BAE ENNOEEREWEREET —FX—2R

TTC OEARREMEZMFTT 2122720 . TTC [EORECHGE « [ L DON—2 L7258
FFOFMERRT — 2 FRCh~RYEERR T — 2 2L TV 57— X=X {2250 T
MEL, ZZTIE UFOT7T = R_R=RZHOWTHIEZHRET D,

+ HESS (Hazard Evaluation Support System Integrated Platform : A E M RHI P2~ A 7 A
WET7 v b7 H—2D)

+ OECD QSAR toolbox

- RepDose (repeated dose toxicity)

* CHRIP (Chemical Risk Information Platform : LW/ E A H R T AT L)

- ACToR (Aggregated Computational Toxicology Resource)

- ToxRefDB (Toxicity Reference Database)

- CPDB (Carcinogenic Potency Database)

1. FEHFMEXEL AT AHET Ty T+ — A
(Hazard Evaluation Support System Integrated Platform : HESS)
http://www.nite.go.jp/chem/gsar/hess.html

HEMGIAM XY AT L8477~ N7+ —2 (Hazard Evaluation Support System
Integrated Platform : HESS) (%, FNZATEE NS FEAGE I B E6HE  (NITE) 2%, JRSZATEC
ENFT TRV X — « EEEFAITRA BN (NEDO ; Rk 19~22 ) R ORRFEESE (F
B 23 FEE) D OZFEES THEEIEMAME AL X2 A FUMEFERRE) ez

MY —&—h B (ARMEEAEGRERLZ eI 7 — 2 —R) 2w
T, B LEtkatt, ENZEIES A SEAEMZEIT. Burgas “Prof. Assen Zlatarov” University,
ENERFENTALKR T, FRIEANBEE SR & LR TR L7z, KE&RGEEO LT 2
V= 770 —=FIC LDl 2 BT D DD RAT A TH D,

Tabb, #7AY) =TT —FICLRERGHEOT =2 X v v T AR
IOV AT LE LT, RERGHEORMABRT -2, 17 2TV —(EOTD DR
V=V IMER STV D,

B, FHT —ZN=2AMEIZHONWT, Agatao () SGREh i SR s Ly
HERYE X —UHESEZENORFEON B BindoT,

HESS ICHEH INTWEHT —F_X—R X, 7 v F&HViz 28~90 HFRR O KE 55
RERT —Z 20T, 2,038 WE, £ 3,600 RERT — X A L TV D3, KEL 320
T T = AR AT B,

(D HESS RepDose : HADILFRIEZEIZE T 2BEF LFEWE O S EETED N5
MR T — 2 2L e LT — 4 _X—2ThbH, 7v bEHWE 28 HRELL EOKIE
RO GFHMERBR T, A RIA VO T 1 b 212 LY GLP F b, M7
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T—APRARINTNDHHON, FICREIN TS, {LFHIEFHME 50 WE, &
WL 30 ME A B D, GEt 688 MEHE STV S,

@ COSMOS : BN DALNES ORAERERIEFFE 7 2w =7 & (SEURAT Y'm¥ = b
DIRPOH T Tr Y= hTHD COSMOS) THE I NT=T — ¥ _— 2T, LhEihR
ket & Uiz 852 WE o BmikEsREr T — 2 A ST b,

@ ToxRef: K[E EPA BAK L TNDHT —HX—RT, 403 WENIHEH LT\ D,

BB, BFHLIIT—H =T HELTCND,

Fe= B R—2 L L TOERMEIL. BT —2Ol%E. BHEWMEOHRE, KT —Z 0D
BoHLThHD, LLF, FIEOWMELZ R L=, 7238, HESS (ZiX., TTC IZHWH AL TWD
Cramer 734 HEI CTIT O MERE DB S LTV 5,

(1) #ET—F O

HESS [ZH SN TW S ERIME ORITEATEETH Y . WEORRIIMEAWEL PR, CAS
For, IR (SMILES KiD, SUTHEH) (X VATH T LN TE D, CAS FH 53]
BIL TR, CASEFEZEZMWTEREN R BEIRNTH D,

O bEWE ORI+ (CAS F5. LB, &) & AJ,
CAS Fri., XiHMbF#EEZ ATIT25 (K 4-1-1),

luation Supporl System

Hazard Evaluation Support System

wnmmz—nda-w-
4 Settarget | {} Add to post-targets st | O, CAS#| ¥ Chemical name & Drawing § ROT tests e Database User List Load DB Load Inventory
Categories
GapFiling S
-]
Metabolism
Set Target
DCASESDAR CHs
VA
/ °
CH,
e : r e Al T 5

X 4-1-1 CAS HZEEDAN

T rty T 5L EOMICHENRIE S D (X 4-1-2),
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2% Hazard Evaluation Support System

Hazard Evaluation Support System

. | CASho 591-87-7
e /J°‘<CH_ e —— SiNCopcR
- ]
Profiling | /7 todstamatin | metabobsm mode- |
RDT Data
{r settarget  {F Add to post-targets kst O, CAS# 8 Chemical name B Drawing | £ RDT tests Se Database User List Load DB Load Inventory
Categories o . hic waT um /E00WN-]uf e s - RREE MM
SMRESANCY < " oo |1
GapFilling (22 r= F0 ] M st
Temlstes | work |
Report k-]
-] v 0
P '{Q,‘\f" cH2 o /&
. \cu/ o (=]
— ‘o=
Set Target
F QL MEDHE
At et
2 X
I cava-me org)
‘p".h“ﬂllﬂlwmhumhﬂlﬂ
i e e L === - 6

4-1-2  ALZAHEIE O

(ORra=0v o NS4

T B R= R ZH SN T DEE X R IEREIUET S,

L XD &9 21EH® (B, bERISME, DNA L ofEAtE, R, HESS ([2#5# L
TWH AT ) —FRARLY) ICETL e 77 A4 7—&8RT 5 (K4-1-3),

Categories  frofies: 1 e enponts 1 rarget) |
Profing methods A
Empiric =l -
Gap Filling [Jchemical slements M s %
[J6Groups of elements —
D i Bl
Repot || BTy
CJacganic functional genuos (nastad ESubstance identity
Metabolism [Forganic functional groups (US EP

[[Jorganic functional groups, Norbert

[Z]study No. (Lnk to SSRDT) E ﬂg ;
Horom oo | {65 RGIE

CSCL Cass b
Rit Liver Metabolsm Database ﬁ;ﬂ

e — HhFI—BEEEAF
Metabolsm
Documented A
[J0bserved Rat Liver metabolsm
Simulated
[Jossocation smauktion
[CJuwver Metabolsm Smulstor =
[[JMEDO In Vitro Rat Celular Metabo
- INEDO In Viro pat Hoosorsl nii_li
i
1 Single chamical | [ [rrorw “ o e Biows 77J

X 4-1-3 7ur7ZrA )0 (Fa7yrAT7—0ER)

Profiling (X 4-1-3 D) %#FEhiT 5L, WELFHRPERIND (K4-14),
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Hazard Evaluation Support System

Chermical name: aliyl acetate; acetic acd, 2-propenyl e |

®
Input ¢ CAS Mo 591-87-7
" o—< " sMmEs CCH=0)0cC=C
" @ " A
I CHy o data matr - J m—h_l
RDT Data
Gather | Lo ]
C
5 Databazes ‘ﬁ‘
Bomarkes D6 Structure e
Gap HI"ng ’::mudmrmw (regstered n Japan) c{_/
"lﬁiﬁlﬂm chesmicais’
Report 1+€55 Repeated Dose Towaty {CSCL tew Chemcais| | E1Substance Identity
n ToaRef DE \Profils
Hetaboliem ool T F
Aliphatic Carbon [-
. s
BOTEMET—2EAF Al i e ) e, | {EFRBIE
oo | oM
ic ¢ ¥
Oefini =C = =B
4 12 Study No. {Link o SSROT) 318 i :’JTjU_ﬂﬁf&a
Rat Liver Metabolism Database Root of map No. 255 =,
ML — Repeated dose (HESS) m.,u.s:a:m:mm %im

4-1-4 Fu 7y ANDFER, FEEEFROINE

@#FHME (RDT) 7— & OH,

4-1-5 OHE CHEMET —F N— A% #5 & NOEL/LOEL 7 —# & and (X 4-1-5
),

FAEBRGEEOSGEITT S FRA SR EEH 2753, 500 FES SWIZEH L TAN S
TWb, Z{UERALNTZHENRLTHY, ZOV0EDTFTOHEN NOEL & W IHETA-S
TWn5,

T—2Y ) =% &, K KAFRA L FONOEL/] LOEL 7 —X¥ 25\ TX %,

TNENOENEE 7V v 735 ERBREHFEHN —ER TR RIND,

Hazard Evaluation Support System

Bomarier 08

cosMOs 08
Drug Repaated Dose Tawaty (egutersd m Japan)
HESE 0T D8 B chemicai)

¢
Report HESS Repeated Dose Tomcty (CSCL tew Chemcai| | | o
Touke! 0B

=

T—2U)—%EME
EIVFRAUFD
NOEL/LOELT —%%
$MTED,

T

4-1-5 HET—H OFER

ot =]
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(2) EWHEORR

HESS Tl%, 7 3V —{bZ2XET 572010, BEUWMEORBE LV NV—T{d 25 2 & M)

RETH D,

7 —7iciE, BREEE, (LFRUGHE. DNA & ofEatE, . HESS ([Z## L T\5
7 AY —IFR L, ROREELE (Structural Similarity ; hAR = P h v (R R,
BRI HORFN0H D HF~DORE, BEMIEOIERR . i & JRE OFXT 727
ERILR) ZRBUME L | LRI R (R, Fr— v e OMES) OBUEEE
bElbD,) REDEERH D (X 4-1-6, [X4-1-7),

B ROBT T —AbETotk, BARDFETIBICY T AT I Y —bEITV, £

FAUPED =S WIS D AT Z ENATRETH D,

SOIZMERDT Y LD, A, REHCBT 57 — 2 N—2 bR S 1,
TN ZMNTHRA 2IEREZIE L, REBWEOEMLEZ THT L5 Z ERWREL 2> TV

Do

2 Hazard Evaluation Suppor!

Hazard Evaluation Support System

t System

Gap Filling
Report

-]
Metabolism ‘Organic functional groups (nested)
| Jorgani: functional groups (US E7A] ’

X 4-1-6 T —¥ 2 7 HEOER

2 Groupng methgs 5 !

Lonski Rule Oass =l
Organi functional groups

Structure smiarty

Effect smiarty
Study No. (Link to SSRDT)
Chamical No. (Link to HESS D8)
RDT Report No.
CSCL Chss
B3t | hear Matrahnl Matshaca ¥ =
Defined Categories
Document

~<

Dose Toxicity

r@Bde Duct
B Hepatocyte

Chemical name: aliyl acetate; acetic ack, 2-propenyl e |

(MB)M: 12 mg/kg/da
(13M: 50 mg/kg/da
{1H4)M° 25 mgikg'da

(172)M: 25 mg/kg/da
{(18)M: 25 mg/kg/da
(12M- 25 mgkg/da
(13)M- 25 mg/kg/da
(1M 50 mgikg/day

CCTIHED
BEEEEREO
MEERE

Input cH, | CASHe 591-87-7
" u-—< sMlLES. CCN=0)0CC=C
1 0
Profiling 4
CH; to dati matrix ] metabolism mode..
RDT Data
| 1 (Target) 2 B i'
| Categories ] J i& |
Gap Filling : | Structure ‘:/I_/D-i € @_ i~ ﬁ
Comisrre Categories =
Grouping mathods
Report Lpiiki Rule Dass || ©@Substance identy
a onganic functonal grouos Repeated Dose Toxicty I
Metabolism Organic functional groups (nested) HeILoEL
Organic functional groups (US EPA) |-51Blood Chemical Examination (M16)M 12 mgkg/ida . M 50 mg/kgiday, 5
Organic functional groups, Norbert Ma Lo General Signs {3/8)M: 50 mg'kg/da M 62 mg'kg/day, 2
Structure smianty [HoHematological Examination (2TM 25 mg'kg/da
Effect smiarty 7
Study M. (Link to SSADT) _J Fadage
Chemical No, (Link to HESS DB) HEKidney (12
ROT Report No. HoiLiver
=1 Bile Duct {3B)M 25 mg'kg/da M: 125 mg/kg/day.
i Hepatocyte (312M 25 mg'kg/da M: 250 mg/kg/day.
Defined Categories HElKupfer Cell (1/2)M: 25 mpkg/da
= Document Undefined M: 25 mg/kg/da. M 62 1
4] Alohasc Carbon ICHI A0 Alchatc Cart = e G 2 moty mglhgday

X 4-1-7 FUPMET — % OFR
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(3) F—% ol

HESS |[ZH#HINTNWDLT —HRXR—ADT —H 2T XA MG T/ AR—- 1 T252 L
MARETH D,

BEOT =2 RXR—2A %k HbE T AKR— b TE 5,

D Lord DBE— F&ZBIR L=, =7 AKR— 557 —HF_X—2 %8R (X 4-1-8),

=" Haraed Evalustion Support System

Hazard Evaluation Support System

F | = name:
Input L]
P..B

L) O SELECTED TARGET
S5, Lo datis matrix I vt abolism mode... I ®
ROT Data | ' —_—
4 set target | 4 Add to post-targets kst | & case M chemical name ) Drawing § RDT tosts Se Database Usor [ist Load DB Inventory
Categories
: oer 3
Gap Filling ety
Report | QQF

Metabolism

|Orug Repeated Dose Tonoty {regstered in Japan)
ROT chemicals

Focity
IHESS Repested Dose Towioty (CSCL Mews Chemicals)
[Parents n Riat Liver Metabolem 08

TaxRef D8

@F —4_R—AEEIR
(EHRIRTBLLTTEE)

Ko |

4-1-8 T —H DT AKR—h

@ WRBLTHT—HR=2ADT —ZDIE (X4-1-9), Fx (X4-1-10),

% Hazord Evaluation Support System

Hazard Evaluation Support System

”- || NO SELECTED TARGET
Profili
——ng ® to dotomatri > | Labul de.. |
RDT Data
AT 1
| ]] E B
Categories - i -
Databases O
L] Biomarker 0B Structure
- (@)} c—@ < \)
G.p Fllllng "Zuwmomwna:rhwwrdn—lmm)
] HESS ROT D8 (HPY chemscals) Coy
HESS Repeated Dose Toxioty
Report e o oaied Do Toxcty (€501 New Cremicas| | ©Substanca Kdentiy
n L] Tosref 0B R Doas Toxici
Metabolism Biomarker

fLEMmENARTENS,

— |

BT —STIE.

KIN ] |

B 4-1-9 T —FRX—=RE SN TV DT — % OIUE
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® e+ 57—

4-1-11

4l

®_

ﬂmﬂ‘]lﬂ 1E3 mg/kg/day.. M: 861 mg/kg/day.

b b &

M- 175 mo/gday

Body (1230/2690)M: 862 mg/kg/day. M. 266

12 BT 3% TR,

Inventonies

RDT Data

4-1-10 F—HRXR—A 2PN TWDLTF—

4 (NOEL/LOEL %) DR, =7 AR — bk (

Z DEIR

todamateie-> | metabobsm mode_ |

Categories
Gap Filling
Report

]
Metabolism

NOELT—4%T ¥ AR Texport

F—=H DT AKR— |k

a1 m o o W 1 J [ L M N o o R 5
SMLES Dua  Duwton l:maw bwnwm.-w Endoint g Asvigres 5 Dutatuss rOA (CAS=iDution  Effect  Examinatios Organ (T Putlicarion Recowry §Rous
108952 pherslote c1(0)ceec80.2 ma/h/dey /ey Parpmsted MO COSMOS (WA Tots  NOEL/LOEWhGM todi (LS FOAC o 0m
(-0 haeotite o Oleceat 8] meuray 0B e/ ey P casted [HO COSMOS (/A Totsl  MOEL/LOEWho tod[LS FDAC 0 Ol
4 108-85-2 phenclphe c1(0kccccd00 mphpfdey  NOEL /gy Papmsted [HO COBMOS (WA Totsl  MOFL/LOEWhole bodk (LS FDAQ 0Ol
5 108852 pharoiohe 1(Olocec 183 mefhgldey  NORL - COBMES (WA Totsl  NOEL/LOEWhole tod (LS FOM G Gl
& 5-40-7 o-cwwolz-c1(QMkiDN208 mgfhpiomy  MOEL g/ g/ oy w190 COBMOS (/A Totst mocm-wq[us FOAQ 0 Ol
7 95-40=7 o-cmeot2cl(OkACK2AT merkefony  NOEL e/ g/ ooy Pomutnd (4O COBMCS (/A Toul o Ol
B 105445 gremmntd-el(Oleceli S0 mp/ve/dmy HOEL ke Papmsted [NO COBMCS (/A Totst 00w
B 123-010 A(Oduccli}2 me'kecer  NOEL ma/ha/ ey P cested [NO COBMOS (WA Total ool
HOEL g/ g/ oy Fwmated [HO GOSMOS [N/A Total o 0nl
HORL g/ oy Fopmated [0 COBMGS (/A Total 6 Ol
OB T COBMCS (WA Total 0 Ol
HoEL e/ g/ owy Popmated [HO COBMOS [N/A Totat 0 Omt
ros. /v ey P pested LMD COSMCS (WA Totat 0 Ot
HOBL ma/ha/ ey P casted [NO COBMCE (WA Totsl 0Ol
16.128-37-0 28--to CAOKONOIS0 by HOEL gk Fpeated [HO COBMOS (WA Total 00l
17 128-97-0 2 f-c-tmn CICACACHO0 me'he/day  NORL g/ ey Farpmated (190 COBMOS (/A Total © Ol
0.128-37-0 26~ CICKCHON 3 mefhpony  MOBL B — ) COBMOS (/A Totst 0Ot
1B 128-37-0 2 6-c-an CICKCHC) 00 me/hafany  NOEL e/ g/ ooy Pcmated [0 COBMOS (/A Totsl © Ol
2011 29-37-0 28~ OICEC Q120 marha/cay HOEL /g ey P pmsted [HO COSMOS (/A Totsl  NOEL/LDEWhoM tod (LS FOAC oo
37-0 26-6-en CIONCHCH E) mehe/cay  NOEL /e dhey Pcasted [NO COBMOS (/A Totsl  NOEL/LOEWhok to (LS FOA O o oml
22 128-37-0 25-G-tat COXONCIZS mg/ sy HOEL g/ gty P mtnd (O COBMOS (WA Totat 00nl
23 128-97-0 263t CIONCHTIZS0 mefhefdoy  NOEL ety Fogmated [0 COBMOS (/A Total & Ol
E7] NOEL B — ) COBMTS (/A Totat 0 Ot
= noEL g/ gty Fomatna [0 COBMOS IW/A Total Mﬂn'm[lﬂ FOA0 o onl
F OB /i ey P st 9D COSMCS (WA ot MOEL/LOEWhoM tod (LS FOAQ 0O
b4 HOBL ma/ha ey Rarpmsted [HO COBMTS (/A Totsl  MOEL/LOEWhGM toi (LS FDAQ 0Ol
2 HoEL ey Repmated CHO COBMTS (WA Totsl  NOEL/LOEWhale bos LS FOAC o oml
o HORL g/ g Fopmsted [0 COBMOS [W/A Totsl  NOEL/LOFWhols bod (LS FDAC 0 Onl
30.128-37-0 £.8-0-tmt NOEL B — COBMOS (/A Tots  NOEL/LOEWho o (LS FOAO 0 Ot
31 128-37-0 26-dun OICHENOIZS marvgrany HOEL e/ g/ oy Pcuate [0 COBMOCS (W/A Towl  NOELALCEWho tod[US FOA O ool
mrcrel (00201 mpha/an  NOEL g/ Porpmatna (190 COBMCE (/A Totsl  NOEL/LOEwhol todi (LS FOAC o oml
resorcrol A1(Q)ec0200 meka/dey  NOEL e/ ey P pmsted [HO COBMOS (/A Totdl  NOEL/LOEWoM tosk, [US FOAQ 0 Ol
stywre  CACSC)c100 mpfhg/dey  NOEL L —— ) COBMCS (WA Totsl  NOEL/LOEWhale tos (US FOAC 00l
trwos CHORCIoc)3) mefhgcay  NOEL g/ oy P gmted [0 COBMOS [N/A Totsl  NOFL/LOEWok tod (LS FOA O 0 Ol
sywre  ClCClocId mpfig/m NORL B -y OOBMGS (WA Totsl  NOEL/LOEWhole o (LS FOA.O 0 Ol
wmre cl(0=0lec) ATED mg/hpidny  NOEL g/ g/ iy Fecmated [HO COGMOS (/A Totsl  MOEL/LOEWhol to (LS FOA O 0 Oml
stmwre  CUCTCloC100 me/ka/aly  MORL e/ ey Ppmatna (10 COBMCS (/A Tow noem.mm LS FOAC ¢ ol
stowre  C1CTCIo22 mefke/dey  NOEL ma/ha ey Pecasted [HO COBMCE (/A Totsl CE WGl U5 FDA O 00
stywre  C1(0SCloc100 mg/ha/dey  NOEL /g dhny Pocmsted [NO COBMOS (WA Toml OB/ DEvbon LS FOAG 00l
bighmii 1|~ ce 50 mgr g/ ey HOEL g/ g/ oy Fnmated [HO COBMOS IW/A Totsl  NOEL/LOEWhoke tod (LS FDAC © Ol
et (-2 coc 50 ma/hgay oL L — ) COBMCS (WA Tots  MOEL/LOEWhow tok (U5 FOAC 60t
& 150787 § A-derath c1(COkecl OO keet
44 79581 F-cychneiCl(=OICES00 mash/dey  HOEL LT COBMCE (/A ot MOEL/LOEwho tosi[LS FOAC oom
45 94-T4-2 1.2-tercerCl=0Kel dlCI=0/0CCOR Jeceet JOCOOC
" A ML, D i

T—R%F IO Texport TED,

4-1-12 =7 AR—FrENF=T5—#
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2. OECD QSAR Toolbox

http://www.oecd.org/chemicalsafety/risk-assessment/theoecdgsartoolbox.htm

OECD QSAR toolbox IX, HESS L [AlkE, 73V — 77 —FI2 X 55z 48T 57
DDOYVAT L THD, U, KERGEHEERIIET 2V AT AR BRI TW R Tz7e®),
HESS OB THIL, tool box IZ b SN WO RENH 5,

FEP ORI SNIZAFET Y RRA V FOERRBRT =X OF —FX—2 & FREES
WIET 77—~ GEUEFRBORIK & 72 55 0HE) R EE2RBET 2707 74 7 —PHEH S
ATV 5 HESS & FIEETd 5, Cramer 74N Y 7 b & E# S hv, AR 2258681 HESS
i@l Tns,

FRET Y RARA v b E LT, EfsmtE (invitro © Ames 3B, Yea KB aRBR, misLEm
i 2 PN T T8 A - 22N AR SS KON in vivo /M ERBR | Y iR B AR BRAE) | S AU,
B R RAENE AR/ RS W gm R e, IE G- (HESS O 7 — & 2540 . M OVEREF A&
FEOT =2 NRFEH SN TND, ZOFNT A b /AR Y in vitro iBRT — 2 H#%
W TWb, £, b MEEREICET 27 — X 01E0, Wb ERT — % £W5y
fifg ke & AW REREME T — 2 oK AW 2 R — F I STV 5,

TTC (299 5 A # G- 2R O UEE X, £ 3500 WERRE & Bbnsd HBEHT—
AR— 2T OWEEITHB LT WA, BEEOFEIIRE),

T%%téﬂfl/\é%*‘§/\~——x :&@%g%ﬁliUT@k%D <H 5D,

HESS 608
Munro/EFSA 610
ToxRef (EPA) 406
MHLW 252
ToxCast 1813

FiRo K 91T, HESS EHERRITEAMICEBTH Y . BFEbRILETH D,
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3. RepDose (repeated dose toxicity)
http://fraunhofer-repdose.de/

RepDose |%, R ® Fraunhofer ITEM 23(i%E L e KIEH G- HIEDOT —F X—2Th 5,

1,200 EIZOWT, T b w7 AEA X & WO IR A B S0 LighE
FERBRT — 2 23, 3,400 fRE S LTV B,

7235, HESS & RepDose ([ZUH, S LTV D WEIZOUWT, FU4FERT NITE Thulit L 72T
HESS I#; 500 %2 . RepDose IXE 700 WE D 5 H, BN 100 WETH Y . BEITHE &
HWEET EREICHEM L TWER, BEEOBIAE L LTIEENEELEDs TN RNES
Aoy

THIFXECET L2 —%2Z R T, AT 78 ATEZ 5L ORNE ST
%, REMRBERFIILLTO LY THD

- K4 Y MAK X#
« EHC (Environmental Health Criteria)
- EU RAR (Risk Assessment Report)

+ R BG Chemie (Berufsgenossenschaft der chemischen Industrie : {b5%pE R BHLE)

D E
- HPV {b#'&E
- NTP L AR— k

N STV LB, BEENFHESNELTD T » 7T ThitTind,
A mmDﬁ4P?4yﬁMXiﬁ“ mn'E
B KAIEH D HOOFAHIZ IXEY)
&E&ﬁf%@w(%ﬁ?%)
D FFET Y RARA » NaT O T A v

N ENTWDOWEIL, Dt b—2 ZVHDTIS ORBRT =205V | i 1~4
HENTHONTWD, ZNENDORERIZOWVWT, L (N) OAEL Bff5Sh T3,

RE. PrROKIGT DIEAERE OFLIRIEDS, FEH/ARBHEREIC LY RIBIZE > TnDH 0
T, RepDose TIL I HAKIT HIFEMNELEDO TN D,

T—H DKL, LD 4 DOFERICBEIT 237 A =225,
AL WEEH - CAS Fir. 4R
- WpBRAL SRS R - WS, KIEAEEE . Log PoW, ZAXUE., 1 &
- RBRIE R - EhpRE, M BRGRE. BRI (B). NOEL #iPf, LOEL #iPH. a5k
o e

jaf= )=}

CIERETE RN RIS E . R M DO REICET 5 LOEL

|

INHDONT A—=F EEEMBPEDETHND,
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HOLMEONEHT —% (FT7ebb, LRI A—F) T X_XTERRIEDITE, LFW
HiEH (CAS &FHE. XIIHFR) OHATIL, TOMDNT A= IRERFTICT 7070
FE., show| #lcTF = v 7 Z AiuE L,

BB L LT, BT Y0 LOEL & L hicFrans (M4-3-1), #lziE,
MR e e LT, Rifnek, AmEk, U =Bk, ~EZabe b~ BERENE
D LOEL & L bicRRmInNDd, b, Zhbzntgnn 1 tfox h) L LTHU U b
S, = FUHER 100 2B 2D ERNTA—ZOEBERRO NS, E-T, WEE
FrEETICRBEIAT D & T A—FEERRD LI, AT —HX— RO EHE D
T—H ik, —EICERRIEDLZ LIETERY)

F - RBRO B 3R FE R S, Fraunhofer ITEM IZ 2 % 7 b T 50N H 5,

Chemical parameter Study parameter Target/effect parameter

select show select show select
CAS number Species v Qrgan/Targst
Name Acetaldehyde Sex - Effect
Physical parameter Route - Sex
Boiling point ~  [C]|Study duration deys - effect LOEL mgig bwid -
Water solubility ~ [ |MNOEL mgg bwa -
lag POW ~ [ |LOEL mgg swia -
Wapour pressure - -\ Study quality #A ¥B Fc ¥D ‘Repnose
Mol. weight _ m Reference ;.’\ease contact Fraunhofer ITEM

r further information_ Lest data update December 2012

24 entries for 1 substances found

Page12 I

CAS  Name Species Sex Route Ea:'_;"“"" "“‘;‘:ghmﬂ :‘;f;‘h';?f'- Reliability OrganfTarget  Effect Sex (effect) :ﬁ;—“ﬁtﬁﬂ
75-07-0 Acetaldehyde rat male inhalation 35 0.000 144 261 D lung damage male 144 261
75-07-0 Acetaldehyde rat male inhalation 35 0.000 144 261 D nose hyperplasia male 144 261
75-07-0 Acetaldehyde rat male inhalation 35 0.000 144 261 D nose inflammation male 144261
75-07-0 Acetaldehyde rat male & female drinking water 28 125.000 675.000 B clinical symptoms food consumption  male & female 675.000
75-07-0 Acetaldehyde rat male & female drinking water 28 125.000 675.000 B clinical symptoms water intake male & female 675.000
75-07-0 Acetaldehyde rat male & female drinking water 28 125.000 675.000 B forestomach hyperkeratosis male & female 675.000
75-07-0 Acetaldehyde rat male & female drinking water 28 125.000 675.000 B kidney weight increased male 675.000
75-07-0 Acetaldehyde rat male & female inhalation 28 0.000 198.000 A body weight weight decreased  male & female 495.000
75-07-0 Acetaldehyde rat male & female inhalation 28 0.000 198.000 A clinical symptoms mortality increased male & female 1086.250
75-07-0 Acetaldehyde rat male & female inhalation 28 0.000 198.000 A liver weight decreased  male & female 2475.000
75-07-0 Acetaldehyde rat male & female inhalation 28 0.000 198.000 A lung weight increased  male 2475.000
75-07-0 Acetaldehyde rat male & female inhalation 28 0.000 198.000 A nose degeneration male & female 198.000
75-07-0 Acetaldehyde rat male & female inhalation 28 0.000 198.000 A nose hyperplasia male & female 1086.250
75-07-0 Acetaldehyde rat male & female inhalation 28 0.000 198.000 A nose metaplasia male & female 1086.250
75-07-0 Acetaldehyde rat male & female inhalation 844 0.000 324.000 A body weight weight decreased  male & female 324.000
75-07-0 Acetaldehyde rat male & female inhalation 844 0.000 324.000 A clinical symptoms mortality increased male & female 324.000
75-07-0 Acetaldehyde rat male & female inhalation 844 0.000 324.000 A larynx hyperplasia male & female 324.000

4-3-1 RepDose 1R FE ik F
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4. {LFEWEREFEHRT AT & (Chemical Risk Information Platform : CHRIP)
http://www.safe.nite.go.jp/japan/sougou/view/SystemTop _jp.faces

LB AT BEEHE S 27 & (CHRIP) 1%, (LFWED ) A7 BT 27 — % &, ML
ITECE NS S BN SR A (NITE) 2B L, 4 v ¥ —% v &l U CEC
NALTNDT —Z X=X Th b,

LB PIC B L7222 b2 2 E (R 4-4-1) 2GR L TWD, ERIEICEY
HIMEMRIEREEGLZENTEDH L LBIC, HEZLOXSWED—EE2 Xy on— K
THIENTED,

% 4-4-1 CHRIP U#EH

A7) — NE
I, —ftia 1L E D — R 225
CAS Fi7, HAGEEA, JGE4, 010 MG Bld e &
. [E PRER I EFIE, LEIE, BENE, KRER EEN O EIZE
52 IR O 16

LT OALFEWEITFE N T 2 HiH DR 2 HE,

M. &EA X MY BHISERSR | O P E GO M ER 2 BUEAZBE 92 1 #He
[E# %5 « 474, OECD : HPV., REACH : SVHC. TSCA :
SNUR, #[E « X FF L« H A « 42 R TAEFEMIE,
POP s . PIC DXI&WE 72 &,

IV. B EWNIZR T 26 E O #2516 .
EFEICB T 2 00E - AR, (LEIEICE T % PRTR X4
WE D1

V. & EAAEEEAmE EIWN A O RSB CREAM S 7 Ab2E OA FEM/ U A 7 FEH
2B 2 1,
GHS DRSS, AEMEFHMnE, W o) 2 73 HiiER &L,

VL. B AR 1R 1L E DB AR 1 e
Pl B, KIRMREE, FRRUER &

VIL BRBGHR PR SASTAE L IR BB R
L UL BPEERIERE, SOR (E A X ) BPERMER
B SOSUE RIS ©OBEEELEN R,

VI f e L IE D NA~DAEMIZBI T 5 .
VEEBRBIFFA TR, 828 AMERHIAS R, #RPEH - NITE (2
£ DR R 2R &

b MEFAEMEICET 2 ERIT. [SEAEEFME R & MEFEEEGR] OHEICE L
HOHILTWND,

(% EAEFEmER] OB TX, ENIAORHIFEBENTT - 723 HIE®R (£ 44-2) Of
EERFR S, AT TV DIGEIE, FHiEFE A~V 7 RiEb5N TS (K 4-4-1),
k. ALFWEAEMWTME I U R 7 A ENAR SN TV DIWEICON T, HiX
WE DRBFERDON—VITMER TR RS ND, B, FHIECNE S TWLIHWEDY
ARNEFTa— KT 52 ENARETH D,
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# 4-4-2  CHRIP DF EA E AT

% ER EEFHmE R
GHS BIRAE T X 5 o dais 3 EHC GREERGBEZ 747V 7)
BB R e (ONF—R) §Hlis— k EU (BRMGEA) U 2 7 3l
(A BRI E 9 ) R 7 G ICSC ([HF 15%%’%(5 P — 1)
BB E OB U A 7 SRS KIEBRBEAEST | IRIS (e ) A 7 5
AT 1)

K[E ATSDR (5 EWE I 88k7) : Toxicological OECD : @& 4 £ &b % ¥ & (HPV

Profiles Chemicals)  OECD SIDS

BUA (FA VLA diMEAR) « U A7 Gl E F—A K7 U7 : PEC (BEBEF(LT

CEPA : PSL (b X ErEafritis - g ) A )  Assessment Reports

fir)

CICADs ([EFE b -4 B (R R A S5 KENTP (EF#HMFE) BB LR
— k
v EEEEIREELR
BGHS BiFEE 57 EiEE A0 GHSEREEERT
e ] PR ST il
E TRy 1R atml
2002/10 SERB AR {2 — (P DF)
B HiFEECF FEE B 2007/08)

OB A SF(fE (o 3% BEEREF A 2008/08)

I8 25 BRI TR - BHEA:
2009,/05)

LRI A- BT =1 - phOAREY
S
B 55 BRI L) SRR I

i O, FEEGSHE (EEE)
HERERHECF 83211 0.0 mesL) 110-208 (001 mesL) (04
A8 =) BELFRE Loz Koow: 393 GBI E(E)

?E%D?T%E?FTJEOED) 139 me/L (AT EERE) (FL AL £ BT ik
B TAFRANOEC: 763 medL (A F A =100 me/L (EIEE) (CLTALLERE
FAZ ik OECDTG201 GLF)

B 4BIFRAECED: 187 mesL (AAR 0T IEARRE [ OECDTG202 GLP)
@ 21H RNGEC: 0.227 mes/L (3370 B8R oK OECDTG2 11 GLF)

ST 9BFRALCH: 4 60 mesL (A4H i85k OECDTG208 GLF)

FEO:LDEL 2,600 - 3.080meske (3uk)
0B A 2 LCEE 10,610 ppm (47,000mes m3) (T2, 6,100 ppm (27,000me/m3) (Su )
FEEE:LDB0: 17,000 meke (rH4)

FeRg P BT (M1
HE: FRELIE (0% 0 5ml AR
5 mm A ANIE . #508. EEFIBC PR (SR EntE 188)

FEO:LOAEL: 200 mekesB (92 MELE 50 A 2R s8I0 MELE B DRE- B
- _FERRRER. MO, t BRiEDTT B ERDERE. i 8IE05-m-afEEEEE D
Emga%%%ﬁmmnﬂ 200 medkeH Gk ELE 5B AR 2 RE 2EFED HEOsIB 0L
%A HOAEL: 25 0ppmi 1, 125me/m3) (7702 (HEEE 1338 JELE 3E1=-UREE. M BREEES

PO e B OB T AR TR SRER TR O LR T PR NI 5N
4-4-1 A [EA B G )

MR IEE W) O TIL, BAREEFEEFDICIDHRIEE BN ADHE, W EE
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BB9 (IARC, USEPA, EU, USNTP) ([ZXDHMNALGFHOM, BT —% & U TR EE
BT & DM BRAE R NITE Z2 Mt R & O W hs < ELTERNC BT 2 3Bt 2 &
HEEFME B SN TV D,

ZDOH, REFEHEE IR DL R, B EEE DLV RINE - BHo
oI ENE L7z 119 WEOBERBRERTH S, Fhi I T2 B el & WE T HR
443 DEBVTHD, ZNHORBRICONTIE, MBREROT —% > — b, ROGBREE
EILIZY I NELN TN D,

F4-4-3 RFFEER X DM RAERR R

FE kR WEEK
kRt 0GR (FEESERRE ; OECD-TG423) 26
A B G- - ARG B (OECD-TG422) 115
AT 2 O D1 I 229828 #55k  (OECD-TG471) 38
FFLFEESR ML 2 D B e R L E B (OECD-TG473) 27

F 72 NITE 222 MEakBrt SR, R TS O ek s B E 2 e s GENE) |
XITBREEE O b FEOERRERR] I[CBWTEMS ATV ARV EZX S L LT,
NITE 233 B2 580 U 7wtk - AERRHEMERBRAE R CTh 5,

wPERERIT 27 WIS OV TR RFEMERBR K ORI RGBT TV D (R 4-4-4),

INBIE, 74— MU 7 LTEBY, SHICT—F Y — FRbIIRKEREESIC
Uo7 LTWa,

# 4-4-4 NITE 22 R

e 21T
28 HMRAE# 533 (OECD-TG407)
i A A B 1R 2R BB (OECD-TG471) 27
(T R I & B e R R B (OECD-TG473)
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5. ACToR (Aggregated Computational Toxicology Resource)
http://actor.epa.gov/actor/faces/ ACToRHome.jsp

ACToR (Aggregated Computational Toxicology Resource : it HEERK) 1T, 33T
DA A AR E T — X DAL TA 2« D= T AT ATHY, NOREREL
BREE~DIFER LR Y A7 ICBET 2T X TORRICH A WTRER T — # OBRITHAW D
ZENTED,

ACToR 13 2,572 DALDIERIFEI S | BREALFWER) 56 TWEADT — 2 2R L2 D
ThHY ., bF4E DO F K ML FHEEIZ L VRN AETH D,

COT =2 xT N ADFRIILLTO L EBY ThH S,

- LUF D EPA L@t T — # X—ZAD 7 — % % ACToR Z 1l L THisR - B2 2 & T

ERA)
+ ToxRefDB (30 HZ72 0 20 {8 L2 EC L-EatEiRkETr — %),
+ ToxCastDB (500 L ED/NA ZAN—T " R T v EBAIZEBT 5 1,000 WEDOR T ) —=
YITT—=5),
- ExpoCastDB (b F#W/E DESENEALAH T D72 12, b bR & RBERIT — % 2584
LY 7 EHTN5D),
- DSSTox ({b"FH#iE & 2 DERBFHN D),
- AbTFAEE . WEE, invitro 7 > A 7 — & K WVinvivo BET —Z Z U L T b,
c s AR T TR, B (EMERORIEMERSY) B O R /K/BEKIG Y s 7
ERIGE L T 5,

ACToR DIEHIFRIL, EPA DEMT —# X—2Z FDA (7 A ) A REMESEMLLA) . NIH
(ESZOMERFZET) DT — % ~<—2 (PubMed &5 Te) . MISCME ()4, EU 72L),
PE#BS (OECD, WHO 72 &) NGO, f23E, RFDOT —H =25, 1,000 L b2~ T
W5,

WEINTT—Z1F, TROHERHIZHMLTRRINDDN, < O5E, Fl—7 —4 0,
B A2 OE B ICEEFR I TS, Bz iX, Chronic Toxicity DIHIZFEM ANEFER
T=E B S VTV DIGENR L, ZOHIZ, —HOFHRIE (Fl 21X, BAROBEAF AR
7 —4) 1%, Chronic Toxicity %> Genotoxicity & > 7= BAKH) 728 B CTix72 < . Hazard DIH|Z
IS 4v, 7 —% & L CIE External Link DAREINTWNDHDHEHDHDT, HEENPNLET
%5oik\iﬁ@%ﬁﬁﬂE\ﬁ%%@uﬁﬁ?é?“f@T“?%%ﬁ?ékb\ﬁ
BT H L2, —H T, 27— BEEL TV HEHE,
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#4-5-1 ACToR »F —#IHH

HH
— R (&, CAS &S, mTraE%) Food Safety
Synonyms Biomonitoring
Hazard Occurrence
Acute Toxicity Non-regulatory Risk Management
Chronic Toxicity Regulatory Risk Management
Carcinogenicity Production and Release
Genotoxicity Inherent Chemical Property
Developmental Toxicity International Safety Card
Reproductive Toxicity

MRS R, R E T — & & LTERRSND, HDWED Chronic Toxicity DD —
Z (K4-5-1) mL7z, 7—#F, BRBEREOMEN RS THDHO (X4-5-1 ), 1H#H
Ji~® External Link £ 72> T2 b0 (X 4-5-1 @), HERROSHGENREREINTND
HO (K 4-5-1 @) 7oL, HHRIFICLY B2 5, HHREOSE R ZIE. S HEREOF O
N=VICHEA SN T DS, STKMELRBROTEHY VI VEBRT L0 E T4 D
DA TEHRAT D20ERD A,

)

&~ Results of Testing und

= Result Group:

Component

Name Value

Dose/concentration 500, 2500, 5000 ppm

Exposure inhalation, 6hr/d, 5d/week, 104 weeks

MNo. per group 10/sex

Protocal/Guideline 40 CFR 798.3300

Reference Exposure to isopropanal vapor for 24 months produced clinical signs of toxicity such as hypoactivity, lack of startle reflex, o
narcosis at exposure levels of 2600 and 5000 ppm. Urine chemistry changes indicative of kidney damage were noted for ma
2500 ppm and both males and females at 5000 ppm. A number of nonneoplastic lesions were observed in the kidney. The o
neoplastic lesion observed for male rats was an increase in interstitial cell adenomas of the testis which was considered to
represent marked hyperplasia and was not believed to represent autonomous growth. No increased frequencies of neoplasti
lesions were noted for female rats from any isopropanol exposure groups. The NOEL for toxic effects was 500 ppm.

Species rats

Study Codeftype HECTOXCARC Oncogenicity

- NLM TOXNET HSDB URL
= Result Group:

Component NameValue
HSDB URL Link Qut [EXIT Disclaimer

®

3 California OEHHA's Reference levels for Non-cancer Health Impacts for contaminants found in air
= Result Group:

Component Name Value
Hazard Index Target Organs Eyes; respiratory system
Inhalation REL 3200
Reference Exposure Level (REL) typeA
Species H
= Result Group:
Component Name Value
Hazard Index Target Organs Kidney; development
Inhalation REL 7000
Reference Exposure Level (REL) typeC
Species R. M

[ 4-5-1 ACToR #&ifE R DZE R (Chronic Toxicity ¢ —f)
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6. ToxRef DB (Toxicity Reference Database)
http://actor.epa.gov/toxrefdb/faces/Home.jsp

ToxRef DB |, invivo Bi) @ik T — % ZR1F3 57292, EPA OEHO T 1 /T LA
7 4 A (OPP) L [ESEEHEME L Z— (NCCT) OEFIZL VR EINI-bDTH S, 1k
FWVE D invivo B EMERBR A L. ACTOR # L TCT 7 ERATAZ LN TE 5,

KT —=Z_X—=ZDFHIIKRD LBV ThH D

< RERT A OFEM & & 5B U 7 B A L L7 HEE & WV CTRAE

A RARNT 7 ATE, RBAEER T 4+ —~ v N TILEWEOFEMET — & & it
* ACToR i U T, oy — R, 2, UVAZICETLE®RRE Y 7

< 30 ARIZ72 0 20 (B RV 2B L-BmtEslin T — & & I

c T NEEILH D EIIEERY B HIT, 474 WEICBET 2B O & RIC oW
UL

CGHERBR T, T v N RO~ T AR AR, AR EERBR e & (R
4-6-1)

- Stk FemAlL PUEAL WIMEZRR R OEELOT —Z 280 - JEROTE

# 4-6-1 ToxRef (ZULHL ST 5 5REROFEEH & WE KL

EaYid WE ¥ (2010 4EEAE)
7 v MEBMETEMEZE D AR 324
~ 7 ANEMEFRE DS AR ER 324
7 v b SR A TR E R 352
7 v AR AE R 365
U X AR A R 331
o s R A RS 302
4t 474 e, 1998 Bk

ToxRef TR AT 9 & fEH1L ACToR DRI HIZ ToxRef DB Data 23 H & L CEM
SNTIETERIND,

FT. RBREMFOFEMT — 2 nFrn s (K 4-6-10) . RWT, MEMEZ L2700 H & HE
TEOFARERIND (K 4-6-1Q), ZhoHDOT7—X(X, CSV 77— & L TH¥ Y m—
R AEETH D,

Flo, BT —FHX U= RTE, B—HLTEHNTZLHARETH D,

Z DA, ToxRef ILHL DMEME/FEN ANME, ATHFNE R O AETET —F D E L O, ThT
h, =7 EALT77 A0 ELTH YL B—RA[BTH D, ZOFLDIEL, EMWEITONT,
7 MFEE. 7 v MFIER, ~ U 2ABKBRET R, ~ U AMERRE, 26 DT RARA
> h® LEL (Lowest Effect Level : 28BN A LN/ E ; mgkg/H) Z#—ERICLZD
DTHD,
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72%, ACToR 75, ToxCast (FMETHOTZODT AT L) IZT7 7 8ATHIENTX S

723, ToxCast 7> 5 X, ToxRefDB |ZIL#H S L TW W E OER = & 12, BRSO E & NEL

(No Effect Level) /LEL X° NOAEL/LOAEL # £ &z —ERNBF U n— R T&E 5, Lid
D ToxRef ICH1T 5 —EHRLIFERRDBLANOLDELOHTH D,

©)
ToxRefDB Data

| Collapse All || Expand Al | o pae

= Study Type: sUB
Species: rat
Year: 1989
MRID: 42005447
Study Deficiences:  core-minimum
Citation: Eiben, R. (1989) MAT 7484: Study of the Subchronic Toxicity to Wistar Rats:(Administration in the Feed for 86 [

MNumber: 99266; T1023097. Unpublished study prepared by Mobay. 446 p.

Data Quality: Acceptable Guideline (pre-1998)
Guideline Mo: 870.3100
Guideline Name: Subchronic oral toxicity in rodents
Strain: Wistar
Admin Method: Feed
Admin Route: Oral
Start: 0
Start Unit: day
End: 86
End Unit: day
Lot/Batch No: EG 2/85
Purity: 93.0
Duration Comments: 4 week interim sacrifice at each dose level, as well as a 3 week recovery group from high dose
Animal/Dosing Strain; Bor:WISW (SPF Cpb)
Comments:

Generation: Adult (P1)
Dosing Period:  Initial-to-Terminal

Gender: F
Dose Level: 1
Dose: 0.2 mg/kg/day

Dosing Duration:86.0 day
No. of Animals: 10

Generation: Adult (P1)
Dosing Period:  Initial-to-Terminal

Gender: F
Dose Level: 3
Dose: 1.2 mg/kg/day

Dosing Duration: 86.0 day
MNo. of Animals: 20

Target Effect Endpoint
Effect Type Effect Target Effect Description Direction Site Description LOAEL Category
Organ Weight Spleen Absolute Increase  [Mot absolute false Systemic
Specified]
Pathology Clinical Brain (regional) Cholinesterase  Decrease [Mot true Cholinesterase
(Clinical) Chemistry (ChE) Specified] Inhibition
Pathology Clinical Erythrocyte Cholinesterase (ChE) Decrease  [Mot true Cholinesterase
(Clinical) Chemistry Specified] Inhibition
Pathology Clinical Glucose Increase  [Mot false Systemic
(Clinical) Chemistry Specified]
Pathology Clinical Plasma Cholinesterase (ChE) Decrease  [Mot true Cholinesterase
(Clinical) Chemistry Specified] Inhibition

4-6-1 ToxRef DB 7 — &% O FRA
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7 . Carcinogenic Potency Database (CPDB)
http://toxnet.nlm.nih.gov/cpdb/cpdb.html

Carcinogenic Potency Database (CPDB) %, K[EI U 7 4 /L =7 K508 1980 4F7)> 5 2005
IO VL LIERBRAMERRICET 27 — 2 X=X Th | BRAMERBRERE &b
2, BBATEMEDIEE S L TENENORBRIZOWN T, TDsp ENR M STV 5,

FW AT —H =R (CPDB) 13, MHELEOLET LA D, 1,547 LFEWHEICET S 6,540 fF
D&M - FHIR D ANEEN RS RSN g S LTV D,

IHEE L T DB AR T — 21X, #mE 50 FFlCbhbiz b — G sGEIc BRI NZH 0

(1,513 #) . ROESZAAMFRFTEZRFIE 7 7 7 F & (NCUNTP) (2 X - TIT i /=it
fER (452 #) ThHV, BEBREMERRE & DITEMERE &AM & IR THEE I LT
W5,

B SN TV ERBREM, BREOMTT —Z 13k D B0 THD

- RBRERAT - BYRE - RAE - MEREORI, BGREE. HE (mgkg (KE/A) ., &5 - AR
HITH]

- BRI  AERUERE . JES ORI, RS ASE (I A ED

< EMTT —H L RAAENE (TDsg) & OREFHHIA BEME, HE-ISE RO, 0
ANEZBT 5 3 O R

- 5 HISCHER

KT =B _—=Z Tl BB AEEDOEBIERIFRILE LT TDsg Z IV T 5, TDsold, &5
W EEICDI 0 ERE LIEEEA. #572 L THIUINES 234 LAaWZ T oIt
L. 2O EG 4R T2 A& (mgkg KFH/H) Tho,

TDso 1%, BN AT 5% < ORIEZ i LT 2 72 DI WD Z L3 T X HIEHE(L
SNTCEREIRREL 72D,

CPDB (#3227 — Z 1T —bFWE (MM 53 O5Ea @M/ & 5k
F—=RTHY, ZOXIRT—ZNABEMICFEETE LI TORELENRRESN
TWo, 7—4% Y —ZX NCIUNTP IZ L 5k & — XA SN RICE T 27 v A0
FREIC Ky &AL, ENEICH L CGRESLENHE SN TN D,

@O NCIUNTP OikBrT — 4

NCIUNTP Tirbn =i, F—7n1 haLrThh, MEREARELZ SR T
WEINTWD oD, EARICEHBRNAINE S TWD, 7272 L, mgkg/ B AL TOHEN
BHTE WSS (BBRMERL R, BT TS, MAERREE) XS Tn
Al

Q— M LEIZAFEINTNDHT —H

INLOREBITRBRT A 72T Tl #EHRKbL S ESETH D,

CPDB TiE, UL FOEMEZ TR THZTHEICROINET L2 & & LTND,

1. REBREIIHILETH D,
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2. BHIFAFEO R NWERECHRIAIN TS (T b, TR NARAZ—{ZONWTE
100 HELLT) ., FENRBEITE O,

3. BEREITIRAT, BOK, sREIRR O WA, BRI SUIMEENTES (Thbb, 2
&) ThD,

4. RBRYE L, B E UIPEEFRIEE Y T 5, RHIRDEITE DR,
5. BB L. oL FWE & OfAGDE TR, BMTREIL TV,

6. HEITEMHETHY, BERRELT HUNTH D,

7. BBHIEITZ OO UER 2B OV < L B IS DO — (F > HEIC OV T,
Ll kb e6rH) Thd,

8. MBRHIIX, ZoIROEMER MOV EHy ((FoEEOLA 1 F) Th
Do

9. BT VA CiE, RN S EN TN D,

10. Z—7487-0 /D72 &b STEOEIRHANLN TN D,

11. SMRH 722 NIFAT v TR,

12. BT — 2%, EGORE CTII R ERZ AT 28O H|E I TV D,

13, ESNTWAHRERIT, T7 —Z TH Y| T TITMDOFFIZ Lo THE S FER
D ZIRIHTTIE 7R,

14, BEILTCTEREREToT2LEE, T—XI%, EREXAI L7 TLEOROFEBRE LTH
HEInTWa,

15. NCI 28 i L 7= v 2 W RHIERER (5K 32 /) I2o0WTE, W< 20—
DBEFRI S LTV D,

RERT — X BT 5 R RIL, 7T —F X—ZADRBE & FEFMEEDORE & B3 Toh
TW5d,

T R— R L LT BB ARBRICEE T 2 BB O 7 — & ~<X— X (the Survey of Compounds
Which Have Been Tested for Carcinogenic Activity) . International Agency for Research on Cancer

(IARC) DFENAWEICEET5E /77 7DIEH>, Medline, Current Contents }z OV H A D
REEH T — 4 _R—=2 AL TN 5,

FEEFAMTRE L LTI, Cancer Research, Carcinogenesis 72 & D73 A & Hls & L 7255056 &
O Toxicology, Food and Chemical Toxicology 72 &' D, M7 IZBH#E L 72 FINGE DR 13T
NTW5S, ZOHI|ZIX, Japanese Journal of Cancer Research, Japanese Pharmacology and
Therapeutics (Yakuri to Chiryo), Pharmacometrics (Oyo Yakuri) & Vo 72 H KD 226 © & £ 4
TW5d,

web X=X, ENME I L OTF —F 2B L TWDR, ZDENT —FD—FEER, Y
%ﬁf&@ik@%®@@ﬁ®%ﬁ7*5ﬁﬁmF@Ede7VVPV*FK??V&%
RCEx5, F—L_X—U %X 4-7-1 1R LT,

EBIME X, NHEDE —ED— (K 4-7-1) T, web 77 UHD % a~r K%
AV, AR XX CAS B KT 5,
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ERE DT —21%, REBRT =2 DEK (T v b, 7 ZAOMET R ENIZ OV TOE
HIEE & TDsofl ; X 4-7-3) . ROV E OUGEGEERIZE3 25 e, HED L olfEg;

SEAETYEL, ISR EAVRENTWS (12 4-7-4),

~

BERKELEY Lag

The Carcinogenic Potency Database (CPDB)
Lois Swirsky Geld. PhD. Director

Memorial of Tois Swirsky Gold

A Web page (Margin of Exposure) provides a broad perspective on possible cancer hazards from human exposures to chemicals that cause
cancer in high dose rodent cancer tests. Exposures are given in graphic and fable formats, including high historical exposures to workers,
phar icals, natural chemicals in the average diet. air pollutants, food additives, and pesticide residues.

A supplement to the CPDB was added in August 2007, which includes results on 66 new chemicals and new results for 52 chemicals already in
the CPDB. All Web pages on this Web site have been updated to reflect these additions, including plots, summary tables, and Excel files. Click
here for a list of new chemicals and a list of earlier chemicals with new data.

The Carcinogenic Potency Database (CPDB) is a unique and widely used international resource of the results of 6540 chronic, long-term
animal cancer tests on 1547 chemicals. The CPDB provides easy access to the bioassay literature, with qualitative and quantitative analyses of
both positive and negative experiments that have been published over the past 50 years in the general literature through 2001 and by the National
Cancer Institute/National Toxicology Program through 2004. The CPDB standardizes the diverse literature of cancer bioassays that vary widely in
protocol, histopathological examination and nomenclature, and in the published author’s choices of what information to provide in their papers.
Results are reported in the CPDB for tests in rats, mice, hamsters, dogs, and nonhuman primates.
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All Results On Each Chemical in the Carcinogenic Potency Database
(CPDB)

To obtain the full results in the Carcinogenic Potency Datab click on any chemical name.

This list is searchable by chemical name or by Chemical Abstracts Registry Number (CAS) using the Find
command in your weh browser. If the name you are seeking is not in this list, click to see Synonvms.

The Web page for each individual chemical provides hoth summary and detailed information. A summary table
reports positivity, target sites and carcinogenic potency @50) in each species tested: rats, mice, hamsters, dogs, or

h pri Detailed CPDEB results of each experiment are given in a format suitable for screen viewing.
Included are, for example, experi tal protocol, tumor incid dose-resp TDg, and its statistical
significance, and citation. Pop-up windows define each code, for example, strain of animal, route of ad ation,

tissue and tumor type. Chemical information is provided, including SMILES and InChI codes, and chemical structure.

Ao C (CAS 26148 68-5)

Acesulfame-K (CAS 55589-62-3)

Acetaldehvde (CAS 75-07-0)

Acetaldehvde methvlformvlhvdrazone {(CAS 16568-02-8
Acetaldoxime (CAS 107-29-9)

Acetamide (CAS 60-35-5)

Acetaminophen (CAS 103-90-2)

Acetohexamide (CAS 968-81-0)
Acetone|d-(5-nitro-2-furyl)-2-thiazolvl]hvdrazone (CAS 18523-69-8

Acetonitrile (CAS 75-05-8
Acetoxime (CAS 127-06-0)
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BERKELEY LAB

rcinogenic Potency

Acetaminophen (CAS 103-90-2)
SMILES. [nChl and Structure are below.
Rats and Mice: Cancer Test Summary

Rat Target Sites | Mouse Target Sites D, (mg/kg/day)

Male |Female| Male Female Rat Mouse

liv ubl | liv ubl |liv liv 495™ | 1620™

Key to the Table Above

Positivity: For each chemical with 2 pesitive (carcinogenic) experiment in the Carcinogenic Potency Database (CPDB), results are included on carcinogenic potency (TDs,) in each
species and target sites in males and females. Positivity is determined by an author’s opinion in a published paper. If all experimental results in the CDPB are negative in a sex-
species group, “no positive™ appears. If the CPDB has no experiments in the sex-species group. “no test” appears. The summary presents the strongest evidence of
carcinogenicity in each group. If there are both positive and negative experiments in a sex-species, the negative results are ignored in this Summary Table.

Target Site Codes: liv = liver. ubl = urinary bladder. Target sites are listed if any author of published experimental results concluded that tumers were mduced m that organ by the
test agent. If there is more than one positive experiment in a sex-species, target sites listed may be from more than one experiment e.g. if liver and lung are both listed, then liver
may have been a target in one experiment and hing in another.

IDSU'. Our standardized measure of carcinogenic potency, IDsp is the daily dose rate in mg/kg body weight/day to induce tumors in half of test animals that would have remained

tumor-free at zero dose. Whenever there is more than one positive experiment in a species, the reported TD, value is a Harmonic Mean calculated using the TDy, vahe from

the most potent target site in each positive experiment.
Superscripts: m = There is more than one positive experiment in the species, and TD;, values from each positive experiment are used in the calculation of the reported Harmonic

mean of TDy,.
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Acetaminophen: All Experiments and Citations in CPDB

The definition of each code in the plot helow will appear in a pop-up window when the field name in the header line is clicked, e.g., Strain, Site, Path. Each
numbered line starts a new experiment and reports protocol information in black. Average daily dose-rates per kg body weight per day are in green.
Remaining lines report experimental results in blue.

Abbreviations of fields in header line: # = the line number in the plot of all CPDE chemicals; Xpo = duration of dosing; Xpt = duration of experiment; Site =
tissue; Path = tumor type; DR = dose-response; AuOp = author’s opinion about carcinogenicity; LoConf, UpConf = confidence limits (99%) on TDg;

Inc = tumor incidence for each dose group.
See Guide to reading the plot for details on each field, using an example of one experiment.

See Help to improve readability, or to fit the plot onto the screen or a printed page.

Chemical (Synonym) CAS

# Species Sex Strain Route Xpo+Xpt PaperNum D Dose 1 Dose 2 Dose 3 Dose Literature Reference or NCI/NTP:Site Path
Site Path Notes TD50 DR Pval AuQp LoConf UpConf Cntrl 1 Inc 2 Inc 3 Inc Brkly Code
ACETAMINOPHEN (tylenol, paracetamcl) 103-90-2
1% M f b6c eat 24m24 TR394 : o T76.8mg 384.mg 770.mg
TBA MXB no dre  P=1. - 955.mg n.s.s. 35/50 28B/50 24/50 34/50
liv MXB no dre P=1. 2.21lgm n.s.s. 3/50 4/50 7/50 3/50 liv:hpa, hpe,nnd.
lun MXB 11.0gm * P<.6 1.83gm n.s.s. 1/50 4/50 4/50 4/50 lun:afa,a/c.
20 M f béc eat 31m31 1955 0 390.mg 780.mg Amo;3jjhg,40,567-574;1985
liv mix e 8.32gm * P<.0D5 - 3.29¢gm n.s.s. 2/49 2/46 8/50
lun mix e no dre P=1. - 12.0¢m n.s.s. 3/49 1/46 1/50
tha tum & 42, 7gm * P<1. - 1.12gm n.s.s. 32/49 33/46  33/50
21 M m b6c eat 24m24 TR394 : o 70.6mg 354.mg T710.mg
TBA MXB no dre  P=1. - 717.mg n.s.s. 35/50 29/50 31/50 28B/50
liv M¥B no dre P=1. 2.27¢gm n.s.s. 16/50 8/50 10/50 7/50 liv:hpa, hpe,nnd.
lun MXB 3.56gm * P<.3 1.05¢m n.s.s. 8/50 7/50 5/50 12/50 lun:afa,a/oc.
22 M m béc eat 70w70 1779 o 600.mg 1.20gm Hagiwara;faat,7,376-386;1986
1iv hpc e no dre P=1. - B867.mg n.s.s. 0/30 0/32 0/15
liv hpa e no dre P=1. - 1.64¢gm n.s.s. 3/30 2/32 1/15
lun ald & no dre P=1. - 2.58¢gm n.s.s. 2/30 1/32 0/15
23 M m béc eat 31m31 1955 0 360.mg 720.mg Amo;jjhg,40,567-574;1985
liv mix e no dre  P=1. - 4.85gm n.s.s. 13/43 12/39 6/45
lun mix e no dre P=1. - 7.41gm n.s.s. 5/43 3/39 2/45
tha tum e no dre P=1. - 1.99¢m n.s.s. 27/43 21/39 23/45
24 M f ifm eat 78w78 1579 o 650.mg 1.30gm Flaks;ecarc,4,363-368;1983
1

liv mix e 4.14gm / P<.0005 + 1.95gm 12.4gm  0/51 0/58 5/50
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KA R
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Toolbox THLODUAT b, ZFEPORME SN | FERT —FX—RT L0 |KEERE
EFET Y R4 > POENRERT —% O | MBI L W55, & | 3k, A5
T—HR—=R e WEET T — b (FEEREL | E oA EIXRH) FAE TN,
DJRIK & 72 Do iiE) 2585 5 7' 7 | KB G-EER#E T — 2~ | R A,
7 A T —ZH##H, Cramer DMHEN Y 7 b | —A Z & OWE = FE M
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DEERYE R O#EET 7 — &A% | Munro/EFSA : 610
WERE) AL, =2— P — DYWLV | ToxRef (EPA) : 406
Tra WERERE, 2NHT7 e/ O MHLW : 252
FRFRBRT — X 2T — 4 Xy v 7% ToxCast : 1813
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http://www.qgsartoolbox.org
HEMN | A7) — 7 7 a—FI LR 2038 W& g G-
By AT L | WE O RKEFR G EEOFHM A 3XET 572 | - NITEWEE 688 ME  |FHME
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Fraunhofer BED T N—"T [T IV — L xfRpggs & D M, A
ITEM BIER & T D T2 D DT — 2 _— /AN [
RepDose e==2 s
http://www.fraunhofer-repdose.de
Carcinogenic |1 > B3R 2 m Gk BRI BV TH | 1547 E T A
Potency DAz R b TEMEIC e P RE LT
Database LEDORNAMEY R 7 & KWEOFE R
(CPDB) Zieft, BN AMED potency & L CTHWE

D TDsy bHEHENL TS,
http://toxnet.nlm.nih.gov/cpdb/cpdb.html
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