Z 8 (PFOA) & /8— 7 V4 a F
7 B2 AV SR (PRFOS) Skt S, 1IX< B L DA
FVE, FRCHEPN A DORBENRE SN D, FrIZ PFOA
R° PFOS 1XEBR2S ABFZERERS  (TARC) (2L 7 v—7 1
L OBIZHEE I, EBRANZT v S OFlEE BIRIZE N
AEREDR D . AT v LAY DR ATERRGEI
WEXOMETH D, —FH., A7 v FbEmIEL 1 I
HUEFEL, 262 TERNAUMERER TS 2
T EIFERE KM EZLE L LD THEETH
Do o THBE T v FBLEWM DRI ANMEZ M., &
FEMNONRANCFAL T E AR A F— L OMESLH RO
biLb,

ARAFGE CTlrd, B85 -8 L2 DNA {HINAR D H8 O fEAT
B TR TF v — NI K D3 AT DR 21T -
TWHIRE T (FRASAMEFHIRH AT —AIZK 5
el R OGRE 2 (DNA FHIE DO RBREAENT B OV o 7
T v —RATIC L D BT BB DTN AR
BY) LEHEA XY 2D AT v FBEA W OMEEEALL
PERERFMEDRREEN B . BB AMEN TR AIREZR in
silicoFMis AT LOWeSE % BT,
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O FHAERSBWEDER L FEMOHRE

7 v FLEWIE, miko@mv 1 FREEEL EFEE
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A v Ay B2 AR R (PFOS) 1X., Z L IUERR D
AFFERERE (TARC) 12XV Group 1 & 2B ICH¥EE N,
Z v MZBWTEIZHBOBE N AMERRE S LTS,
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e X —47 >y NMIERETDHZ LT LT,

WA AT G REEEH 2 887 E 3 5 72, USEPA @ web
R—=UMMBPFAS DY A MEAFLE (F1)
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% 1. PFAS U & h
UR M4 BHE | B | 3l
B #
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T a1 o7,

@ AB=ARNISULET 77— MRER
RHER & L7z 430 WEIZSU T, OECD QSAR Toolbox
(V.4.5) THEET 7 — MR ZAITo 7o, BBHB LI

DANMERCBAREMEICBEE T 2L N THE & LT,

« Carcinogenicity  (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
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Ames @ TBEME] #'E U A k. OECD QSAR Toolbox (v. 4. 5)
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L7,

© HFHEMOEEE
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W5 PRAS MVER 0 E&EFN TV AENHER TE 7,
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I orox%

2. PFAS D J L — T X & MBI
7 V— TR W
Alcohol;Alkyl halide;Perflourocarbon 29
derivatives
(PFOA)AIkyl halide;Carboxylic
acid;Perflourocarbon derivatives
Alkyl halide;Perflourocarbon
derivatives;Perhalogenated carbon
derivatives
Alkyl halide;Perflourocarbon derivatives
Alkyl halide;Carboxylic acid
ester;Perflourocarbon derivatives
(PFOS)Alkyl halide;Perflourocarbon
derivatives;Sulfonic acid;Surfactants -
Anionic
Alkyl halide;Ether moiety;Perflourocarbon
derivatives
Acyl halide;Alkyl halide;Perflourocarbon
derivatives
(GenX)Alkyl halide;Carboxylic acid;Ether
moiety;Perflourocarbon derivatives
Acrylate;Alkene moiety;Alkyl
halide;Carboxylic acid
ester;Perflourocarbon derivatives
Alkene moiety;Alkyl
halide;Allyl;Carboxylic acid
ester;Methacrylate;Perflourocarbon
derivatives
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17
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Alkyl halide;Carboxylic
acid;Perflourocarbon
derivatives;Surfactants - Anionic
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« Acyl halides (Ef{maEifk)
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« Aliphatic halogens (E{maEiik)
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—7J7. Oncologic Primary Classification TiZ. 331
WVBE DB AMEIZBEE T 5 7 T RSN, T v E
Batena S AT ARNBAMET 77— e LTIE
L/L?@277v—l\i)>t/] L7z,

Halogenated Linear Aliphatic Hydrocarbone Type

Compounds
+ Alpha— and beta—Haloether Reactive Functional

Groups
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BRLEE (PFOA SELWE) AT+ g (PFOS 3E{UME)

0
RFRSFRSF RFRFR FFR F

F.

OH i 4
FFFFF FFF {"OH
FFFFFFF FO
PFOA (C8) PFOS (C8)
NP ¥ N Ny . Ny
5. KR PRONEBIED DRI - AR e T (OSBRI - SerA
Eﬁ;ﬁj% AN PE
- Ames a Ay b BN
Ames a A oy | FEBAME NAME CASRN | =, =y 1
NAME CASRN | Spge Fatm | e iR AR e
Trifluoroacet o Trifluoro
icacid (CD) 76-05-1 EXiH nodata | no data methanes | 1493-13- - 10 data no data
Perfluorobut ulfomc 6
anoic  acid | 375-22-4 | [&tt no data | no data acid (C1)
(c4 Perfluoro | 375-73-
Perfluorohex ) butanesul | 5/29420- | 1 Btk Wb
anoic acid | 30 o4 4 Kk o FEN I fonic acid | 49-3(K = = 7
, 1(: ; (35) : = = e L (c4) )
35 6X Perfluor
0 ohexane ; FED D
Trichloroperf - a B e (R
luorohexanoi 2106-54- i nodata | no data su}fomc 355-46 nodata | K 17k ) 5‘ oY
id 9 ac1d 4 Kﬁﬂﬁg) (uE%ﬂi
¢ ?816) e c6 - +43)
2 PFHxS)
Perﬂuorohep n Potassiu
tanoic  acid | 375-85-9 X no data | no data m
(C7) perfluoro | 2795-39- ik 1o data IARC
Perfluorooct " o IARC octanesul | 3 = Group 2B
anoic  acid | 335-67-1 | [&% [l Group 1 fonate
(C8) P (C8)
"31“’5’7’%1_1 Perfluoro
etrachlorop 68 octanesul | 1763-23- | .., ) IARC
erfluoroocta i923 08- | paps: no data | no data fonic acid | 1 i Btk Group 2B
noic acid (C8)
(C8) B#
Perfluoronon R 5. TV a—/LD Ames BRAER
anoic  acid | 375-95-1 | &k [aa no data N o
(C9) NAME CASRN | #i& Ames A5
Perfluorodec F
anoic  acid | 335-76-2 i no data | no data 2H- F F
(C10) Perfluoro-2- | 920-66-1 F itk
- p propanol . oH
erfluoroun .
ecanoic acid §058_94_ (=33 = no data
(c1n 0
Fluorotelom o
Perfluorodod . ~
ecanoic acid | 307-55-1 | f&tk e no data gfz alcohol | 647-42-7 0 =tk
(C12) ' A
Perfluorotetr .
adecanoic 376-06-7 | F&EME no data | no data =+
acid _ (C14) Fluorotelom -
Perfluorohex 67905- er . alcohol | 678-39-7 ::E Fe e
adecanoic 19-5 i =34H no data 8:2 -
acid (C16)
Perfluorooct 16517- T
adecanoic 116 =35 (=36 no data Fluorotelom +
acid_(C18) oy el | 865861 T bk
RIED AR D B AL N
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* 6.

T AL AT F =L D Ames FRERE S

NAME

CASRN

Ames FR5R

Methanes
ulfonyl
fluoride,
trifluoro-
(C1)

335-05-7

[0y

1H, 1H, 2H, 2H-
perfluorooctyl
acrylate

17527-29-6

1,1,2,2,2-

pentafluor
oethanesu
Ifonylfluo
ride(C2)

354-87-0

(s

2-
chloroacrylicacid3,
3,4,4,5,5,6,6,6-
nonafluorohexylest
er

701909-41-
3

[0y

Perfluoro
butanesulf
onyl
fluoride(C
4)

375-72-4

L
1

|
[

3

9. 7 oAbT LD AmesikiRAE F

NAME

CASRN

Ames

RBR

Perfluoro
octanesulf
onyl
fluoride(C
8)

307-35-7

3

2-(3,4-dichloro-
1,1,2,2,3,4,4-
heptafluorobutox
y)-
2,3,3,3tetrafluoro
propionicacidfluo
ride

NO _CAS

Btk

x1.

T—F )L « LR UEE (GenX) DAmesiRBRHAE 5

NAME

CASRN

Ames

2-
(trifluoromethyl)-
2,3,3,3-
tetrafluoropropion
icacidfluoride

677-84-9

BotE

Perfluoro-2-
methyl-3-

oxahexanoic
acid (GenX)

13252-13-6
62037-80-3* F

M

2,3,3,3-
tetrafluoro-2-
[1,1,2,2-
tetrafluoro-
2(fluorosulfonyl)e
thoxy]propionicac
idfluoride

4089-57-0

Btk

4,8-Dioxa-
3H-
perfluoronon
anoic acid

919005-14-4
958445-44-8

M

3,4-dichloro-
2,2,3,4,4-
pentafluorobutyri
cacidfluoride

678-06-8

[y

NS Ao TS A

#8. TV L—K/ AXT Y L— b DAnesiklifift

10, HILR U AT LD Ames AR H

NAME

CASRN

fif

Ames

NAME

CASRN Tt 1

Ames

2-

(c6)

(Perfluorohexyl)eth
yl methacrylate

2144-53-8

N

bis[2,3,3,3-
tetrafluoro-2-
(trifluoromethyl)p
ropanoicacid]octa
fluorobutane-1,4-
diylester

NO_CAS

%%&

1H,1H,5H-

methacrylate

Perfluoropentyl

355-93-1

3

2,3,3,3-
tetrafluoro-2-
(heptafluoropropo
xy)propanoicacid
2(trifluoromethyl)
hexafluoropropyl
ester

NO _CAS

S

bis(3-
chloropropanoica
cid)3,3'-[[2,2-
bis[[3-(3-
chloropropanoylo
xy)1,1,2,2-
tetrafluoropropox

NO _CAS




y]difluoromethyl] i
1,1,3,3tetrafluoro 2H,3H- Fa i
propane-1,3- Perfluoropen | 138495-42-8 ' S
diyl]dioxy]bis(2,2 tane T
’3’3- F—t—F
tetrafluoropropyl)
ester
Perfluoroiso T N
F11. TAXIAANTA K BREST) OAnesREREE T hexane 355-04-4 R 3k
NAME CASRN Wit _Aféggs
perfluoro- IH,1H.2H-
- 335-27-3 e Perfluorocyc | 15290-77-4 ftt
dimethylcycl )
opentane
ohexane
N ﬂ F —t—F 1’6_ r::'
onatiuoro= | 493 39,2 ) 23 Diiodoperflu | 375-80-4 L I
1-iodobutane F—1—F
orohexane I
1 F
Perfluorooct 30734.6 T Kk Trifluoroiod 2314-97-8 E BE
ane T omethane
—_ F
| F
1H- :::C ~ Pentafluoroi " =l
Perfluorohex | 355-37-3 (=2 354-64-3 BotE
R . odoethane f—1
ane
N F
Perfluoro- F12. TIVH D AmesiRER G
1,2- N . Ames
dimethylcycl 306-98-9 i3 NAME CASRN Tt 1 SR
ohexane
- 1,6-
L Divinylperfl | 1800-91-5 ftt
Perfluoro- N uorohexane
1,4- 375-50-8 . (4 E
diiodobutane
. [ . (Perfluorobu 2
_n tyl)ethene 19430-93-4 =3is
(Perfluoro-n- . 1 N
hexylethane 80793-17-5 T 2
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#13. EFELISN TAmesikBR OB E

. Ames
NAME CASRN ik .
Perfluoropro >=<
pyl o 1623-05-8 X BE
trifluoroviny .
1 ether -
22,2- =+
Trifluoroethy | 6226-25-1 ! (s
I triflate _P

F
trifluorometh . .
ylhypofluorit | 373-91-1 it
e o
F -~
F
3,3,3-
trifluoroprop | 661-54-1 HC}Q~F it
yne L
F F

2,2,3,3-
tetrafluoroox | 765-63-9 F [l
etane

F o

3 K& INFR4IZPFOA J TRPFOS & # O JELIE D Ame sk
BreaAy N7 vtA ROBHAMEOE®RE RFH (F-
JI§) (2o L7e, RELABE DI DWW TIEFD A D
WTCDIERD D > T8 D HREITR Lz, ods. 2h
D OB BB MECTE DS ANE O FRAAE FL 134 & 15 O 2R
RRE A O T DI S E R LI D THY |
BHEARER L D DAL TAN LD TIER
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M1 (BmEFRNAmEBESREE 12X,
3WE (PFOA. 2,2-Difluoroethyl triflate (DFEMS).
2, 2-Bis(trifluoromethyl)propionyl fluoride (2,5-
BDF) ) N RN AWE & HIE S e mizo0
T. QSAR Toolbox (ZUXHLDBEEH D A = XK EHE L
BEb¥TEREIToTm, TNLBED A= X hERT
13 QSAR Toolbox 2B DG TH D, 7rIk, MEH 1 D
WERE & AR EZ OWE L TR O 5t K O E OIS FR
12£ 14 1777,

F14. FE1OEBHEY Ak
1 OWEATR | KRIREFEOW | BWH CAS, NO
B
Perfluorooctanoi | Perfluoroocta | PFOA 335-67—
¢ acid noic acid 1
Undecafluoro—2- Perfluoro—2- GenX 13252—
methyl-3- methyl-3- (HFPO- 13-6
oxahexanoic acid | oxahexanoic DA)
acid
Heptafluorobutyr | Heptafluorobu | HFBC 375-16—
yl chloride tyryl 6
Chloride
3- 3- PFHEP 38565—
Perfluorohexyl- (Perfluorohex 52-5
1, 2—epoxypropane | yl)-1, 2—
epoxypropane
2,2,3,3,3- 3H, 3H- PFPMS 6401-
Pentafluoropropy | Perfluoroprop 00-9
1 yl triflate
trifluoromethane
sulfonate
Hexafluoroglutar | Hexafluoroglu | HxFGC 678-77-
vyl chloride taryl 3
chloride
2,2- 2,2- DFEMS 74427-
Difluoroethyl Difluoroethyl 22-8
trifluoromethane | triflate
sulfonate
2, 2— 2, 2— 2, 2-BPF | 1735-
Bis(trifluoromet | Bis(trifluoro 87-1
hyl) propanoyl methyl) propio
fluoride nyl fluoride
Perfluoroheptano | Perfluorohept | PFHC 52447-
yl chloride anoyl 22-0
chloride
2, 5- Hexafluoropro | 2,5-BDF | 2641-
Bis(trifluoromet | pene oxide 34-1
hyl)-3, 6- trimer
dioxaundecafluor
ononanoyl
fluoride
Perfluoro (2- Perfluoroisoh | PFMP 355-04-
methylpentane) exane 4
Heptafluorobutyr | Perfluorobuta | PFBA 375-22—
ic Acid noic acid 4
Perfluoropentano | Perfluoropent | PFPeA 2706—
ic acid anoic acid 90-3
Perfluorohexanoi | Perfluorohexa | PFHxA 307-24-
¢ acid noic acid 4
Perfluoroheptano | Perfluorohept | PFHpA 375-85—
ic acid anoic acid 9
4- - 4-CBTF 98-56-6
Chlorobenzotrifl
uoride
Nonafluorobutane | Perfluorobuta | PFBS 375-73-
sulphonic acid nesulfonic 5
acid
Potassium Potassium PFOS—K 2795—
perfluoro—1- perfluoroocta 39-3
octanesulfonate nesulfonate
1,1,1,3,3, 3 2H-Perfluoro- | HFIP 920-66—
Hexafluoro—2-ol 2-propanol 1
2,2,3,3,3- 2:1 PFPo 422-05-
Pentafluoropropa | Fluorotelomer 9
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FRRE 1 OWE AR AR EEOWE | MR CAS, NO
A
Perfluorooctanoic Perfluorooctano | PFOA 335-67-1
acid ic acid
Undecafluoro—2- Perfluoro—2- GenX 13252-
methyl-3— methyl-3— (HFPO- 13-6
oxahexanoic acid oxahexanoic DA)
acid
Heptafluorobutyryl Heptafluorobuty | HFBC 375-16-6
chloride ryl Chloride
3-Perfluorohexyl- 3- PFHEP 38565—
1, 2-epoxypropane (Perfluorohexyl 52-5
)-1, 2-
epoxypropane
2,2,3,3,3 3H, 3H- PFPMS 6401-00—
Pentafluoropropyl Perfluoropropyl 9
trifluoromethanesu | triflate
1fonate
Hexafluoroglutaryl Hexafluorogluta | HxFGC 678-77-3
chloride ryl chloride
2, 2-Difluoroethyl 2,2- DFEMS 74427-
trifluoromethanesu | Difluoroethyl 22-8
1fonate triflate
2,2- 2, 2— 2, 2-BPF 1735-87-
Bis(trifluoromethy | Bis(trifluorome 1
1) propanoyl thyl) propionyl
fluoride fluoride
Perfluoroheptanoyl Perfluoroheptan | PFHC 52447-
chloride oyl chloride 22-0
2,5— Hexafluoroprope | 2, 5-BDF 2641-34-
Bis(trifluoromethy | ne oxide trimer 1
1)-3, 6~
dioxaundecafluoron
onanoyl fluoride
Perfluoro (2— Perfluoroisohex | PFMP 355-04-4
methylpentane) ane
Heptafluorobutyric Perfluorobutano | PFBA 375-22-4
Acid ic acid
Perfluoropentanoic Perfluoropentan | PFPeA 2706-90—
acid oic acid 3
Perfluorohexanoic Perfluorohexano | PFHxA 307-24-4
acid ic acid
Perfluoroheptanoic Perfluoroheptan | PFHpA 375-85-9
acid oic acid
4- - 4-CBTF 98-56—6
Chlorobenzotrifluo
ride
Nonafluorobutanesu | Perfluorobutane | PFBS 375-73-5
lphonic acid sulfonic acid
Potassium Potassium PFOS-K 2795-39—
perfluoro—1— perfluorooctane 3
octanesul fonate sulfonate
1,1,1,3,3, 3- 2H-Perfluoro—2- | HFIP 920-66-1
Hexafluoro—2-ol propanol
2,2,3,3,3- 2:1 PFPo 422-05-9
Pentafluoropropan— | Fluorotelomer
1-ol alcohol
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DFEMS DIELIMEEME CRILT 7 — ME&E =B T 5
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=1;AFN) O7 v FITBNT, AT+ 32— M
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=Tz,
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&2 PFOA (IZOW TR, —fRIICITHFEBIEIEE
LEZLNTEY, A= TREIMHINLTW
BN DD, T o WEDIFIICR T 2N AF Y —
LEEFEVE O KE 13~ A5 o Y — A HEFER IR TR
LZHME o (PPAR@) IZXoTHAMSN TS EHZ X
5 3L T W 5 , Carcinogenicity (genotox and
nongenotox) alerts by ISS O43¥E T4 PFOA ILIEE(L
FEMETE S ARV ELIZ /3 FE S L, QSAR Toolbox 1285 &
F o BB DL A Y — DR R
[ZOWTIE, BREA b L ARFEIC L S DNA G OHIN
SO FEDOEE F 721X T R b — 20T X BT
MR FERIE OB L7 ENR AT = AL E L TER S U
TW5,

—7J7. Oncologic Primary Classification {2k 5 &,
PFOA X [ Alpha- and beta-Haloether Reactive
Functional Groups| (289 %, ZD4FEIT, LLFD X
=TT U ERTOEETH D,

R4 O C X 4
o b
B R, o c c X 1
Hz2 Ha2
XI: F, Cl, Br, I

RFH 72 & LT, bis—(chloromethyl)—ether (IARC:
1) BRdDHN, a-—rvBx—FLDLH ary (7
v FR) EBBIHRENTVWDHREN S HIZHETLHZ L
WZED  TAFAERIE LTI E VWS AT =X LTH
Dol 21X, 121277 L7=Trifluoromethylhypofluorite
R0, 9 HILAR LT 2T LD Anes KR THME DR 5
DIFHNTZDIE, 2D A =X WHREE- L T2 ATEeEE:
NHb, B-—ra—F)Ta-— " aT—T /LI YFHNT
X IALAIT 8 5 23, PROAIT FRR D K TR T IR ESY 3
B-rmT—F ST D,

PFOA

ZOBART, 1 CEREBEEENSAYE LTS
72 2, 5-BDF 1Z R FCRTH DD a-—~mx—T /LT
24 L. HFBC, HxFGC. 2, 2-BPF ¢ (N PFHC & 72 % STl
BHHN, FO— T, i1 CEEFEERDAWE L I1X
W 722 D>o 7= GenX (Ames FER BaM) DL H 72 o -
NaZ—T ULEM O HETHZ LD, EEICLD
DT OIITHE 72 DIEMERBPMLETH D,
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F7o, K3 EXTITRLEZEY, PFOA LEEEND
HIVR AR GenX 72 & D T VR R A S T o A HE
7 v FALEW D Ames HEBEDOFERIZETEETHY . F
7=, #LRE 1 TlE. PFOA BASR oD 7 )L AR B (PFBA, PFPeA,
PFHxA, PFHpA) Cixfatt (BIEFmMERS AMEME Tl
V) OFERNESNTWD Z EAvE, PROA 721 23 /g
HFER IR0 TZHICHOWTIL, HEICEZRL TS
BERbDHEEZOND, £, W 1 GEEEEER
DA E BRI E) Tld, PFOA & TR GenX (22T
HEBIEFIEORDAMEDE LB STk, Thz
NOFEREZEEHNCERL WK MELDHHLEEZD
nic,

@ EmE B K OV AN AMERRER O BE AN LoD FE

PFAS#VEL I B LB AR5 M S VI DS At D BEN L % &
BRU7EAER BN AMEOBLR CTHEH STV APROA K TR
PFOS & &40 & OFALEIZ DV T EEHERY 22 AR 2 FH
7ZAmeslIWTILOWE CTHLEMEDORER TH -7 (583,
#4) . LIzdo T, BIsmMERENAMEZ RET 5 Anes
REBEERIIBE N TRV, —JF, in vitro 2 A v k
T oA OFERT, C8RTCID M VR R, C8D AT
4 VR OPFAS T DFER G S TN Z & s ]
O N ODNADOHE A BRERI 72 81R OW'E Tl Z 5 "l Retk
LIRS NI, 7k, BRMEEEES (2024) DPFASFHE
iETIX, in vitroa X > N7 v A R OB
BT, MR b LRI LD T RAIZRDNARENE 2 774
HLOO, HEMRBLEEEIIAELRNE LTS, £
R LTe 7 v a— b OKEgFE % B EePFAS) TlE, Amesik
BROBEMENHEZR I TEY . C8OPFASHE Tixd 573,
Fluorotelomer alcohol 8:2(ZFBWTik, ENAMHIR
D HEN TR, fE-> T, =F /LT /L a— LOPFASYIE
IEEEERE N AMEYE & LT OBREITRO ATREMED
HD, LML AF AT Ia—)LOPFASWIE L., a-— 12
T—TNDT T — MEEEET D720, WRDH DY
FLEZOBND, RO LIZT L AL T =)L DfE
BT, B FENNSVEEIZ OV T, AmesiRBRLS
PEDOFER NG LN TV D B DD, FHIPFAS Tl Ame sikBR
WO RERNRE LN TS, $FRIUTIR LT S
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ANT A K BRIRETe) OAmesiABRFE R THFEIVN
SUMEAE Y ChmesikBR G DFER I E LN TEY . 2
b OWHE DB EEM GENAMEDOBEDOGEE) ~0
IFEHENBEE L2 Z EAVRB SN D, REEITZ NS
DhmesfGHEWE DT 7 — MEMOEHEZITH TETH
%o FE7-. POPsEKITiL. PFOA, PFOSIZHNZ., £H4PFA
SRPPFHXS DI DUV TR SAL TV D 03 ARAFZED#E
BApE 25 L R OB VPFASIC DWW T b 3RO
EENLEND, T, AnesikBROFEF L L IC BT
HIEDAMEOBEEM: (in vitrod™® in vivo~DANEME)
WZDWTELETH7-DITIE, AmesiRERGHEDEIZ B
T, A 1 CRIEEEENAEYE L SN DG
MORERZAT D F0, WA 1 THBIEE > 72 DA
mesiRBRDOFERAIGD Z ENLEEN D20, AR R
DR 1 L USRE 2 12810 2B E O EITHENLD
ZEEMIRFT %,

E. f&#

BRIE R COEE RN AR EREME R U8 DS A%
OREFWENHBEE 2> TV EHKT v FLEHO
PFAS (Per—and Polyfluoroalkyl substances : /N— &
VR ZuAa 7 X uPE) 131 HFEEN BT
DN, ZILHETORN AMEDH EMZEAMN 2 F 0 A
HBOFEREZHNCE_T D2 L3O THETH D,
T TARMIECIE, SR 1 LOGRE 2 LHEEAXY 72
25, PFAS OREEFPMESE R EDRGEZ ATV, FEN
AMETFRID in silicodHlis AT LDOWMELZ BT,
RN 6 L, K 4T0 W O PFAS Z%f4 & LT, QSAR
Toolbox Z MWW THIEIZHS < 7 /v—7{k & | PFAS #H
DREB AN - BEEHICET AT =L LTLT
DOTHBIZOW T %Z1T>72, DCarcinogenicity
(genotox and nongenotox) alerts by ISS. (2DNA
alerts for AMES, CA and MNT by OASIS. B3DNA binding
by OASIS. @DNA binding by OECD. (®Oncologic
Primary Classification. ®in vitro mutagenicity
(Ames test) alerts by ISS. Din vivo mutagenicity
(Micronucleus) alerts by 1SS, 7 vHZzxaaie/ oy
VBTN AMED T 7 — k (Carcinogenicity
(genotox and nongenotox) alerts by ISS) & L TlZ.
UTFT»o 6 77—F0ntw kL7, DOTrichloro (or
fluoro) ethylene and Tetrachloro (or fluoro)
ethylene (FEE M) . @(Poly) Halogenated
Cycloalkanes (FE@{nm M) . @Perfluorooctanoic
acid (PFOA) (FEE{n#fE), @Acyl halides (Efni
f£) . ®Monohaloalkene (i {x 7 ) ©®Aliphatic
halogens (GE=FEME), F7-. PFAS FHOBIGFEMERCIEN
IO WTHATIFE OB R ZIEE L, £ 70 'E
DOBIEMEIERES D Z L0k, BB AMEOBLS
Tk bIEH STV 5 PROA K OF PROS ([EBEAS AAIFZE R
B (IARC) : Z/v—7"1 Jx OV 2B) & ZF 5 DEEHEE VD
B EIZ DN T, R ER A VT2 Ames FRBR IS
WTNOME THREDERTH T, —FH, 2 Ay b
7 v A OFERTIX,PFOA LT PFOS TR DFE R D315



LITEY ., 500 DNA OBENIREN2EEOW
BECEZDAREMENTRIR ST, 7 v ET VR L
R UEET R T )L &Gt PFAS T Ames 3R O M fE 523
HoNTEBY., 5% Anes BERGIEWE I DUV CIHELEE
DRENINE~DONFEOBLE TERT D=0, Fig
HIEROER—NLETH D &M iz, 7=,
1A bl U2, SRSV PFAS O 578, $HENE
VNPFAS 20 % DNA & S L W ATREME D 3 2 [ A
EROLENA LN 5%, HEDR L PFAS |2
OWNTHHEMEEROEMNPEEN D, SHELOPEIC
KU, W< OND PFAS LA HOWTIL, #dEEDOE
PR 2 D e 2 & BHSRTZA, WEEELIRES 5] & i
X 1 ROE 2 OFE R & BIREERBRE S A
PERRBR OBEM A & & bl L7223 6 BE 4 2 A3 Ak
A= AXLDEHEITH) TETH D,
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HH 7 v FIE& W TH DH PFAS ( Per-and
Polyfluoroalkyl substances : 2X—K R 741
T X OV IR A O S O S v, BREET T
I EE R OVERINERE M RIE & 72 » TV B, IT4E,
PNAE S Ik oD v 7K B 5% D K TE K 20> B FEUEAE 28 X D
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7B AV R (PFOS) MR S v, IE<TIC K5 F
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# LC, PFOA 330 mg/kg #5-#%. DFEMS 300 mg/kg #%
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EOEIMIGEN A STz, Fiz, SFRAE L i LT, #t
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PFHEP, PFMP # 5 CAH LNz, 7/ a— A (GLU) DF

44

B2BD 0 PFOA e ERETCTA LNz, a L AT a— /b
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Table 1. DEZFEMEATRD AWEBENREIE (CBT 2 AREE
Chemical Dose Mo of animals Initial B.W. Final B.W. Ratio
(mg/kgBW.) (Mean=*SD) (Mean*SD) (Initial/Final)
MC 0 27/27 204.0 £ 27.0 2250 £+ 27.7 +10%
low 35 6/6 1719 + 52 1874 + 6.8 +9.0%
PFOA middle 110 6/6 1716 + 8.2 1853 = 6.5 +8.0%
high 330 6/6 1707 + 7.2 1576 = 8.6 *** -1.7%
low 30 6/6 1716 * 6.8 1884 = 9.2 +9.8%
DFEMS middle 100 6/6 170.7 + 9.9 186.4 = 9.7 +9.2%
high 300 6/6 1703 += 75 1745 + 113 *** +2.5%
GenX HFPO-DA 580 6/6 2179 £ 9.1 1986 =+ 157 ** -8.9%
PFOS 50 6/6 1713 + 6.3 1918 *+ 8.2 +12.0%
PFHEP 2000 5/6 217.7 £ 9.2 2266 £ 11.0 +4.1%
PFPMS 2000 4/6 2184 + 6.7 2122 + 63 * -2.8%
HxFGC 300 6/6 2216 + 112 2273 * 15.1 +2.6%
2,2-BPF 300 3/3 2369 + 41 2250 + 158 -5.0%
PFHC 300 6/6 2336 + 135 2344 + 204 +0.3%
2,5-BDF 300 6/6 227.0 £ 133 2207 £ 76 -2.7%
PFMP 2000 6/6 2273 £ 114 2474 += 101 +8.8%
PFBA 300 6/6 2274 + 137 1944 + 365 ** -14.5%
PFHxA 300 6/6 2332 + 8.1 2291 + 175 -1.8%
4-CBTF 2000 6/6 2278 £ 13.0 2239 £+ 118 -1.7%
PFBS 140 6/6 2035 + 369 2455 + 20.1 +20.6%
HFBC 300 6/6 1819 + 143 1829 + 21.7 +0.5%
PFPeA 300 6/6 182.2 = 15.1 1874 = 146 +2.9%
PFHpA 300 6/6 1823 + 169 186.6 + 31.0 +2.4%
PFPo 300 6/6 199.2 + 189 2074 + 113 +4.1%
*:p<0.05 *:p<0.01 ***:p<0.001
Table 2. DEZFEMEATHESAMEBEINREE ICBT DB EE
Dose Absolute Relative Absolute Relative Absolute Relative
Chemical (mg/kgBW.) No. of animals Liver weight Liver weight Kidney weight Kidney weight Spleen weight Spleen weight
(Mean=SD) (Mean+SD) (Mean+SD) (Mean+SD) (Mean+SD) (Mean+SD)
MC 0 21/21 117 + 1.8 52 = 03 194 + 0.23 0.86 * 0.05 059 + 0.10 0.26 + 0.03
low 35 6/6 98 + 0.9 52 = 03 1.69 = 0.12 0.90 £ 0.06 0.48 = 0.06 0.26 + 0.03
PFOA middle 110 6/6 96 + 05 52 = 0.2 1.71 + 0.11 0.92 £ 0.04 044 + 0.07 * 0.24 + 0.04
high 330 6/6 78 £ 02 *** 49 £ 02 157 = 0.13 ** 099 + 0.07 *** 036 £ 007 *** 023 £ 0.04
low 30 6/6 94 + 13 50 = 0.4 168 + 0.14 0.89 = 0.05 049 £ 0.04 0.26 = 0.02
DFEMS middle 100 6/6 83 + 05 ** 44 £ 02 * 1.70 = 0.17 091 £ 0.06 054 = 0.10 0.29 £ 0.06
high 300 6/6 82 + 13 ** 47 £ 05 * 1.70 = 0.15 098 £ 0.04 ** 049 + 0.05 * 0.28 + 0.02
GenX HFPO-DA 580 6/6 103 + 06 ** 52 = 03 203 = 0.10 1.03 + 0.07 * 050 = 0.10 0.25 = 0.05
PFOS 50 6/6 100 = 04 ** 52 = 0.1 168 = 0.13 ** 0.88 = 0.06 050 = 0.12 0.26 + 0.06
PFHEP 2000 5/6 110 + 08 49 = 03 232 = 0.07 ** 103 = 0.07 * 049 = 0.11 022 + 0.04
PFPMS 2000 4/6 96 + 04 ** 45 = 01 *+* 194 = 0.10 0.92 + 0.05 058 * 0.13 0.27 + 0.06
HxFGC 300 6/6 109 + 1.7 48 = 05 199 + 0.15 0.88 + 0.06 0.58 + 0.17 0.25 + 0.05
2,2-BPF 300 3/3 102 + 23 45 = 0.7 269 = 010 *** 120 = 0.08 * 053 * 0.15 0.24 + 0.05
PFHC 300 6/6 124 £ 11 53 = 0.2 218 = 014 ** 093 = 0.08 0.57 + 0.08 0.24 + 0.02
2,5-BDF 300 6/6 106 + 1.3 48 = 06 209 = 011 * 095 = 0.07 * 0.55 = 0.10 0.25 + 0.05
PFMP 2000 6/6 128 + 0.8 * 52 = 0.4 213 = 019 0.86 = 0.06 0.64 * 0.07 0.26 + 0.03
PFBA 300 6/6 91 + 15 * 47 = 02 * 187 = 032 0.97 = 0.04 *** 045 * 011 * 0.23 + 0.04
PFHxA 300 6/6 108 + 1.2 47 = 02 * 216 + 018 * 095 = 0.07 * 0.60 + 0.18 0.26 + 0.07
4-CBTF 2000 6/6 109 + 0.9 49 = 03 * 215 = 014 * 096 = 0.05 ** 049 = 0.09 * 022 + 0.04
PFBS 140 6/6 132 + 138 53 = 05 223 = 031 0.90 = 0.06 0.66 * 0.15 0.27 + 0.06
HFBC 300 6/6 94 + 13 * 51 = 01 179 £ 0.26 0.98 + 0.07 ** 047 £ 012 0.26 + 0.04
PFPeA 300 6/6 9.0 + 1.0 ** 48 = 03 * 169 £ 020 * 090 + 0.05 047 £ 012 0.25 + 0.04
PFHpA 300 6/6 105 + 24 56 = 05 177 £ 010 * 097 * 013 045 + 0.14 0.24 £ 0.05
PFPo 300 6/6 112 £ 1.0 54 = 03 196 + 0.19 094 + 0.05 * 0.52 £ 0.09 0.25 + 0.03

*:p<0.05 **:p<0.01 ***:p<0.001
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Table 3. [IERURTMEATIEN AW EAEHIBRTEE (L HH) | 1281 2 s B &

Treat t  No. of rat Body weight Liver Kidneys Spleen
reatmen 0. 0T ra
(9) Absolute (g) Relative (%) Absolute (g) Relative (%)  Absolute (g) Relative (%)
Control 6 378.8 + 24.8 14220 3.7x04 2803 0.7+0.0 0.87 £0.16 0.23 £ 0.04
PFOA 6 307.5 £ 19.7 ™™ 17.7 £ 2.3* 5704 27+0.2 0.9+0.1* 0.58 £0.09*™ 0.19+0.02
GenX 4 359.8 + 18.3 23.0+ 0.5 6.4+0.4™ 3.0+0.1 0.8+0.1 0.71 £0.04 0.20 = 0.02
HxFGC 3 3718+ 7.0 13.8+1.7 3.7+x04 27+03 0.7+ 01 0.70 £ 0.20 0.19 £ 0.05
DFEMS 2 373.0 £ 26.2 159+1.8 43+0.2 2803 0.8+0.0 0.81 £0.01 0.22 £ 0.02
*, *x, *** P<0.05,0.01 and 0.001 vs Control, respectively
S fs = N i N AN
Table 4. TFIERMRFMEATREN AW EENIMIE QIEIH) | (28T 2l &R
Treat t  No.ofrat Body weight Liver Kidneys Spleen
reatmen 0. Oofra
(9) Absolute (g) Relative (%) Absolute (g) Relative (%)  Absolute (g) Relative (%)
Control 6 4224+ 213 158+16 3702 3.0+02 07+00  076%0.10 0.18+0.03
DFEMS 4 423.1 £ 28.0 18.7 £ 2.3* 4.4 +0.3* 3.0+£0.2 0.7+x0.0 0.81+0.12 0.19 £ 0.02
PFHEP 5 362.5+ 2563 20.6+1.2" 5.7+04" 42+05" 1.2+02"™ 0.75+0.14 0.21+£0.03
PFHxA 3 4129+ 438 15.2+0.6 3.7+x01 3.3+0.2 0.8+0.0 0.78 £ 0.10 0.19 +0.03
*, ¥ ¥ P<0.05, 0.01 and 0.001 vs Control, respectively
S fs = N = N - 3 S R
Table 5. IFERURTIENTIEN AME ML) (TR S kAR A
Treatment Control PFOA GenX (HFPO-DA) HxFGC DFMES DFEMS PFHEP PRMP
Dose (mg/kg) 0 30 100 100 100 300 100 100 -> 50
No. of animal 12/12 6/6 4/6 3/6 2/6 5/6 4/6 3/6
WBC (1072 /uL) 65.5 * 9.6 83.3 = 7.6 ** 8.3 * 6.5 = 70.7 = 7.6 110.0 + 9.0 % €6.0 = 8.32 67.3 * 2.7 70.3 = 12.8
RBC (1074 /uL) 718.1 * 23.4 658.2 = 50.2 * 605.3 * 27.6 hk 678.3 = 38.3 742.0 % 41.0 638.6 = 52.58 * €92.3 = 215 680.3 = 27.1
HGB (g/dL) 14.8 * 0.4 13.0 £ 0.8 ok 12.9 £ 0.4 o 14.3 = 0.6 4.8 = 0.5 13.0 = 0.84  * 1.2 = 0.3 14.0 = 0.5
HCT %) 40.8 £ 1.0 36.1 = 2.1 ek 35.8 & 1.0 ke 39.4 * 1.2 40.8 + 1.3 35.7 £ 2.22 39.1 + 0.9 38.6 + 1.4
MV (FL) 56.8 + 1.2 54.9 * L5 59.3 + 1.9 58.1 + 1.5 55.0 + 1.4 56.0 + 1.58 56.5 + 0.6 56.8 + 1.6
WCH (pg) 20.7 £ 0.5 19.8 + 0.8 21.3 + 0.6 21.0 = 0.5 20.0 £ 0.4 20.4 * 0.54 20.5 + 0.2 20.5 = 0.4
MCHC (¢/dL) 3.3 £ 0.6 36.0 = 0.5 36.9 + 0.2 36.2 = 0.4 36.3 £ 0.1 36.4 = 0.50 3.3 £ 0.3 36.1 = 0.4
PLT (1074 /uL) 114 + 111 1010 = 16.1 128.0 + 16.1 118.5 * 16.2 122.0 + 7.0 104.1 * 9.02 119.3 + 14.6 102.1 * 8.3
RDRCY (%) 12.1 + 0.4 12.8 = 0.6 13.3 = 0.3 = 12.1 = 0.4 12.7 + 0.0 12.7 = 0.61 12.4 = 0.2 12.3 = 0.3
RDWSD (fL) 27.5 + L2 28.2 + 1.8 3.6 £ 1.3 28.2 = 1.7 2.9 + 0.7 28.5 = 1.92 28.0 £ 0.4 28.0 = L3
PCT %) 0.6 + 0.1 0.6 = 0.1 0.7 + 0.1 0.6 + 0.1 0.7 £ 0.0 0.6 =+ 0.05 0.7 + 0.1 0.6 = 0.0
WPV (£L) 6.6 + 0.2 5.6 + 0.2 5.6 + 0.0 5.4 = 0.1 5.6 = 0.0 5.4 = 0.10 56 + 0.1 5.4 + 0.1
PDW_(%) 14.8 + 0.5 15.5 = 0.5 15.7 + 0.3 = 15.0 = 0.0 1.8 + 0.2 14.7 = 0.19 1.8 + 0.2 14.7 = 0.4
* p<0.05 #%: p < 0.01%0k: p < 0.001 bk p < 0.0001
e = N e T N - s e o
Table 6. [IERARFEMEATIED AW EEIIMITIE] (2B 2 AL
Treatment Control PFOA GenX (HFPO-DA) FxFGO DFMES TFEMS PFHEP PEWP
Dose (mg/kg) 0 30 100 100 100 300 100 100 -> 50
No. of animal 12/12 6/6 4/6 3/6 2/6 5/6 4/8 3/6
DH (/L) 118.18 = 30.8 213.7 + 43.8 e 174.0 + 43.5 * 98.7 £ 1.1 88.0 * 12.0 123.4 + 49.2 223.3 * 141.5 128.3 + 49.8
GOT (U/L) 63.5 £ 5.6 95.5 £ 10.6 sk 1.0 £ 4.6 * 63.0 £ 9.0 56.0 * 6.0 57.0 * 6.9 61.5 + 5.7 643 *+ 4.2
TP (g/dL) 5.7 = 0.3 55 + 0.2 5.4 + 0.3 5.4 + 0.3 59 + 0.1 5.6 + 0.1 5.3 + 0.1 51+ 0.1 #
ALB (g/dL) 3.5 = 0.3 3.8 = 0.3 39 = 0.2 3.4 % 0.2 37 £ 0.1 3.6 + 0.2 3.1 % 0.2 28 £ 0.1 *
ALP (U/L) 534.3 * 20.5 472.3 = 11L.2 682.5 * 95.3 389.3 * 118.6 504.5 * 88.5 457.0 * 66.6 390.8 * 77.2 511.3 * 55.2
GLU (mg/dL) 150.8 + 27.4 60.8 + 187 * 88.3 + 25.6 108.3 + 52.2 122.0 + 35.0 190.4 + 25.9 210.3 + 17.3 241.3 + 7.6
TBIL (mg/dL) 0.2 = 0.2 0.3 = 0.1 02 + 0.1 0.1 %+ 0.0 0.2 = 0.1 0.1 = 0.0 0.1 £ 0.0 0.1 % 0.0
1P (ng/dL) 9.8 = L6 2.7 + 1.0 12.7 + 1.3 121 + 15 127 + 1.7 8.2 + 0.6 8.1 + 0.8 88 + 0.1
TCHO (mg/dL) 62.8 + 9.1 52.3 + 2.8 * 6.3 + 11.6 58.0 + 1.4 645 + 2.5 56.4 * 6.3 69.0 + 8.4 4.0 £ 3.7
66T (U/L) 13 £ 0.0 0.8 = 0.4 1.0 £ 0.0 1.0 % 0.0 10 £ 0.0 2.4 % L7 1.5 % 0.5 23 £ 0.5
GPT (U/L) 3.7 + 9.1 4.2 = 3.4 488 £ 3.7 32.7 + 3.7 40.0 + 4.0 33.4 * 3.6 3.8 + 6.5 2.7 + 3.7
Ca (mg/dL) 9.2 % 0.5 8.8 = 0.2 = 91 % 0.1 9.0 £ 0.0 9.7 £ 0.4 9.4 = 0.2 9.5 £ 0.2 9.5 = 0.0
CRE (mg/dL) 0.4 = 0.2 0.3 = 0.0 0.3 £ 0.0 0.4 £ 0.0 0.3 £ 0.0 0.2 = 0.0 == 0.2 £ 0.0 0.2 & 0.0
BUN (nmg/dL) 20.5 + 2.0 2.3 + 2.4 o+ 2.1 + 1.7 20.8 + 0.5 19.9 + 0.6 219 * 4.1 2.8 + 2.5 18.8 + 1.2
GLOB (¢/dL) 22 + 0.3 L8 = 01 % 1.6 £ 0.2 * 2.0 £ 0.2 2.2 = 0.2 2.1 = 0.2 2.3 £ 0.2 2.2 £ 0.0
ALB/GLOB 1.7 * 0.4 22 + 0.3 * 25 £ 0.4 4 1.7 + 0.1 1.7 + 0.2 1.7 + 0.3 1.4 + 0.2 1.3 + 0.1
BUN/CRE 65.6 + 13.6 8l.1 + 10.2 69.0 + 3.7 59.2 + 7.2 61.3 + 2.8 8.8 = 1.5 + 8.3 + 11.6 79.3 + 5.7

*:p < 0.05 e p < 0.0]%kk: p < 0.001 *=x: p < 0.0001
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Table 7. DEIZFFEMEATRE AW EBEIIRTIE) (T30 2 BRIk AT

. PFOA DFEMS GenX
Chemical mc low  middle  high low  middle  high  HFPO-DA [0S
Dose (mg/kgB.W.) 0 35 110 330 30 100 300 580 50
No. of animals 27/21 6/6 6/6 6/6 6/6 6/6 6/6 6/6 6/6
Liver
Single cell necrosis 0 6* 6* 6* 0 6* 6* 6* 0
Focal necrosis 0 0 0 1 0 4* 6* 0 0
Kidney
Necrosis, tubule 0 0 0 0 0 0 0 0 0
Cast 0 0 0 0 0 0 0 1] 0
Cyst 0 0 0 0 0 2 0 1] 0
Chemical MC PFHEP PFPMS HXFGC 2,2-BPF PFHC 2,5-BDF PFMP PFBA PFHxA 4-CBTF PFBS HFBC PFPeA PFHpA PFPo

Dose (mg/kgB.W.) 0 2000 2000 300 300 300 300 2000 300 300 2000 140 300 300 300 300

No. of animals 27/21 5/6 4/6 6/6 3/3 6/6 6/6 6/6 6/6 6/6 6/6 6/6 6/6 6/6 6/6 6/6

Liver
Singlecell 4 3 3 3* 5+ 5* 2 6* 6* 5* 3* 5+ 4 1 0
necrosis

Focal necrosis 0 0 0 2* 0 0 0 0 2* 0 1 0 0 0 0 0

Kidney
Necrosis, tubule 0 4* 0 0 3* 0 2* 0 0 0 0 0 0 0 0 0
Cast 0 0 0 0 3* 0 3* 0 (1] 0 0 0 0 0 1 0
Cyst 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0

*:1 p < 0.05 (vs. MC group)
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Table 8.  [IEEIRFRIENTHE DY AW I A |

(20T 2 i B S RO AT

Treatment Control PFOA Gen);(:;FPO_ HxFGC DFEMS PFHEP PFMP
Dose (mg/kg) 0 30 100 100 300 100 100
No. of 12 6 4 3 5 4 3
animal
Liver

Single cell necrosis 0 6% 4% 1 4% 0 0

Focal necrosis 0 0 4% 3% 1 0 2

Hypertrophy, centrilobular 0 6% 4% 0 5% 0 0
Kidney

Tubular regeneration 0 0 0 0 0 2 0

Tubular dilatation 0 0 0 0 0 5% 0

Cyst 1 0 0 0 0 0 1
Lung

Thrombus 0 0 1 0 0 0 0
Prostate

Inflammation, interstitium 0 0 0 0 1 2 0
Thyroid

Inflammation, interstitium 0 0 0 0 0 2 0
Epididymis

Sperm granuloma 0 0 0 1 0 0 0

*: p < 0.05 (vs. Control)
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Fluorotelomer
aloohol 4:2

Fluorotelomer
alcohol 6:2

Fluorotelom
er alcohol
82

80 Fluorotelomer
alcohol 102

61
Fluorotelomer
aloohol

ot
Fluorotelomer
alcohol

1H.1H8H-
Perfluoro-1-
octanol

CASRN

2043-47-2

647-42-7

678-39-7

865-86-1

375-82-6

307-37-9

10331-08-5

R

-
F——F
F——F
F——F
—
OH
s
F——F
F——F
F——F
[
F——F
F——F
oH
F——F
F——F
on

F——F
F—1—F
F——F
F——F
HO'

F—t—r
F—t—r
F—t—r
F—t—r

HO

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS
y (genotox anc

nongenotox)

alerts by ISS

No alert found No alert found

DNA binding by OASIS DNA binding by OECD

No alert found No alert found

No alert found No alert found No alert found No alert found

No alert found No alert found No alert found No alert found

No alert found No alert found AN2AN2 > Schiff base formation by aldehyde formed after  No alert found
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

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 No alert found No alert found No alert found

No alert found No alert found No alert found No alert found

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

Oncologic

Classification

Not classified

Not classified

Not classified

Not classified

Alpha- and

Alpha- and
beta~
Haloether

Reactive
Functional
Groups

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

in vitro in vivo Organic BESE vitro AREAZRSAR  EESME BESHE nvivod SEESE BESHE  invito
mutagenicity  mutagenicity  functional vitro 2 invitro T AUREUER vitro /M vitro DNA HPR
(Ames test)  (Micronucleus) groups HERBHR YR~ L] LR

alerts by ISS  alerts by ISS T4 =T

No alert found No alert found AlcoholAlkyl -
alide;Perflour
on

derivatives

No alert found No alert found AlcoholAlkyl  TA1535TA1537.TA98 TAI00 WP2uvrA( CHO(£9)  L5178Y (&
halide;Perflour  S9)Negative//TAT535, TA1537,  Negative;H
arbon TA9B.TAT00, WP2 uvrA (£59) PBL(59) Negative//
derivatives  Negative Negative:C  mouse
HI/U = lymphoma

S9:Negative L5178Y
1

. cells
+89:Positiv Negative(£

e (£59) 59),
Negative// Ambiguous
human  (+S9)Negati
peripheral  ve(-S9)
blood

lymphocyte
Negative(=

No alert found No alert found Alcohol:Alkyl  TA98, TA100, TA1535, TA1537,
halide:Perflour WP2uvrA; TA98, TA100, WQP2uvrA
ocarbon PKM101(:59) Negative

derivatives

No alert found No alert found Alcohol:Alkyl  TA98, TAT00, WP2uvrA pIM101(S9)
halide: Perflour Negative
ocarbon
derivatives

No alert found No alert found Alcohol:Alkyl
halide: Perflour
rbon

derivatives

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

No alert found No alert found Alcohol:Alkyl
halide: Perflour

derivatives

in vitro A% in vitro #l MRS BESE
FEMADNAS Bl BEEEH vivo /MEEL vivo DNAJR
L3 £l B ]

CriCD(SD)
1GS BRZY
N

Negative

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

Cr(WD) WU
BRI v
Negative

in vivoZZZX REAAME
%!

BB
L. FFES
(R
L
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

51 423-46-1 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found AlcoholAlkyl

Fluorotelomer beta- halide;Perflour

alcohol Haloether ocarbon

Reactive derivatives
Functional
Groups

THIHITH- 307-70-0 wo  Noalert found No alert found
Eicosafluoro- R
1-undecanol

THAHSH-  355-80-6 No alert found No alert found
Perfluoropenta
nol

3 1651-41-6 No alert found No alert found
(Perfluorooctyl
Joropanol
TH1H- 355-28-2 No alert found No alert found
Perfluoro-1- F
pentanal
F—f—F
F—t—F
F——F
F— —F
Ho
HIHOH- 376181 o Noslert found No slert found

Hexadecafluor
o=1-nonanol

3 83310-97-8 - No alert found No alert found
(Perfluorobutyl
)-1-propanol

F—1—F

F——F

HO

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

AcylationAcylation >> P450 Mediated Activation to Alpha=and o alert found No alert found Alcohol:Alkyl

Acyl Halides:Acylation >> P450 Mediated Activation beta- halide: Perflour
to Acyl Halides >> 1,1-Dihaloalkanes Haloether arbon
Reactive derivatives
Functional
Groups

Acylation Acylation >> P450 Mediated Activation to Alpha- and  No alert found No alert found Alcohol:Alkyl

Acyl Halides:Acylation >> P450 Mediated Activation beta- halide: Perflour
to Acyl Halides >> 1,1-Dihaloalkanes Haloether
Reactive derivatives
Functional
ups

Not classified No alert found No alert found Alcohol:Alkyl
halide: Perflour

No alert found

ocarbor
derivatives
No alert found Alpha-and  No alert found No alert found AlcoholAlkyl
beta- halide:Perflour
Haloether
Reactive derivatives
Functional
ups

Acylation Acylation >> P450 Mediated Activation to Alpha=and o alert found No alert found Alcohol:Alkyl
Acyl Halides:Acylation >> P450 Mediated Activation beta- halide: Perflour
to Acyl Halides >> 1,1-Dihaloalkanes aloether ocarbon
Reactive derivatives
Functional
Groups

Not classified No alert found No alert found Alcohol:Alkyl
halide: Perflour

No alert found

derivatives

invitro 3 GRESE  BESIE nvito in vitro A% in vitro #l MRS BESE
AYRSU  vitro /MK vitro DNA  HPR FEMADNAS Bl BEEEH vivo /MEEL vivo DNAJR
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

31 375-01-9 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found AlcoholAlkyl

Fluorotelomer F betar halide;Perflour

alcohol Haloether on

Reactive derivatives
Functional
Groups

HO

21 422-05-9 No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found Alcohol:Alkyl Chinese

Fluorotelomer E beta- halide;Perflour hamster

alcohol Halosther arbon Lung (£

Reactive derivatives S9)Negativ
Functional o
Groups

HO

6 161981-35-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found AlcoholiAlkyl

(Perfluorohexy alide:Perflour

Dhexanol

derivatives
Fluorotelomer  755-40-8 No alert found No alert found No alert found No alert found Not classified No alert found No alert found AlcoholAlkyl
alcohol 3:2 F halide;Perflour
arbon
derivatives
F——F
OH
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vitro 28 in vitro ¥
HRERBR V2>
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BEBIE vito B RALRRR
¥ (genotox an mutagenicity  mutagenicity _ functional
nongenotox) Classification  (Ames test)  (Micronucleus) groups
alerts by ISS alerts by IS alerts by ISS

3- 679-02-7 No alert found No alert found No alert found No alert found Not classified No alert found No alert found AlcoholAlkyl

(Perfluoroprop 4 haiide Perflour

Voropanol ocarbon

F F derivatives
F——F
F——F

HO'

Fluorotelomer 54949-74-5
alcohol 22

3 80806-68-4
(Perfluorohexy.
Dpropanol
3 148043-73-6
(Perfluoroethyl
Jpropanol
&1 423-56-3
Fluorotelomer
aloohol

423-65-4
Fluorotelomer
alcohol

Perfluorobutan 3056-01-7
of

OH
-
E .
P
. -
. -
- -
- -
o™
F
F— —F
F—f—F
HO
.
—t—r
—t—r
P
—t—r
P
—t—r
F—t—r
ro
F
F—1—F
F—" —F
F—1—F
F——F
OH

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

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

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

No alert found Alpha- and
beta
Haloether
Reactive
Functional
Groups

Not classified No alert found No alert found Alcohol:Alkyl

halide: Perflour
ocarbon
derivatives

Not classified No alert found No alert found Alcohol:Alkyl

halide:Perflour
rbon

ocarbor
derivatives

Not classified No alert found No alert found Alcohol:Alkyl

halide: Perflour
ocarbon
derivatives

No alert found No alert found Alcohol:Alkyl

alide;Perflour
rbon

derivatives

No alert found No alert found Alcohol:Alkyl

halide: Perflour
ocarbon
derivatives

No alert found No alert found Alcohol:Alkyl

halide: Perflour

derivatives

invitro 3 RESE BESE

AurEB

6
vitro /M vitro DNA
L] S

in vitro

in vitro A% in vitro #l MRS BESE

SEMDNAS e EEH vivo /
123 B B

EERE EEATE_BEAE
NAREL o ONAH i s 28 v T v

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R

kS



EX ] CASRN W& Garcinogeniclt DNA alerts for AMES. GA and MINT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro invivo Organic BERTE vivo ARRARRIE  BESE BEESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS <5

THAHTH-  335-99-9 No alert found No alert found
Dodecafluoro-

1-heptanol

Perfluoropenta 2706-90-3 No alert found No alert found

noic acid F
F—t—F
F— —F
F——F
F——F
Ho o
Perfluorooct 335-67-1 F Perfluorooctan No alert found
anoic aci oic acid
(PFOA)
(Nongenotox);
Structural
alert for

nongenotoxic
carcinogenicity

Ho o
Perfluorohepta 375-85-9 F Perfluorooctan No alert found
oic acid oic aci
(PFOA)
" (Nongenotox);
Structural
F—F alert for
nongenotoxic
F——F carcinogenicity.
F—t—F
—t—r
—t—r
Ho' °
Perfluorobutan 375-22-4 No alert found No alert found
oic acid F

HO (o]
Perfluorohe 307-24-4 . Perfluorooctan No alert found
xanoic acid oic aci
(PFOA)
[ — (Nongenotox):
Structural
alort for
F—" nongenotoxic
carcinogenicity
F—1—F
F—1—F
F—1—F
o X0
Perfluorooctan 676-45-5 Perfiuoronctan No alert found
edioic aci oic acid
(PFOR)
0 (Nongenoto)
Strustural
alrt for

nongenotoxic
carcinogenicity

No alert found

to Acyl Halides >> 1,1-Dihaloalkanes

No alert found No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found No alert found

Acylation:Acylation >> P450 Mediated Activation to Alpha- and
Acyl Halides:Acylation >> P450 Mediated Activation beta-
Hal

Aok and
et
Reactive
Functional
Groups

Alpha- and

A\nha and

Alpha- and

beta-
Haloether
Reactive

Functional

Aok and
Peiester

Reactive
Functional
Groups

Alpha- and

No alert found No alert found Alcohol:Alkyl
halide: Perflour
rbon

ocart
derivatives

No alert found No alert found (PFOA)Alkyl
h lide;Carboxyl

avidPeriouros
arbon
derivatives

No alert found No alert found (PFOA)Alkyl  TA98TAIO0TAI02TAI04 (£89)  [CHO(+
walide;Carboxyl Negative, [NH4+15
98, TA100,TA1535,TA1537,TA1538, Negative

acidPerfiouros S servisinsDA WP 2o NHAHEER
arbon S9)NegativeNat 1 V%N
derivatives | TAJ8 TAI00.TAI535TAIS37WP2uwrA GHO(+S9)
(£59) Negative] Negative
Na+1i]

No alert found No alert found (PFoAmky\ TA98.TAI00.TA1535,TA1537 TA1538
halide;Carboxyl (+59) Negative

aidPerfiouro
arbon
derivatives

No alert found No alert found (PFOA)Alkyl  TA98 TA100,TA1535,TA1538 TA1539
halide: Carboxyl (59) Negative

acidPerflouroc

arbon
derivatives

No alert found No alert found (PFOA)Alkyl TA%TMOOWPZWVATAQETA!UUTA l:rxiﬁlm

h lide;Carboxyl 1535 TA1537 WP2uv FALC
ssmoormsasrnssnmsas 597

acidPorfouroe (£59) Nagaiive Negative

arbon

derivatives

No alert found No alert found (PFOA)Alkyl
halide: Carboxyl

acid;Perflouroc

arbon
derivatives

invitro 3 GEESME GEEBE  inviro invitro T in vitro
AYREEE vitro /ME vitro DNA  HPR'
L] S

TKecel  Theel [C3H

Positive  Negative 10717248
L]
Negative
NHa+15]

V79, Negativ
e

V19 (£59)
Negative

HepG2  V79(£59)
Negative  Negative

EalE EESE EESE EESE

BES! &
;MDNAS B i :N;:.t v DNAZR in vivo £ in vivo 5 in vivo 3

HRFHER WDNABRL AvhsER
B

C57BL/6J 5k C57BL/6J
T YRM (CricoBs- TYRM
R M

N U Sames and

23 Dolittle Negative
Negative:

[CD-1(ICR)

TR

AR

Negative

NHA+EE Na

1]

Fischerddd
rat, LI, KI
Negative

SDSUhFR
i

Equivocal/
ifNegative

in vivoZZZX REAAME
R

Hkﬁ‘/\/&

R AKE
HL

Bl
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£33 CASRN ¥ Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic |in vitro in vivo, Organic BEFME vitro ARRAZRABR  BEHIE BESE nvtod BEHME BEESE nvto  nvito A invito fl BEBNE_BEHE BESE BESE BESE 0 vivoRA RAAME
¥ (genotox and Primary mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS RIS HERH vivo MEBL vivo DNARE in vivo 28 in vivo R invivo 3 ZR
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 S A £l B ] HREHER WONAGRL *vhEtB
alerts by ISS slerts by ISS  alerts by ISS 745 Bl
33 356-02-5 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
Fluorotelomer 4 halide;Carboxyl
carboxyfic acid ic
F F acidPerflouroc.
arbon
derivatives
F——F
F——F
HO' o
Potassium  2395-00-8 - Perfluorooctan No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)ANkyl
perfluorooctan oic acid halide: Carboxyl
oate F F (PFOA) ic
(Nongenotox): acidPerflouroc.
F F Structural arbon
alert for derivatives
F F nongenotoxic
carcinogenicity.
F F
F F
F——F
F——F
3 o
K
Perfluoronona  23453-64-1 Perfluorooctan No alert found No alert found No alert found Alpha- and  No alert found No alert found (PFOA)Alkyl
nedioic aci oic acid beta- alide: Carboxyl
0A) Haloether ic
(Nongenotox): Reactive acidPerflouroc.
Structural Functional arbon
alert for derivatives
nongenotoxic
carcinogenicity.
2HZHIHIH- 914637-49-3 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)AIkyl
Perfluorooctan halide: Carboxyl
oic acid ic
acidPerflouroc.
arbon
derivatives
Perfluorohexan 336-08-3 Phtslate (o No alert found No alert found No alert found Alpha- and  No alert found No alert found (PFOA)Alkyl
edioic acid buthyl) beta- haiide: Carboxyl
diesters and Haloether ic
monoesters Reactive acidPerflouros.
O (Nongenotox): Functional arbon
Structural Groups derivatives
alert for
nongenotoxic
carcinogenicity
Sodium 335-95-5 - Perfluoroostan No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)AIkyl
perfluorooctan oic acid halide: Carboxyl
3 F (PFOA) ic
(Nongenotox); acidPerflouroc.
2 F Structural arbon
alert for derivatives
2 F nongenotoxic
carcinogenicity.
F F
[ —
F
F F
o o
.
Perfluorodeca 307-78-8 Perfluoroostan No alert found No alert found No alert found Alpha-and  No alert found No alert found (PFOA)Alkyl
nedioic acid oic acid beta- halide;Carboxyl
(PFOA) Haloether ic
(Nongenotox) Reactive acidPerflouroc.
Structural Functional arbon
alert for Groups derivatives
nongenotoxic
carcinogenicity.
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£33 CASRN ¥ Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic |in vitro in vivo, Organic BEFME vitro ARRAZRABR  BEHIE BESE nvtod BEHME BEESE nvto  nvito A invito fl BEBNE_BEHE BESE BESE BESE 0 vivoRA RAAME
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS RIS HERH vivo MEBL vivo DNARE in vivo 28 in vivo R invivo 3 ZR
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 S A £l B ] HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 745 Bl
83 34508-33-9 No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)Alkyl
Fluorotelomer halide;Carboxyl
carboxyfic acid ic
acidPerflouroc
arbon
derivatives
- 679-12-9 No alert found No alert found No alert found Acylation:Acylation > P450 Mediated Activation to Alpha- and o alert found No alert found (PFOA)AIkyl
Perfluorobutan Acyl Halides:Acylation >> P450 Mediated Activation beta~ halide;Carboxyl
oic acid to Acyl Halides >> 1,1-Dihaloalkanes Halosther ic
Reactive acidPerflouroc.
Functional arbon
Groups derivatives
TH- 1546-95-8 Perfluorooctan No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to Alpha~ and o alert found No alert found (PFOA)AIkyl
Perfluorohepta o oic acid Acyl Halides:Acylation >> P450 Mediated Activation beta~ halide;Carboxyl
noic aci (PFOA) to Acyl Halides >> 1.1-Dinaloalkanes Haloether ic
o (Nongenotox) Reactive acidPerflouros.
Structural Functional arbon
alert for up: derivatives
nongenotoxic
carcinogenicity.
3- 854-30-4 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)AIkyl
(Perfluorohexy halide: Carboxyl
Dpropanoic ic
acid acidPerflouroc.
arbon
derivatives
8H- 13973-14-3 Perfluoroostan No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to Alpha- and o alert found No alert found (PFOA)AIkyl
Perfluorooctan Ho, oic acid Acyl Halides:Acylation >> P450 Mediated Activation beta~ halide;Carboxyl
oic aci (PFOA) to Acyl Halides >> 1.1-Dinaloalkanes Haloether ic
0 (Nongenotox): Reactive acidPerflouros.
Structural Functional arbon
alert for roups derivatives
nongenotoxic
carcinogenicity.
F
Ammonium  3825-26-1 Perfluoroostan No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)AIkyl
perfluorooctan oic aci halide: Carboxyl
(PFOA) ic
(Nongenotox); acidPerflouroc.
Structural arbon
alert for derivatives
nongenotoxic
carcinogenicity
3- 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
(Perfluorobutyl halide;Carboxyl
o ic
acid F——F acidPerflouros.
arbon
e derivatives
F——F
HO o




kS

X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BEBE vito AR EALESE  BESME BESIE nvvod BEBIE BESE nvto  nvto & invivo fl BEBE_ BEBE BESE BESE_BESE 0 vioRA RHAL
¥ (genotox and Primary mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AYRBUR  vitro /M vitro DNA SEMONAS RIS HERH vivo MEBL vivo DNARE in vivo 28 in vivo R invivo 3 ZR
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 S L3 £l B L HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 745 Bl

Perfluoropenta 376-73-8 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found (PFOA)AIkyl

nedioic acid beta halide;Carboxyl

Haloether ic
Reactive acidPerflouroc
Functional arbon
Groups derivatives
Perfluorobutan 377-38-8 No alert found No alert found No alert found No alert found Alpha=and  Noalert found H-acceptor-  (PFOA)Akyl
edioic acid bote- ath3- halide;Carboxyl
Haloether acceptor ic
Reactive acidPerflouroc.
Functional arbon
Groups derivatives
Perflucropropa 422-64-0 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found (PFOA)AIkyl
noic acid E o halide;Carboxyl
Haloether ic
Reactive acidPerflouroc.
Functional arbon
up: derivatives
F——"—F
HO 0]
3- 812-70-4 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOA)AIkyl
(Perfluorohept halide: Carboxyl
Ypropanoic ic
acid acidPerflouroc.
arbon
derivatives
Perfluoro-1.4- 375-50-8 No alert found No alert found No alert found No alert found Halogenated o alert found No alert found Alkyl TA1535, TA1537.TA98,TA100, TA102,  peripheral
diiodobutane F Linear halide;Perflour WP2 (£39) Negative uman
Aliphatic. on lymphocyte
Hydrocarbone derivatives;Per s (59)
|——F ype halogenated Negative
Gompounds carbon
derivatives
F—1—F
F—1—F
|——F
F
I 375-80-4 . No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl TAI535, TAI537,TA98, TAI00, TA102
Dilodoperfluor Linear haiidePerflour (£59) Negative
ohexane Aliphatic ocarbon
—t—F Hydrocarbone derivativesPer
Type halogenated
Compounds
derivatives
F——F
Nonafluoro-1- 423-39-2 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl TA1535 TA1537,TA98,TA100(=
iodobutane F Linear halide;Perflour S9Negative
Aliphatic rbon
Hydrocarbone derivatives:Per
|——F yoe halogenated
Gompounds carbon
derivatives
F——F
F—1—F
F——F
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BEBE vito AR EALESE  BESME BESIE nvvod BEBIE BESE nvto  nvto & invivo fl BEBE_ BEBE BESE BESE_BESE 0 vioRA RHAL
¥ (genotox an Primary mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS RIS HERH vivo MEBL vivo DNARE in vivo 28 in vivo R invivo 3 ZR
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 S L3 £l B L HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 745 Bl

Heptafluoropro 754-347 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Pyl iodide F Linear halide;Perflour

Aliphatic. ocarbon
Hydrocarbone derivativesPer
vpe halogenated
Gompounds carbon
derivatives
F—1—F
F———F
F

1.6- 918-22-9 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Dibromododec Linear halide;Perflour

afluorohexane Aliphatic. ocarbon

Br——F Hydrocarbone derivatives:Per

Type halogenated
F ¢ Gompounds carbon
derivatives

F—t1—F

F—t1—F

F—t1—F

Br——F

2 375-51-9 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

lodoperfluorob F Linear halide;Perflour

utane Aliphatic. on
Hydrocarbone derivatives:Per
vpe halogenated
Gompounds carbon
derivatives

|——F

F—1—F

F——F

i- 375-48-4 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Bromoperfluor F Linear halide:Perflour

obutane Aliphatic ocarbon

Hydrocarbone derivatives:Per
Br——F Type halogenated
Compounds. carbon
derivatives
F—1—F
F——F
F—1—F
F

1- 422-85-5 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Bromoheptaflu F Linear haiidePerflour

oropropane Aliphatic. on

Hydrocarbone derivatives:Per
Type halogenated
Br———F Compounds. arbon
derivatives
F——F
F——a—F
F

I 335-70-6 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Dilodoperfluor Linear halide:Perflour

ooctane —— Aliphatic ocarbon

Hydrocarbone derivativesPer
Type halogenated
Compounds
derivatives
1-Chloro-6-  16486-97-8 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl
iodoperfluorol Linear haiidePerflour
exane Aliphatic. on
—t—F Hydrocarbone derivatives:Per
vpe halogenated
F——F Gompounds carbon
derivatives
F——F
F——F
F——F
o——F




X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) g RREHE DR
alerts by ISS alerts by IS alerts by ISS 745

i- 335-58-0 - No alert found No alert found No alert found No alert found Halogenated o alert found No alert found Alkyl

Todopentadeca Linear halide;Perflour

fluoroheptane Aliphatic. ocarbon

Hydrocarbone derivativesPer
vpe halogenated
r " Compounds. carbon
derivatives
F——F
F—1—F

i- 638-79-9 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Todoperfluorop N Linear halide;Perflour

entane Aliphatic. ocarbon

1 Hydrocarbone derivatives:Per
Tye halogenated
Gompounds carbon
derivatives
F—t1—F
F—t1—F
Heptafluoro-  677-69-0 No alert found No alert found No alert found No alert found Halogenated o alert found No alert found Alkyl
iodopropane F Linear halide Perflour
Aliphatic. on
Hydrocarbone derivatives:Per
vpe halogenated
F——"F—7F Compounds. carbon
derivatives
| ——F
F——a—F
F
1.2- 661-95-0 No alert found No alert found SN2:SN2 >> DNA alkylation:SN2 >> DNA alkylation >> Vicinal  No alert found Halogenated  No alert found No alert found Alkyl
Dibromohexafl F Dinaloalkanes;SN2 >> Internal SN2 reaction with aziridinium Linear halide;Perflour
woropropane and/or cyclic suffonium ion formation (enzymatic):SN2 >> Aliphatic ocarbon
Internal SN2 reaction with aziridinium and/or cyclic suffonium Hydrocarbone derivatives:Per
ion formation (enzymatic) >> Vicinal Dinaloalkanes Type halogenated
Br——F Compounds carbon
derivatives
Br——F
F——F—F
F
Perflubrodec  307-43-7 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl
Linear haiidePerflour
o Aliphatic. on
r Hydrocarbone derivatives:Per
vpe halogenated
r——r Gompounds arbon
e, derivatives
Perfluoro-1-  355-43-1 . No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl
fodohexane Linear halide:Perflour
Aliphatic ocarbon
—t—F Hydrocarbone derivatives:Per
Type halogenated
Compounds
derivatives
F——F
Perfluorohexyl 335-56-8 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl
bromide Linear halide;Perflour
Aliphatic. rbon
Br—f—F Hydrocarbone derivatives:Per
vpe halogenated
F——F Gompounds carbon
derivatives
F—t1—F
F—t1—F
F——F
F—t—F

invitro 3 GEESME EESE  in vitro
AYREEE vitro /ME vitro DNA  HPR'
L] S

in vitro A% in vitro #l MRS BESE
FEMADNAS Bl BEEEH vivo /MEEL vivo DNAJR
L3 £l B ]

EERE EEATE_BEAE
e R i ivo T b o 2

REER WONAGRL AvhER
R

in vivoZZZX REAAME
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38M pentafluoroiod 354-64-3
cethane

1H- 355-37-3
Perfluorohexan

No alert found No alert found

No alert found No alert found

-
F——F
F——F
F——F
F——F
F——F
F F

ANZAN2 >> 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
fter 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

No alert found

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

Halogenated  No alert found No alert found
Linear

Aliphatic:
Hydrocarbone
Type

P
Compounds

Halogenated  No alert found No alert found
Linear

Aliphatic

Hydrocarbone

vpe
Gompounds

X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox ar mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 24—

Perfluorohexyl 355-41-9 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

chloride inear halide;Perflour

Aliphatic. ocarbon
o—t—F Hydrocarbone derivativesPer
vpe halogenated
F——F Gompounds
derivatives
F——F
F——F
F——F
F——F
Perfluorodecyl 423-62-1 " No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl
iodide Linear halide;Perflour
— Aliphatic. ocarbon
1 Hydrocarbone derivatives:Per
Type halogenated
—|— Compounds. carbon
- derivatives

i- 375-88-2 A No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Bromopentade Linear halide Perflour

cafluoroheptan Aliphatic. ocarbon

. Hydrocarbone derivatives:Per

vpe halogenated
r " Compounds. arbon
derivatives
F——F
F——r
F—1—F
F——F
1,4-Dibromo- 18599-20-7 Aliphatio No alert found No alert found SN2:SN2 5> SN2 at an 5p3 Carbon atomSN2 5> Halogenated  Aliphatic Aliphatic — Alkyl
3 halogens SN2 at an 5p3 Carbon atom >> Aliphatic halides  Linear halogens halogen halide:Perflour
tetrafluorobuta (Genotox)Stru Aliphatic ocarbon
ctural alert for Hydrocarbone derivatives:Per
genotoxic. Type halogenated
carcinogenicity. Compounds
o R derivatives
F
FooBr
23 355-20-4 No alert found No alert found SN2:SN2 5> DNA alkylation:SN2 > DNA alkylation >> Vicinal  No alert found Halogenated  No alert found No alert found Alkyl
Dichlorooctaflu F Dihaloalkanes:SN2 >> Internal SN2 reaction with aziridinium Linear halide;Perflour
robutane and/or cyclic sulfonium ion formation (enzymatic):SN2 >> Aliphatic. on
Internal SN2 reaction with azirdinium andor cyclic sulfonium Hydrocarbone derivatives:Per
F—T—F ion formation (enzymatic) >> Vicinal Dihaloalkanes yoe halogenated
Gompounds arbon
derivatives
Ccl——F
cl—f—F
F— —F
F

Alkyl Positive(NIHS)
halidePerflour

Per
on
derivatives
Alkyl TA1535, TA1537,TA98 TA100, WP2  GHL Cells, mouse
halide:Perflour (59) Negative clone No.  lymphoma.
rbon 11 (£59)  L5178Y
derivatives Negative  (£59)
Negative

Vi o EEBE
AR

BESE in vitro
itro /M vitro DNA  HPR'
L] SN

in vitro < i vitro

B
B EMDNAS MR HEH vivo
L3 3 B

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
B

in vivoZRRA
%!

ROAME
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Ex ] CASRN i Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BRI vito ARRAZRAR  BEBE EESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

(Perfluoro-n- 80793-17-5 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl TA1535, TA1537.TAS8TAI00 WP2  Ghinise

hexylethane Linear halide;Perflour (+59) Negative hamster

Aliphatic. ocarbon luy
" g Hydrocarbone derivatives fibroblasts
Type W79) (%
F F Compounds
Negative
F F
F F
F F
F F
He
Perfluorooctan 307-34-6 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl TAI535TAISI7TA98TAIOOWP2  Chinese
A Linear halide:Perflour uvrA(S9)Negative Hamster
- - Aliphatic. ocarbon Lung Cells
Hydrocarbone derivatives x
F F Type S9)Negativ
Compounds o
F F
F F
F F
F——F
F——F
F F
F

1=
(Perfluorohexy
Doctane

133331-77-8

1122~ 679-87-8

Tetrafluoro-3-
iodopropane

Heptafluorobut 374-98-1

Yl iodide

(Perfluoroethyl 354-69-8

1H6H-
Perfluorohexan

336-07-2

No alert found No alert found

Aliphatic No alert found
halogens
(Genotox):Stru

ctural alert for
toxic

enotoxi
carcinogenicity

Aliphatic No alert found
halogens

(Genotox):Stru

ctural alert for

genotoxic

carcinogenicity

Aliphatic No alert found
halogens

(Genotox):Stru

ctural alert for

genotoxic
carcinogenicity

No alert found No alert found

No alert found No alert found Halogenated  No alert found No alert found Alkyl

Linear halide Perflour
Aliphatic. ocarbon
Hydrocarbone derivatives
vpe
Gompounds
No alert found Acylation:Acylation > P450 Mediated Activation to | Halogenated  Aliphatic Aliphatic Alkyl
Acyl Halides:Acylation >> P450 Mediated Activation Linear halogens halogen halide:Perflour
to Acyl Halides >> 1.1-Dinaloalkanes liphatic ocarbon
Hydrocarbone derivatives
Type
Compounds
No alert found No alert found Halogenated  Aliphatic Aliphatic. Alkyl
Linear halogens halogen halide;Perflour
Aliphatic. on
Hydrocarbone derivatives
vpe
Gompounds
No alert found No alert found Halogenated  Aliphatic Aliphatic Alkyl
Linear halogens halogen halide:Perflour
Aliphatic ocarbon
Hydrocarbone derivatives
Type
Compounds

No alert found No alert found Alkyl

Acylation:Acylation >> P450 Mediated Activation to  Halogenated
halide: Perflour
rbon

Acyl Halides:Acylation >> P450 Mediated Activation Linear
to Acyl Halides >> 1,1-Dihaloalkanes Aliphatic
Hydrocarbone

No alert found

derivatives

vpe
Compounds

in vitro 3

invitro ¥ AbERER

BESE GEESE invito
vitro /Mg vitro DNA  HPR'
L] S

in vitro & in vitro # BE:
EMDNAR BIHEH vivo
3 £ ®

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
%!

Bl



X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox ar mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 24—

iH- 375-97-3 No alert found No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to Halogenated  No alert found No alert found Alkyl

Perfluorodeca Acyl Halides:Acylation >> P450 Mediated Activation Linear halide;Perflour

P to Acyl Halides >> 1,1-Dihaloalkanes Aliphatic. ocarbon

- Hydrocarbone derivatives

vpe
— Gompounds
Perfluoronona  375-96-2 - No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkyl

Linear halide:Perflour

F——r Aliphatic. ocarbon
Hydrocarbone derivatives

P Type

P —— Compounds

F—t—r

F—t—r

F—t—r

TH8H- 307-99-3 No alert found No alert found No alert found AcylationAcylation >> P450 Mediated Activation to Halogenated  No alert found No alert found Alkyl

Perfluorooctan Acyl Halides:Acylation >> P450 Mediated Activation Linear halide Perflour

e to Acyl Halides >> 1.1-Dinaloalkanes Aliphatic. rbon

Hydrocarbone derivatives
vpe
Gompounds

32 1513-83-8 Aliphatio No alert found No alert found SN2:SN2 5> SN2 at an 5p3 Carbon atomSN2 5> Halogenated  Aliphatic Aliphatic — Alkyl

Fluorotelomer halogens SN2 at an sp3 Carbon atom >> Aliphatic halides  Linear halogens halogen halide:Perflour

iodide (Genotox)Stru Aliphatic arbon
ctural alert for Hydrocarbone derivatives
genotoxic Type
carcinogenicity. Compounds

PR
-
PR

2 40723-80-6 Aliphatic No alert found No alert found SN2:SN2 5> SN2 at an sp3 Carbon atom:SN2 5> Halogenated  Aliphatic  Aliphatic  Alkyl

Fluorotelomer halogens SN2 at an sp3 Carbon atom >> Aliphatic halides  Linear halogens halogen halide;Perflour

iodide. (Genotox):Stru Aliphatic. ocarbon
ctural alert for Hydrocarbone derivatives
genotoxic, voe
carcinogenicity. Gompounds

i FoOF
F
FoF

i- 375-83-7 - No alert found No alert found No alert found AcylationAcylation >> P450 Mediated Activation to Halogenated  No alert found No alert found Alkyl

Hydroperfluoro Acyl Halides:Acylation >> P450 Mediated Activation Linear haii

heptane to Acyl Halides >> 1,1-Dihaloalkanes Aliphatic

r r Hydrocarbone derivatives

Type

F F Compounds

F F

F F

F F

F F

F F

I-lodo- 1682-31-1 Aliphatic No alert found No alert found SN2:SN2 5> SN2 at an sp3 Carbon atom:SN2 5> Halogenated  Aliphatic  Aliphatic  Alkyl

TH,1H.2H 2H- halogens SN2 at an sp3 Garbon atom >> Aliphatic halides  Linear halogens halogen halide;Perflour

perfluorohepta (Genotox):Stru Aliphatic. rbon

ne ctural alert for Hydrocarbone derivatives
genotoxic. voe
carcinogenicity. Gompounds

invitro 3 GEESME EESE  in vitro
AYREEE vitro /ME vitro DNA  HPR'
L] SN

in vitro A% in vitro #l MRS BESE
B EMDNAS MRSE &M vivo MEER vivo DNAR
A ] B L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
B

in vivoZRRA
%!

ROAME

Bl



&%

CASRN

Perfluorodeca 307-45-9

ne

1-lodo—
TH1H2H2H-

2043-52-9

perfluorononan
e

(Perfluoro-n-
octyDethane

Methyl 4H~
perfluorobutan
oate

Methyl
perfluoropenta
noate

Methyl

perfluorohexan

Ethyl 5H-
octafluoropent
anoate

77117-48-7

356-32-1

13038-26-1

424-18-0

2795-50-8

R

e
e
F—t—r
F—t—r
F—t—r
E
F—r
F—r
HE
CH

-
F——F
F——F
F—1—F

—
[} o
CH,

-
F——F
F—1—F
F——F
F——F
o ©
Chy

H,C

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS
y (genotox anc

nongenotox)

alerts by ISS

No alert found No alert found

Aliphatic
halogens

(Genotox):Stru
ctural alert for

No alert found

enotoxic.
carcinogenicity

No alert found No alert found

No alert found No alert found

No alert found No alert found

Perfluorooctan No alert found
oic aci

(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic:

carcinogenicity

No alert found No alert found

DNA binding by OASIS DNA binding by OECD Oncologic BESE vito ARERERAR

Organic

in vitro in vive EEBIE EEBE invito D
mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyhEUER
Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
slerts by ISS  alerts by ISS 745
No alert found No alert found Halogenated  No alert found No alert found Alkyl
Linear halide;Perflour
Aliphatic. ocarbon
Hydrocarbone derivatives
vpe
Gompounds
No alert found SN2:SN2 >> SN2 at an sp3 Carbon atom;SN2 5> Halogenated  Aliphatic  Aliphatic  Alkyl
SN2 at an sp3 Carbon atom >> Aliphatic halides  Linear halogens halogen halide:Perflour
Aliphatic. ocarbon
Hydrocarbone derivatives
Type
Compounds

No alert found No alert found Halogenated  No alert found No alert found Alkyl
Linear halide:Perflour
Aliphatic rbon

Hydrocarbone derivatives

vpe
Compounds.

No alert found AcylationAcylation >> P450 Mediated Activation to Alpha=and N alert found No alert found Alkyl

|
Acyl Halides:Acylation >> P450 Mediated Activation beta- halide: Carboxyl
to Acyl Halides >> 1,1-Dihaloalkanes Haloether ic acid
eactive esterPerflouro
Functional carbon
Groups derivatives

No alert found No alert found Alpha-and  No alert found No alert found Alkyl
beta- halide: Carboxyl
Haloether ic aci
Reactive esterPerflouro
Functional carbon
Groups derivatives

No alert found No alert found Alpha-and  No alert found No alert found Alkyl
beta- halide: Carboxyl
Haloether ic acid
Reactive esterPerflouro
Functional carbon
Groups derivatives

No alert found Acylation:Acylation >> P450 Mediated Activation to Alpha- and
Acyl Halides:Acylation >> P450 Mediated Activation beta-
H

to Acyl Halides >> 1,1-Dihaloalkanes

No alert found No alert found Alkyl

halide: Carboxyl
aloether ic acid
Reactive esterPerflouro
Functional carbon
Groups derivatives

BESE EESE  invito

= in vitro &%
vitro /Mg vitro DNA  HPR'
L] S

in vitro #

B
SEMDNAS B BEEGHR vivo
L3 B B

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
%!
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESME BESIE nvivod BEBIE BESE nvito  nvito & invivo ll BESME_ BESIE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS B HERH vivo /MEEL vivo DNAIE
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 S A £l B ]
alerts by ISS alerts by IS alerts by ISS 745

Methyl 378-75-6 No alert found No alert found No alert found No alert found Alpha- and  No alert found No alert found Alkyl

pentafluoropro F - halide;Carboxyl

pionate Haloether ic aci
Reactive esterPerflouro
PR Functional carbon
F F up: derivatives
F—1—F
o o
CHy
Ethy! 426-65-3 No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found Alkyl
perfluoropropi F beta- halide;Carboxyl
onate Halosther ic acid
Reactive esterPerflouro
F—1—F Functional arbon
Groups derivatives
F——F
o o
H;C
Diethyl 424-408 No alert found No alert found No alert found No alert found Alpha- and  No alert found No alert found Alkyl
perfluoroglutar - halide;Carboxyl
ate Haloether ic aci
Reactive ester:Perflouro
Functional carbon
up: derivatives
Methyl 356-24-1 No alert found No alert found No alert found No alert found Alpha=and o alert found No alert found Alkyl
perfluorobutan F beta- halide: Carboxyl
oate Haloether ic acid
Reactive ester.Perflouro
Functional arbon
Groups derivatives
o o
CH,
Ethyl 424-36-2 - No alert found No alert found No alert found No alert found Alpha- and  No alert found No alert found Alkyl
perfluoropenta - halide;Carboxyl
noate Haloether ic aci
Reactive ester:Perflouro
Functional carbon
up: derivatives
e o
H:c)
Methyl SH-  54822-22-9 No alert found No alert found No alert found AcylationAcylation >> P450 Mediated Activation to Alpha- and  No alert found No alert found Alkyl
perfluoropent CH, Acyl Halides:Acylation >> P450 Mediated Activation beta- halide: Carboxyl
noste / to Acyl Haldes >> 1.1-Dinaloalkanes losther ic acid
Reactive esterPerflouro
Functional carbon
roups derivatives
223 107551-72-4 No alert found No alert found No alert found AcylationAcylation 5> P450 Mediated Activation to Alpha- and  No alert found No alert found Alkyl
Tetrafluoropro Acyl Halides:Acylation >> P450 Mediated Activation beta- halide;Carboxyl
oyl F to Acyl Halides >> 1,1-Dihaloalkanes Haloether ic aci
trifluoroacetat Reactive ester:Perflour
e Functional carbon
F i Groups derivatives
o o

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R
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&%

Methyl

2H2H.3H 3H-

perfluorohepta
noate

Ethyl
perfluorooctan
oate

Ethyl
perfluorononan
oate

Ethyl
perfluorohepta
noate

Methyl

perfluorooctan
oate

Ethyl
perfluorobutan

82
Fluorotelomer
sulfonic acid

CASRN

132424-36-3

3108-24-5

30377-52-7

41430-70-0

376-27-2

356-27-4

39108-34-4

R

3
F F
F F
F F
F F
F F
F——F
F——F
o7 o
|

oH,

-
F——F
F——F
F——F

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS
y (genotox anc

nongenotox)

alerts by ISS

No alert found No alert found

Perfluorooctan No alert found
(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic

carcinogenicity

Perfluorooctan No alert found

(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

Perfluorooctan No alert found
oic aci

(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic.

carcinogenicity

Perfluorooctan No alert found
oic acid

(PFOA)

(Nongenotox):

Structural

alert for

nongenotoxic

carcinogenicity

No alert found No alert found

No alert found No alert found

DNA binding by OASIS

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

DNA binding by OECD

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

Oncologic

Classification

Not classified

Alpha- and
beta-
Haloether

Reactive
Functional
Groups

Alpha- and

Alpha= and
beta~
Haloether

eactive
Functional
Groups

Alpha- and

beta-
Haloether
Reactive
Functional
Groups

Alpha= and
b

Not classified

BEHE vito AREAERSR BESE BESE

vitro 28 in vitro ¥

HRERBR V2>
74—

in vitro in vivo Organic
mutagenicity  mutagenicity _ functional
(Ames test)  (Micronucleus) groups
alerts by ISS  alerts by ISS
No alert found No alert found Alkyl

halide: Carboxyl

carbon
derivatives

No alert found No alert found Alkyl
halide: Carboxyl
ic acid

ester;Perflouro

arbon

derivatives

No alert found No alert found Alkyl
halide: Carboxyl
esterPerflouro

carbon
derivatives

No alert found No alert found Alkyl

halide: Carboxyl
ic acid
esterPerflouro
arbon

derivatives

No alert found No alert found Alkyl
halide: Carboxyl
esterPerflouro

carbon
derivatives

No alert found No alert found Alkyl
halide; Carboxyl
 acid

derivatives

No alert found No alert found (PFOS)Alkyl
halide: Perflour

ocarbon
derivatives;Sul
acid;Surfactan
ts — Anionic

invitro 3 GEESME EESE  in vitro
AYREEE vitro /ME vitro DNA  HPR'
L] S

in vitro & in vitro # BE:
EMDNAR BIHEH vivo
3 £ ®

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R
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42
Fluorotelomer
sulfonic acid

Perfluoro—2-
ethoxyethanes
uifonic acid

Perfluorohe
xanesulfonic
acid

CASRN

757124-72-4

113507-82-7

355-46-4

Perfluorohepta 375-92-8

nesulfonic acid

Perfluorobut.
anesulfonic
acid

62
Fluorotelomer
sulfonic acid

Potassium
perfluorobutan
esulfonate

375-73-5

27619-97-2

29420-49-3

B
F F
F F
F F
F F

.
.
.
. o
\ .
o\
S
;
-
R -

oH
-
P
F——F
F——F
F——F
F——F

OH
-
F F
F——F
F F
F F
F F
F F

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

y (genotox anc

nongenotox)

alerts by ISS

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

DNA binding by OASIS

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

DNA binding by OECD

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

Oncologic

Classification

Not classified

Alpha- and
beta-
Haloether

Reactive
Functional
Groups

in vitro
mutagenicity
(Ames test)
alerts by ISS
No alert found

No alert found

mutagenicity

(Micronucleus) gr

alerts by ISS
No alert found

H-acceptor
athd—H-

acceptor

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Grganic EEHTE viro ARRAERIE  EEAE BEBE nvrod

functional vitro 2 in vitro T AV

oups HRAERR DRU
"

(PFOS)Alkyl
halide Perﬂcur

ocarbe
ServavesiSul
onic:

acid;Surfactan
ts - Anionic

(PFOS)Alkyl
halide: Perflour
ocarbon
derivatives;Sul
fonic

ts ~ Anionic

(PFOS)Alkyl REEEN
halide Perﬂcur HARETY
ocarbe A, REER
derwalwes Sul ISR
fonic TR

acid;Surfactan

ts - Anionic

(PFOS)Alkyl

halide: Perflour

arbon

derivatives;Sul
fonic
ts ~ Anionic
(PFOS)Alkyl  TA100 Negative, TA98 Equivocal (& HepG2
halidePerflour $9)//TA1535, TA1537, TA98, TA100, Negative
ocarbe WP2 uvrA (£9) Negative

derivatives;Sul

onic:

acid;Surfactan
ts - Anionic

(PFOS)Alyl  TAI535, TA1537, TA98.TA100, TA102 Chmese
halide: Perflour (59) Negative
arbon

derwatwes Sul (CHO)Ki
nic:
acld Surfactan Positive
ts — Anionic

(PFOS)Alyl  TA1535, TA1537.TA9B.TA100, TA102,  Chinise

halide: Perﬂcur WP2uvrA (£59) Negative hamster

ocarbe Ovary, lung

derwulwes Sul fibroblasts
V79) (£

acidSurtactan 9)

ts - Anionic Negative

BESE GEESE invito
vitro /Mg vitro DNA  HPR'
L] S

in vitro A% in vitro #l B {m ! BESE BESE AESE AESHE
EMDNAS lﬂm{ﬁn i :N;:.t vivo DNAZ in vivo £ in vivo 5 in vivo 3
L HRFHER WDNABRL AvhsER
B

ratf K
il
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Crl:CD(SD)

in vivoZZZX REAAME
R

BREMT
(FERIL
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR RALESE  BESBME BESIE nvtod BEBIE BESE nvto invito A i vitro f
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~ B LR
alerts by ISS alerts by IS alerts by ISS 745
Trifluorometha 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 ~ TA1535, TA1537,TA98.TA100, GHL Cells, mouse
nesulfonic acid halide;Perflour WP2uwrA (£59) Negative clone No.  lymphoma
F ocarbon 11(£89)  L5178Y
derivatives:Sul Negative  (59)
foric Negative
acidSurfastan
F F ts - Anionic
Potassium ~ 2795-39-3 v No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl A XSFIRE. B, KIEI(£S9) Er2mis SYF#)
perfluorooct halide:Perflour Negative FIpRy ft
anesulfonat arbon (x59) Negative
1 derivatives:Sul Negative
e fonic.
- ts = Anionic
Perfluorooct 1763-231 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Alkyl Negative Hep G2 i Negative Positive(1
anesulfonic halide; Perflour ERAEIE
acid F——r ocarbon BRTIE ATSDR)
i
derivatives:Sul 1\ positive
L fonic. &Y
. acidSurfastan
ts - Anionic
F—t—r
F—t—r
F—t—r
F——r
Potas: 3871-99-6 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found (PFOS)Akyl
perfluorohexan haiide:Perflour
esulfonate F——r ocarbon
derivatives:Sul
F——F for
F——F ts ~ Anionic
F—1—F
Perfluorobutan 36913-91-4 . Noalert found Noalert found No alert found No alert found Not classified No alert found H-acceptor-  (PFOS)Alkyl
esulfonic pathd-H-  halide;Perflour
anhydride - - acoeptor  ocarbon
derivatives:Sul
F F fonic.
F F ts - Anionic
2 F

Trifluoroacetyl 68602-57-3 No alert found No alert found No alert found
triflate F
F F
o o
F F
F

Sodium 2806-15-7 No alert found No alert found No alert found
perfluorodecan
esulfonate

No alert found

No alert found

Not classified No alert found  H-acceptor—
path3-

acceptor

(PFOS)Alkyl
halide: Perflour

arbor
derivatives;Sul
foni

Not classified No alert found No alert found (PFOS)Alkyl

halide: Perflour
ocarbon
derivatives;Sul
acid;Surfactan
ts - Anionic

BESE BESE BESE BESE BESE  nvieRR XM
SEMADNAS BT BEEEHR vivo /MEEL vivo DNASR in vivo 28 in vivo F3E invivo 2 ZR
123 £l B L E

HREHER WONAGRL *vhEtB
R

mouse & SDSk
Negative FFABRORRAE

ERE
- FLARS
HEEE
BRERAE
Negative& Wistarguh got delta B0
TS QAYRRT TeTVAM FiE/ A
HUTO# T, i AR
ERBHY/ Wistar7wh Negative(ZZ HL\T.
gpt delta FHm RERGKHA (F>EBED
TeR YR Positive  EEIAIN FFRRIH5LY
AH BHY) THERNAT
Negative; RE—4—
Wistarswh LLTHR
AR
EEE;
Wistar5h
A
Positive
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox ar mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

Perfluoroostan 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

esulfonate alide;Perflour

e ocarbon
derivatives:Sul

s foric

— acidSurfastan
ts - Anionic

F—t—r

F—t—r

F—t—r

F——r

Ethy! 163702-05-4 . No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found Alkyl

perfluorobutyl beta- halide;Ether

ether Halosther moietyPerflou
F—t—F Reactive
Functional derivatives
- - Groups
F——F
F—t—F
CH,

Difluoromethyl 56860-81-2 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found Alkyl

1H,1H- F beta~ halide;Ether

perfluoropropyl Halosther moiety:Perflou

ether Reactive rocarbon
F—T—F Functional derivatives
up:
F—1—F
o
F F
Methyl TH,1H- 378-16-5 No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found Alkyl
perfluoropropyl F beta~ halide;Ether
ether Haloether moietyPerflou
Reactive
F——F Functional derivatives
Groups
F——F
o
CHy

THIHSH-  16627-71-7 - No alert found Radical:Radical >> ROS formation after GSH Radical Radical > ROS formation after GSH depletion;Radical  AcylationAcylation >> P450 Mediated Activation to Alpha- and No alert found No alert found |Alkyl

Perfluoropenty depletionRadical >> ROS formation after GSH depletion >> ROS formation after GSH depletion >> Geminal Acyl Halides:Acylation >> P450 Mediated Activation beta~ halide Ether

1122~ F >> Geminal P Acylation involving a to Acyl Halides >> 1,1-Dihaloalkanes Haloether moiety:Perflou

tetrafluoroethy. F Acylation involving a leaving group after metabolic leaving group after metabolic activation:SN2 >> Acylation Reactive rocarbon
lether activation;SN2 >> Acylation involving a leaving group  involving 2 leaving group after metabolic activation >> Geminal Functional derivatives
F after metabolic activation >> Geminal Polyhaloalkane  Polyhaloalkane Derivatives:SN2 >> Nucleophilic substitution at Groups
Derivatives:SN2 >> Nucleophilic substitution at sp  sp3 carbon atom after thiol (glutathione) conjugation;SN2 >>
arbon atom after thiol (glutathione) conjugation:SN2 >>  Nucleophilic substitution at sp3 carbon atom after thiol
Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation >> Geminal Polyhaloalkane Derivatives
(glutathione) conjugation >> Geminal Polyhaloalkane
Derivatives
Perfluorobutyl  163702-07-6 No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found
methyl ether F beta-
Haloether
Reactive
F F Functional derivatives
Groups
F—1—F
F— —F
F— —F
(o}
o
HC
2H-Perfluoro- 3330-14-1 No alert found No alert found No alert found SNI:SNT >> Garbenium lon Formatiom:SNI > Alpha- and  No alert found  H-acceptor-  Alkyl
5-methyl-36- " Garbenium Ion Formation >> Alpha halo ethers beta- pathd-H- halide:Ether
dioxanonane (including alpha halo thioethers) Halosther acoeptor  moietyPerflou
F Reactive rocarbon
Functional derivatives
Groups
o
F——F
-
-
!

nvitro =
AR

BESE EESE

= in vitro
vitro /Mg vitro DNA  HPR'
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&% CASRN

Difluoromethyl 35042-99-0
2233

tetrafluoroprop.
Yl ether

(2H- 16627-68-2
Perfluoroethyl)

(IHTH3H-

perfluoropropyl

Jether

82914-35-0
Temﬂuwpm

Pyl et

Methyl 2H; ZH 376-98-7
perfluorobuty
ether

Methyl 3H-  568550-25-4

perfluoroisopro
ether

Perfluoro-3-  3330-15-2
H-

perfluoroethox

ypropane

12- 358-39-4
bis(1,1.22-
Tetrafluoroeth
oxy)ethane

"E Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS

alerts by ISS

No alert found No alert found No alert found

No alert found Ramcal Radical >> ROS formation after GSH Radical:Radical >> ROS formation after GSH d;p\won Radical
Jtion Radmal 2> ROS formationsiter GSH depeton > ROS formation sfter GSH depltion >> e
Aeyltion mvowg a
leaving group after metabolic activation;SN2 >> Acylation
involving a leaving group after metabolic activation >> Geminal
after metabolic activation >> Geminal Polyhaloalkane  Polyhaloalkane Derivatives:SN2 >> Nucleophilic substitution at
Derivatives;SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol (glutathione) conjugation;SN2 >>
carbon atom after thiol (glutathione) conjugation:SN2 >> Nucleophilic substitution at 5p3 carbon atom after thiol
Nucleophilic substitution at sp3 carbon atom after thiol ~ (glutathione) conjugation >> Geminal Polyhaloalkane Derivatives
(glutathione) conjugation >> Geminal Polyhaloalkane
Derivatives

5 e
Aeyltion mvolvmg a leaving group after metabohe
activationSN2 >> Acylation involving a leaving gro

No alert found No alert found No alert found

No alert found No alert found No alert found

o
CH,
No alert found No alert found No alert found
F
F—1—F ¢
/o
HC E F
- No slert found No alert found No alert found
F F

No alert found Radical:Radical >> ROS formation after GSH Radical:Radical >> ROS formation after GSH depletion;Radical
depltionRadicl > ROS formation ater GSH depletion » ROS formation afer GSH depleton > Geminal
>> Geminal Acylation involving a
Acylation involving a leaving group after messboic leaving group after metabolic activation'SN2 >> Acylation
activation;SN2 > Acylation involving a leaving group  involving 2 leaving group after metabolic activation >> Geminal
after metabolic activation >> Geminal Polyhaloalkane  Polyhaloalkane Derivatives:SN2 >> Nucleophilic substitution at
Derivatives:SN2 >> Nucleophilic substitution at sp3 'sp3 carbon atom after thiol (glutathione) conjugation;SN2 >>
carbon atom after thiol (glutathione) conjugation:SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol
Nucleophilic substitution at sp3 carbon atom after thiol ~(glutathione) conjugation >> Geminal Polyhaloalkane Derivatives
(glutathione) conjugation >> Geminal Polyhaloalkane
Derivatives

DNA binding by OECD Oncologic

Classification

Acylation:Acylation >> P450 Mediated Activation to Alpha- and
Acyl Halides:Acylation >> P450 Mediated Activation beta-
to Acyl Halides >> 1,1-Dihaloalkanes Hal

Acylation:Acylation >> P450 Mediated Activation to Alpha- and
oyl Halides:Acylation >> P450 Mediated Activation beta-
to Acyl Halides >> 1,1-Dihaloalkanes Hal

Acylation:Acylation >> P450 Mediated Activation to Alpha- and
Acyl Halides:Acylation >> P450 Mediated Activation beta-

to Acyl Halides >> 1,1-Dihaloalkanes Haloether
Reactive
Functional
Gre

No alert found ‘Alpha- and
beta

Acylation:Acylation >> P450 Mediated Activation to Alpha- and
Acyl Halides:Acylation >> P450 Mediated Activation beta-

to Acyl Halides >> 1,1-Dihaloalkanes:SN1;SNT >>
Garbenium lon Formation;SN1 >> Carbenium lon
Formation >> Alpha halo ethers (including alpha
halo thioethers)

Haloether
Reactive
Functional
Gre

SNT;SNT >> Garbenium Ton Formation:SNT >>
Carbenium lon Formation >> Alpha halo ethers
(including alpha halo thicethers)

Alpha~ and
beta

Acylation:Acylation >> P450 Mediated Activation to Alpha- and
Acyl Halides:Acylation >> P450 Mediated Activation beta-

to Acyl Halides >> 1,1-Dihaloalkanes Haloether
Reactive
Functional
Gro

in vitro. in vivo. Organic BESE vito EREAZRSR BESE BESE
utagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyhEUER
(Ames test)  (Micronucleus) groups HERBHR YR~
alerts by IS alerts by ISS 74—%
No alert found No alert found Alkyl
haiide:Ether
moiety:Perflou
rocarbon
derivatives

No alert found No alert found Alkyl
halideEther
moiety,Perflou

derivatives

No alert found No alert found Alkyl
halideEther
oty Perflou
ernaes

No alert found No alert found Alkyl
halide Ether
moiety,Perflou

derivatives

No alert found No alert found Alkyl
halide:Ether
moiety,Perflou

No alert found No alert found Alkyl
halide Ethe

derivatives
No alert found H-acceptor—  Alkyl
pathd-H-  halide:Ether
acceptor moiety;Perflou
rocarbon
derivatives.
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L] AR
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic EEBTE vito EMEAZRABR
¥ (genots i mutagenicity  mutagenicity _ functional
nongenotox) Glassification (Ames test)  (Micronucleus) groups
alerts by ISS alerts by IS alerts by ISS

(IH1H- 406-78-0 No alert found Radical:Radical >> ROS formation after GSH Radical:Radical >> ROS formation after GSH depletion;Radical  AcylationAcylation >> P450 Mediated Activation to Alpha- and  No alert found No alert found |Alkyl

Perfluoroethyl) F depletionRadical >> ROS formation after GSH depletion >> ROS formation after GSH depletion >> Geminal Acyl Halides:Acylation >> P450 Mediated Activation beta~ halide Ether

(2H- >> Geminal Acylation involving a to Acyl Halides >> 1,1-Dihaloalkanes Haloether moiety:Perflou

perfluoroethy) Acylation involving a leaving group after metabolic leaving group after metabolic activation:SN2 >> Acylation Reactive rocarbon

ether F activation;SN2 >> Acylation involving a leaving group  involving 2 leaving aroup after metabolic activation >> Geminal Functional derivatives

after metabolic activation >> Geminal Polyhaloalkane  Polyhaloalkane Derivatives:SN2 >> Nucleophilic substitution at Groups
Derivatives:SN2 >> Nucleophilic substitution at sp3 sp3 carbon atom after thiol (glutathione) conjugation;SN2 >>
carbon atom after thiol (glutathione) conjugation:SN2 >> Nucleophilic substitution at sp3 carbon atom after thiol
Nucleophilic substitution at sp3 carbon atom after thiol ~(glutathione) conjugation >> Geminal Polyhaloalkane Derivatives
(glutathione) conjugation >> Geminal Polyhaloalkane
Derivatives

F F

F F

TH- 41405-35-0 Acyl halides o alert found SN2:SN2 > Direct acylation involving a leaving group;SN2 >>  AcylationAcylation >> Direct Addition of an Acyl  Acyland Ayl halides  Acyl halides  Acyl

Perfluorohepta - (Genotox)Stru Direct acylation involving a leaving group > Acyl Halides HalideiAcylation >> Direct Addition of an Acyl Benzoyl Type halide:Alkyl

noyl chioride ctural alert for Halide >> Acyl halide:Acylation >> P450 Mediated | Compounds halide:Perflour

F genotoxic Activation to Acyl Halides:Acylation >> P450
carcinogenicity. Mediated Activation to Acyl Halides >> 1,1~ derivatives
Dihaloalkanes

Perfluoronona 52447-23-1 Acyl halides  No alert found SN2:SN2 >> Direct acylation involving a leaving groupSN2 >>  AcylationAcylation >> Direct Addition of an Acyl Acyland  Acyl halides | Acyl halides | Acyl

noyl chloride (Genotox):Stru Direct acylation involving a leaving group >> Acyl Halides Halide:Acylation >> Direct Addition of an Acyl Benzoyl Type halide:Alkyl
ctural alert for Halide >> Acyl halide Gompounds halide;Perflour
genotoxic, ocarbon
carcinogenicity. derivatives

Perfluorooctan 335-66-0 Acyl halides  No alert found SN2SN2 5> Direct acylation involving a leaving groupiSN2 >>  Acylation/Acylation >> Direct Addition of an Acyl  Acyland Aoyl halides  Acyl halides

oyl fluoride (Genotox)Stru Direct acylation involving a leaving group > Acyl Halides HalideiAcylation >> Direct Addition of an Acyl Benzoyl Type

— ctural alert for Halide > Acyl halide Compounds
enotoxic
- carcinogenicity derivatives
-
-
-
-
-
o

Hexafluoroglut 678-77-3 Acyl halides  No alert found SN2:SN2 >> Direct acylation involving a leaving groupSN2 >>  AcylationAcylation >> Direct Addition of an Acyl  Acyland  Acyl halides | Acyl halides | Acyl

anyl chioride (Genotox):Stru Direct acylation involving a leaving group >> Acyl Halides Halide:Acylation > Direct Addition of an Acyl Benzoyl Type halide:Alkyl
ctural alert for Halide >> Acyl halide Gompounds halide;Perflour
genotoxic, ocarbon
carcinogenicity. derivatives

Perfluoroadipo 336-06-1 Acyl halides  No alert found SN2:SN2 5> Direct acylation involving a leaving groupiSN2 >>  Acylation/Acylation >> Direct Addition of an Acyl  Acyl and Acyl halides  Acyl halides

¥l chloride (Genotox)Stru Direct acylation involving a leaving group > Acyl Halides HalideiAcylation >> Direct Addition of an Acyl Benzoyl Type
ctural alert for Halide > Acyl halide Compounds

enotoxic
O carcinogenicity derivatives

Pentadecafiuor 335-64-8 Acyl halides  No alert found SN2:SN2 >> Direct acylation involving a leaving groupSN2 >>  AcylationAcylation >> Direct Addition of an Acyl  Acyland Ayl halides  Acyl halides | Acyl

ooctanoyl (Genotox):Stru Direct acylation involving a leaving group >> Acyl Halides Halide:Acylation > Direct Adition of an Acyl Benzoyl Type halide;Alkyl

chloride ctural alert for Halide >> Acyl halide Gompounds halide;Perflour
genotoxic, ocarbon
carcinogenicity. derivatives
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&% CASRN

Perfluoroglutar 678-78-4

¥l difluoride

22
Bis(trifluorome
thyDpropionyl
fluoride

- 813-03-6
Octafluoropent
anoyl fluoride

Perfluorohepta 52447-22-0

noyl chloride

(Perfluorooctyl 89373-67-1

Jpropanoyl
chloride

Heptafluorobut 375-16-6
yryl Chioride

Perfluoro-3,6- 151772-58-6

dioxaheptanoic
acid

R

1735-87-1

F
P F——F
——CHs
O F—1—F
F

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS

alerts by ISS
Acy halides
(Genotox):Stru
ctural alert for
genotoxic
carcinogenicity

No alert found SN2;SN2 > Direct acylation involving a leaving groupiSN2 >>

Direct acylation involving a leaving group >> Acyl Halides

Acyl halides | SN2;SN2 > Direct acylation involving a leaving
(Genotox):Stru group;SN2 >> Direct acylation involving a leaving group
ctural alert for >> Acyl Halides

N2:SN2 >> Direct acylation involving a leaving group:SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

genotoxic
carcinogenicity

Acyl halides | SN2SN2 > Direct acylation involving a leaving
(Genotox):Stru group;SN2 >> Direct acylation involving a leaving group
ctural alert for >> Acyl Halides

genotoxic

carcinogenicity

SN2;SN2 5> Direct acylation involving a leaving group:SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acyl halides SN2;SN2 > Direct acylation involving a leaving groupiSN2 >>

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

Acyl halides N alert found
(Genotox):Stru

otural alert for

genotoxic

carcinogenicity

SN2:SN2 5> Direct acylation involving a leaving group:SN2 >>
Direct acylation involving a leaving group >> Acyl Halides

Acyl halides | SN2:SN2 > Direct acylation involving a leaving
(Genotox):Stru group;SN2 >> Direct acylation involving a leaving group
ctural alert for >> Acyl Halides

genotoxic

carcinogenicity

SN2;SN2 > Direct acylation involving a leaving groupiSN2 >>
Direct acylation involving a leaving group >> Acyl Halides

No alert found No alert found No alert found

DNA binding by OECD

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

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

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

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

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

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

No alert found

Oncologic in vitro

mutagenicity

Classification  (Ames test)
alerts by ISS

Acyl and Aoyl halides

Benzoyl Type

Compounds.

Acyl and
Benzoyl Type
Compounds

Acyl halides

Acyl and
Benzoyl Type
Compounds.

Aoyl halides

Acyl and
Benzoyl Type
Compounds

Acyl halides

Acyl and
Benzoyl Type
Compounds.

Aoyl halides

Acyl and
Benzoyl Type
Compounds

Acyl halides

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

(Micronucleus) groups

No alert found H-acceptor-

BESE vito EREAZRSR BESE BESE

vitro 28 in vitro ¥

HRERBR V2>
7.

Organic
functional

—<

Aoyl
halide;Alkyl
halide: Perflour
ocarbon
derivatives

Acyl
halide:Alkyl
halide: Perflour

derivatives

Aoyl
halide:Alkyl
halide: Perflour
ocarbon
derivatives

Acyl
halide:Alkyl
halide: Perflour

derivatives

Aoyl
halide:Alkyl
halide: Perflour
ocarbon
derivatives

Acyl
hali

derivatives

(GenX)Alkyl
halide: Carboxyl
ic acid;Ether
moiety,Perflou

rocarbon
derivatives

in vi 33 i3
B ENIDNAS Bafis EEEHR vivo IMKER vivo DNAMR in
L3 ] B ] !




X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) g RREHE DR
alerts by ISS alerts by IS alerts by ISS 745

Perfluoro(d-  863090-89-5 No alert found No alert found No alert found No alert found Alpha- and  No alert found No alert found (GenX)Alkyl

methoxybutan - halide;Carboxyl

oic acid Haloether ic acid:Ether
Reactive moiety:Perflou
Functional rocarbon
up: derivatives
Perfluoro-3-  377-73-1 No alert found No alert found No alert found No alert found Alpha=and  No alert found H-acceptor—  (GenX)Alkyl
methoxypropa beta- atha-H-  halide:Carboxyl
noic acid Haloether acceptor o acidEther
Reactive moiety,Perflou
Functional rocarbon
Groups derivatives
F
Perfluoro-2-  13252-13-6 No alert found No alert found No alert found No alert found Alpha- and  No alert found H-acceptor-  (GenX)Alkyl
hyl-3- - pathd-H- = KTUE=Y KTUESY
oxahexancic Halosther acoeptor ic acidEther LEOH  NEOH
cid F Reactive moiety:Perflou
Functional rocarbon
o F F up: derivatives
o F
Perfluoro=2,5- 13252-14-7 No alert found No alert found No alert found SNI:SNT >> Carbenium lon Formatiom:SNT >> Alpha=and o alert found H-acceptor~  (GenX)Alkyl
dimethyl-3,6- Carbenium lon Formation >> Alpha halo ethers  beta~ athd-H-  halide;Carboxyl
dioxanonanoic (including alpha halo thioethers) Haloother acceptor o acidEther
id Reactive moiety.Perflou
Functional rocarbon
: Groups derivatives
Perfluoro-3,6- 55621-21-1 o No alert found No alert found No alert found No alert found Alpha-and  No alert found H-acceptor-  (GenX)Alkyl
dioxaoctane~ beta- pathd-H-  halide:Carboxyl
1.8-dioic acid o Halosther acoeptor o acidEther
F Reactive moiety:Perflou
Functional rocarbon
F Groups derivatives
o
-
F
o
-
—J\<r
o
oH
Porfluoro-  330562-41-9 ; No alert found No alert found No alert found No alert found Alpha=and  No alert found H-acceptor—  (GenX)Alkyl
36.9- beta- pathd-H-  halide:Carboxyl
trioxatridecano, Haloether acceptor o acidEther
i aci — Reactive moiety.Perflou
i . Functional rocarbon
- roups derivatives
Perfluoro-3.6- 137780-69-9 - No alert found No alert found No alert found No alert found Alpha-and  No alert found H-acceptor  (GenX)Alkyl
dioxadecancic beta- pathd-H-  halide:Carboxyl
acid F F Halosther acceptor ic acidEther
Reactive moiety:Perflou
F Functional rocarbon
Groups derivatives
F F
F F
F
F o
o 3
v
F F
o
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox ar mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 74—%

Perfluoro-  55621-18-6 on No alert found No alert found No alert found No alert found Alpha-and  Noalert found H-acceptor-  (GenX)Alkyl

6.9~ _ - pathd-H-  halide:Carboxyl

‘trioxaundecan o - Haloether acceptor ic acid:Ether

e-1.11-dioic 2 Reactive oiety;Perflou

acid - Functional rocarbon
3
) up: derivatives
o
e
o
[,
s
Porfluoro-4-  801212-59-9 No alert found No alert found No alert found SNI:SNT >> Garbenium fon Formation:SNT > Alpha= and  No alert found No alert found (GenX)Alkyl
isopropoxybu Carbenium lon Formation >> Alpha halo ethers beta~ halide: Carboxyl
noic aci (including alpha halo thioethers) Halosther ic acidEther
Reactive moietyPerflou
Functional rocarbon
- Groups derivatives
-
-
-
13
Perfluoro-  65204-16-6 No alert found No alert found No alert found SNI:SNT >> Garbenium lon Formatiom:SNT > Alpha- and N alert found  H-acceptor  (GenX)Alkyl
(258- Garbenium lon Formation >> Alpha halo ethers  beta~ pathd-H-  halide:Carboxyl
trimethyl- (including alpha halo thioethers) Halosther scceptor ic acidEther
369- Reactive moiety:Perflou
trioxadodecan Functional rocarbon
oic) acid Groups derivatives
Porfluoro-  151772-59-7 No alert found No alert found No alert found No alert found Alpha=and  Noalert found H-acceptor-  (GenX)Alkyl
6.0~ - beta- athd-H-  halide:Carboxyl
trioxadecanoic Haloether acceptor o acidEther
am —+- Reasivg mouypartos
I Functional rocarbon
R Group derivatives
o 3
v
—F
—F
F
o
v
oH
2 27905-45-9 No alert found No alert found No alert found Michael addition:Michael addition >> Polarised Acrylate No alert found No alert found Acrylate:Aken
(Perfluoroosty! Alkenes-Michael addition;Michae addition >> Reactive e moiety Alkyl
Jethyl acrylate Polarised Alkenes-Michael addition >> Alpha, beta~ | Functional halide;Carboxyl
unsaturated esters Groups ic acid
esterPerflouro
rbon
derivatives
THIH9H-  4180-26-1 No alert found No alert found No alert found AcylationAcylation >> P450 Mediated Activation to Acrylate No alert found No alert found Acrylate:Alken
Perfluoronony! Acyl Halides:Acylation >> P450 Mediated Activation Reactive e moietyAlkyl
acrylate to Acyl Halides >> 1,1-Dihaloalkanes Michac| unctional halide: Carboxyl
additionMichael addition >> Polarised Alkenes=  Groups ic acid
Michael additionMichael addition >> Polarised ester.Perflouro
Alkenes-Michael addition >> Alpha, beta- arbon
unsaturated esters derivatives
23,3~ 7383-71-3 No alert found No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to Acrylate No alert found No alert found Acrylate:Aken
Tetrafluoropro Acyl Halides:Acylation >> P450 Mediated Activation Reactive & moiety Alkyl
Pyl acrylate to Acyl Halides >> 1,1-Dihaloalkanes Michael Functional halide;Carboxyl
addition:Michael addition >> Polarised Alkenes~  Groups ic acid
Michael addition:Michael addition >> Polarised esterPerflouro
Alkenes-Michael addition >> Alpha, beta- bon
unsaturated esters derivatives
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox ar utagenicity  mutagenicity  functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups RREHE DR
alerts by ISS alerts by IS alerts by ISS 74—%

2 52591-27-2 No alert found No alert found No alert found Michael addition:Michael addition >> Polarised Aeate No alert found No alert found Acrylate:Aken

(Perfluorobuty! Alkenes-Michael addition;Michael addtion >> & moiety;Alkyl

Jethyl acrylate Polarised Alkenes-Michael addition >> Alpha, beta- Functmna\ halide;Carboxyl

unsaturated esters ic acid
esterPerflouro
bon
derivatives

H i 307-98-2 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised [orata No alert found No alert found Acrylate:Alken

Perfluorooctyl Alkenes-Michael addition;Michael addition >> moiety:Alkyl

acrylate Polarised Alkenes-Michael addition >> Alpha, beta— Ronctons haiide: Carboxyl

unsaturated esters Groups ic acid
esterPerflouro
carbon
derivatives
o=
-
TH.IHSHSH- 678-95-5 No alert found No alert found No alert found Michael addition:Michael addition >> Polarised Aeate No alert found No alert found Acrylate:Aken
Perfluoro-1.5- Alkenes-Michael addition;Michael addition >> e moiety:Alkyl
pentanediol Polarised Alkenes-Michael addition >> Alpha, beta~ Functmna\ halde Carbost
dicrylate unsaturated esters ic acid
ester:Perflouro
derivatives
THIHSH-  376-84-1 No alert found No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to  Acrylate No alert found No alert found Acrylate:Alken
Perfluoropenty Acyl Halides:Acylation >> P450 Mediated Activation Reactive moiety:Alkyl
lacrylate to Acyl Halides >> 1,1-Dinaloalkanes;Michael Functional halide: Carboxyl
addition;Michael addition > Polarised Alkenes=  Groups ic acid
Michael addition:Michael addition >> Polarised esterPerfiouro
Alkenes-Michael addition >> Alpha, beta~ arbon
unsaturated esters derivatives
(6H- 2993-85-3 No alert found No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to Acrylate No alert found No alert found Acrylate:Aken
Perfluorchexyl Acyl Halides:Acylation >> P450 Mediated Activation Reactive & moiety Alkyl
Imethyl to Acyl Halides >> 1,1-Dihaloalkanes Michael Functional halide;Carboxyl
acrylate additionMichael addition >> Polarised Alkenes-  Groups ic acid
Michael addition:Michael addition >> Polarised esterPerflouro
Alkenes-Michael addition >> Alpha, beta- bon
unsaturated esters derivatives
H.IHGHOH- 2264-01-9 No alert found No alert found No alert found Michael addition:Michael addition >> Polarised Acryiate No alert found No alert found Acrylate:Alken
Perfluorohexar Alkenes-Michael addition:Michael addition >> Reactive moiety:Alkyl
e~1,6-diol Polarised Alkenes-Michael addition >> Alpha, beta- Funchona\ halide: Carboxyl
diacrylate unsaturated esters Gro ic acid
ester.Perflouro
carbon
derivatives
TH1H- 424-64-6 No alert found No alert found No alert found Michael addition:Michael addition >> Polarised Aeate No alert found No alert found Acrylate:Alken
Perfluorobutyl Alkenes-Michael addition;Michae addition >> & moiety Alkyl
acrylate

Rea
Polarised Alkenes-Michael addition >> Alpha, beta~ Femetions
unsaturated esters Gro

halide: Carboxyl
ic acid
esterPerflouro
carbon

derivatives

in vi HE HiE BT
43 EMDNAS Iﬂ%ﬁﬁﬂ vwo IJ\&SE vivo DNAH in vivo | &e in i
A ] !




X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR RALESE  BESBME BESIE nvtod BEBIE BESE nvto invito A i vitro f
¥ (genotox ar mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~ B LR
alerts by ISS alerts by IS alerts by ISS —<5

TH.1H- 356-86-5 No alert found No alert found No alert found Michael addition:Michael addition >> Polarised Acrylate No alert found No alert found Acrylate:Aken

Perfluoropropy Alkenes-Michael addition;Michael addition >> Reactive & moietyAlkyl

I acrylate Polarised Alkenes-Michael addition >> Alpha, beta~ | Functional halide;Carboxyl

unsaturated esters Groups ic acid
esterPerflouro
on
derivatives
2 1996-88-9 No alert found No alert found No alert found Michael additionMichael addition >> Polarised [orata No alert found No alert found Alkene
(Perfluorooctyl Alkenes-Michael addition;Michael addition >> moiety,Alkyl
thyl Potaaed AkenasMichaol on 35 A, bta- Functional halide:Ally:Car
methacrylate unsaturated esters Groups boxylic acid
esterMethacry
latePerflouroc
arbon
derivatives

2 2144-53-8 - No alert found No alert found No alert found Michael addition:Michael addition >> Polarised Aeate No alert found No alert found Alkene TAISSSTAISS1 TAR! TA100WP2uwrAC vn(x L5178Y (+ ICRTHR

(Perfluorohexy Alkenes-Michael addition:Michael addition >> moety;Alkyl S9)Negativ S9) [N

Dethyl [ s Polarised Alkenes-Michael addition >> Alpha, beta~ Functluna\ halide;Allyl:Gar ss) TAISISTAISITTASGTAIOONo o Negative/( Negative

methacrylate - - unsaturated esters boxylic acid /(mm) H TGA76%

ester:Methacry, ss) TAIS35.TAIS3.TASB TAIOONPZ 1LGLP3E
2 - late;Perflouroc. wrA(:S9) Negative//TAIS35, o &), L5178Y
arbon TA1537.TA98, TA100, WP2 uwrA (£59) -s9
L derivatives  Negative e/t Negative,
s . +S9ambiguo
5 us//mouse
5 3 Negative// lymphoma
human  L5178Y
perihers Negatie -
blood s9),
lymphocyte Amblguous(
s (V79) (2 +59)
S9),
Chiise
THIHSH-  355-93-1 on No alert found No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to  Acrylate No alert found No alert found Alkene TA98, TAI00, TA102, TAI535, TAIS3T mphocyte
Perfluoropenty Acyl Halides:Acylation >> P450 Mediated Activation Reactive moiety:Alkyl  Negative, Ambiguous(-S9), (G
I methacrylate e to Acyl Halides >> 1,1-Dinaloalkanes:Michael Functional Rl Aly{Car Amibiuous Negative(rS8) TATS3S TATS Nagatwa
- addition;Michael addition >> Polarised Alkenes=  Groups boxylic acid  37.TA98, TAT00, WP2 uvrA Negative
o Michael addition:Michael addition >> Polarised ester:Methacry (+59)
Alkenes-Michael addition >> Alpha, beta— latePerflouroc
unsaturated esters arbon
derivatives
THIHOH-  1841-46-9 No alert found No alert found No alert found

perfluorononyl
methacrylate

(Perfluoroprop 13695-31-3
Yimethyl
methacrylate

H1H-
Perfluoropropy
| methacrylate

45115-53-5

F——F
o
HC,
o
CHy
F
-
.
o
HE.
o
CH,

No alert found No alert found

No alert found No alert found

Acylation:Acylation >> P450 Mediated Activation to Acrylate
Acyl Halides:Acylation >> P450 Mediated Activation Reactive
to Acyl Halides >> 1.1-Dihaloalkanes;Michael Functional
addition;Michael addition >> Polarised Alkenes=  Groups
Michael addition;Michael addition >> Polarised

Alkenes-Michael addition >> Alpha, beta~

unsaturated esters

No alert found Michas!adioniichee add jon >> Polarised
Alkenes-Michael addition:Michael addition >>
Polarised Alkenes-| Mmhael sltion 35 Alpha beta- anona\
unsaturated esters Gro

Acrylau

No alert found Wichaetad e addion 5> Polarsed
Alkenes-Michael addition;Michael addition >> Rea
Polanucd Al il sidtin > Alpha, beta- Functmna\
unsaturated esters

A-:ryla(e

No alert found No alert found Alkene

moiety:Alkyl
halide:AllylCar
boxylic acid
ester:Methacry
late;Perflouroc
arbon
derivatives

No alert found No alert found A\kene

moi
g AIM Cav
boxylic acid

arbon
derivatives

No alert found No alert found Alkene

moiety:Alkyl
halide:AllylCar
boxylic acid
esterMethacry
latePerflouroc
arbon
derivatives

BES! BESE
;MDNAS B i 11\&5: v DNAZA in vivo £ in vivo

BESE BESE n!tn-'t
o FFE in vivo

HEFHER WONABRL X'ﬂ%ﬁiﬁ
B

ICRYHR,
g, BEE

Negative

in vivoZZZX REAAME
R
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&% CASRN  #&
¥ (genotox ar
nongenotox)
alerts by ISS

(Perfluorohept 3934-23-4

yhmethyl

methacrylate T

(Perfluorohexy 48076-44-4
Dmethy!

methacrylate "
L
—t—r
—t—r
He, .
%o

THAHTH-  2261-99-6
Perfluorohepty
| methacrylate H:

THIH2H2H-  1799-84-4
Perfluorohexyl
methacrylate

Perfluorotridec 72629-94-8
anoic aci oic acid

(PFOA)

(Nongenotox);

Structural
alert for
nongenotoxic

carcinogenicity

Perfluorotetra 376-06-7 v
decanoic acid 1 oic aci
(PFOA)

Structural
alert for
nonge

Perfluorounde  2058-94-8
canoic acid oic acid

- nongenotoxic

(Nongenotox);

notoxic.
carcinogenicity

Perfluorooctan

carcinogenicity

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

No alert found No alert found

No alert found No alert found

h No alert found No alert found

No alert found No alert found

Perfluorooctan No alert found

Perfluorooctan No alert found

No alert found

DNA binding by OASIS

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

DNA binding by OECD Oncologic

Classification

Michael addition;Michael addition >> Polarised Acrylate
Alkenes-Michael addition;Michael addition >> Reactive
Polarised Alkenes-Michael addition >> Alpha, beta~ Functional
unsaturated esters Groups

Michael addition;Michael addition >> Polarised Acryiate
Alkenes-Michael addition:Michael addition >> Reactive
Polarised Alkenes-Michael addition >> Alpha, beta~ Functional
unsaturated esters Groups

Acylation:Acylation >> P450 Mediated Activation to Acrylate
Acyl Halides:Acylation >> P450 Mediated Activation Reactive
Fi

to Acyl Halides >> 1,1-Dihaloalkanes;Michael unctional

addition;Michael addition >> Polarised Alkenes=  Groups

Michael addition;Michael addition > Polarised

Alkenes-Michael addition >> Alpha, beta~

unsaturated esters

Michael additionMichael addition >> Polarised Acrylate

Alkenes-Michael addition:Michael addition >> Reactive

Polarised Alkenes-Michael addition >> Alpha, beta~ Functional

unsaturated esters Groups

No alert found Alpha- and
Haloether
Reactive
Functional

ups

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

No alert found Alpha- and

beta-
Haloether
Reactive
Functional
Groups

in vitro in vivo Organic

mutagenicity  mutagenicity _ functional

(Ames test)  (Micronucleus) groups

alerts by ISS  alerts by ISS

No alert found No alert found Alkene
moiety;Alkyl
halide;AllylCar
boxylic acid
esterMethacry.
late;Perflouroc
arbon
derivatives

B
vitro 2 invitro T AUREUER vitro /M vitro DNA HPR
L] S

SEMDNAS B BEEGHR vivo
HRERBR V2> L3 B B
74—

No alert found No alert found Alkene
moiety;Alk
halide:Allyl Car

arbon
derivatives

No alert found No alert found Alkene
moiety:Alkyl
halide;Allyl:Car
boxylic acid
esterMethacry
late;Perflouroc

No alert found No alert found Alkene
moiety;Alkyl
halide:Allyl Car
boxylic acid

arbon
derivatives

No alert found No alert found Alkyl
halide: Carboxyl

acidPerflouroc

arbon

derivatives:Sur
s

Anionic

No alert found No alert found Alkyl TA100, TA1535,TA98 TA1538 WP2uvrA CHL/IU(=
halide;Carboxyl (+59) Negative 59
o

i Negative//
acidPerflouroc Chinese
arbon hamster
derivatives:Sur lung cells
o
Anionic. Negative
No alert found No alert found Alkyl TA100.TA1535,TA98, TAI537WP2 uvrA CHL/U (= HepG2
halide: Carboxyl (59) Negative 59) Negative
ic Positive//C
acidPerflouroc hinese
arbon hamster
derivatives;Sur lung cells
s - (*89)
Anionic Positive

BEHE vito AREAERSR BESE BESHE nviod SRESHE BESE invito in vitro A% in vitro # {x:

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3
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R

in vivoZZZX REAAME
R
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&% CASRN

B Perfluorohexad 67905-19-5
ecanolc aci

38M  Perfluorooctad 16517-11-6
ecanoic aci

810 Perfluorodode 307-55-1

Perfluorodeca 335-76-2
noic aci

Perfluoronona 375-95-1
noic acid

9H- 76-21-1
Perfluoronona
noic acid

11-H- 1765-48-6
Perfluorounde
canoic acid

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

alerts by ISS

Perfluorooctan No alert found
oic acid

(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic

carcinogenicity

Perfluorooctan No alert found
oic aci

(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic

carcinogenicity

Perfluorooctan No alert found
oic acid

(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic

carcinogenicity

Perfluorooctan No alert found
oic aci

(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic

carcinogenicity

Perfluorooctan No alert found
oic acid

(PFOA)

(Nongenotox);

Structural

alert for

nongenotoxic

carcinogenicity

Perfluorooctan No alert found
oic aci

(PFOA)

(Nongenotox):

Structural

alert for

nongenotoxic
carcinogenicity

Perfluorooctan No alert found

nongenotoxic
carcinogenicity

DNA binding by OASIS

AN2AN2 >> Schiff base formation by aldehyde formed after

DNA binding by OECD

No alert found

metabolic activatiomAN2 >> 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
roup 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

ANZAN2 > Schiff base formation by aldehyde formed after o alert found
metabolic activation:AN2 >> Sehiff 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
fter 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

AN2AN2 >> Schif base formation by aldehyde formed after  No alert found
metabolic activatiomAN2 >> 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 No alert found
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

Oncologic

Classification

Alpha- and

Alpha- and
beta-

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

Alpha- and
beta-

Alpha- and

beta-
Haloether
Reactive
Functional
Groups

Alpha- and
beta-
Haloether

Reactive
Functional
Groups

No alert found Acylation:Acylation >> P450 Mediated Activation to Alpha- and

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

beta-
Hal

in vitro in vivo Organic
mutagenicity  mutagenicity _ functional
(Ames test)  (Micronucleus) groups
alerts by ISS  alerts by ISS

No alert found No alert found Alkyl

BESE vito EREAZRSR

TA100.TA1535,TA98, TA1537 WP2uvrA

BESE BESHE  invitod

vitro S i vitro T AUbERER

HRERBR V2>
7.

halide: Carboxyl (S9)Negative
acidPerflouroc
arbon
derivatives:Sur
nts

Anionic

No alert found No alert found Alkyl TAI00,TA1535,TA98,TA1637WP2uvrA(
halide:Carboxyl S9) Negative
io

i

acidPerflouroc

arbon

derivatives;Sur
o

Anionic

No alert found No alert found Alkyl TA98, TA100, TA1535,
halide: Carboxyl TA1538 TA1538;
e ‘TA98.TA100,WP2uvrA pkM101;
acidPerflouroc TA98 TA100 TA1535 TA1538 WP2ivrA
arbon (£59)Negative
derivatives;Sur

Anionic

TA98TAI00TA1535 TAI537.TAI538,
Carboxyl WP2 uvrA (:39) Negative//TA1535,
TAI537.TA9BTA100 (£89) Negative

No alert found No alert found Alkyl
hal

erflouroc

arbon

derivatives;Sur
o

Anionic

No alert found No alert found Alkyl TA98.TA100TA1535 TA1537.TA1538;
halide:Carboxyl TA98, TA100WP2uvr2 (+89) Negative

acidPerflouroc
arbon
derivatives;Sur

Anionic

No alert found No alert found Alkyl
halide: Carboxyl
ic
acidPerflouroc
arbon
derivatives:Sur
factants ~
Anionic

No alert found No alert found Alkyl
halide: Carboxyl

acidPerflouroc

arbon

derivatives:Sur
s

Anionic

—<
CHL/U(= Negative
59)

Negative

CHL/U Negative
Weakly

Positive

CHL/U (=
59)

Positive

HepG2
Negative

EREFEAS V79(£S9) TKeifiRE
AR Ne

Modest
a cytotoric
HepG24@H
Positive

BESE BESE  invito invitro & invitro #l BESE_ BESE BESE BESE OBESE
tro /M& vitro DNA  HPRTHUER ENIDNAS MM E RS vivo IMKEL vivo DNAME in vivo S8 in vivo 3E in vivo 3
3 R A ] B ] HEEE

Negative

Negative

V79(£59)
Negative

V79(£59) Herian SD
Negative FUhEH
1 ]

Negative

gative  Positive

Negative

REER WONAGRL AvhER
B
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&% CASRN  #&

Pentafluoropro 354-76-7

pionamide F

F—1—F

F—1—F

Heptafluorobut 662-50-0
yramide

HN
Perfluorooctan 423-54-1 F
amide
F——r
——
F——r
F——r
F——r
F——r
——
o
Nonafluoropen  13485-61-5
tanamide F
F— —F
F——F
HN o

Perfluoropenta 355-81-7
namide

Perfluorooctan 3492-23-7
edioic diamide

Octafluoroadip 355-66-8
amide

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

y (genotox anc

nongenotox)

alerts by ISS

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

DNA binding by OASIS

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

DNA binding by OECD

No alert found

No alert found

No alert found

No alert found

Oncologic in vitro in vivo
mutagenicity  mutagenicity

Classification (Ames test)  (Micronucleus) g

alerts by ISS  alerts by ISS
Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Acylation:Acylation >> P450 Mediated Activation to Not classified No alert found No alert found

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

No alert found

No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Organic BEHE vito AREAERSR BESE BESE
in vitro T
HRERBR V2>

74—

functional vitro 28,
oups

Alkyl
halide Haloacet
‘amide;Organic
amide and

derivatives

Alkyl
halide:Haloacet
‘amide;Organic.
amide and
thioamidePerfl
ourocarbon
derivatives

Alkyl
halide:Haloacet
‘amide;Organic
amide and

derivatives

Alkyl
halide:Haloacet
‘amide;Organic
amide and
thioamidePerfl
ourocarbon
derivatives

Alkyl
halide:Haloacet
‘amide;Organic
amide and

thioamidePerfl
ourocarbon

derivatives

Alkyl
halide:Haloacet
‘amide;Organic
amide and
thioamide;Perfl
ourocarbon
derivatives

Alkyl
halide:Haloacet
‘amide;Organic
amide an
thioamidePerfl
ourocarbon
derivatives

inviro 3 GEEHME EESE inviro invito T invito # EESE BESE EESE EESE BESE
AUREER  vitro /MK vitro DNA FEMIDNAR RIRZEIERHL vivo /MEER vivo DNA in vivo 2 in vivo X7 in vivo 3
L] S 3 B ® ® E

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R

kS
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£33 CASRN ¥ Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic |in vitro in vivo Organic BEHIE vitro AMERERSE  BESHIE BESME nvtod AEBIE BEABME invio invito A inviro fl_Bi% BEHE EESE mn-vx BEHIE invivoRR REAAME
¥ (genotox and Primary mutagenicity  mutagenicity _ functional yroRE nvito AMSUM vivo MK vivoDNA WPRTIEA TEMONA® IRTSAZA o VB e VAR I ehe B8 o T s BR
nongenotox) Classification  (Ames test)  (Micronucleus) groups HRAIG TR~ ® B m * RRREE BONAAR, Ao st
alerts by ISS alerts by ISS  alerts by ISS T B

N- 89932-74-1 F No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl

Methylperfluor halide;Haloacet

oheptanamide [ — ‘amide;Organic

n
derivatives

M Perfluoropenta 2706-91-4 No alert found No alert found ANZANZ 5> Schiff base formation by aldehyde formed after o alert found Not classified No alert found No alert found Alkyl

Ifonic metabolic activationAN2 >> Schiff base formation by aldehyde haiidePerflour
acid formed after metabolic activation >> Geminal Polyhaloalkane arbon
Derivatives;Radical Radical >> Radical mechanism via ROS derivatives:Sul

formation (indirect):Radical >> Radical mechanism via ROS fonic

formation (indirect) >> Geminal Polyhaloalkane acidSurfatan

Derivatives;SN2:SN2 >> Acylation involving a leaving group ts = Anionic

fter metabolic activation:SN2 >> Acylation involving a leaving

group after metabolic activation >> Geminal Polyhaloalkane

Derivatives;SN2 >> Nucleophilic substitution at sp3 carbor

atom after thiol (glutathione) conjugation:SN2 >> Nucleophilic

substitution at sp3 carbon atom after thiol (glutathione)

F—1—F conjugation >> Geminal Polyhaloalkane Derivatives

&M Perfluorono  68259-12-1 . No alert found No alert found ANZANZ 55 Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl
nane metabolic activationAN2 >> Schiff base formation by aldshyde haldPorfour
sulfonic acid Derivatives;Radical Radical >> Radical mechanism via ROS derwulwes Sul

formation (indirect):Radical >> Radical mechanism via ROS

formation (indirect) >> Geminal Polyhaloalkane acidSurtactan

Derivatives;SN2.SN2 > Acylation involving a leaving group ts - Anionic

sfter metebolic activation:SN2 >> Acylation involving a leaving

— roup after metabolic activation > Geminal Polyhaloalkane

Derivatives;SN2 >> Nucleophilic substitution at sp3 carbon

atom after thiol (glutathione) conjugationSN2 > Nucleophilic

substitution at sp3 carbon atom after thiol (glutathione)

conjugation >> Geminal Polyhaloalkane Derivatives

8 Perfluorodec 335-77-3 v No alert found No alert found AN2AN2 >> Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl
metabolic activation:AN2 >> Sehiff base formation by aldehyde halide:Perflour
formed after metabolic activation >> Geminal Polyhaloalkane arbon
Derivatives;RadicalRadical >> Radical mechanism via ROS derivatives:Sul
formation (indirect) Radical >> Radical mechanism via ROS fonic
formation (indirect) >> Geminal Polyhaloalkane acid;Surfactan
— Derivatives;SN2:SN2 >> Acylation involving a leaving group ts = Anionic
fter 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 5p3 carbon atom after thiol (glutathione)
conjugation >> Geminal Polyhaloalkane Derivatives

ane sulfonic
acid

BM  Perfluoroun 749786-16- No alert found No alert found ANZAN2 5> Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl
metabolic activation/AN2 >> Schiff base formation by aldehyde hakdePerior
decare formed after metabolic activation 5> Geminal Polyhaloalkan
sulforic acid Derivatives;Radical Radical >> Radical mechanism via ROS dereatvesiSu
— formation (indirect):Radical >> Radical mechanism via ROS
formation (indirect) >> Geminal Polyhaloalkane acidSurtactan
Derivatives:SN2:SN2 >> Acylation involving a leaving group ts - Anionic
after metabolic activation:SN2 >> Acylation involving a leaving
after metabolic activation >> Geminal Polyhaloalkane
Dervatives:SND 55 Nucieophi substtation a 559 carbon
atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic
substitution at sp3 carbon atom after thiol (glutathione)
e conjugation >> Geminal Polyhaloalkane Derivatives

810 Perfluorodo  79780-39-5 r No alert found No alert found AAN2:AN2 >> Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl
metabolic activation/AN2 >> Schiff base formation by aldehyde halidePerflour
formed after metabolic activation >> Geminal Polyhaloalkane arbon
Derivatives;Radical:Radical >> Radical mechanism via ROS
formation (indirect):Radical >> Radical mechanism via ROS
formation (indirect) >> Geminal Polyhaloalkane
1. 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

decane —
sulfonic acid

B0 Perfluorotrid 791563-89- No alert found No alert found AN2AN2 > Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl
lecane 8 - metabolic activation/AN2 >> Schiff base formation by aldehyde halide:Perflour

sulfonic acid N

formed after metabolic activation >> Geminal Polyhaloalkane ocarbon
Derivatives;Radical:Radical >> Radical mechanism via ROS derivatives;Sul
formation (indirect);Radical >> Radical mechanism via ROS
formation (indirect) >> Geminal Polyhaloalkane
Derivatives;SN2:SN2 >> Acylation involving a leaving group
e 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




X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox ar mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 24—

BM Ammonium  29081-56-9 - No alert found No alert found ANZAN2 > Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl
perfluorooctan metabolic activation/AN2 >> Schiff base formation by aldehyde halide;Perflour
esulfonate 2 " formed after metabolic activation >> Geminal Polyhaloalkane ocarbon

Derivatives;RadicalRadical >> Radical mechanism vi derivatives:Sul
b - formation (indirect);Radical >> Radical mechanism via ROS onic
- - formation (indirect) >> Geminal Polyhaloalkane acid:Surfactan
Derivatives;SN2:SN2 >> Acylation involving a leaving group ts - Anionic
2 v after metabolic activation:SN2 >> Acylation involving a leaving
roup after metabolic activation >> Geminal Polyhaloalkane
4 4 -, Derivatives;SN2 > Nucleophilic substitution at sp3 carbon
- - atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic
substitution at sp3 carbon atom after thiol (glutathione)
2 " conjugation >> Geminal Polyhaloalkane Derivatives

870 Perfluoronona 474511-07-4 No alert found No alert found AN2;AN2 >> Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl
nesulfonate metabolic activationAN2 >> Schiff base formation by aldehyde halide:Perflour

formed after metabolic activation >> Geminal Polyhaloalkane arbon
Derivatives;Radical Radical >> Radical mechanism via ROS derivatives:Sul
formation (indirect):Radical >> Radical mechanism via ROS fonic.
formation (indirect) >> Geminal Polyhaloalkane acidSurfactan

H1H-
Perfluoropropy
lamine.

TH1H
Heptafluorobut
viamine

H1H-

Perfluorohepty
lamine.

H1
Perfluorooctyl
amine

H1H-
Perfluorononyl

422-03-7

374-99-2

423-49-4

307-29-9

355-47-5

HN
.

e

——r

—

S -

——r

F——F
F——F
F——F

HN

-
F——F
F——F
F——F
F——F
F——F
F——F
F——F
F——F
v

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

Derivatives;SN2:SN2 >> Acylation involving a leaving group
fter 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

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

Nitrogen
Mustards
Functional
Groups

Nitrogen
Mustards
Reactive
Functional
Groups

Nitrogen
Mustards
Functional
Groups

Nitrogen
Mustards
Reactive
Functional
Groups

Nitrogen
Mustards
Functional
Groups

ts ~ Anionic

No alert found No alert found Aliphatic

primary:Alkyl
halide;Amine,
primary Perflo
urocarbon
derivatives

No alert found No alert found Aliphatic
amine,
primary;Alkyl

halide:Amine,

derivatives

No alert found No alert found Aliphatic

primary;Alkyl
halide;Amine,
primary Perflo
urocarbon
derivatives

No alert found No alert found Aliphatic

derivatives

No alert found No alert found Aliphatic

primary:Alkyl
halide;Amine,
primary Perflo
urocarbon
derivatives

invitro 3 GEESME EESE  in vitro
AYREEE vitro /ME vitro DNA  HPR'
L] SN

in vitro & in vitro # BE:
B EMONAS MISHEH vivo
3 i ®

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
B

in vivoZRRA
%!

ROAME

Bl



EX 3 CASRN ¥ Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

y (genotox anc
nongenotox)
alerts by ISS

TH1H- 355-34-0 No alert found No alert found

Perfluorohexyl
amine

355-27-1 No alert found No alert found

Perfluoropenty F
lamine.

THAH2H-  15290-77-4 (Poly)
Perfluorocyclo Halogenated
pentane Cycloalkanes
(Nongenotox);
F F Structural
alert for
F, nongenotoxic

.

-

Perfluoro-1,2- 306-98-9 (Poly)
dimethylcycloh Halogenated
exane

nongenotoxic:
carcinogenicity

Perfluoro-1,3- 335-27-3 (Poly)
dimethylcycloh Halogenated

nongenotoxic
carcinogenicity

Perfluoro-1,2- 2994-71-0 (Poly)
dimethylcyclob Halogenated
utane Cycloalkanes
(Nongenotox):
Structural
alert for
nongenotoxic:
carcinogenicity

Perfluorometh 355-02-2 (Poly)
Vieyclohexane Halogenated
Gycloalkanes
(Nongenotox):
Structural
alert for
nongenotoxic
carcinogenicity

carcinogenicity

Oncologic

Classification

Nitrogen
Mustards
Reactive
Functional
Groups

Nitrogen

Halogenated
Cycloalkane

Type
Compounds.

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Organic BEHE vito AREAERSR BESE BESE
functional vitro 28 in vitro ¥
oups. HRERBR V2>

74—

Aliphatic
amine,
primary;Alkyl
alide; Amine,
primary Perflo
urocarbon
derivatives

Aliphatic

derivatives

Alkyl TA1535, TA1537, TA98,TA100, WP2  human
halide:Cycloalk uvrA(=S9) Negative lymphocyte
anePerflouroc s (£50)
arbon Positive
derivatives

Alkyl TA1535, TA1537,TA98 TA100, Chinise

halide:Cycloalk WP2uwrA (59) Negative Hamster

anePerflouroc Lung Cells
b (*

arbon
derivatives S9Negativ
e

Alkyl TA1535TA1537, TA98, TAIOOWP2 (£ CHO (£
halide:Cycloalk S9)Negative S9)Negativ
anePerflouroc e

arbon

derivatives

Alkyl

halide;Cycloalk

anePerflouroc
b

arbon
derivatives

Alkyl
halide: Gycloalk
anePerflouroc
arbon
derivatives




&% CASRN  #&

Perfluorometh  1805-22-7
Vleyclopentane

Perfluoro-  374-76-5

135-
trimethyloyclo
hexane

2Perfluoro-2- 90999-87-4

propyDethanol
F
F
- 355-22-6
Perfluoropropy F
I=2-propanol

CH,
3(Perfluoro-2- 239463-96-8
butyl)propanol
R
OH
3 29819-73-6
(Perfluoroisopr
opypropanol
R
F—]—F
F
F—1—F
OH
Hexafluoro-2- 1515-14-6
methyl-2-
propanol F
F——F

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

y (genotox anc

nongenotox)

alerts by ISS

(Poly) No alert found
Halogenated

nongenotoxic
carcinogenicity

(Poly) No alert found
Halogenated

Cycloalkanes

(Nongenotox);

Structural

alert for

nongenotoxic:

carcinogenicity

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

DNA binding by OASIS

No alert found No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found No alert found

DNA binding by OECD

Oncologic

Classification

Not classified

Not classified

Not classified

Alpha- and
beta-

Haloether
Reactive
Functional
Groups

Not classified

Not classified

Alpha- and

beta
Haloether
Reactive
Functional
Groups

in vitro in vivo
mutagenicity  mutagenicity

(Ames test)  (Micronucleus) @

alerts by ISS  alerts by ISS
No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

Grganic EEHE o GREAERGE  BRAE EESE

functional vitro & in vitro T
ups HRAERR DRU

T4

Alkyl

halide;Cycloalk

ane;Perflouroc

arbon

derivatives

Alkyl
halide; Cycloalk
anePerflouroc

arbon
derivatives

Alcohol;Alkane,
ranched with
tertiary
carboniAlkyl
halide:Perflour
rbon

derivatives

AlcoholAlkane,
branched with
tertiary
carbonAlkyl
halide: Perflour
ocarbon
derivatives

AlcoholAlkane,
ranched with
tertiary
carboniAlkyl
halide: Perflour
rbon

derivatives

AlcoholAlkane,
branched with
tertiary
carbonAlkyl
halide: Perflour
ocarbon
derivatives

AlcoholAlkane,
branched with
tertiary
carbonAlkyl
halide: Perflour

derivatives

inviro 3 GEESME GEESBE  nviro invitro T invitro B
AURSER vitro /M vitro DNA
L] S

BESE EESHE
FEMADNAS Bl BEEEH vivo /MEEL vivo DNAJR
123 £l B L

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R

kS
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BEBE vito AR EALESE  BESME BESIE nvvod BEBIE BESE nvto  nvto & invivo fl BEBE_ BEBE BESE BESE_BESE 0 vioRA RHAL
¥ (genotox an Primary mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS RIS HERH vivo MEBL vivo DNARE in vivo 28 in vivo R invivo 3 ZR
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> ] S L3 £l B L HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 745 Bl

Nonafluoro-  2378-02-1 No alert found No alert found No alert found No alert found Alpha- and  No alert found No alert found AlcoholAlkane,

tert-butanol beta- branched with

Haloether rtian
Reactive carboniAlkyl
Functional haiide Perflour
ocarbon
derivatives
2-(aH- 2673-15-6 No alert found No alert found No alert found Acylation:Acylation > P450 Mediated Activation to Alpha- and o alert found |No alert found AlcoholAlkane,

Perfluorobutyl) Acyl Halides:Acylation >> P450 Mediated Activation beta- branched with

~2-propanol to Acyl Halides >> 1,1-Dihaloalkanes Haloether tertiary.

Reactive carbonAlkyl

Functional halide:Perflour

Groups arbon
derivatives

Methyl 355-17-9 No alert found No alert found No alert found No alert found Reactive No alert found No alert found Alkyl

heptafluoropro F Ketone halide;Ketone;

pylketone Reactive Perflourocarbo
Functional n derivatives
F—1—F Groups
F——F
me” o
thyl 2708-07-8 ; No alert found No alert found No alert found No alert found Roactive No alert found No alert found Alkyl
perfluoropentyl Ketone alide Kotone:
ketone Reactive Perflourocarbo
F——F Functional n derivatives
Groups
F—t—F
F—t—F
F—t—F
F—t—F
HC o

Methyl 4H-  93449-49-1 No alert found No alert found No alert found Acylation:Acylation >> P450 Mediated Activation to Reactive No alert found No alert found Alkyl

perfluorobutyl Acyl Halides:Acylation >> P450 Mediated Activation Ketone haiideKetone

ketone HC. to Acyl Halides >> 1,1-Dihaloalkanes Reactive Perflourocarbo
Functional n derivatives
Groups

+- 140834-64-6 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl

(Perfluorabutyl halide Ketone;

)-2-butanone Perflourocarbo

n derivatives
HC o
Methyl 374-41-4 No alert found No alert found No alert found No alert found Reactive No alert found No alert found  Alkyl
perfluoroethyl F Ketone haiideKetone
ketone Reactive Perflourocarbo
Functional n derivatives
Groups
F——7F—F
F——7a——F
HaC o)




Bl

£33 CASRN ¥ Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic |in vitro in vivo, Organic BEFME vitro ARRAZRABR  BEHIE BESE nvtod BEHME BEESE nvto  nvito A invito fl BEBNE_BEHE BESE BESE BESE 0 vivoRA RAAME
¥ (genotox an Primary mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AYNEUR vitro /M vitro DNA  HPRTEER EMDNAA TSHEEH vivo /MEBE vivo DNAIR in vivo 28 in vivo 52 invivo 3 2!
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 SN A ] B ] HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 74—% ®
Ethyl 383177-55-7 - No alert found No alert found No alert found No alert found Reactive No alert found No alert found  Alkyl
perfluoropenta Ketone halide Ketone;
nyl ketone Reactive Perflourocarbo
" " Functional n derivatives
Groups
F F
F F
F F
F F
°
aH,
Perfluoropropy 1623-05-8 Structural  No alert found No alert found No alert found Alpha=and  Noalert found No alert found Alkene TA97.TA98, TAT00TAI535, WP2 fuman
I trifluorovinyl F, F alert for beta— lymphocyte
ether nongenotoxic Halosther halide:Alkyl *
— carcinogenicity Roactive halide;Perflour S9)Negativ
Trichloro (or Functional arbon e
fluoro) Groups derivatives:Un
ethylene and saturated
Tetrachloro perhalogenate
(or fluoro) d carbon
ethylone derivatives
(Nongenotox)
Perfluorohept- 355-63-5 Structural  No alert found No alert found No alert found Halogenated  No alert found No alert found Alkene
1-ene alert for Linear moietyiAlkenyl
F F nongenotoxic Aliphatic. halide:Alkyl
carcinogenicity. Hydrocarbone halide;Perflour
Trichloro (or vpe ocarbon
fluoro) Gompounds derivatives:Un
ethylene and saturate:
Tetrachioro perhalogenate
(or fluoro) d carbon
ethylene derivatives
(Nongenotox)
Perfluorohex-  755-25-9 Structural  No alert found No alert found No alert found Halogenated  No alert found No alert found
T-ene alert for Linear
£ |nongenotoric Aliphati
carcinogenicity. Hydrocarbone
Trichioro (or Tye
fluoro) Compounds
ethylene and
F' Tetrachioro perhalogenate
(or fluoro) d cart
ethylene derivatives
(Nongenotox)
6H- 1767-04-8 Structural o alert found No alert found Acylation:Acylation >> P450 Mediated Activation to Halogenated  No alert found No alert found Alkene
Perfluorohex- alert for Acyl Halides:Acylation >> P450 Mediated Activation Linear moiety:Alkenyl
1-ene nongenotoxic to Acyl Halides >> 1.1-Dinaloalkanes Aliphatic. halide:Alky!
carcinogenicity. Hydrocarbone haiide:Perflour
Trichloro (or vpe ocarbon
F fluoro) Compounds. derivatives;Un
ethylene and saturate:
Tetrachioro perhalogenate
(or fluoro) d carbon
ethylene derivatives
(Nongenotox)
Perfluorooct- 559-14-8 Structural  No alert found No alert found No alert found Halogenated  No alert found No alert found Alkene
I-ene alert for Linear moiety:Alkenyl
F F Inongenotoxic Aliphatic halide;Alkyl
carcinogenicity. Hydrocarbone haiidePerflour
Trichloro (or voe
fluoro) Compounds derivatives:Un
ethylene and saturated
Tetrachioro perhalogenate
(or fluoro) d car
thylene derivatives
(Nongenotox)
Perfluoro-1-  36326-43-9 Structural  No alert found No alert found No alert found Halogenated  No alert found No alert found Alkene
decene alert for Linear moiety:Alkenyl
nongenotoxic Aliphatic. halide: Alkyl
carcinogenicity. Hydrocarbone haiide:Perflour
Trichloro (or vpe ocarbon
fluoro) Gompounds derivatives:Un
ethylene and saturates
Tetrachioro perhalogenate
(or fluoro) d carbon
ethylene derivatives
(Nongenotox)




X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

2H-Perfluoro- 920-66-1 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found AlcoholAlkane, TA1535, TA1537, TA1538, TA97,

2-propanol - branched with TA98, TAI00, WP2 UvrA (£
Haloether secondary  S9)Negative
F Reactive carbonAlkyl
Functional halide;Perflour
ups ocarbon
F F derivatives
F
OH
F
F

THIH3H-  382-31-0 No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found AlcoholAlkane,

Perfluorobutan beta- anched with

ol F Haloother secondary

Reactive carbonAlkyl
Functional halide:Perflour
F F Groups bon
derivatives
E
F
E
OH
2-lodo- 16083-64-0 - Aliphatio RadicalRadical >> ROS formation after GSH depletion  RadicalRadical 5> ROS formation after GSH depletion SNZ:SN2 >> SN2 at an sp3 Carbon atomSN2 5> Alpha-and  Aliphatic  Aliphatic  Alcohol:Alkane,
1h.1h.2h,30.3h halogens (indirect)Radical >> ROS formation after GSH depletion (indirect):Radical >> ROS formation after GSH depletion SN2 at an sp3 Carbon atom >> Aliphatic halides  beta- halogens halogen branched with
- (Genotox)Stru (indirect) >> Haloalcohols SN2.SN2 >> Alkylation by (indirect) >> Haloaloohols:SN2.SN2 >> Alkylation by epoxide Halosther secondary
perfluorodecan ctural alert for epoxide metabolically formed after E2 reaction:SN2 > metabolically formed after E2 reaction:SN2 >> Alkylation by Reactive carboniAlkyl
ol genotoxic  Alkylation by epoxide metabolically formed after E2  epoxide metabolically formed after E2 reaction >> Haloalcohols Functional halide;Perflour
carcinogenicity reaction > Haloalcohols Groups
derivatives
i- 375-14-4 No alert found No alert found No alert found No alert found Alpha=and o alert found No alert found Alcohol:Alkane,
Perfluoropropy F beta— ranched with
Tethanol Haloether secondary
Reactive carbonAlkyl
Functional halide:Perflour
Groups
derivatives
HaC OH
i- 374-40-3 No alert found No alert found No alert found No alert found Alpha-and  No alert found No alert found  AlcoholAlkane,
Pentafluoroeth beta- branched with
viethanol F Halosther secondary
Reactive carboniAlkyl
Functional halide;Perflour
Groups on
F F derivatives
F——F
HyC OH
H.IHIH2H- 914637-05-1 - No alert found No alert found No alert found No alert found Alpha-and o alert found No alert found Alcohol:Alkane,
Perfluoro-2- beta- anched with
heptanol Haloether secondary
F—t—F Reactive carboniAlkyl
Functional halidePerflour
Group ocarbon
" " derivatives
F—f—F
F—t—F
F—f—F
HC OH

(Perfluorobutyl 19430-93-4
Jethene

No alert found No alert found

No alert found No alert found

Halogenated
Linear
Aliphatic
Hydrocarbone

vpe
Gompounds.

No alert found No alert found Alkene

TA1535, TA1537, TA98 TAI00, WP2  Chinese  mouse
moietyAlkyl  (+59) Negative hamster  lymphoma
halide: Perflour Ovary
ocarbon (CHOX=  cells(£59)
derivatives 59) Negative

Negative

BESE EESE  invito

in vitro 3 =
vitro /Mg vitro DNA  HPR'
L] S

AR

in vitro < i vitro

B
SEMDNAS B BEEGHR vivo
L3 B B

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
e R i ivo T b o 2

REER WONAGRL AvhER
R

in vivoZZZX REAAME
%!

Bl



EX 3 CASRN ¥ Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

y (genotox anc

nongenotox)

alerts by ISS
1800-91-5 No alert found No alert found

16
Divinylperfluor

THIH2H-  21652-58-4
Perfluoro=1-
decene

4 678-65-9 No alert found No alert found

14
Divinyiperfluor

(Perfluorohept 25431-45-2 No alert found No alert found
Yethene

1
Divinyiperfluor
ooctane

Hexafluoroisop 13171-18-1 No alert found No alert found

ropyl methyl
ether

e
F F
F
(- 993-95-3 No alert found No alert found
Perfluoropropy F
D(1H1H-
perfluoroethy) 3 F
o
F F
F
F
F
3

No alert found No alert found

35192-44-0 No alert found No alert found

Oncologic in vitro. in vivo. Organic BEHE vito AREAERSR BESE BESE

rimary mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
Classification  (Ames test)  (Micronucleus) groups HERBHR YR~

alerts by IS alerts by ISS 745

Halogenated  No alert found No alert found Alkene TA1535, TA1537,TAS8TAI00, TAI02, peripheral  mouse
Linear moiety/Alkyl  WP2uvrA (£59) Negative uman  lymphoma
Aliphatic. halide;Perflour lymphocyte L5178Y
Hydrocarbone ocarbon s +59)
vpe derivatives S9)Negativ Negative
Gompounds e

Halogenated  No alert found No alert found Alkene
Linear

moiety:Alkyl
Aliphatic. halide: Perflour
Hydrocarbone

Type derivatives
Gompounds

Halogenated  No alert found No alert found Alkene

Linear moiety;Alkyl

Aliphatic halide: Perflour

Hydrocarbone ocarbon
derivatives

vpe
Compounds.

Halogenated  No alert found No alert found Alkene
Linear i

oiety:Alkyl
Aliphatic: halide Perflour
Hydrocarbone

Type derivatives

VP
Compounds

Halogenated  No alert found No alert found Alkene

Linear moiety;Alkyl
Aliphatic halide: Perflour
Hydrocarbone ocarbon
vpe derivatives
Compounds.
Alpha-and  No alert found No alert found Alkane, ‘TA1535, TAT00; all common straines
beta- branched with used in Ames assay (S9) Negative
Haloether secondary
Reactive carbonAlkyl
Functional halideEther
e ety Perflou
rbon
derivatives

Alpha-and  No alert found No alert found Alkane,

beta- branched with
Haloether secondary
Reactive carbonAlkyl
Functional halide:Ether
Groups moiety,Perflou
rocarbon
derivatives

invitro 3 GEESME EESE  in vitro
vitro /Mg vitro DNA  HPR'
L] S

=

EHE_EESE
/MEE vivo DNAHR
®

i!tﬁ%ge BEHE BESE
HREHR gagﬁmsmz AurEB

FIE invivo 3

in vivoZZZX REAAME
R
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BEBE vito AR EALESE  BESME BESIE nvvod BEBIE BESE nvto  nvto & invivo fl BEBE_ BEBE BESE BESE_BESE 0 vioRA RHAL
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS RIS HERH vivo MEBL vivo DNARE in vivo 28 in vivo R invivo 3 ZR
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 S L3 £l B L HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 745 Bl

Ethyl2H-  380-34-7 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found Alkane,

perfluoropropyl beta- branched with

ether Haloether seconda

3 Reactive carbonAlkyl

Functional haiideEther

F F moiety:Perflou
rocarbon
F derivatives
F
o
) r
HC

Difluoromethy! 56860-85-6 No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found Alkane,

2He bota- branched with

perfluoropropyl E Halosther secondary

ether Reactive carbonAlkyl

Functional halide;Ether

F F Groups moiety:Perflou
rocarbon
F. derivatives
F
o]
F
F F

THIHZH-  1000-28-8 - No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found Alkane,

Perfluorodipro beta- branched with

Pyl ether Haloether secondary

F F Reactive carbonAlkyl
Functional halide Ether
F F Groups moiety:Perflou
rocarbon
derivatives
o
F F
F
F
v
s
Sevoflurane  28523-86-6 No alert found No alert found No alert found SNI:SNT >> Carbenium lon Formatiom:SNT >> Alpha=and  No alert found No alert found Alkane,
Carbenium lon Formation >> Alpha halo ethers  beta~ branched with
(including alpha halo thicethers) Haloother secondary
F Reactive carbonAlkyl
Functional halide;Ether
Groups moiety.Perflou
F F rocarbon
derivatives
F
o
F
F
F
Trichloro((perfl 78560-45-9 o No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl TA1535, TA1537, TA8.TAI00, TAT02 Chinese  mouse
uorohexylethy i halide;Perflour (+59) Negative hamster  lymphoma
Dsilane a—si—al ocarbon ung L5178Y
derivatives:Sila fibroblasts(_ cells (£59)
ne VI9) (£ Negative
)
R . Negative
F 3
P
F 3
F 7
F F
-
Dichloromethyl 73609-36-6 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
((perfluorohex halide:Perflour
WethyDsilane P ocarbon
derivatives:Sila
F—F ne
F F
F F
F 3
F F
oy
on,
Trimethylsityl  68734-62-3 - No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
perfluorobutan halide;Perflour
esulfonate ocarbon
r a derivatives;Sila
F F
F F
v
we |
\ -
He N\
oH,




&% CASRN  #&

2 74612-30-9
(Perfluorooctyl
Jethyldimethyl

chlorosilane

(Heptafluoropr 3834-42-2
s

opyDtrimethyls F

ilane
F——F
F——F
F—— —F

HiC—Si —CHj

CHy
2H- 564-10-3
Perfluoroisobu
tyric ac
o F
3
HO
v
F F
F
S-(Perfluoro- 230463-95-7
H
butypropanoi F
F- F
F- F
F- o
F- F
OH

Perfluoro-3,7- 172155-07-6
dimethyloctan

202H- 17327-33-2

propyDacetic
acid

44- 243139-62-0
bis(Trifluorom

ethy)-4-

fluoropropanoi

o acid F

oH

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

y (genotox anc
nongenotox)
alerts by ISS

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

DNA binding by OASIS

No alert found No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found No alert found

DNA binding by OECD

Oncologic in vitro in vivo
mutagenicity  mutagenicity

Classification  (Ames test
alerts by ISS  alerts by ISS

Not classified No alert found No alert found Alkyl

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Alpha-and  No alert found No alert found
beta

Haloether

Reactive

Functional

Groups

Not classified No alert found No alert found

(Micronucleus) gr

Organic BEHE vito AREAERSR BESE BESE
functional vitro 28 in vitro ¥
oups. HRERBR V2>

74—

halide:Perflour
be

ocarbon
derivatives;Sila
ne

Alkyl
halide: Perflour
arbon

derivatives:Sila

Alkane,
ranched with
halide: Carboxyl
acidPerflouroc

arbon
derivatives

Alkane,
branched with

tertiary
carbonAlkyl
halide: Carboxyl
ic
acidPerflouroc
arbon
derivatives

Alkane,
branched with
tertiary
carbonAlkyl
halide: Carboxyl

acid;Perflouroc

arbon
derivatives

Alkane,
branched with
tertiary
carbonAlkyl
halide:Carboxyl

ic
acidPerflouroc
arbon
derivatives

Not classified No alert found No alert found Alkane,

branched with
tertiary
carbonAlkyl

halide: Carboxyl

acidPerflouroc
arbe

derivatives

invitro 3 RESE BESE

AurEB

vitro /M vitro DNA
L] S

in vitro

in vitro A% in vitro #l MRS BESE

SEMDNAS e EEH vivo /
123 B B

BESE BESE BESE
ISR vivo DNAZR in vivo S48 in vivo 5 in vivo 3
L HREHER WONAGRL *vhEtB

B

in vivoZZZX REAAME
R

kS



X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic EESTE viro AMEAZRABR  BEBE BEBE
¥ (genots mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 74—%

IHAH3H-  6401-02-1 Alkyl (G<5) or | SN2:SN2 >> Alkylation, nucleophilic substitution at sp3- SN2:SN2 >> Alkylation, nucleophilic substitution at spd-carbon  Acylation:Acylation >> P450 Mediated Activation to ot classified | Alkyl (G<5) or Alkyl (G<5) or Alkyl

Perfuropropy F ez ester of arbon atomSN2 >> Allation,rucloptic substtution atomSN2 5> Alyation, nucleaphic subtitution st <53-carbon Aoy HaldesiAcation > PAS0 Medisted Activaton ez ester of benzy| ester of hldePerflour

It sulphonic or  at sp3-carbon atom >> Sulfonates and Sulfates m >> Sulfonates and Sulfat to Acyl Halides >> 1.1-Dinaloalkanes sulphonic or  sulphonic or  ocarb
phosphonic ohosononie.  ohosphonie.  derwatives:Sul
aci acid acid fonate ester
(Genotox):Stru
ctural alert for
genotoxic.
carcinogenicity.

F F
F F
3H3H- 6401-00-9 - Alkyl (C<5) or | SN2:SN2 >> Alkylation, nucleophilic substitution at sp3= SN2:SN2 >> Alkylation, nucleophilic substitution at sp3-carbon No alert found Not classified Alkyl (G<5) or_Alkyl (G<5) or Alkyl
Perfluoropropy benzyl ester of carbon atom;SN2 >> Alkylation, nucleophilic substitution atom;:SN2 >> Alkylation, nucleophilic substitution at sp3-carbor enzyl ester of benzyl ester of halide;Perflour
I triflate sulphonic o at sp3-carbon atom >> Sulfonates and Sulfates atom >> Sulfonates and Sufates sulphonic o sulphonic or  ocarbon
F F phosphonic phosphonic  phosphonic  derivatives:Sul
aci acid acid fonate ester
—— (Genotox)Stru
O==8==0 ctural alert for
genotoxic
o carcinogenicity.

220 79963-95-4 - Alkyl (G<5) orNo alert found No alert found No alert found Not classified  Alkyl (G<5) or Alkyl (G<5) or | Alkyl
Trifluoroethyl benzyl ester o benzyl ester of benzyl ester of halidePerflour
perfluorobutan - - sulphonic or sulphonic o sulphonic or  ocarbon
esulfonate phosphonic phosphonic  phosphonic  derivatives;Sul

JE acid acid acid onate ester
(Genotox):Stru
- - ctural alert for
genotoxic,
3 r carcinogenicity.
o
o
£
TH.1H- 6401-01-0 - Alkyl (G<5) or | SN2:SN2 >> Alkylation. nucleophilic substitution at sp3~ SN2:SN2 >> Alkylation, nucleophilic substitution at sp3-carbon No alert found Not classified Alkyl (G<5) or_Alkyl (C<5) or_ Alkyl
Heptafluorobut benzyl ester of carbon atom;SN2 >> Alkylation, nucleophilic substitution atom:SN2 >> Alkylation, nucleophilic substitution at sp3-carbor enzy ester of benzyl ester of h
VI triflate sulphonic or at sp3-carbon atom >> Sulfonates and Sulfates atom >> Sulfonates and Sulfates sulphonic o sulphonic or  ocarbon
" " phosphonic phosphonic  phosphonic  derivatives;Sul
aci acid acid fonate ester
(Genotox)Stru
ctural alert for
enotoxic
carcinogenicity
H1H- 883499-32-9 . Alkyl (G<5) or No alert found No alert found No alert found Not classified  Alkyl (G<5) or  Alkyl (G<5) or | Alkyl
Perfluorobutyl benzyl ester of ez eater o eyl et of ke Pecfoor
perfluorobutan - 3 sulphonic or sulphonic or  sulphonic or
esulfonate - - phosphonic ohosshoric. phosphoric.  dervatves:Sul
acid acid acid onate ester
s - (Genotox):Stru
ctural alert for
- " genotoxic.
carcinogenicity.
1.222-  354-87-0 No alert found No alert found ANZAN2 > Schiff base formation by aldehyde formed after  No alert found Not classified No alert found No alert found Alkyl Positive(NIHS)
pentafluoroeth F metabolic activation/AN2 >> Schiff base formation by aldehyde haiide:Perflour

anesulfonylfiuo
ride

Perfluorobutan 375-72-4
esulfonyl
fluoride

in vi EHE BT
43 ;MDNAS MR EEs vwo lNiS( vivo DNA#E m vivo | &e in i
L]

formed after metabolic activation >> Geminal Polyhaloalkane
Derivatives;Radical:Radical >> Radical mechanism via ROS
formation (indirect);Radical >> Radical mechanism via ROS

E)

ocarbor
derivatives;Sul

fony halide
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
F— F Derivatives:SN2 > Nucleophilic substitution at sp3 carbon
atom after thiol (glutathione) conjugation:SN2 > Nucleophilic
substitution at sp3 carbon atom after thiol (glutathione)
F F conjugation >> Geminal Polyhaloalkane Derivatives:SN2 >> SN2
at sulfur atom:SN2 >> SN2 at sulfur atom >> Sulfonyl Halides
F
No alert found No alert found SN2:SN2 >> SN2 attack on sulfur atom;SN2 > SN2 attack on o alert found Not classified No alert found No alert found Alkyl TA1535, TA1537,TA98,TAI00, human
T suifur atom > Sulfonyl Halides halide;Perfiour WP2uwrA/pKM101 (£59) Negative  lymphooyte
ocarbon (:
derivatives;Sul Negative
Fony halide
F—1—F
F—1—F
F—1—F
F—1—F
F

kS



&%

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vitro AREAZRSAR  EESME BESHE nvivod SEESHE BESME  invito invito T in vitro #l B BESE BESE EESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥ 8 vitro /ME vitro DNA  HPRTHUE EMDNAZ MHEMR vivo in vivo 268 in vivo 5 in vive 3
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> 3 SHY L3 B B HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 745 Bl

Perfluoroostan 307-35-7 No alert found No alert found SN2:SN2 5> SN2 attack on sulfur atom;SN2 >> SN2 attack on  No alert found Not classified No alert found No alert found Alkyl TA9BTA100 (59) Negative

esulfonyl sulfur atom > Sulfonyl Halides halide;Perflour

fluoride ocarbon

derivatives:Sul
L fony! halide
F—t—r
F—t—r
F——r
P

Perfluoro-1-  2991-84-6 No alert found No alert found SN2:SN2 >> SN2 attack on sulfur atom:SN2 5> SN2 attack on o alert found Not classified No alert found No alert found Alkyl

butanesuifony| ) sulfur atom > Sulfonyl Halides halide;Perflour

chloride ocarbon

derivatives:Sul
fonyl halide

Perfluoro-1-  423-60-9 Y No alert found No alert found SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on  No alert found Not classified No alert found No alert found Alkyl

octanesulfony! sulfur atom >> Sulfonyl Halides halide;Perflour
chloride ocarbon
derivatives:Sul
L fonyl halide
F—t—r
F—t—r
———
THIHBH8H- 90177-96-1 No alert found No alert found No alert found No alert found Alpha=and  No alert found No alert found Alcohol:Alkyl
Perflu beta- halide:Dihydrox
e-1.8-dio Halosther v
Reactive derivatives:Per
Functional flourocarbon
Groups derivatives
Hexafluoroamy 376-90-9 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found  Alcohol:Alkyl
lene glycol beta- halide Dinydrox
Haloether v
Reactive derivativesPer
Functional flourocarbon
Groups derivatives
1H.1H.10H,10H 754-96-1 No alert found No alert found No alert found No alert found Alpha=and o alert found No alert found AlcoholAlkyl
- beta- halide:Dihydrox
Perfluorodeca Haloother M
ne-1,10-diol Reactive derivatives:Per
Functional flourocarbon
Groups derivatives
1H.IHGH6H- 355-74-8 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found AlcoholAlkyl
Perfluoro-1.6- beta- halide:Dinydrox
hexanediol Halosther v
Reactive derivatives:Per
Functional flourocarbon
Groups derivatives




&% CASRN  #&

1H-Perfluoro- 422-63-9
11-

propanediol

Perfluorooctan 754-91-6
esulfonamide

N- 4151-50-2
Ethylperfluoro

sulfonamide

N- 31506-32-8
Methylperfluor
ooctanesulfona

mide

Perfluorohexan 41997-13-1
esulfonamide

78693-85-3
oxy)propan—1-
of -
o
1H1H- 147492-57-7
Perfluoro-
369~
trioxadecan-
1-0l
-
-
F
oH

F——r
F—t—r
F——r

F—f—r

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS
y (genotox anc

nongenotox)

alerts by ISS

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

DNA binding by OASIS

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

DNA binding by OECD

No alert found

No alert found

No alert found

No alert found

No alert found

SNT;SNT 5> Garbenium fon Formation:SNT >>
Carbenium lon Formation >> Alpha halo ethers
(including alpha halo thioethers)

No alert found

Oncologic in vitro in vivo
mutagenicity  mutagenicity

Classification  (Ames test)
alerts by ISS  alerts by ISS

Alpha-and  No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Not classified No alert found No alert found

Alpha=2nd  No alert found H-acceptor—
beta~ athd-H-
Haloether acceptor

Reactive
Functional
Groups

Alpha-and  No alert found H-acceptor—
beta- path3-H-
Haloether acceptor
Reactive

Functional

Groups

(Micronucleus) gr

Organic BEHE vito AREAERSR

functional

EESE EESE

vitro & in vitro T

HRARE DRI
T4

‘Alcohol;Alkyl

halide;Dihydrox

i

v
derivatives:Per
flourocarbon
derivatives

Alkyl
halide: Perflour
arbon

derivatives;Sul
fonamide

Alkyl
halide:Perflour
arbon

ocarbor
derivatives;Sul
fonamide

Alkyl
halide: Perflour
arbon

derivatives;Sul
fonamide

Alkyl
halide:Perflour
arbon

ocarbor
derivatives;Sul
fonamide

AlcoholAlkyl
halideEther
moiety,Perflou

derivatives

AlcoholAlkyl
halide;Ether
moiety,Perflou
rocarbon
derivatives

invitro 3 GEESME EESE  in vitro
AYREEE vitro /ME vitro DNA  HPR'
L] S

invitro & invitro #l BESE_ BESE BESE BESE OBESE

SEMDNAS B BEEEHR vivo /MEEL vivo DNASR in vivo 248 in vivo R in vivo 3

A £l B ] HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R

Bl



X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS slerts by ISS  alerts by ISS 745

2 26537-88-2 No alert found No alert found No alert found SNI:SNT >> Garbenium lon Formation:SNT > Alpha- and  No alert found  H-acceptor-  AlcoholAlkyl

(Perfluoroprop Garbenium lon Formation >> Alpha halo ethers - pathd-H-  halide:Ether

oxy)-TH,1H- (including alpha halo thioethers) Haloether acceptor  moietyPerflou

perfluoropropa F Reactive arbon

nol Functional derivatives

F F ups
WO
14548-74-4 No alert found No alert found No alert found SNI;SNI 5> Carbenium lon Formation'SN1 >>  Alpha=and  No alert found H-acceptor—  Aloohol:Alkyl
- Carbenium lon Formation >> Alpha halo ethers  beta~ atha-H-  halide;Ether
(including alpha halo thicethers) Haloether acceptor  moietyiPerflou
Reactive rocarbon
Functional derivatives
. Groups
Perfluoroisohe 355-04-4 No alert found No alert found No alert found No alert found Halogenated o alert found No alert found Alkane TA1535, TA1537, TA9BTAI00, WP2  Chinese
xane Linear branched with (not specified) Negative amster
Aliphatic. tertiary var
Hydrocarbone carbonAlkyl (GHO) (%
pe haiidePerflour 9)
Gompounds Negative
derivatives

Perfluoro-2.3- 354-96-1 No alert found No alert found No alert found No alert found Halogenated o alert found No alert found Alkane,

dimethylbutan Linear

e F Aliphatic

F Hydrocarbone
Type
— F Compounds
F derivatives
F F
F | F
L N -
2-(2- 99324-96-6 Aliphatio No alert found No alert found SN2:SN2 5> SN2 at an sp3 Carbon atom:SN2 >> | Halogenated  Aliphatic | Aliphatic | Alkane,
TodoethyDperfl halogens SN2 at an sp3 Carbon atom >> Aliphatic halides  Linear halogens halogen branched with
uoropropane (Genotox):Stru Aliphatic tertiary
F ctural alert for Hydrocarbone carbonAlkyl
genotoxic. Voo haiidePerflour
carcinogenicity. Gompounds. on
F—T—F derivatives
_/__ i
! —tF
F
- 30320-28-6 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkane,
Perfluoro(2- F Linear branched with
methylpentane Aliphatic tertiary
) Hydrocarbone carbonAlkyl
F—T—F Type halide;Perflour
Compounds ocarbon
derivatives
F F
F F
F F
B 4,8-Dioxa- 919005-14- No alert found No alert found No alert found SNI:SNT >> Garbenium fon Formation:SNI > Alpha- and  No alert found  H-acceptor  Alkyl TA1535, TA1537, TA98.TAT00, ERULSER
3H- a Carbenium lon Formation >> Alpha halo ethers ~ beta- pathd-H-  halide:Carboxyl WP2uvrA(S9) Negative (59
. (including alpha halo thioethers) Haloether scceptor  ic acidEther False
perfluorono  958445-44- . Reactive moietyPerflou Positive
nanoic acid & Functional rocarbon
Groups derivatives

invito D BEHNE AEHE nvito
AYRSU  vitro /MK vitro DNA  HPR
£ SHY

V79(£59)
Negative

in vitro A% in vitro #l MRS BESE
FEMADNAS Bl BEEEH vivo /MEEL vivo DNAJR
L3 £l B ]

NMRI BRT

Negative

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
B

Wistargwh
AR EE)

Negative

in vivoZZZX REAAME
R

Bl



&% CASRN

81 Ammoniu  62037-80-
m 3
perfluoro-

2-methyl-

oxahexano

ate

8 bis(2333-
tetrafluoro-2-
(trifluoromethy
Dpropanoicacid
Tootafluorobut
ane-14-
diylester

NO_CAS

Methyl 333~ 360-54-3
trifluoro-2-
(trifluoromethy
Dpropionate

Methyl 680-05-7
tetrafluoro-:
(trifluoromethy
Dpropionate.

Perfluorobutyr 375-02-0
aldehyde

5H- 2648-47-7
Perfluoropenta
nal

Perfluorohexan 754-79-0
al

R

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS

alerts by ISS
No alert found No alert found AAN2AN2 >> Schiff base formation by aldehyde formed after
metabolic activationAN2 >> 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
roup after metabolic activation >> Geminal Polyhaloalkane
e 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 No alert found AAN2/AN2 5> Schiff base formation by aldehyde formed after
metabolic activation/AN2 >> Schif base formation by aldehyde

formed after metabolic activation >> Geminal Polyhaloalkane

Derivatives;SN2:SN2 >> Acylation involving a leaving group
fter 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 No alert found No alert found

F
F F
F
o
F
F
o
H,C <
No alert found No alert found No alert found
¥
" o—cH,
P
l o

Simple No alert found No alert found
aldehyde

(Genotox):Stru

ctural alert for

genotoxic

carcinogenicity

Simple No alert found No alert found
aldehyde

(Genotox):Stru

ctural alert for

genotoxic
carcinogenicity

Simple No alert found No alert found
aldehyde

(Genotox):Stru

ctural alert for

genotoxic

carcinogenicity

DNA binding by OECD Oncologic in vitro in vivo
mutagenicity  mutagenicity
Classification  (Ames test)

alerts by ISS  alerts by ISS

Org:
functional

(Micronucleus) groups

No alert found Alpha-and  No alert found H-acceptor-  Alkyl
beta- pathd-H-  halide;Carboxyl
Haloether acceptor ic acidEthe
Reactive moiety,Perflou
Functional rocarbon

ups derivatives

No alert found Alpha=2nd  No alert found No alert found Alkane,
beta- ranched witt
Haloether
Reactive
Functional
Group:

No alert found

derivatives

Not classified No alert found No alert found Alkane,

branched with
tertiary
carbonAlkyl

halide: Carboxyl
esterPerflouro

carbon
derivatives

No alert found Alpha-and  No alert found No alert found Alkane,

beta- branched with

Haloether

Reactive

Functional

Group:

derivatives

‘Schiff base formers:Schiff base formers >> Direct  Aldehyde Type Simple Simple Aldehyde:Alkyl
Acting Schiff Base Formers:Schiff base formers >> Compounds  aldehyde aldehyde halide: Perflour
Direct Acting Schiff Base Formers >> Mono on
aldehydes derivatives
AcylationAcylation >> P450 Mediated Activation to Aldehyde Type Simple Simpl Aldehyde:Alkyl
Acyl Halides:Acylation >> P450 Mediated Activation Compounds  aldehyde aldehyde halide Perflour
to Acyl Halides >> 1,1-Dihaloalkanes:Schiff base
formers;Schiff base formers >> Direct Acting Schiff derivatives
Base Formers:Schiff base formers >> Direct Acting
Schiff Base Formers >> Mono aldehydes
‘Schiff base formers:Schiff base formers >> Direct  Aldehyde Type Simple Simple Aldehyde:Alkyl
Acting Schiff Base Formers;Schiff base formers >> Compounds  aldehyde aldehyde

Direct Acting Schiff Base Formers >> Mono
aldehydes

halide: Perflour
rbon

derivatives

BEHE vito AREAERSR

in vitro A% in vitro #l B {m ! BES EESE BESE EESE

BESE BESHE nviod SRESHE BESE invito 33 33 F3
SEMDNAS B BEEEHR vivo /MEEL vivo DNASR in vivo 248 in vivo R in vivo 3
L3 £l B ] E

vitro 2 invitro T AUREUER vitro /M vitro DNA HPR
HERBHR YR~ L] YRS
24—

CHOMRY  L5178Y/TK <92 B YA B Sk
S9(- +£89) B B Negative
)Negative, Negative Negative Negative

S9(+)Positi

HREHER WONAGRL *vhEtB
R

in vivoZRRA
%!

ROAME




X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

TH.1H- 1765-92-0 Epoxides and | SN2:SN2 > Alkylation, direct acting epoxides and SN2:SN2 5> Alkylation, direct acting epoxides and related:SN2 | SNZSN2 > Direct Acting Epoxides and Epoxide Epoxides and  Epoxides and  Alkyl

mmn..mm aziridines related:SN2 >> Alkylation, direct acting epoxides and > Alkylation, direct acting epoxides and related >> Epoxides,  related:SN2 > Direct Acting Epoxides and related Reactive aziridines  aziridines  halide;Epoxide;

Ve (Genotox)Stru related >> Epoxides, Azirdines, Thiranes and Oxetanes  Aziridines, Thirranes and Oxetanes > Epoxides Functional Peraurocarbo
ctural alert f Groups
genotoxic, GervativesSat
carcinogenicity. urated

heterocyclic
fragment

3- 38565-52-5 Epoxides and | SN2:SN2 > Alkylation, direct acting epoxides and SN2:SN2 5> Alkylation, direct acting epoxides and related:SN2 | SN2:SN2 > Direct Acting Epoxides a Epoxide Epoxides and  Epoxides and  Alkyl

(Perfluorohexy arvidnos. . relatediSN2 55 Alylation, dect acting epexides and |55 Alkylaton drect acting apoxes and relatod 5> Eponides,  relatediSN2 >3 Drect Actng Eporides drelated |Gossie  |aovnes - aednes halide;Epoxide;

)-1.2- (Genotox):Stru related >> Epoxides, Aziridines, Thiranes and Oxetanes | Aziridines, Thiranes and Oxetanes >> Epoxides Functional Perflourocarbo

epoxypropane cturaldrt for Groups n

enotoni derivatives:Sat
cereinogenicty
heterocyclic
fragment

3- 38565-53-6 Epoxides and | SN2:SN2 > Alkylation, direct acting epoxides and SN2:SN2 5> Alkylation, direct acting epoxides and related:SN2 | SNZSN2 > Direct Acting Epoxides and Epoxide Epoxides and  Epoxides and  Alkyl

(Perfluoroosty! related:SN2 > Alkylation, direct acting epoxides and  >> Alkylation, direct acting epoxides and related >> Epoxides, related:SN2 >> Direct Acting Epoxides and related | Reactive aziridines aziridines  halide:Epoxide

>12- (Genotox):Stru related >> Epoxides, Azirdines, Thiranes and Oxetanes  Aziridines, Thirranes and Oxetanes >> Epoxides Functional Perflourocarbo

propenoxide ctural alert f Groups n
genotoxic, derivatives:Sat
carcinogenicity. urated

heterocyclic
fragment

3-(Perfluoro-  125070-33-4 - No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor~  AlooholAlkane,

2- athd-H-  branched with

butyDpropane~ acceptor  secondary

1,2=diol F——F carbonAlky

halide:Dihydrox
F—1—F ¥
derivatives:Per
flourocarbon
I derivatives
HO.
HO'

3-(Perfluoro- 1992-91-2 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor  Alcohol:Alkane,

1-propy)-1.2- F pathd-H-  branched with

propanediol acoeptor  secondary

arbonAlkyl
i i hxhde Dinydrox
F——F Seratiesier
flourocarbon
derivatives
F——F
HO.
HO'

i- 94159-84-9 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor~  AlooholAlkane,

(Perfluorofiuor athd- branched with

ooctylpropane acceptor  secondary

-23-diol caboniAly!

haiide:Dihydrox
v
derivatives:Per
flourocarbon
derivatives

222- 6226-25-1 Alkyl (G<5) or | SN2:SN2 > Alkylation, nucleophilic substitution at sp3- SN2:SN2 >> Alkylation, nucleophilic substitution at sp3-carbon No alert found Not classified  Alkyl (G<5) or Alkyl (G<5) or | Alkyl TA98.TA1537, WP2 UvrA(£59)

Trifluoroethyl F ez astar cfjowbon stomSN2 >> Alation,nuclecohilcsbtiution stom SN2 3> Akfation, rucacohi wbtittion st sd-caon benzyl ester of benzyl ester of halide:Sulfonat Negative, TA1535(=59)

triflate sulphonic or at spd-carbon atom >> Sulfonates and Sulfates atom > Sulfonates and Sufats sulphonic or  sulphonic or Positive, TA100 (+S9)Negative, (-59)

phosphonic
acid
(Genotox):Stru
ctural alert for
genotoxic
carcinogenicity

phosphonic  phosphonic Positive//Positive(NIHS)

acid acid

nvitro =
AR

EESE EESE  in vitro
vitro /Mg vitro DNA  HPR'
L] YRS

invitro & invitro #l BESE_ BESE BESE BESE OBESE
;MDNAS B i MR vivo DNAJA in vivo 48 in vivo 7R3 in vivo 3
L]

HRFHER WDNABRL AvhsER
B

in vivoZZZX REAAME
%!

Bl



&% CASRN  #&
22 74427-22-8
Difluoroethyl
triflate

I3

Trifluoromethy 3582-05-6

trifluorometha
nesulfonate

[2- 85857-16-5
(Perfluorohexy
DethylJtrimeth

ysilane

Triethoxy(perf 51851-37-7
luorohexyl)et
Ysilane

Dimethoxymet 85857-17-6
hyl((perfluoroh
exyethylsilan

Perfluorobutan 336-59-4
oic anhydride

2H- 337-83-7
Perfluoropropa
noic anhydride

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

alerts by ISS

Alkyl (C<5) or_|Radical:Radical >> ROS formation after GSH

benzyl ester of depletion;Radical >> ROS formation after GSH depletion
minal

DNA binding by OASIS

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal

sulphonic or > Ger
phosphonic  Acylation involving a leaving group after metabolic
acid activation;SN2 >> Acylation involving a leaving group
(Genotox):Stru after metabolic activation >> Geminal Polyhaloalkane
ctural alert for Derivatives:SN2 >> Alkylation, nucleophilic substitution
genotoxic at sp3-carbon atom;SN2 >> Alkylation, nucleophilic
carcinogenicity 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

Alkyl (C<5) or |SN2:SN2 >> Alkylation, nucleophilic substitution at sp3- | SN2:SN2 > Alkylation, nucleophilic substitution at sp3-carbon N alert found
‘atom;SN2 >> Alkylation, nucleophilic substitution at sp3-carbon

benzy ester of carbon atom;SN2 > Alkylation, nucleophilic substitution
sulphonic or at sp3-carbon atom >> Sulfonates and Sulfates
phosphonic

aci

(Genotox):Stru

ctural alert for

genotoxic.
carcinogenicity

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

>> Acylation involving a
leaving group after metabolic activation;SN2 >> Acylation
involving 2 leaving group after metabolic activation >> Geminal
Polyhaloalkane Derivatives:SN2 >> Alkylation, nucleophilic

o
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

atom >> Sulfonates and Sulfates

No alert found

No alert found

No alert found

No alert found

No alert found

DNA binding by OECD Oncologic

Classification
Acylation Acylation >> P450 Mediated Activation to Not classified

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

Not classified

No alert found

Not classified

No alert found

Not classified

No alert found

Not classified

No alert found Not classified

BEHE vito AREAERSR BESE BESE

vitro 28 in vitro ¥

HRERBR V2>
74—

in vitro in vivo Organic
mutagenicity  mutagenicity _ functional
(Ames test)  (Micronucleus) groups

alerts by ISS  alerts by ISS

Alkyl (C<5) or | Alkyl (G<5) or_ Alkyl

benzyl ester of benzyl ester of halide;Sulfonat
sulphonic or  sulphonic or

phosphonic  phosphonic

acid acid

Alkyl (C<5) or | Alkyl (G<5) or_ Alkyl
enzyl ester of benzyl ester of halide;Sulfonat
sulphonic or  sulphonic or & ester
phosphonic  phosphonic

acid acid

No alert found No alert found  Alkoxysilane;Al TA1535, TA1537, TA98,TA100, TA102
oyl (£89) Negative
halide:Perflour
ocarbon

derivatives;Sila

No alert found No alert found Alkoxysilane;Al TA1535, TA1537,TA98 TA100, TAI02, Chinese  mouse
kol (s hams

% 9) Negative lymphoma
halidePerflour lung L5178Y
ocarbon fibroblastsV (&59)
derivatives:Sila 79 Negative

S9)Negativ
e

No alert found No alert found Alkoxysilane:Al
eyl
halide: Perflour
ocarbon

derivatives;Sila

No alert found H-acceptor—  Acid

path3- anhydride;Alkyl
acceptor halidePerflour
ocarbon

derivatives

Acylation:Acylation >> P450 Mediated Activation to Not classified No alert found H-acceptor-  Acid

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

pathd-H-  anhydride:Alkyl

acceptor halide: Perflour
ocarbon
derivatives

nvitro =
AR

EESE EESE  in vitro
vitro /Mg vitro DNA  HPR'
L] YRS

invitro & invitro #l BESE_ BESE BESE BESE OBESE
SEMDNAS B BEEEHR vivo /MEEL vivo DNASR in vivo 248 in vivo R in vivo 3
L3 £l B ] HEEE

REER WONAGRL AvhER
R

in vivoZZZX REAAME
%!

Bl



X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

Pentafluoropro 356-42-3 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-  Acid

F pathd-H- anhydride;Alkyl
anhydride acoeptor  halidePerflour
ocarbon
" " derivatives
F F
o ]
F
F
)
F F
¥

2 34143-74-3 No alert found No alert found Radical:Radical >> Radical mechanism via ROS formation No alert found Not classified No alert found No alert found Alkyl

(Perfluorooctyl (indirect)Radical >> Radical mechanism via ROS formation haiide: Perflour

Jethanthiol (indirect) >> Thiols arbon

derivatives:Thi
ol
2 34451-26-8 No alert found No alert found RadicalRadical >> Radical mechanism via ROS formation No alert found Not classified No alert found No alert found Alkyl
(Perfluorohexy (indirect):Radical >> Radical mechanism via ROS formation halide;Perflour
Dethanethiol (indirect) >> Thiols ocarbon
derivatives:Thi
ol
2 34451-25-7 No alert found No alert found Radical:Radical > Radical mechanism via ROS formation No alert found Not classified No alert found No alert found Alkyl
(Perfluorabutyl (indirect)Radical >> Radical mechanism via ROS formation halide:Perflour
Jethanethiol (indirect) >> Thiols arbon
derivatives:Thi
o
3 132182-92-4 Structural o alert found No alert found SNI:SNT >> Garbenium lon Formatio:SN1 5> Alpha- and o alert found No alert found  Alkane TA1535, TA1537.TA9B.TAI00, WP2  peripheral  mouse
Methoxyperflu alert for Garbenium lon Formation >> Alpha halo ethers  beta~ branched with (S9)Negative human  lymphoma
orof2- nongenotoxic (including alpha halo thioethers) Halosther tertiary lymphocyte L5178Y
methylpentane carcinogenicity. Reactive carbonAlkyl s (£59)  (£59)
) Substituted Functional halide Ether Negative  Negative
n- ups moiety:Perflou
alkylcarboxylic rocarbon
acids derivatives
(Nongenotox)
3- 297730-93-9 Structural  No alert found No alert found SNI;SNI > Carbenium fon Formation:SN1 5> Alpha=and  No alert found No alert found Alkane, TAI535, TAI537,TA98, TAI00, WP2  CHL/IU (& lymphoma
Ethoxyperfluor alert for Carbenium lon Formation >> Alpha halo ethers  beta- branched with uvrA (59) Negative 59) L5178Y
- nongenotoxic (including alpha halo thioethers) Haloether tertiary. Negative  cells(59)
methylhexane) carcinogenicity. Reactive carbonAlkyl Negati
Substituted Functional halide:Ether
- Groups iety.Perflou
alkylcarboxylic rbon
acids derivatives
(Nongenotox)
Perfluoroisobu 163702-08-7 No alert found No alert found No alert found No alert found Alpha-and  No alert found No alert found Alkane,
tyl methyl beta- branched with
ether Haloether tertiary
Reactive carbonAlkyl
Functional halide Ether
Groups moiety:Perflou
rocarbon
derivatives

nvitro =
AR

BESE GEESE invito
vitro /Mg vitro DNA  HPR'
L] S

in vitro & in vitro # BE:
EMDNAR BIHEH vivo
3 £ ®

Bt EESHE
INEER vivo DNAJR
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EERE EEATE_BEAE
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&% CASRN  #&

Pentafluoropro 422-62-8
pylamidine
F

Perfluorobutyr 375-19-9
viamidine F

Perfluorooctan 307-31-3
amidine

tris(Trifluoroet 58244-27-2
hoxy)methane

Flurothyl 333-36-8
F
F j» F
o
F
F
.
1.1.2- 996-56-5
F
methoxy-
(trifuorometho
xethane F F
F o
F F
o
-~
H;C
2H3H- 138495-42-8
Perfluoropenta F
F——F
F
£
F——F
F—1—F
F

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS
y (genotox anc

nongenotox)

alerts by ISS

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

DNA binding by OASIS

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

DNA binding by OECD

No alert found

No alert found

No alert found

No alert found

No alert found

SNT:SNT >> Carbenium lon Formation:SNT >
Carbenium lon Formation >> Alpha halo ethers
(including alpha halo thioethers)

No alert found

BEHE vito AREAERSR BESE BESE

vitro 28 in vitro ¥

HRERBR V2>
74—

Oncologic _in vitro in vivo Organic
mutagenicity  mutagenicity _ functional
Classification (Ames test)  (Micronucleus) groups
alerts by ISS  alerts by ISS
Not classified No alert found No alert found Alkyl
halide;Amidine;
Perflourocarbo
n derivatives

Not classified No alert found No alert found Alkyl
halide:Amidine;
Perflourocarbo
n derivatives

Not classified No alert found No alert found Alkyl
halide;Amidine;
Perflourocarbo
n derivatives

Alpha=and  No alert found No alert found Alkyl
beta-

halideEther
Haloether moiety
Reactive

Functional

Groups

Alpha-and  No alert found No alert found Alkyl

beta halide:Ether
Haloether moiety
Reactive

Functional

Groups

Alpha=and  No alert found H-acceptor—  Alkyl
beta- ath3 halide Ether
Haloether acceptor moiety
Reactive

Functional

Groups

No alert found No alert found Alkane, TA1535, TA97, TA98,TA100, WP2 uvrA human  mouse
branched with pKM101(:£59) Negative lymphocyte lymphoma.

Halogenated

Linear
Aliphatic

secondary s (£59)  L5178Y (+
Hydrocarbone carbonAlkyl Negative ~ S9)
vpe halide: Perflour Negative
Compounds.

derivatives

invitro 3 RESE BESE

AurEB

6
vitro /M vitro DNA
L] S

in vitro

in vitro & in vitro # BE:
EMDNAR BIHEH vivo
3 £ ®

Bt EESHE
INEER vivo DNAJR
®

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genots mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

TH2H2H-  86884-16-4 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkane,

Perfluorobutan F inear branched with

e Aliphatic. seconda

Hydrocarbone carbonAlkyl
vpe halide;Perflour
F F Gompounds ocarbon
derivatives
E
F F
F

i- 38550-34-4 s Aliphatic No alert found No alert found SN2:SN2 >> SN2 at an sp3 Carbon atom;SN2 >>  Halogenated  Aliphatic  Aliphatic  Alkane,

(Perfluorohexy halogens SN2 at an sp3 Carbon atom >> Aliphatic halides  Linear halogens halogen branched with

D-2- (Genotox):Stru Aliphatic. secondary

iodopropane ctural alert for Hydrocarbone carbomAlkyl
genotoxic Type halide:Perflour
carcinogenicity. Compounds ocarbon

derivatives
&M trifluoroiodome 2314-97-8 No alert found  ANZAN2 >> Schiff base formation by aldehyde formed  ANZAN2 >> Schiff base formation by aldehyde formed after o alert found Halogenated o alert found No alert found Alkyl halide  Positive(NIHS)
thane after metabolic activation;AN2 >> Schiff base formation | metabolic activation/AN2 >> Schiff base formation by aldehyde Linear
by aldehyde formed after metabolic activation >> formed after metabolic activation >> Geminal Polyhaloalkane Aliphatic.
Geminal Hydrocarbone
F Radical mechanism via ROS formation (indirect):Radical formation (indirect):Radical >> Radical mechanism via ROS voe
>> Radical mechanism via ROS formation (indirect) >>  formation (indirect) >> Geminal Polyhaloalkane Gompounds
Geminal >
Acylation involving a leaving group after metabolic after metabolic activation:SN2 >> Acylation involving a leaving
activation:SN2 >> Acylation involving a leaving group group after metabolic activation >> Geminal Polyhaloalkane
| F after metabolic activation >> Geminal Polyhaloalkane  Derivatives:SN2 >> Nucleophic substitution at sp3 carbon
Derivatives:SN2 >> Nucleophilic substitution at atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic
carbon atom after thiol (glutathione) conjugation:SN2 >> substitution at sp3 carbon atom after thiol (glutathione)
Nucleophilic substitution at sp3 carbon atom after thiol  conjugation >> Geminal Polyhaloalkane Derivatives
F (glutathione) conjugation >> Geminal Polyhaloalkane
Derivatives
&M wrifluoromethyl 373-91-1 No alert found  AEZAEZ >> Electrophilc addition to C=C double AEZAE2 5> Electrophilc addition to G=C double bond/AE2 >>  No alert found Not classified No alert found No alert found Alkyl halide  Positive(NIHS)
hypofiuorite bond AE2 >> Electrophilc addition to C=C double bond  Electrophilc addition to G=C double bond >> Perflurinated
» »> Electrophilic >> Electrophilic substitution at sp3 and
F substitution at sp3 and sp2-carbon atoms;SE2 >> sp2-carbon atoms;SE2 >> Electrophilic substitution at sp3 and

11133-  406-58-6
Pentafluorobut

5H5H- 113116-18-0
Perfluoro=46-

3H3IH- 20583-66-8
Perfluorohepta
ne-2.4-dione

Electrophilic substitution at sp3 and sp2-carbon atoms  sp2-carbon atoms >> Perfluorinated Hypofluorites.

%> Perfluorinated Hypofluorites

No alert found No alert found No alert found

-

No alert found No alert found No alert found

No alert found No alert found No alert found

No alert found

No alert found

No alert found

Halogenated
Linear
Aliphatic
Hydrocarbone

vpe
Compounds.

Reactive
Ketone
Reactive
Functional
Groups

Reactive

Functional
Groups

No alert found No alert found

No alert found H-acceptor—
ath3-+

acceptor

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

Alkyl halide

Alkyl
halide;Diketone
Ketone;Perflo

derivatives

Alkyl
halide: Diketone
Ketone Perflo

nvitro =
AR

EESE EESE  in vitro
vitro /Mg vitro DNA  HPR'
L] YRS

invitro A in vitro #l BESIE BESE R
SENIDNAS Bafis B EEH vivo IMKER vivo DNAMR in
L3 £l B ] !

ERE RRSE ERSE
vivo 218 in vivo R in vivo 3

REER WONAGRL AvhER
R
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 28 in vitro T
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS slerts by ISS  alerts by ISS 745

3H3H- 20825-07-4 No alert found No alert found No alert found No alert found Reactive No alert found H-acceptor-  Alkyl

Perfluoro-2.4- F one pathd-H-  halide:Diketone

hexanedione Reactive scceptor  KetonePerflo

Functional rocarbon
F r Groups derivatives

F— —F

o

F
o
F
3
22- 662-22-6 No alert found No alert found No alert found No alert found Alpha=and  No alert found H-acceptor—  AlcoholAlkane,
bis(Trifluorom beta- ath3-H-  branched with
ethy)-2- F Halosther acceptor  tertiary
hydroxyacetic Roactive carbonAlkyl
acid Functional halide: Carboxyl
Groups ic
F Fo acidPerfiouroc
arbon
derivatives
HO—
F———F ©OH
F
X 1547-36-0 No alert found No alert found No alert found No alert found Alpha- and  No alert found H-acceptor-  AlcoholAlkane,
Bis(trifluorome beta- pathd-H-  branched with
thyD-3- Haloether acceptor tertiary
hydroxypropio - Reactive carbonAlkyl
nic acid Functional halide;Carboxyl
Groups ic
F—f—7F acidPerflouroc.
arbon
derivatives
HO—
F—oa—F OH
o

TH.IHTTH.11H 330562-44-2 No alert found No alert found No alert found No alert found Alpha-and o alert found H-acceptor~  AlcoholAlkyl

- beta- pathd-H-  halide:Dihydrox

Perfluorotetra Haloether acceptor |yl

ethylene glycol Reactive derivatives;Eth

Functional er

Groups moiety:Perflou
rocarbon
derivatives

THAHBHEH-  120301-42-4 No alert found No alert found No alert found No alert found Alpha-and  No alert found H-acceptor  Alcohol:Alkyl

Perfluoro-3.6- beta- pathd-H-  halide:Dihydrox

dioxaoctane- Haloether acceptor vl

1.8-diol Reactive derivativesiEth

Functional er

Groups moietyPerflou
rocarbon
derivatives

NN-dimothyl- 1550-50-1 No alert found No alert found No alert found AcylationAcylation >> P450 Mediated Activation to Alpha- No alert found No alert found Aliphatic

2H- Acyl Halides:Acylation >> P450 Mediated Activation Haloalkylamine amine,

perfluoroethan to Acyl Halides > 1,1-Dihaloalkanes;SNI:SN1 >>  Reactive tertiary:Alkyl

amine Iminium lon Formation;SN1 >> Iminium fon Functional halide Amine,
Formation >> Aliphatic tertiary amines GroupsiNitroge tertiaryPerflou
n Mustards rocarbon
—CH, Reactive derivatives
E unctional
Groups
E
E
3
Perfluamine  338-83-0 No alert found No alert found No alert found No alert found Alpha- No alert found No alert found Aliphatic
Haloalkylamine amine,
Reactive tertiaryiAlkyl
Functional haiide: Amine

GroupsiNitroge
n Mustards
Reactive
Functional
Groups

tertiaryPerflou
rocarbon
derivatives

inviro 3 GEEHME EESBE  inviro i vitro T in vitro # B
AUREER  vitro /ME vitro DNA HPR' FEMIDNAR RS EERH vivo
L] S A £y B®

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox ar mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

5.7.8- 2023-68-4 - No alert found No alert found SN2:SN2 5> DNA alkylation:SN2 > DNA alkylation >> Vicinal  No alert found Alpha- and  No alert found No alert found Alkyl TAI535, TA1537, TA1538, TA%S,

Tetrachloroper Dihaloalkanes SN2 >> Internal SN2 reaction with aziridinium - halide;Carboxyl TA100(:S9) Negative

fluorooctanoic ‘and/or eylic sulfonium ion formation (enzymatic): SN2 >> Haloether ic

acid Internal SN2 reaction with aziridinium andor cyclic sulfonium Reactive acidPerhaloge

ion formation (enzymatic) >> Vicinal Dinaloalkanes Functional nated carbon
up: derivatives
F——F
F—t—F
Ho o
5.6~ 2106-54-9 - No alert found No alert found SN2:SN2 >> DNA alkylation:SN2 >> DNA alkylation >> Vicinal  No alert found Alpha=and  Noalert found No alert found Alkyl TAI535, TAI537, TAI538, TA98,

Trichloroperflu Dihaloalkanes;SN2 >> Internal SN2 reaction with aziridinium beta- halide: Carboxyl TA100(S9) Negative

orohexanoic and/or cyclic suffonium ion formation (enzymatic):SN2 > Haloether ic

acid o—t—r Internal SN2 reaction with aziridinium and/or cyclic suffonium eactive acidPerhaloge

ion formation (enzymatic) >> Vicinal Dinaloalkanes Functional nated carbon
o Groups derivatives
Cl—f—F
F——F
Cl—f—F
F—
o X0

Alyl 15242-17-8 No alert found No alert found No alert found SNI:SNT >> Garbenium lon Formation:SNI > Alpha- and N alert found No alert found Alkene

perfluoroisopro Garbenium lon Formation >> Alpha halo ethers  beta~ y:Alkyl

Pyl ether (including alpha halo thioethers) Halosther halide:AllyLEth

Reactive er
F Functional moiety:Perflou
Groups rocarbon
P derivatives

3-(2233-  681-68-5
Tetrafluoropro
poxy)prop=1-

ene

2 252237-40-4
(Perfluorohexy
Dethylphospho

nic acid

((Perfluorooct 80220-63-9
yDethyDphosp
honic acid

Hexafluoropro 2641-34-1
pene oxide
trimer

-
F——F
F——F
F——F
F——F
F——F

No alert found No alert found

No alert found No alert found

No alert found No alert found

Acyl halides N alert found
(Genotox):Stru

otural alert for

genotoxic

carcinogenicity

No alert found

No alert found

No alert found

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

AcylationAcylation >> P450 Mediated Activation to
Acyl Halides:Acylation >> P450 Mediated Activation

to Acyl Halides >> 1,1-Dihaloalkanes

No alert found

No alert found

Acylation:Acylation >> Direct Addition of an Acyl
Halide;Acylation >> Direct Addition of an Acyl
Halide >> Acyl halide:SN1;SN1 >> Garbenium lon
Formation;SN1 >> Carbenium Ion Formation >>
Alpha halo ethers (including alpha halo thioethers)

Alpha- and  No alert found No alert found
beta-
H

Organophosph No alert found No alert found
orus Type
Compounds

Organophosph No alert found No alert found
orus

Compounds

Acyl and Acyl halides  Acyl
Benzoyl Type halides:H-
Compounds:Al acceptor—
pha- and path3-H-
beta- acceptor
Haloether

Reactive

Functional

Groups

Alkene
oiety:Alkyl
IyEth

er
moiety,Perflou
rocarbon
derivatives

(Thio)Phospho [ Nalfl TA1535, TA1537, TA98, TA100,
i WP2uvrA(=S9) Negative]
derivativesAlk

A

v
halide:Perflour
arbon
derivatives;Ph
osphonic acid

(Thio)Phospho
nic aci
derivativesiAlk
o
halidePerflour
carbon

derivatives;Ph
osphonic acid

Aoyl
halide:Alkyl
halide Ether
moiety,Perflou
rocarbon
erivatives.

WEHE

B
vitro /Mg vitro DNA  HPR'
L] S

[Nai&
VI9(59)
Negative ]

=

EHE_EESE
/MEE vivo DNAHR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

Perfluoro(2-  2062-98-8 Acyl halides  No alert found SN2SN2 5> Direct acylation involving a leaving groupiSN2 >>  AcylationiAcylation >> Direct Addition of an Acyl  Acyland  Acyl halides  Acyl

methyl-3- (Genotox):Stru Direct acylation involving a leaving group >> Acyl Halides Halide:Acylation >> Direct Addition of an Acyl Benzoyl Type halidesH- halide:Alkyl

oxahexanoyl) ctural alert for Halide >> Acyl halide CompoundsiAl acceptor-  halide:Ether

fluoride genotoxic, pha- and pathd-H-  moietyPerflou
carcinogenicity. ta- acceptor  rocarbon
F Haloether derivatives
Reactive
Functional
up:

Han- 2145-68-8 No alert found No alert found No alert found No alert found Roactive No alert found H-acceptor—  Alkyl

Porfluoro=6,6- Ketone athd-H-  halide:Diketone,

dimethylhepta Reactive acceptor KetonePerflo

ne=3, Functional urocarbon
up derivativesitert,
utyl

(Heptafluorobu 17587-22-3 - No alert found No alert found No alert found No alert found Reactive No alert found H-acceptor-  Alkyl

tanoyDpivaloyl pathd-H-  halideDiketone

methane eactive aceptor KetonePerflo
F——F Functional urocarbon
Groups derivativesitert
F——F
F——F
o
HC
o
C
b CHy
9-Chloro— 865792 - Perfluoroostan No alert found No alert found No alert found Alpha= and  No alert found No alert found Alkyl
perfluorononan oic aci beta- halide;Carboxyl
oic aci o F (PFOA) Haloether ic
(Nongenotox); Reactive acidPerflouroc.
P Structural Functional arbon
alert for Group derivatives;Per
F " nongenotoxic halogenated
- - carcinogenicity. carbon
derivatives
F F
2 F
P
2 3
o o
5-Bromo-  234443-22-2 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
4455~ F halide;Carboxyl
tetrafluoropent ic
anoic aci acidPerflouroc
Br———F arbon
derivatives:Per
halogenated
F—o—7F carbon
derivatives
HO [¢]
Methy! 39187-41-2 No alert found No alert found No alert found No alert found Alpha=and  No alert found H-acceptor—  Alkyl
perfluoro-3.6- bota- pathd-H-  halide:Carboxyl
dioxaheptanoat Haloether acceptor  ic acid
e F Reactive ester.Ether
F Functional moiety:Perflou
- Groups rocarbon
derivatives
o F
F
F F
o o
CH,
Methyl 13140-34-6 No alert found No alert found No alert found No alert found Alpha-and  No alert found H-acceptor—  Alkyl
perfluoro(2- beta- pathd-H-  halide:Garboxyl
propoxypropan Halosther acceptor i aci
oate) Reactive esterEther
Functional moiety:Perflou
Groups rocarbon
derivatives

-
He—o F F
o
o ¢
.
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¥ (genotox ar mutagenicity  mutagenicity _ functional
nongenotox) Classification  (Ames test)  (Micronucleus) groups
alerts by ISS slerts by ISS  alerts by ISS

Perfluoro-2-  756-13-8 No alert found No alert found No alert found No alert found Reactive No alert found No alert found Alkane, TA1535, TA1537, TA9BTAI00, WP2

methyl-3- branched with uvrA (259) Negative

pentanone eactive tertiary
F Functional carbonAlkyl
Groups halide Ketone;
R Perflourocarbo
" o n derivatives
F—
F
e F
F
F
e
Bis(perfluorois 813-44-5 No alert found No alert found No alert found No alert found Roactive No alert found No alert found Alkane,
opropylketone Ketone branched with
Reactive tertiary
Functional carbonAlkyl
Groups halideKetone;
Perflourocarbo
n derivatives
2-(Perfluoro-  65195-44-0 No alert found No alert found No alert found Michael additionMichae! addition > Polarised Acrylate No alert found No alert found Alkane,
- Alkenes-Michael addition;Michae addition >> Reactive branched with
methylbutylet Polarised Alkenes-Michael addition >> Alpha, beta~ | Functional tertia
hyl unsaturated esters Groups carbonAlkene
methacrylate moety:Alkyl
halide:Allyl:Gar
boxylic acid
\ esterMethacry
late:Perflouroc
arbon
o derivatives

(Perfluoro-5- 50836-66-3 No alert found No alert found No alert found Michael additionMichael addition >> Polarised Acrylate No alert found No alert found Alkane,

methylhexyDet Alkenes-Michael addition;Michael addition >> Reactive branched with

hyl 2- Polarised Alkenes-Michael addition >> Alpha, beta- Functional terti

methylprop-2- unsaturated esters Gro carbonAlkene

enoate Alk
halide:Ally:Car
boxylic acid
ester:Mothacry,
late:Perflouroc
arbon

I derivatives

(1S45)-3-  115224-00-5 - No alert found No alert found No alert found No alert found Reactive No alert found H-acceptor-  Alkyl

(Heptafluorobu pathd-H-  halideBicycloh

tyryl)camphor eactive acceptor  eptaneBridged

F——F Functional ~ring
Groups carbocyoles.C
F—f—F yeloalkane:Gyc
Ioketone:Diket
S oneiKetone:Pe
derivatives:Ter
penes.
e °
HC
o

(IR4R)-3-  51800-99-8 - No alert found No alert found No alert found No alert found Reactive No alert found H-acceptor

(Heptafluorobu Ketone path3-H-

tyry)-camphor Reactive acoeptor

Functional ~ring

Groups carbocyoles.C
derivatives: Ter
penes.

(2H- 85567-21-1 Epoxides and  Radical:Radical >> ROS formation after GSH RadicalRadical >> ROS formation after GSH depletionRadical ~ Acylation:Acylation > P450 Mediated Activation to Alpha- and  Epoxides and  Epoxides and  Alkyl

Perfluoroethox F F aziridines depletion;Radical >> ROS formation after GSH depletion >> ROS formation after GSH depletion >> Geminal Acyl Halides:Acylation >> P450 Mediated Activation beta~ aziridines. aziridines:H-  halide;Epoxide;

V)methyloxiran > Geminal > Acylation involving a to Aoyl Halides >> 1,1-Dihaloalkanes:SN2SN2 >>  Haloether acceptor-  Ether

e ctural alert for  Acylation involving a leaving group after metabolic Ieaving group after metabolic activation:SN2 >> Acylation Direct Acting Epoxides and related;SN2 »> Direct  Reactive pathd-H-  moietyPerflou
genotoxic  activation;SN2 >> Acylation involving a leaving group  involving  leaving group after metabolic activation >> Geminal  Acting Epoxides and related >> Epoxides Functional acceptor  rocarbon
carcinogenicity after metabolic activation >> Geminal Polyhaloalkane  Polyaloalkane Derivatives:SN2 >> Alkylation, direct acting GroupsEpoxid derivatives:Sat

F F Derivatives;SN2 >> Alkylation, direct acting epoxides  epoxides and related:SN2 > Alkylation, direct acting epoxides e Reacti urated
and related;SN2 >> Alkylation, direct acting epoxides  and related >> Epoxides, Aziridines, Thiiranes and Functional heterocyclic
and related >> Epoxides, Aziridines, Thiranes and Oxetanes:SN2 > Nucleophilic substitution at sp3 carbon atom up: fragment.

Oxetanes;SN2 >> Nucleophiic substitution at sp3
carbon atom after thiol (glutathione) conjugation:SN2 >>
Nucleophilc substitution at sp3 carbon atom after thiol
(glutathione) conjugation >> Geminal Polyhaloalkane
Derivatives

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

BESE BESE nvitod EESHE GEESME  invito invito & invito B
vitro 2 invitro T AUhEER vitro /ME vitro DNA HPRTERER EMDNA® BERSHEH vivo
HERBHR YR~ L] SN A B ®
T4 =T
Chinese  Chinese
amster  hamster
Ovary lung.
(CHO)Ambi fibroblasts
guous. V19) (£
(+s9), $9), mouse
Negative(~  lymphoma
) L5178Y
cells (£
S9)Negativ
e, Negative

Bt EESHE
INEER vivo DNAJR
L]

BESE BESE BESE

in vivo 8 in vivo RIE in vivo 3

HREHER WONAGRL *vhEtB
B

in vivoZRRA
%!

ROAME

Bl



Bl

X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BEBE vito AR EALESE  BESME BESIE nvvod BEBIE BESE nvto  nvto & invivo fl BEBE_ BEBE BESE BESE_BESE 0 vioRA RHAL
¥ (genotox an Primary mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AYNEUR vitro /M vitro DNA  HPRTEER EMDNAA TSHEEH vivo /MEBE vivo DNAIR in vivo 28 in vivo 52 invivo 3 2!
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> ] AR A ] B ] HREHER WONAGRL *vhEtB
alerts by ISS alerts by IS alerts by ISS 74—% ®

(2233~ 19932-26-4 Epoxides and | SN2:SN2 > Alkylation, direct acting epoxides and SN2:SN2 >> Alkylation, direct acting epoxides and related:SN2  AcylationAcylation >> P450 Mediated Activation to Alpha- and  Epoxides and  Epoxides and  Alkyl

Tetrafluoropro aziridines related:SN2 >> Alkylation, direct acting epoxides and > Alkylation, direct acting epoxides and related >> Epoxides,  Acyl HalidesiAcylation >> P450 Mediated Activation beta- aziridines  aziridinesiH-  halide:Epoxide

poxy)methylo N (Genotox):Stru related >> Epoxides, Aziridines, Thiranes and Oxetanes | Aziridines, Thiranes and Oxetanes to Acyl Halides >> 1.1-Dihaloalkanes:SN2:SN2 >> | Haloether acceptor-  Ether

xirane F ctural alert for Direct Acting Eporides and related:SN2 >> Direct  Reactive pathd-H-  moietyPerflou
genotoxic, Acting Epoxides and related %> Epoxides Functional acceptor  rocarbon

- carcinogenicity. GroupsEpoxid derivatives:Sat
e Reactive urated
Functional heterocyclic
F Groups fragment.
o
o
N-EthyI-N~(2- 1691-99-2 - No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor—  AlooholAlkyl
hydroxyethyp atha-H-  halide;Perflour
erfluorooctane [ acceptor  ocarbon
sulfonamide . derivatives:Sul
fonamide
P
2 "
2 v
2 v
2 v
2 v

N-Methyl-N-  24448-09-7 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-  AlooholiAlkyl

(- pathd-H-  halide;Perflour

hydroxyethyp acceptor  ocarbon

erfluoroctant derivatives:Sul
sulfonamide fonamide
2 57678-03-2 No alert found No alert found SN2:SN2 5> Alkylation:SN2 >> Alkylation >> Alkylphosphates,  No alert found Organophosph No alert found No alert found Alkyl
(Perfluorooctyl Alkylthiophosphates and Alkylphosphonates orus Type halide:Perflour
Compounds ocarbon
dihydrogen derivatives:Ph
phosphate osphate ester
62 57678-01-0 - No alert found No alert found SN2:SN2 >> Alkylation:SN2 >> Alkylation >> Alkylphosphates, No alert found Organophosph No alert found No alert found Alkyl
Fluorotelomer Alkylthiophosphates and Alkylphosphonates orus Type halide;Perflour
phosphate F F Gompounds ocarbon
monoester derivatives:Ph
F ¥ osphate ester
F "
e
F "
L
N0
S
TN
oH
o 756426-58- - No alert found No alert found ANZAN2 5> Schiff base formation by aldehyde formed after  No alert found Alpha=and  No alert found H-acceptor-
Chiorohexad 1 metabolic activation/AN2 >> Schiff base formation by aldehyde beta- path3-
fuoro.3 o F formed after metabolic activation >> Geminal Polyhaloalkane Haloether acceptor
ecafluoro-3- Derivatives;Radical:Radical >> Radical mechanism via ROS Reactive
oxanonane- F—{—r formation (indirect) Radical >> Radical mechanism via ROS Functional derivativesPer
1-sulfonic formation (indirect) >> Geminal Polyhaloalkane Groups halogenated
lacid - " Derivatives;SN2:SN2 >> Acylation involving a leaving group carbon
. . after metabolic activation:SN2 >> Acylation involving a leaving derivatives:Sul
group after metabolic activation >> Geminal Polyhaloalkane fonic a
- - 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
11- 83329-89-9 No alert found No alert found ANZAN2 > Schiff base formation by aldehyde formed after  No alert found Alpha-and  No alert found H-acceptor—  Alkyl

Hloroei metabolic activation/AN2 >> Schiff base formation by aldehyde beta- pathd-H-  halide:Ether

uoro-3- Derivatives;RadicalRadical >> Radical mechanism via ROS Reactive rocarbon

oxaundecan formation (indirect);Radical >> Radical mechanism via ROS Functional derivatives:Per
e-1-sulfonic formation (indirect) >> Geminal Polyhaloalkane Groups halogenated
add Derivatives;SN2:SN2 >> Acylation involving a leaving group carbon

after metabolic activation'SN2 >> Acylation involving a leaving derivatives;Sul

group after metabolic activation >> Geminal Polyhaloalkane foic acid

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
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GBM N-ethyl 2991-50-6 No alert found No alert found ANZAN2 > Schiff base formation by aldehyde formed after  No alert found Not classified No alert found H-acceptor-  Alkyl
perfluoroostan metabolic activation/AN2 >> Schiff base formation by aldehyde pathd-H-  halide;Carboxyl

esulfonamidoa formed after metabolic activation >> Geminal Polyhaloalkane acceptor i

cetic acid Derivatives;RadicalRadical >> Radical mechanism via ROS acidPerflouroc

formation (indirect):Radical >> Radical mechanism via ROS arbon
formation (indirect) >> Geminal Polyhaloalkane derivatives:Sul
Derivatives;SN2:SN2 >> Acylation involving a leaving group fonamide
after metabolic activation:SN2 >> Acylation involving a leaving
roup after metabolic activation >> Geminal Polyhaloalkane
Derivatives;SN2 > Nucleophilic substitution at sp3 carbon
atom after thiol (gluta(hmne) conjugation;SN2 >> Nucleophilic
substitution at 5p3 carbon atom after thiol (glutathione)
conjugation >> oo Polshaloakans Derivatives
810 N-methyl  2355-31-9 No alert found No alert found ANZAN2 55 Schiff base formation by aldehyde formed after o alert found Not classified o alert found H-acceptor—  Alkyl
perfluorooct metabolic activation/AN2 >> Schiff base formation by aldehyde h3-H-  halide:Carboxyl
T formed after metabolic activation >> Geminal Polyhaloalkane acceptor e
anesulfonam Derivatives;Radical:Radical >> Radical mechanism via ROS acidPerflouroc.
idoacetic formation (indirect) Radical >> Radical mechanism via ROS arbon
acid formation (indirect) >> Geminal Polyhaloalkane deriatvesSu
Derivatives:SN2:SN2 >> Acylation involving a leaving group mide
fter metabolic activation:SN2 >> Acylation involving a leaving
group after metabolic activation >> Geminal Polyhaloalkane
Derivatives;SN2 >> Nusleophilic substitution at sp3 carbor
atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic
substitution at sp3 carbon atom after thiol (glutathione)
conjugation >> Geminal Polyhaloalkane Derivatives
2. 53749-89-6 No alert found SN2:SN2 >> Alkylation, nucleophilic substitution at sp3- SN2:SN2 >> Alkylation, nucleophilic substitution at sp3-carbon No alert found Not classified No alert found No alert found Alkyl
trifluoroethy)s F carbon atom SN2 >> Alyation,nuceophil. substtution atom SN2 2> Alatio, ruceophilc substitution at sd-carbon halide:Sulfite
ulfte at spd-carbon atom >> Sufonates and Sulfates atom >> Sulfonates and Sulfats ester
F F
o
S
xS
o7 o
F
F
¥
N-Mothyl-bis- 73980-71-9 No alert found No alert found No alert found SNISNT » imiiam on FormatiorSN1 > Iminiam |Not classfied |No st found H-scceptor= Al
heptafluorobut v Ton Formation >> Aliphatic tertiary amines th3-H-  halide:Haloacet
yramide lcceptr amidelmidepe
F F flourocarbon
derivatives
-
F F
o
3-(Perfluoro= 54000-81-3 Epoxides and | SN2:SN2 > Alkylation, direct acting epoxides and SN2:SN2 5> Alkylation, direct acting epoxides and related:SN2 | SNZSN2 > Direct Acting Epoxides and Epoxide Epoxides and  Epoxides and  Alkane,
aziridines related:SN2 5> Alkylation, direct acting epoxides and > Alkylation, direct acting epoxides and related >> Epoxides, related;SN2 >> Direct Acting Epoxides and related Reactive  aziridines aziridines  branched with
memynhmy\)— (Genotox):Stru related > Epoxides, Aziridines, Thiranes and Oxetanes | Aziridines, Thiranes and Oxetanes > Epoxides Functional tertiary
ctural alert f Groups carbonAlkyl
Dmnennx\de genotoxic. halide;Epoide;
carcinogenicity. Perflourocarbo
derivatives:Sat
urated
heterocyclic
fragment
2 329710761 - No alert found | SN2:SN2 >> Alkylation. nucleophilic substitution at sp3~ SN2:SN2 >> Alkylation, nucleophilic substitution at sp3-carbon No alert found Alpha=and  No alert found H-acceptor—  Alkyl
(Trifluorometh bon atomSN2 >> Alkylation, nucleophilic substitution ‘atom:SN2 >> Alkylation, nucleophilic substitution at sp3-carbor beta- athd-H- i
oxylethyl at sp3-carbon atom >> Sulfonates and Sulfates atom >> Sulfonates and Sulfates Haloether acoeptor
trifluorometha F F Reactive te ester
nesulfonate Functional
o—s— Group:
o
o
F F
F
Perfluorodiace 407-24-9 No alert found No alert found No alert found No alert found Not classified No alert found H-acceptor-  Alkyl
tamide thd-H-  halideHaloacet
F acceptor  amideimide
F F
HN 0
F
o
F
3

Vi o EEBE
AR

EEBME in vitro
itro /M vitro DNA  HPR'
L] AR

invitro A% in vitro #l MRS BESE  BESE lltn-'ﬁ EEHE
B® ;MDNAS B i MR vivo DNAJA in vivo 48 in vivo 7R3 in vivo 3
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H.2H- 1005-73-8 (Poly) No alert found No alert found No alert found Halogenated  No alert found No alert found Alkene

Hexafluorocyc Halogenated Gycloalkane moety:Alky!

opentene F [ |Ovcloakanes Type halide;Cycloalk
(Nongenotox): Gompounds ene
Structural moiety:Perflou

F alert for rocarbon
nongenotoxic derivatives:Un
carcinogenicity. saturate:

E carbocyelic
fragment

F

F
Hexafluoroisop 2160-89-6 No alert found No alert found No alert found Michael addition;Michael addition >> Polarised Acryiate No alert found No alert found Acrylate:Akan
ropyl acrylate Alkenes-Michael addition;Michael addition >> Reactive e, branched
Polarised Alkenes-Michael addition >> Alpha, beta- Functional with secondary
unsaturated esters Groups carbon;Alkene
moiety:Alkyl
halide;Carboxyl
-
ic acid
- - esterPerflouro
carbon
o
-
v
BM sodium 1189052-95-6 - No alert found No alert found ANZAN2 > Schiff base formation by aldehyde formed after  No alert found Organophosph No alert found No alert found Alkyl TA1535, TA1537, TA98, TA100,
hydrogen(perf metabolic activation/AN2 >> Schiff base formation by aldehyde orus Type halide;Perflour WP2uvrA(£S9) Negative
luorohexyl)eth F F formed after metabolic activation >> Geminal Polyhaloalkane Gompounds rbon

YDphosphonate Derivatives;Radical Radical >> Radical mechanism vi derivatives:Ph

F F formation (indirect):Radical >> Radical mechanism via ROS ‘osphonic acid
formation (indirect) >> Geminal Polyhaloalkane

T Derivatives;SN2:SN2 >> Acylation involving a leaving group

- - after metabolic activation'SN2 >> Acylation involving a leaving

o roup after metabolic activation >> Geminal Polyhaloalkane

2 F Derivatives:SN2 > Nucleophilic substitution at sp3 carbon
atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic

P substitution at 5p3 carbon atom after thiol (glutathione)

2-Bromo-2-  51249-64-0
(Perfluorohexy
Dethene

NN-Diethyl-  309-88-6
2H-

perfluoropropa

Ethyl 663-35-4
pentafluoropro
pionyl acetate

33- 1763-28-6
Bis(trifluorome
thy)-2-

propenoic acid

F
F F
CHy F
L ‘
N
) }
HC
-
F- F
F F
0
0 0
ch)

conjugation >> Geminal Polyhaloalkane Derivatives

Monohaloalken No alert found No alert found
e

(Genotox):Stru
ctural alert for

genotoxic
carcinogenicity

No alert found No alert found No alert found

No alert found No alert found

No alert found

No alert found No alert found No alert found

No alert found

SN1;SN1 >> Iminium lon Formation;SNT >> Iminium

fon Formation >> Aliphatic tertiary amines

No alert found

No alert found

Halogenated  Monohaloalken Monohaloalken
Linear e e

Aliphatic:
Hydrocarbone
Type
Compounds derivatives
Alpha- No alert found No alert found Aliphatic
Haloalkylamine amine,
Reactive tertiary;Alkane,
Functional branched with
GroupsiNitroge secondary
n Mustards carbonAlkyl
Reactive halide;Amine,
Functional tertiary,Perflou
Groups rocarbon
derivatives
Reactive No alert found H-acceptor—  Alkyl
Ketone path3-H-  halide:Carboxyl
Reactive acceptor ic acid
Functional esterKetone:P
Groups erflourocarbon
derivatives

Not classified No alert found No alert found Acrylic
acids;Alkene
moiety;Alkyl
halide: Carboxyl

acidUnsaturat
ed
perhalogenate

derivatives

WEHE

B
vitro /Mg vitro DNA  HPR'
L] S

V79(£59)
Negative

BES!

=5 EESN
INEER vivo DNAJR
L]

EERE EEATE_BEAE
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(Perfluorocycl 28788-68-3
ohexyl)methan
of

Bis(222-  407-01-2
trifiuoroethyDa
mine. F
F j7 F
HN
F
F
3
222- 407-38-5
Trifluorosthyl
trifluoroacetat F
F i F
[ o
F
F

Perﬂuum(?* 85737-06-0
bromoeth F

F
vinyl o : :
o F

I
F Br
I
3
-

246- 858-46-8
Tris(pentafluor
oethy)-1.35~

triazine

Hexaflumuron 86479-06-3

X

THIHTH-  424-16-8 o
Perfluorohepty
14

methylbenzene
sulfonate

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD
v (genot

nongenotox)

alerts by ISS

(Poly) No alert found No alert found No alert found

Halogenated
Cycloalkanes
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

No alert found No alert found No alert found No alert found
No alert found No alert found No alert found No alert found
Structural  Radical:Radical >> ROS formation after GSH Radical:Radical >> ROS formation after GSH dep\won Radical No alert found
alert for depletond Ramcal 2> ROS formationsiter GSH depeton > ROS formatlon after GSH depltion >> e

>> Gemi S heviaton mve\vm{ a
corcinogeniaty Acyltion mvolvmx a leaving group after metabohc leaving group after metabolic achva(-oﬂ.SNZ > Acylation
Trichloro (or ~ activation;SN2 >> Acylation involving a leaving group  involving a leaving group after metabolic activation >> Geminal
fluoro) after metabolic activation >> Geminal Polyhaloalkane  Polyhaloalkane Derivatives:SN2 >> Nucleophilic substitution at
ethylene and  Derivatives:SN2 >> Nucleophilic substitution at sp3  sp3 carbon atom after thiol (glutathione) conjugation;SN2 >>

Tetrachloro
(or fluoro)
ethylene
(Nongenotox)

No alert found

No alert found

Benzenesuffon
ic ethers,
methylation
(Nongenotox);
Structural
alert for
nongenotoxic
carcinogenicity

carbon atom after thiol (glutathione) conjugation:SN2 >> Nucleophilic substitution at 5p3 carbon atom after thiol
Nucleophilic substitution at sp3 carbon atom after thiol ~ (glutathione) conjugation >> Geminal Polyhaloalkane Derivatives
(glutathione) conjugation >> Geminal Polyhaloalkane

Derivatives

No alert found No alert found No alert found

Radical Radical >> ROS formation after GSH Radical:Radical >> ROS formation after GSH dep\stmn Radical  Acylation:Acylation >> P450 Mediated Activation to |Alpha- and
letion| Radmal >> ROS formation after GSH depletion >> ROS formation after GSH depletion >> Gemi oyl HalidesAcylation >> P450 Mediated Activation beta-

>> Gemi > 33 Acyltion mvo\vmg a  to Acyl Halides > 1,1-Dihaloalkanes:SN1SN1 >>  Haloether

Aeyltion mvolvm!{ a leaving group after metabolic leaving group after metabolic activation:SN2 >> Acylation Nitrenium lon formation:SN1 >> Nitrenium lon Reactive

activation;SN2 >> Acylation involving a leaving group  involving a leaving group after metabolic activation >> Geminal  formation >> Aromatic phenylureas Functional

after metabolic activation >> Geminal Polyhaloalkane  Polyhaloalkane Derivatives:SN2 >> Nucleophilic substitution at ups

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

carbon atom after thiol (glutathione) conjugation:SN2 >> Nucleophilic substitution at 5p3 carbon atom after thiol
Nucleophilic substitution at sp3 carbon atom after thiol ~ (glutathione) conjugation >> Geminal Polyhaloalkane Derivatives
(glutathione) conjugation >> Geminal Polyhaloalkane

Derivatives

SN2iSN2 >> Alkylation, nucleophilic substitution at sp3~ SN2:SN2 >> Alkylation, nucleophilic substitution at sp3-carbon  Acylation:Acylation >> P450 Mediated Activation to |Not classified No alert found |No alert found

b storiSN2 37 Alkylaton, ncleophil: st |t SN2 3> Akfatior,nuleoptc sbatbaton at s-carbon |Ac Haidegihcyston 3> PAGD Mo Actvation
at sp3-carbon atom >> Sulfonates and Sulfates atom >> Suffonates and Sulfat o Acyl Halides >> 1,1-Dihaloalkanes

Oncologic

Classification

Alpha- and

Nitrogen
Mustards
Reactive
Functional
Groups

Alpha- and

Alpha- and
beta

Not classified No alert found No alert found

Organic BESE vito EREAZRSR BESE BESE
functional vitro 28 in vitro ¥
groups. HRERBR V2>

T—%

AlcoholAlkyl
halide: Cycloalk
anePerflouroc
arbon
derivatives

Aliphatic
mine,
secondaryiAlky
1 halide;Amine,
secondary

No alert found No alert found Alkyl

halide: Carboxyl
ic acid ester

No alert found No alert found A\kene

ocarbon
derivativesPer
halogenated
carbon
derivatives;Un
saturated
perhalogenate
d cart
derivatives

Alkyl
halide:ArylPerf
lourocarbe
derivatives;Tri

moietylmide;P
erflourocarbon
derivativesUre
a derivatives

Alkyl
(hetero)arenes
Alkyl

Alkyl

halide: Alkyl-,

(hetero)arenes

AryiPerflouro
arbon

derivatives;Sul
fonate ester

in vi EHE BT
43 ;MDNAS MR EEs vwo lNiS( vivo DNA#E m vivo | &e in i
L]

kS



X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
y (genotox utagenicity ~ mutagenicity  functional vitro S i vitro T AUbERER
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS slerts by ISS  alerts by ISS 74—%

Perfluoro(d-  16090-14-5 Structural  No alert found SN2SN2 5> SN2 attack on sulfur atom;SN2 > SN2 attack on | SNI:SNI >> Garbenium lon FormationSNI > Alpha-and o alert found H-acceptor-  Alkene

- alert for sulfur atom >> Sulfonyl Halides Garbenium lon Formation >> Alpha halo ethers ta- pathd-H-  moietyAkeny!
nongenotoxic (including alpha halo thioethers) Haloether scceptor  halide:Alkyl
enc)sulfony! carcinogenicity. Reactive haiide:Ether
fluoride ) Trichloro (or Functional moiety:Perflou
\ o fluoro) up: rocarbon
s ethylene and derivatives:Sul
D™ : ¢ Tetrachloro ny!
" /\B/ —/ (or fluoro) bl astur
e ethylene
— (Nongenotox) pemanngenm
d carbon
derivatives
Cyclohexafluor 84246-29-7 (Poly) No alert found No alert found No alert found Not classified No alert found H-acceptor—  Alkyl
ropane~1,3- Halogenated athd- halide:Perflour
bis(sulfonylimi Cycloalkanes acceptor  ocarbon

de (Nongenotox): derivatives:Sat

E E Structural urated
F F alert for heterocycic
nongenotoxic frag
carcinogenicity.
F F
0~ —0
=S s==
/A
0 H o
2H- 74359-06-1 No alert found ANZANZ >> Schiff base formatiom:AN2 >> Schiff base  ANZANZ >> Schiff base formatiomAN2 >> Schiff base No alert found Acrylate No alert found No alert found Acrylate;Akan
Perﬂunmlsovr formation >> Polarized Haloalkene Derivatives;AN2 >>  formation > Polarized Haloalkene Derivatives:AN2 >> eacti e, branched
Thioscylation via nucleophilic addition after cysteine~  Thioacylation via nucleophilic addition after cysteine-mediated Functional with secondary
ﬂuomm:ry\nte mediated thioketene formation:AN2 >> Thioacylation via thioketene formation:AN2 >> Thioacylation via nucleophilic GroupsiAlpha~ carbonAlkene
nucleop fter cysteine-mediated thioketene addition after cysteine-mediated thioketene formation >> and beta- moiety:Alkenyl
F formation >> Polarized Haloalkene Derivatives;SN2SN2  Polarized Haloalkene Derivatives:SN2:SN2 >> Alkylation, direct Haloether halide;Alkyl
‘ > Alkylation, direct acting epoxides and related after |acting epoxides and related after P450-mediated metabolic Reactive halide;Carboxyl
abolic >> Alkylation Alkylation, direct acting epoxides and related Functional ic aci
F direct acting epoxides and related after PA450-mediated after P450-mediated metabolic activation >> Polarized ester:Perflouro
WG o . metabolic activation >> Polarized Haloalkene Haloalkene Derivatives;SN2 >> SN2 at sp3 and activated sp2 carbon
Derivatives:SN2 >> SN2 at sp3 and activated s carbon atom:SN2 >> SN2 at spd and activated sp2 carbon atom derivatives
. carbon atom:SN2 >> SN2 at sp3 and activated spz >> Polarized Haloalkene Derivatives.
E Y . carbon atom >> Polarized Haloalkene Derivatives
3H- 77968-17-3 No alert found | SN2:SN2 >> Alkylation, nucleophilic substitution at sp3- SN2:SN2 > Alkylation, nucleophilic substitution at sp3-carbon No alert found Roactive No alert found H-acceptor-  Alkyl
Perfluoropenta bon atomSN2 >> Alkylation, nucleophilic substitution ‘atom:SN2 >> Alkylation, nucleophilic substitution at sp3-carbor Ketone pathd-H-  hal
ne-2.4-dione at sp3-carbon atom >> Haloalkane Derivatives with atom >> Haloalkane Derivatives with Labile Halogen Reactive acceptor Ketone
Labile Halogen Functional
Groups
N-Methyl-N- 53206-64-3 No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
trimethysilylhe CHy halide:Haloacet
ptafluorobutyr | amide:Perflour
amide

F F

F F

F F
F

(Perfluorocycl 40677-94-9
ohexylmethyl
prop=2-enoate

3 243139-64-2
(Perfluoraisopr

opyD-2-
propenoic acid

No alert found No alert found

(Poly)
Halogenated

notoxic.
carcinogenicity

No alert found No alert found No alert found

ocarbon
derivatives;Sila

Michael additionMichael addition >> Polarised crylate No alert found No alert found AcrylateiAlken
Alkenes-Michael addition:Michael addition >> active ‘e moiety:Alkyl
Polarised Alkenes-Michael addition >> Alpha, beta~ Functional halide: Carboxyl
unsaturated esters Groups ic acid
ester,Cycloalk
anePerflouroc
arbon
derivatives

No alert found

Not classified No alert found No alert found Acrylic
acids;Alkane,
branched with
tertiary
carbonAlkene
moiety;Alkyl
halide: Carboxyl

acidPerflouroc
arbon
derivatives

invitro 3 EESE

EEHE
itro /M vitro DNA  HPR'
L] AR

in vitro

invitro A% in vitro #l MRS BESE  BESE lltn-'ﬁ EEHE
B® ;MDNAS B i MR vivo DNAJA in vivo 48 in vivo 7R3 in vivo 3
L]

HREHR MDNASR AurEB
B

in vivoZRRA
%!

ROAME




E1 CASRN &
2 73606-13-0
Allyloxyperfiuo F
roethanesulfon
I fluoride 0—s—o0
[
F—1—F
_—
Ha
Methyl - 127589-63-3
chloroperfluor F
opropanoate
o——F
F——F
o o
CHy
[(Heptafluorop 204057-69-2
ropyDsulfanylla 4
cetic acid
F——F
F——F
F— —F
HO' o
L3 892154-51-7
(Perfluorabutyl
-
propyloxyloenz
¥l aloohol
2-Vinyl(1- 18599-22-9
bromoperfluor
oethane)
HC—
F
F F
Br
F
2 239795-57-4
Vinylperfluorob, F

Pentafluoroally 67641-28-5
1 fluorosulfate F

-

-

Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS

y (genotox anc
nongenotox)
alerts by ISS

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found

Structural
alert for
nongenotoxic
carcinogenicity
Trichloro (or
fluoro)
ethylene and
Tetrachloro

(Nongenotox)

No alert found

No alert found

DNA binding by OASIS DNA binding by OECD

SN2;SN2 >> SN2 attack on sulfur atom;SN2 >> SN2 attack on  No alert found
sulfur atom >> Sulfonyl Halides

No alert found No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found No alert found

Oncologic in vitro
mutagenicity

Classification  (Ames test)
alerts by ISS

Alpha-and  No alert found

Alpha=and  No alert found
beta-

Haloether

Reactive

Functional

Groups

Alpha- No alert found
Halothioether

Reactive

Functional

Groups;Sulfur
Mustard

nvive Organic  BESTE v ARERERSR M BESE
mutagenicity  functional vitro & in vitro T
(Micronucleus) groups REHIR HRU
alerts by ISS T
H-acceptor-  Alkene

path3-H- moiety;Alkyl

acceptor

No alert found

No alert found

Not classified No alert found No alert found

Halogenated  No alert found No alert found

Linear
Aliphatic
Hydrocarbone

pe
Compounds.

Halogenated  No alert found No alert found
Linear

Aliphatic:
Hydrocarbone
Type

VP
Compounds

Not classified No alert found No alert found

halide;AllyLEth
er

moiety;Perflou
rocarbon
derivatives;Sul
fonyl halide

Alkyl
halide: Carboxyl
ic acid
esterPerflouro
carbon
derivatives:Per
halogenated

derivatives

Alkyl
halide: Carboxyl

acidPerflouroc

arbon
derivatives;Sul
fide

AlcoholAlkyl
halide:ArylBen
2yIEther
moiety,Perflou
rocarbon
derivatives

Alkene

derivatives:Per
halogenated
carbon

derivatives

Alkane,
branched with
tertiary
carbonAlkene
moiety:Alkyl
halidePerflour

derivatives

Alkene

halide:Alkyl
halide: Unsatur

ated
perhalogenate
d carbon

derivatives

inviro 3 GEEHME EESE inviro invito T invito # EESE BESE EESE EESE BESE
AUREER  vitro /ME vitro DNA HPR' FEMIDNAR RIRZEIERHL vivo /MEER vivo DNA in vivo 2 in vivo X7 in vivo 3
L] S 3 B ® ® E

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R

Bl



X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by ISS _alerts by IS 24—

Bis(1H.1H-  883498-76-8 No alert found No alert found No alert found No alert found Nitrogen No alert found No alert found Aliphatic

perfluoropropyl F Mustards amine,

Jamine eactive secondary:Alky

Functional I halide:Amine.
" " Groups secondary Perf
lourocarbon

F F derivatives
HN

F

F
F F
¥

103229-89-6 No alert found ANZANZ >> Schiff base formation/AN2 >> Schiff base

3 AN2/AN2 5> Schiff base formationAN2 >> Schiff base No alert found
(Perfluoroisopr formation >> Polarized Haloalkene Derivatives;AN2 >>  formation >> Polarized Haloalkene Derivatives:AN2 >>
opyD~(2E)- Thioacylation via nucleophilic addition after cysteine=  Thioacylation via nucleophilic addition after cysteine-mediated
difluoropropen mediated thioketene formation:AN2 >> Thioacylation via  thioketene formation:AN2 >> Thioacylation via nucleophilic
oic acid nucleophilic addition after cysteine-mediated thioketene addition after cysteine-mediated thioketene formation >>

formation >> Polarized Haloalkene Derivatives;SN2:SN2 ~ Polarized Haloalkene Derivatives;SN2:SN2 >> Alkylation, direct

2> Alkylation, direct acting epoxides and related after acting epoxides and related after P450-mediated metabolic

etabolic Alkylation, 3> Alkylation, direct acting epoxides and related

direct acting epoxides and related after P450-mediated after P450-mediated metabolic activation >> Polarized

metabolic activation >> Polarized Haloalkene Haloalkene Derivatives;SN2 >> SN2 at sp3 and activated sp2

Derivatives;SN2 >> SN2 at 5p3 and activated sp2 carbon atom;SN2 >> SN2 at sp3 and activated sp2 carbon atom

carbon atom;SN2 >> SN2 at sp3 and activated sp2 >> Polarized Haloalkene Derivatives

carbon atom >> Polarized Haloalkene Derivatives
2H- 59158-81-5 No alert found No alert found No alert found No alert found
Hexafluoropro
oyl allyl ether

F
-
-
r
FooF
Hexafluoroacet 66922-83-6 No alert found No alert found
viacetone Ho 1o
dinydrate
-
F F
°
-
°
e
3
Perfluoropinac 918-21-8 Structural o alert found
ol alert for

nongenotoxic
carcinogenicity
Substituted

alkylcarboxylic

acids
(Nongenotox)

(Perfluoro-3- 16083-76-4
methylbuty)-
o

No alert found No alert found

hydroxypropyl
acrylate

Tris(2.2,2-
trifluorosthyl)
borate

650-18-7 No alert found No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

No alert found

Michael additionMichael addition >> Polarised
Alkenes-Michael addition:Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta~
unsaturated esters

Alpha- and
beta~

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

Reactive
Ketone
Reactive
Functional

GroupsiNot
classified

Alpha- and
beta-
Haloether
Reactive
Functional
Groups

Acrylate
Reactive
Functional
Gro

No alert found No alert found Acrylic
acids;

Alkane,

carbonAlkene
moiety:Alkeny!
halide:Alkyl

halide: Carboxyl

ic
acidPerflouroc
arbon
derivatives

No alert found No alert found Alkane,

No alert found H-acceptor—
path3-H-

acceptor:No
alert found

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

No alert found H-acceptor
path3-H-
acceptor

branched with
moiety:Alkyl

halide;AllyLEth
moiety,Perflou

rocarbon
derivatives

Alkyl
hal

Ketone:No
functional
group found

Alcohol;Alkane,

branched with

tertiary

carbonAlkyl

halide: Dinydrox
]

yi
derivatives:Per
flourocarbon
derivatives

Acrylate;Alcoh

carbon;Alkane,
branched with
tertiary
carbon;Alkene
moiety;Alkyl
halide; Carboxyl
ic acid

derivatives

Not classified No alert found No alert found Alkyl

halide: Borate
ester

Vi o EEBE
AR

EEBME in vitro
itro /M vitro DNA  HPR'
L] AR

in vitro T~
B EMDNAS R E &S vivo /)
L3 3 B

in vitro #l B{EE|

1 EESE EESE EESE AESE
B vivo DNAJR o S in vivo IE in vivo I
M E,

REER WONAGRL AvhER
B

in vivoZRRA
%!

ROAME
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESME BESIE nvivod BEBIE BESE nvito  nvito & invivo ll BESME_ BESIE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS B HERH vivo /MEEL vivo DNAIE
nongenotox) Classification  (Ames test)  (Micronucleus) g RREHE DR B LR 3 B ® L]
alerts by ISS alerts by IS alerts by ISS 745
Perfluorosucci 699-30-9 No alert found No alert found No alert found No alert found Anhydride  No alert found H-acceptor-  Acid
nic anhydride path anhydrideAlkyl
Gompounds acceptor:Oxola halide:Oxolane;
ne Perflourocarbo
E n derivatives
E
o
F
o
o]

1,
bis(Trifluorom
ethyDmethoxy
~2-ethanol

Perfluoro-2-  335-36-4

butyltetrahydr

222-
Trifluoro-N-

407-37-4

(222~
trifluoroethyDa
cetamide

1- 355-95-3
Propenylperflu
oropropane

3H-Perfluoro- 77953-71-0

2244~
tetrahydroxype
ntane

.
(1H,1H.2H.2H-
Perfluorodecyl
‘thio)phenol

63693-13-0

142623-70-9

F

-

No alert found No alert found

(Poly)
Halogenated
Cycloalkanes
(Nongenotox);

No alert found

nongenotoxic
arcinogenicity

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found SN1;SN1T >> Carbenium fon Formation;SNT >>
Carbenium lon Formation >> Alpha halo ethers

(including alpha halo thicethers)

No alert found No alert found

No alert found

No alert found

No alert found

No alert found

No alert found No alert found

Alpha- and
beta-

No alert found H-acceptor
athd—H-

AleoholAlkane,
branched with

Haloether acceptor secondary
Reactive carbonAlkyl
Functional halideEther
Groups moiety,Perflou
derivatives
Alpha-and  No alert found Oxolane Alkyl
- halide;Ether
Haloether moiety;Oxolan
Reactive ePerflourocar
Functional on
ups derivatives;Sat
urated
heterooyclic
fragment
Nitrogen No alert found No alert found Alkyl
Mustards halide:Haloacet
Reactive amide;Organic
Functional amide and
Groups thioamide
Halogenated  No alert found No alert found Alkene

Linear
Aliphatic
Hydrocarbone

vpe
Compounds.

Alpha= and
beta-

Phenol Type
Compounds.

moiety:Alkyl
halide:AllyPer

No alert found No alert found Alcohol:Alkane,

ranched with
secondary
carbonAlkyl
halide

No alert found No alert found Alkyl

halide:ArylPerf
lourocarbon
derivatives;Ph
enol;Sulfide

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R

Bl



X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 24—

2-Amino-2H-  1619-92-7 No alert found No alert found No alert found No alert found Nitrogen No alert found No alert found Aliphatic

perfluoropropa Mustards )

ne eactive primaryAlkane

F Functional . branched
Groups with secondary
carbonAlkyl

halide;Amine,

F F primaryPerflo
urocarbon
F, derivatives

NH,
E
£

Perfluoro(N-  382-28-5 (Poly) No alert found No alert found No alert found Alpha=and  No alert found H-acceptor~  Aliphatic

methylmorphol Halogenated beta- athd-H-  amine,

ine) Cycloalkanes Halosther acceptor  tertiaryiAlkyl
(Nongenotox): halide; Amine,

- Structural Functional tertiary.Ether
- alert for GroupsiAlpha~ moietyMorpho
nongenotoxic Haloalkylamine fine;Perflouroc
carcinogenicity. Reactive arbon
F Functional derivatives:Sat
GroupsiNitroge urated
e n Mustards heterocyclic
Reactive fragment.
|3 Functional
7 OF Groups

(Perfluorobuty 559-94-4 No alert found No alert found No alert found Michael additionMichae! addition >> P450 Mediated Reactive No alert found H-acceptor-  Alkyl

-2~ Activation of Heterocyclic Ring Systems Michael  Ketone pathd-H-  halideAryiDik

thenoylmethan - addition > P450 Mediated Activation of eactive acoeptor  etoneKet

e Heterocyclic Ring Systems >> Thiophenes-Michael Functional Perflourocarbo

addition:SN2:SN2 >> P450 Mediated Groups n
Epoxidation;SN2 >> P450 Mediated Epoxidation >> derivatives:Thi
Thiophenes-SN2 ophene
N-(3- 50598-28-2 No alert found No alert found No alert found SNISNI > Iminium lon Formation:SN1 >> Iminium Not classified No alert found No alert found Aliphatic
(Dimethylamin Ton Formation >> Aliphatic tertiary amines amine,
o)propyl) tertiary:Alkyl
perfluorohexan halide; Amine,
e sulfonamide tertiary.Perflou
rocarbon
derivatives:Sul
fonamide
©- 3709-71-5 No alert found No alert found No alert found No alert found Halogenated  No alert found No alert found Alkane,
Perfluoro(4- Linear branched with
methyl-2- Aliphatic. tertia
pentene) Hydrocarbone carbonAlkene
vpe moiety:Alkenyl
Gompounds halide:Alkyl
halide;Perflour
ocarbon
derivatives
Perfluoro-3,6- 7309-84-4 (Poly) No alert found No alert found SNI:SNI > Carbenium lon Formation:SN1 5> Alpha-and o alert found H-acceptor~  Alkyl
dimethyi- Halogenated Carbenium lon Formation >> Alpha halo ethers  beta- pathd-H-  halide;Dioxane;
dioxan-2-one F F Cycloakanes (including alpha halo thioethers) Heloether acceptor  Ether
(Nongenotox), Reactive moiety,Lacton
F Structural Functional sPerflourocar
£ alertfor Groups bon
0 nongenotoxic derivatives
o carcinogenicity.
° F
3
E
F
F F
2 67437-97-2 No alert found No alert found No alert found No alert found Halogenated o alert found No alert found Alkane,
Chioro(perfluo Linear branched with
ro-2- Aliphatic. tertia

methylpentane
)

Hydrocarbone

vpe
Gompounds.

ry
carbonAlkyl
halide:Perflour

derivatives;Per
halogenated
arbon

derivatives

Vi o EEBE
AR

BESE in vitro
itro /M vitro DNA  HPR'
L] SN

vitro i vitro

in B
B EMDNAS MR HEH vivo
L3 3 B

Bt EESHE
INEER vivo DNAJR
L]

BESE BESE BESE
in vivo 8 in vivo RIE in vivo 3
HREHR M?;NASEZ AurEB
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

Perfluorocyclo 6588-63-2 (Poly) No alert found SN2:SN2 >> Direct acylation involving a leaving groupSN2 >>  AcylationAcylation >> Direct Addition of an Ayl Acyland  Acyl halides | Acyl halides | Acyl

hexanecarbony Halogenated Direct acylation involving a leaving group >> Acyl Halides Halide:Acylation >> Direct Addition of an Acyl Benzoyl Type halide;Alkyl

1 fluoride Gycloalkanes Halide >> Acyl halide Compounds halide;Cycloalk
(Nongenotox): ane;Perflouroc,
Acyl halides arbon
(Genotox):Stru derivatives
ctural alerts
for both
genotoxic and

F  nongenotoxic
carcinogenicity.

(Perfluorooctyl 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

Jpropyl halide;Carboxyl

acetate ic acid

esterPerflouro
on
derivatives

2 31253-34-6 No alert found No alert found No alert found No alert found Alpha-and  Noalert found No alert found AlcoholAliphat

Aminohexafiuo F beta- ic amine,

ropropan-2-ol Halosther primary:Alkyl

Reactive alide: Amine,
Functional primaryPerflo

F—ra —7F GroupsiNitroge. urocarbon
n Mustards derivatives

eactive
Functional
HO—1——NH, Groups
F——F
F

Methyl 63363-43-4 Structural  No alert found No alert found SNI:SNT >> Carbenium fon Formation:SN1 >>  Alpha- and  No alert found H-acceptor~  Alkene

perfluoro(3- alert for Carbenium lon Formation >> Alpha halo ethers  beta~ athd-H-  moietyAlkeny!

a- nongenotoxic (including alpha halo thioethers) Halosther acceptor  halide:Alkyl

ethenyloxypro N carcinogenicity. Reactive halide: Carboxyl

an-2- o Trichloro (or Functional ic acid
vioxy)propanoa fluoro) up ester Ether
te) o. . ethylens and moiety:Perflou
7 Tetrachloro rocarbon
- F (or fluoro) derivatives:Un
ethylene saturate
(Nongenotox) perhalogenate
d carbon
derivatives
N- 1652-63-7 T No alert found No alert found No alert found No alert found Not classified No alert found No alert found Alkyl
[(Perfluorooct v v halide;Perflour
Visulfonamido) ocarbon
propy-NN.N- derivatives:Qu
trimethylammo, 1 aternary
nium iodide ammonium
[ - salts:Sulfonami
e de
L
Decafluorocycl 355-75-9 (Poly) No alert found No alert found No alert found Halogenated  No alert found No alert found Alkene
ohexene Halogenated moiety:Alkenyl

n

560-02-1
(Phenylmethyl)
perfluorobutan

amide

nongenotoxic:
carcinogenicity

No alert found No alert found

No alert found

Cycloalkane
vpe

Compounds

Michael addition;Michae! addition >> P450 Mediated Not classified No alert found No alert found

Activation to Quinones and Quinone~type
Chemicals;Michael addition >> P450 Mediated
Activation to Quinones and Quinone~type
Chemicals >> Arenes

halide:Alkyl
halide;Cycloalk

ne
moiety,Perflou

fragment

Alkyl
halide:ArylBen

BESE EESHE
FEMADNAS Bl BEEEH vivo /MEEL vivo DNAJR
L3 £l B ]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
R
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 745

THIHIH-  36405-47-7 No alert found No alert found No alert found Michael additionMichael addition > Polarised Acrylate No alert found No alert found Alkane,

Perfluorobutyl Alkenes-Michael addition;Michael addition >> Reactive ranched with

2 Polarised Alkenes-Michael addition >> Alpha, beta~ | Functional seconda

methylacrylate unsaturated esters Groups carbonAlkene

moety:Alkyl
halide;Allyl:Gar
boxylic acid

3H-Perfluoro- 1694-30-0
4-hydroxy-3-
penten—2-one

Trifluoroacetic 76-05-1

HO

o

- 356055-76-0
((Perfluorohex
ylethyDphenyl

methanol

684-78-6
Bis(trifluoroac
etyDhydroxyla

3H- 379-90-8
Perfluorobutan
oic aci

Perfluoro-
tert-butyl
isobutyrate

914637-43-1

alphabeta~  No alert found
unsaturated

(Genotox):Stru

ctural alert for

genotoxic

carcinogenicity

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

No alert found No alert found

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

No alert found No alert found

No alert found

No alert found

No alert found No alert found

esterMethacry
late;Perflouroc

arbon
derivatives
Alpha-and alphabeta- alphabeta~  Alkene
beta~ unsaturated  unsaturated  moiety;Alkyl
Haloether carbonyls  carbonylsH-  halide;EnolKet
acti acceptor—  one
Functional path3-H-
GroupsiReacti acceptor
ve Ketone
Reactive
Functional
Groups
Alpha-and  No alert found No alert found Alkyl TA1535TA1537,TA98, TA100, TA102 Human  lymphoma
be halide: Carboxyl (+59) Negative lymphocyte L5178Y
Haloether ic aci (%89 cells(£59)
Reactive Negative  Negative
Functional
Groups

Not classified

Not classified

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

No alert found No alert found Alcohol:Alkyl

alide;Ary:Ben
2ylPerflouroca
b

rbon
derivatives

Alkyl
halide:Haloacet
amide

Alpha-and  No alert found No alert found Alkane,

beta- branched with
Haloether secondary
Reactive carbon;Alkyl
Functional halide: Carboxyl
Groups i

Not classified No alert found No alert found

acidPerflouroc
n

derivatives

Alkane,
branched with
tertiary
carbonAlkyl
halide: Carboxyl
esterlsopropyl
Perflourocarb
on derivatives

invitro 3 GEESME GEEBE  inviro invitro T in vitro
AUREER  vitro /ME vitro DNA HPR'
L] S

B
SEMDNAS B BEEGHR vivo
L3 B B

Bt EESHE
INEER vivo DNAJR
L]

EERE EEATE_BEAE
in vivo 2 in vivo A5 in vivo 3

HREHER WONAGRL *vhEtB
R

in vivoZZZX REAAME
%!

Bl



&% CASRN
3H.3H- 400-49-7
Perfluoro-2-

butanone

Trifluoroacetic 407-25-0
anhydride

5 66137-74-4
Iodoperfluoro-
3

oxapentanesulf
ony fluoride

B IHTH 2H, 17527-20-6
2H-

perfluorooctyl
acrylate

B Bis(2-
hydroxyethyDa
perfluorooctan
esulfonic acid

70225-14-8

80 Lithium 20457-72-5
perfluorooctan
esulfonate

BN Perfluoro(2-  1190931-41-9
[5-methoxy-
1,3-dioxolan-
4-yloxylacetic
acid)

DNA binding by OASIS

No alert found

No alert found

Radical;Radical >> ROS formation after GSH depletion;Radical
>> ROS formation after GSH depletion >> Geminal

"E Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS
v (genot
nongenotox)
alerts by ISS
No alert found No alert found
F
F F
[e]
F F
F
No alert found No alert found
F
F F
[o] o]
F
o
F
3
No alert found Radical:Radical >> ROS formation after GSH
F depletionRadical >> ROS formation after GSH depletion
>> Geminal P
Acylation involving a leaving group after metabolic
activation;SN2 >> Acylation involving a leaving group
after metabolic activation >> Geminal Polyhaloalkane
F——F Derivatives:SN2 >> Nucleophilic substitution at spd
carbon atom after thiol (glutathione) conjugation:SN2 >>
Nucleophilic substitution at sp3 carbon atom after thiol
F—f —F (glutathione) conjugation >> Geminal Polyhaloalkane
Derivatives
F
| o
F F
F

No alert found No alert found

No alert found No alert found

|

v No alert found No alert found

(Poly) No alert found
Halogenated
oH  Oycloalkanes

(Nongenotox)
o
Structural
- alert for
- nongenotoic

. F carcinogenicity

oo

o
" °
F
L
i

Acylation involving a
leaving group after metabolic activation;SN2 >> Acylation
involving 2 leaving group after metabolic activation >> Geminal
Polyhaloalkane Derivatives:SN2 >> Nucleophilic substitution at
5p3 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

ANZANZ 5> Schiff base formation by aldehyde formed after
metabolic activation:AN2 >> Sehiff base formation by aldehyde
formed after metabolio activation >> Geminal Polyhaloalkane
Derivatives;RadicalRadical >> Radical mechanism via ROS
formation (indirect):Radical >> Radical mechanism via ROS
formation (indirect) >> Geminal Polyhaloalkane
Derivatives;SN2:SN2 >> Acylation involving a leaving group

fter 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 >> Nucleophilio
substitution at sp3 carbon atom after thiol (glutathione)
conjugation >> Geminal Polyhaloalkane Derivatives

AN2AN2 >> Schiff base formation by aldehyde formed after
metabolic activationAN2 >> Schiff base formation by aldehyde
formed after metabolic activation >> Geminal Polyhaloalkane
Derivatives;Radical:Radical >> Radical mechanism via
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

ANZAN2 >> 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

DNA binding by OECD

No alert found

No alert found

No alert found

Michael additionMichael addition >> Polarised
Alkenes-Michael addition:Michael addition >>
Polarised Alkenes-Michael addition >> Alpha, beta~
unsaturated esters

No alert found

No alert found

No alert found

Oncologic in vitro in vivo
i mutagenicity  mutagenicity
Classification (Ames test)  (Micronucleus)

alerts by ISS  alerts by ISS
Reactive No alert found No alert found

Functional
Groups

Not classified No alert found H-acceptor—
athd—H-
‘acceptor

Alpha-and  No alert found H-acceptor—

beta- path3-H-

Haloether acceptor

Reactive

Functional

Groups

Acrylate No alert found No alert found

Reactive

Functional

Groups

Not classified No alert found  H-acceptor—

Not classified No alert found No alert found

Alpha-2nd  No alert found H-acceptor—
beta- path3-H-
Haloether acceptor
Reactive

Functional

Groups

Organic EESE viro ERBAZRIB  BESYE EESME  invirod EESHE EESE  inviro
functional vitro 2 invitro T AUREUER vitro /M vitro DNA HPR
groups E > L] YRR

Alkyl
halide:Ketone

Acid
anhydride;Alkyl
halide

Alkyl
halide;Ether
moiety,Perflou
rocarbon
derivatives:Per
halogenated
carbon
derivatives;Sul
fonyl halide

V79 (£59)

Acrylate;Alken TA1535, TA1537, TA8.TAI00, WP2  CHL/U (=
9 Negative

moiety Alkyl uvrA(S9) Negative
halide;Carboxyl Negative
ic acid
ester;Perflouro
arbon
derivatives

AlcoholAlkyl  FXSFIRH, B Negative

halide;Ammoni

salt;Dihydroxyl
derivatives;Per
flourocarb

derivatives;Sul

acidSurfactan
ts - Anionic

Alkyl
halide:Lithium,
organoPerflou

derivatives:Sul
for

ic
acid;Surfactan
ts - Anionic

Alkyl
halide: Carboxyl
acidDioxolane;
Ether
moiety;Saturat.
ed

heterocyclic
fragment

in vi invitro #l BESE  BESE
i ENIDNAS RS EEEH vivo IMKER vivo DNAIR
A ] B L]

BERE REEE AESE
vivo 218 in vivo R in vivo 3
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X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS fing by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic EEBTE viro AMEAZRABR  BEHE BESBME nvtod BESIE_BEBME nviro  invitro A invito fl EEBE BEEE ﬂ«n-& EEBE
¥ (genots i mutagenicity  mutagenicity _ functional vitro 2 invitro ¥ AyREUR vitro /M vitro DNA  HPR SEMONAS B HEHR g :N;s: vivo DNAE in vivo 268 in vivo 5 in vive 3
nongenotox) Classification (Ames test)  (Micronucleus) groups HRERBR V2> B AR A £l ] HEFHR MDNASW AurEB
alerts by ISS slerts by ISS  alerts by ISS 74 —E B

NO_CAS Acyl halides  No alert found AN2:AN2 5> Schiff base formation by aldehyde formed after  Acylation/Acylation >> Direct Addition of an Acyl  Acyland Acyl halides Aoyl Acyl Positive(NIHS)
(Genotox)Stru metabolic activation;AN2 >> Schiff base formation by aldehyde Halide:Acylation > Direct Addition of an Acyl Benzoyl Type halidesH-  halide;Alkyl
. ctural alert for formed after metabolic activation >> Geminal Polyhaloalkane  Halide >> Acyl halide CompoundsiAl scceptor-  halideiEther
genotoxic Derivatives;RadicalRadical >> Radical mechanism vi pha- and athd-H-  moietyPerflou
- . carcinogenicity. formation (indirect);Radical >> Radical mechanism via ROS - scceptor  rocarbon
2 formation (indirect) >> Geminal Polyhaloalkane Haloether derivatives:Per
roproy Derivatives;SN2:SN2 >> Acylation involving a leaving group Reactive halogenated
dfluoride after metabolic activation:SN2 >> Acylation involving a leaving Functional carbon
Foo roup after metabolic activation >> Geminal Polyhaloalkane up: derivatives
Derivatives:SN2 >> DNA alkylation:SN2 >> DNA alkylation >>
Vicinal Dihaloalkanes:SN2 >> Internal SN2 reaction with
aziridinium and/or cyciic sulfonium ion formation
(enzymatic) SN2 >> Internal SN2 reaction with aziridinium
and/or cyclic sulfonium ion formation (enzymatic) >> Vicinal
Dihaloalkanes:SN2 >> Nucleophilic substitution at 5p3
atom after thiol (glutathione) conjugation:SN2 >> Nucleophilic
substitution at sp3 carbon atom after thiol (glutathione)
conjugation >> Geminal Polyhaloalkane Derivatives
X NO_CAS No alert found No alert found AN2ANZ > Schiff base formation by aldehyde formed after o alert found Alpha=and  No alert found H-acceptor~  Alkane, Positive(NIHS)
tetrafluoro-2- metabolic activation:AN2 >> Sehiff base formation by aldehyde beta- ath3-H-  branched wi
(heptafluoropr formed after metabolc activation >> Geminal Polyhaloalkane Haloether acceptor  tertiary
oxy)propanci Derivatives;RadicalRadical >> Radical mechanism via ROS Reactive carbonAlkyl

cacid2(trifluor formation (indirect) Radical >> Radical mechanism via ROS Functional haiide: Carboxyl

omethyDhexafl formation (indirect) >> Geminal Polyhaloalkane up ic acid

uoropropyleste Derivatives;SN2:SN2 >> Acylation involving a leaving group esterEther

v er metabolic activation:SN2 >> Acylation involving a leaving moietyPerflou

group after metabolic activation >> Geminal Polyhaloalkane rocarbon
Derivatives:SN2 >> Nucleophilic substitution at sp3 carbon derivatives
atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic

substitution at sp3 carbon atom ater thiol (glutathione)

conjugation >> Geminal Polyhaloalkane Derivatives

bis(3- NO_CAS Aliphatic ANZ:AN2 > Shiff base formation for aldehydes:AN2 5>  ANZAN2 > Shiff base formation for aldehydesiAN2 >> Shiff | SN2SN2 5> SN2 at an spd Carbon atomiSN2 >>  Alpha-and  Aliphatic  Aliphatic  Alkane Positive(NIHS)

chloropropanci halogens ff base formation for aldehydes >> Haloalkane base formation for aldehydes >> Haloalkane Derivatives with SN2 at an spd Carbon atom >> Aliphatic halides  beta- halogens halogen branched with
(Genotox):Stru Derivatives with Labile Halogen:SN2:SN2 >> Acylation | Labile Halogen:SN2SN2 >> Acylation involving a leaving Haloether quaternary
ctural alert for involving a leaving group;SN2 >> Acylation involving a  group:SN2 > Acylation involving a leaving group > Haloalkane Reactive carbomAlkyl
genotoric leaving group >> Haloalkane Derivatives with Labile  Derivatives with Labile Halogen:SN2 > Alkylation, nucleophilic Functional haiide: Garboxyl

chloropropano carcinogenicity Halogen:SN2 >> Alkylation, nucleophilic substitution at  substitution at spd-carbon atom:SN2 >> Alkylation, nucieophil ups ic aci

Yio)1,1,22- sp3-carbon atom;SN2 > Alkylation, nucleor substitution at spd-carbon atom >> Haloalkane Derivatives with esterfther

tetrafluoroprop Sibstitution at sp3-carbon atom 55 Holeaane. Labile Halogen moietyPerflou

oxyldifiuorome Derivatives with Labile Halogen rocarbon

thy derivatives

etrafiuo 3

ropropane- e

d.yudmxy]msu KT

tztnﬂunmnmv

Wester

- 677-84-9 Acyl halides  No alert found ANZANE 5> Schif baso formatin by sdehydo formed ftr - AcyltonAcylaton > Direct Addion of an Acyl Acylard Aoyl hldes Aoyl s Ao Positive(NIHS)

(trifluoromethy F (Genotox)Stru metabolic activation;AN2 > Schiff base formation by aldehyde  Halde:Acylation > Direct Addition of an Acyl Benzoyl Type

1-2333- ctural alert for formed after metabolic activation >> Geminal Polyhaloalkane  Halide >> Acyl halide Compounds. hram:hed gt

tetrafluoroprop. genotoxic. Derivatives;RadicalRadical >> Radical mechanism via ROS terti

ionicacidfluorid carcinogenicity formation (indirect);Radical >> Radical mechanism via ROS corbontAllyl

e F—7F——F formation (indirect) >> Geminal Polyhaloalkane halide;Perflour

Derivatives;SN2:SN2 >> Acylation involving a leaving group
er metabolic activation:SN2 > Acylation involving a leaving derivatives
roup after metabolic activation >> Geminal Polyhaloalkane
F— Derivatives;SN2 >> Nucleophilic substitution at sp3 carbon
atom after thiol (glutathione) conjugationSN2 > Nucleophilic
substitution at sp3 carbon atom after thiol (glutathione)
F F Gonjugation >> Geminal Polyhaloalkane Derivatives
F
4089-57-0 Acyl halides  No alert found ANZAN2 > Schiff base formation by aldehyde formed after  AcylationAcylation >> Direct Addition of an Acyl  Acyland Acyl halides  Acyl Acyl Positive(NIHS)
(Genotox):Stru metabolic activation;AN2 >> Schiff base formation by aldehyde  Halide:Acylation > Direct Adition of an Acyl Benzoyl Type halidesH-  halide:Alkyl
ctural alert for formed after metabolic activation >> Geminal Polyhaloalkane  Halide >> Acyl halide Compounds:Al acceptor-  halide;Ether
N genotoxic Derivatives;RadicalRadical >> Radical mechanism vi pha- and pathd-H moiety:Perflou

2Afiuorosuffony carcinogenicity. formation (indirect);Radical >> Radical mechanism via ROS - acceptor  rocarbon

DethoxyJpropio FF F formation (indirect) >> Geminal Polyhaloalkane Haloether derivatives;Sul

nicacidfuoride Derivatives;SN2:SN2 >> Acyiation involving a leaving group Reactive fonyl halide

o after metabolic activation:SN2 >> Acylation involving a leaving Functional
F after metabolic activation >> Geminal Polyhaloalkane up:
o F Dervatives SN2 55 Nucteonhit substtution o 553 carbon
F atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic
substitution at sp3 carbon atom after thiol (glutathione)
F conjugation >> Geminal Polyhaloalkane Derivatives:SN2 >> SN2
P at sulfur atom:SN2 >> SN2 at sulfur atom >> Sulfonyl Halides
o

- 701909-41-3 No alert found  ANZANZ >> Schiff base formationAN2 >> Schiff base  ANZ/ANZ >> Schiff base formatiomAN2 > Schiff base No alert found Acrylate No alert found No alert found Acrylate:Alken Positive(NIHS)

chloroacrylicac formation >> Polarized Haloalkene DerivativesiAN2 >>  formation >> Polarized Haloalkene Derivatives:AN2 >> Schiff Reactive

933445566 Thioacylation via nucleophilic addition after cysteine~ base formation by aldehyde formed after metabolic Functional

s mediated thioketene formation:AN2 >> Thioacylation via activatiomAN2 >> Schiff base formation by aldehyde formed GroupsiAlpha~

nonafluorohexy nucleophilic addition after cysteine-mediated thioketene after metabolic activation >> Geminal Polyhaloalkane and be

lester formation >> Haloalkene Derivatives with Electron-  Derivatives;AN2 >> Thioacylation via nucleophilic addtion after Halosther

Withdraving Groups:AN2 >> Thioacylation via ysteine-mediated thioketene formationAN2 >> Thioacylation eactive
nucleophilic addition after cysteine-mediated thioketene via nucleophilc addition after cysteine-mediated thioketene Functional
formation >> Polarized Haloalkene Derivatives;SN2:SN2 _ formation > Haloalkene Derivatives with Electron-Withdraving Groups derivatives
2 Mhiaton drec actin epoxdes and rlted sfer - roups AN2 > Thiocylton vi ucleptic aditon sfter
tabolic > Alkylation, thioketene formation >> Polarized
it acking spodes and relted ater Haloalkene >> Radical mechanism
metabolic activation >> Haloalkene Derivatives with via ROS formation (indirect)Radical >> Radical mechanism via
Electron-Withdrawing Groups:SN2 >> Alkylation, direct | ROS formation (indirect) >> Geminal Polyhaloalkane
° acting epoxides and related after P450-mediated Derivatives:SN2:SN2 >> Acylation involving a leaving group
s metabolic ctivation >> Polarized Haloalkene after metabolic activation:SN2 >> Acylation involving a leaving
N Derivatives:SN2 >> SN2 at sp3 and activated sp2 group after metabolic activation >> Geminal Polyhaloalkane
o carbon atomSN2 >> SN2 at spd and actvated sp2  Derivatives:SN2 >> Aleation,direct acting eporides and

3. 661-54-1 No alert found ANBANZ 35 Nucleophiic addton to. ', ~unseturated | ANZANE 55 Nucleophiic addtion to &8 -unsaturated No alert found Halogenated o alert found No alert found Alkyl Positive(NIHS)

rifluoropropyn carbonyl compounds;AN2 >> Nucleophilic addition to @/, carbonyl compounds:AN2 >> Nucleophilic addition to @/, inear haiide:Alkyne

e B -unsaturated carbonyl compounds > Propyne unsaturated carbonyl compounds > Propyne Derivatives:AN2 Aliphatic. moiety.

Derivatives:SN2:SN2 >> Alkylation, nucleophilic >> Schiff base formation by aldehyde formed after metabolic Hydrocarbone
substitution at spd-carbon atom:SN2 >> Alkylation, activation:AN2 >> Schiff base formation by aldehyde formed voe
nucleophilic substitution at sp3-carbon atom > er metabolic activation >> Geminal Polyhaloalkane Compounds
F Propyne Derivatives Derivatives;RadicalRadical >> Radical mechanism via ROS
formation (indirect);Radical >> Radical mechanism via ROS
— formation (indirect) >> Geminal Polyhaloalkane
HC— Derivatives;SN2;SN2 >> Acylation involving a leaving group
after metabolic activation:SN2 >> Acylation involving a leaving
roup after metabolic activation >> Geminal Polyhaloalkane
F 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

in vivoZRRA
!

ROAME

Bl



Perfluorometh 51294-16-7
Yidecalin

Perfluorodimet 28677-00-1
hyloyclobutane

Perfluorohepta NOCAS 89771
nes (branched 8
and linear)

#N/A #N/A
#N/A #N/A
#N/A #N/A

HN/A

#N/A

HN/A

#N/A

#N/A

#N/A

HN/A HN/A HN/A
#N/A #N/A #N/A
HN/A HN/A HN/A

X ] CASRN (.53 Carcinogenicit DNA alerts for AMES, CA and MNT by OASIS DNA binding by OASIS DNA binding by OECD Oncologic in vitro in vivo Organic BESE vito AR EALESE  BESE BESE
¥ (genotox an mutagenicity  mutagenicity _ functional vitro 2 in vitro ¥
nongenotox) Classification  (Ames test)  (Micronucleus) groups HERBHR YR~
alerts by ISS alerts by IS alerts by ISS 24—

em 22 765-63-9 No alert found SN2:SN2 > Alkylation, direct acting epoxides and SN2SN2 5> Alkylation, direct acting epoxides and related: SN2 No alert found Alpha- and  No alert found No alert found Alkyl Positive(NIHS)

tetrafluorooxet related;SN2 > Alkylation, direct acting epoxides and > Alkylation, direct acting epoxides and related >> - halide Ether

related >> Helogenated Oxetanes and Haloepoxides  Halogenated Oxetanes and Haloepoxides Haloether moiety,Oxetar
Reactive ePerflourocar
Functional on
F F up: derivatives:Sat
urated
heterocyclic
F fragment
F 0
8 34-dichloro~  678-06-8 Acyl halides  No alert found ANZAN2 > Schiff base formation by aldehyde formed after  AcylationAcylation >> Direct Addition of an Acyl  Acyland  Acyl halides  Acyl halides  Acyl Positive(NIHS)

22344~ F (Genotox):Stru metabolic activationAN2 >> Schiff base formation by aldehyde  Halide:Acylation >> Direct Adition of an Acyl Benzoyl Type halide;Alkyl

pentafluorobut ctural alert for formed after metabolic activation >> Geminal Polyhaloalkane  Halide >> Acyl halide Compounds. halide:Perhalog

yricacidfluorid genotoxic Derivatives;Radical Radical >> Radical mechanism via ROS enated carbon

e Cl—t——F  carcinogenicity formation (indirect):Radical >> Radical mechanism via ROS derivatives

formation (indirect) >> Geminal Polyhaloalkane
Derivatives:SN2:SN2 >> Acylation involving a leaving group
after metabolic activation'SN2 >> Acylation involving a leaving
Cl—p—F group after metabolic activation >> Geminal Polyhaloalkane
Derivatives;SN2 >> DNA alkylation:SN2 >> DNA alkylation >>
Vicinal Dihaloalkanes:SN2 >> Internal SN2 reaction with
F——F aziridinium and/or cyclic sulfonium fon formation
(enzymatic):SN2 >> Internal SN2 reaction with aziridinium
and/or cyclic suffonium ion formation (enzymatic) >> Vicinal
Dihaloalkanes;SN2 >> Nucleophilic substitution at sp3 carbon
/\ atom after thiol (glutathione) conjugation;SN2 >> Nucleophilic
T cubstitution at 553 carbon atom afte thil (gutathione)
conjugation >> Geminal Polyhaloalkane Derivatives
BM  Methanesulfon 335-05-7 No alert found | SNZ:SN2 >> SN2 at sulfur atom;SN2 >> SN2 at sulfur  SNZ:SN2 >> SN2 at sulfur atom:SN2 >> SN2 at sulffur atom > No alert found Not classified No alert found No alert found Alkyl Positive(NIHS)
¥l fluoride, atom >> Sulfony| Halides Sulfonyl Halides halide:Sulfony!
trifluoro- haiide

HN/A

#N/A

HN/A

Vi o EEBE
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itro /M vitro DNA  HPR'
L] SN
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