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Chemicals Strategy for Sustainability Towards a Toxic-Free Environment
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UFI

. 0 (70 CLP hazard Product
Unique Formula Identifier (UFI) pictograms identifier

URESANILICERTBE LT, B — ———
JEEIA% Poison Center/NEITH B, Containsy 10031862 |

@ @ Warning PRER gio.a word
HIE DEIEHE

Flammable liquid and vapour

Harmful in contact with skin or if inhaled < e :ta:nf;it .
‘ Consu merﬂa\/ﬁ@‘;ﬁ",/ﬁ\%’ Causes skin irritation
H A SH.A Keep away from heat, hot surfaces, sparks,
‘ PrOfeSSIOna lﬁﬁl%'d)’tb = tl:% open flames and other ignition sources.
202’] fE’I ﬁ '] E No smoking. Wear protective gloves and clothing Precailionary

and eye protection. Avoid breathing vapours. IF <
. s N=PAN INHALED: Remove person to fresh air and keep
@ Industrial BRDESY) comfortable for breathing. IF ON SKIN: Wash with

20245'5'] H1H plenty of water and soap.

Company X, Street Y, Town Z
Code: 00000
Tel +49(0)000000000

statements

Supplier
identity

A

||HaioCher‘r‘1i https://echa.europa.eu/documents/10162/23036412/clp labelling en.pdf/89628d94-573a-4024-86cc-0b4052a74d65 14
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The REACH etc. (Amendment

etc.) (EU Exit) Regulations 2020
(UK STATUTORY INSTRUMENTS

2020 No. 1577) =R

https://www.legislation.gov.uk/uksi/2020/1577/made/data.pdf
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UK REACH

Samwnz This i the organal versios fa o was sraginally made) This
wem i fegebanm s curremshy ol avasdoile o formas

STATUTORY INSTRUMENTS

2020 No. 1577

EXITING THE EUROPEAN UNION
CONSUMER PROTECTION
ENVIRONMENTAL PROTECTION
HEALTH AND SAFETY

The REACH etc. (Amendment etc.) (EU Exit) Regulations 2020

Made - - - = 1 7th December 2020

Coming into force in accordance with regulation |

The Secretary of State makes these Regulations in exercise of the powers conferred by sections 8(1)

and SC(1) of, and p h 21 of Schedule 7 1o, the E Unson (Withdrawal) Act 2018(1)
In sccordance with paragraph 8F of Schedule 7 to that Act(2), a draft of this instrument has been
laid before Parl and app dbya i of cach House of Parliament

=il (HSE)(DWEBSITE

Health and Safety
Executive

HSE

Home News Guidance About HSE

Free updates Contact

HSE = Guidance - Topics - Brexit - REACH regulation at the end of the Transition Period

Registration, Evaluation,

Overview

Biocides

CLP

Authorisation and restriction of
Chemicals (REACH) regulation at the
end of the transition period

After the transition period ends the EU REACH Regulation will be brought into UK law under the European
Union (Withdrawal) Act 2018. REACH, and related legislation, will be replicated in the UK with the necessary
changes to make it operable in a domestic context. The key principles of the EU REACH Regulation will be
retained. The domestic regime that will operate in the UK from 1 January 2021, will be known as UK REACH.
PPP The REACH Statutory Instrument can be found on legislation.gov.uk and will make its way through the
parfiamentary processes, with the intention that it will come into force at the end of the transition period.

PIC

REAGH

From 1 January 2021 the UK REACH and the EU REACH regulations will operate independently from each

IHatoChesi
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Industrial Chemicals Act 2019

Industrial Chemicals Act, 2019

Industrial Chemicals (General) Rules 2019

2020E7H18 : HEfT

Ty

Vo]
4 k-:.-"f.l

4 ATETRALIA &
*
4y, AUSTRALIA
Industrial Chemicals Act 2019 st
Industrial Chemicals (General) Rules 2019
N“' Iz! 2["9 1 Mok Coulton, Minster for Regionsd Servieos, Decontraliction and  Local
Covernment. make the following nules.

e 7 Kewernber 2019

An Act to establish a national regulatory scheme
for industrial chemicals, and for related purposes

Mask Coulton
Miresior for gl

https://www.legislation.gov.au/Details/F2019L01543

||HaloChE|%i https://www.legislation.gov.au/Details/C2019A00012 20
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AICISDE A

2020E7H1H LD, NICNASHAICISICFEAT

National Industrial Chemicals Australian Industrial Chemical

Notification and Assessment Introduction Scheme
Scheme (NICNAS) (AICIS)

FEEEN, BSNIRE. MATRIEERZSDDAHFTIYU—(CHEIT D,
- )\ — RZHFTE.
- BREZRIE
- J\H— RERENSVery Low Risk, Low Risk# U < (EMedium to High Risk
(CXBT D,

IHatoCherii 21
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AICISIC$HIFB5DDhFTU— ..

If your chemical introduction is not listed on the Inventory

Listed Exempted Reported Assessed Commercial
« The chemical isonthe -+ It's a very low-risk - It's a low-risk = It's a medium- to A EV; |llfltlo.n
Inventory introduction introduction high-risk introduction uthorisation
« Can be introduced ifit's  * Submit a once-off = Submit a once-off = Apply for an assessment . Determine the chemical's
within the terms of the declaration after you report before you « Assessment certificate commercial potential
Inventory listing introduce introduce needed before you - Apply for an authorisation
- Keep records - Keep records « Keep records introduce « Commercial Evaluation
* Keep records Authorisation needed
before you introduce
https://www.industrialchemicals.gov.au/sites/default/files/2020- « Keep records
09/Slides%20Categorisation%20example%20%5BPDF %201.2%20MB%5D.pdf
IHatoChesi 22
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(&%

{bF &% (06/2007/QH12)
LUAT HOA CHAT (06/2007/QH12)

. audc HOI CONG H‘oA‘xi HOI CHU NGHIA \ﬂ_g'r NAM
IRTE. InventoryZ/ERLH Dbc13p - Ty do - Hanh phie
So: 06/2007/QH12 Ha NGi, ngay 21 thang 11 nam 2007
LUAT
Padaxd —— § HOA CHA
‘ %1 IEI E ODE* ca::scg Hién phép nuoe Cﬁngéhdaxéhéfchﬂ nghia/Viét Nam ham»3a92 da duoc siba doi, b6 sung
20165E9H : 3,203¥)E& sl et it '

Chwong 1:

‘ %2@ E O)Eﬁ NHO'NG QUY BINH CH N
201 7£E3ﬁ : 4,29751['%% Diéu 1. Pham vi diéu chinh

Luat nay quy dinh vé hoat dong hoa chat, an toan trong hoat ding hoa chat, quyealvaighia vu cda
16 chirc, ca nhédn tham gia hoat ddng hoa chat, quan Iy nha nudc vé hoat déng hoa chat.

Paxaxd —|—l—:|—£_
‘ %3 IEI E O)§* Diku 2. D4i twong ap dung
20 1 8ﬂ59ﬁ . 3 1 ,74 5%% Luat nay &p dung ddi véi td chirc, c& nhan tham gia hoat déng héa chét; 18 chirc, ca nhan lién quan

dén hoat déng hda chét trén 1anh thé nwrde Cdng hoa xa hgi chl nghiia Viét Nam.

thuvienphapluat.vn/van-ban/Linh-vuc-khac/Luat-hoa-chat-2007-06-2007-QH12-59653.aspx .4

IHatoChersi https:
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2020464881 : B0 CONG THUGNG VIET NAM
InventoryZ3g&

36,7774 EH B CUC HOA CHAT

Erd: 51%%% EFI EEI'%E % w—,ﬁl- (,1-5 : TRANG CHU GIO| THIEU TIN TUC VAN BAN HQP TAC QUOC TE
t :B.ILA\?_% THONG BAO
iEEE*ﬁEE E%E/HH BE . ZOZOﬂE SH 30 E Théng bao vé viéc bo sung théng tin vao Danh muc Hoa chat Qudc gia Ngay déng: 16/10/2020

Théng béo vé viéc bd sung théng tin vao Danh
muc Héa chat Qudc gia

Thuc hién ké hoach xay dung Danh muc hoa chat
Quédc gia va hoan thién du thdo Nghi dinh vé Danh
myc hoa chat va quan Iy hoa chat mei, Cuc Hoa
chat tiép tuc tiép nhan y kién bd sung Dy thao Danh
muc hda chat quéc gia cla cac doanh nghigp dén
ngay 15 thang 4 nam 2021 thong qua Co' s& da liéu

20204E108168 :
BEOIEMBGFEZ I HMIT
B EEFR

ZATEARR : 20214485 15H

héa chat quéc gia tai dia chi
http://chemicaldata.gov.vn/.

W -/ Vi i ? — — i id= id=
||HaloCher‘}‘n http://vinachemia.gov.vn/default.aspx?page=news&do=detail&category id=43&id=4424 25
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BEWMEX

BEWMEE
SRS oy

RTE. InventoryZE/EREH

UszniAnaulssauenanunasu
o B = ada . w
Fae sinilsusmiaiiiiaguivosissmelng auil o
W.A. ldbm

20205F6H22H :

AN 74 \ /) \43_% aadldtivssmanslsmugnamnay Soe vulsumaniiiedudvenssmelng
=@M InventoryZz 2y " e T O e
R A N atudiaaiu WA, bege aviuil mo lquiey kaes Wamouns nedoaranidvasTngdussedifims
lflgll\] 1 1 ,SOOLT'% Eb T’% Eb, sdiunmmunguanedwheiagsuneailulszmalng |W'1=‘lud'}m‘i'uq'[umw-!’uﬁmwvm
nalsssugnemnss Hu

\Y

\|“'5—\ < R e — .
*ﬁ%b AjBe (L 7- I (I \5 Wislisedearnadfiniudunsmungmnedidsingdussenudalulsme

o od

o o X = s s m 5 - C
fieruiuileqiudety nadssnugaanunssi Salddavinidsuasiaiiniimsiwdunsmungmaneds
o - - . - - ' Fae A & -
dpingdumsieuudiludsendlye RswouniTetsaiaiifing 1 (Edsting Chemicals) Aauatl

- o &
nA. odns - odoo Treaniseneli Awalull

||HaioCher‘r"1i https://www.diw.go.th/hawk/news/haz/chemicalsvl 63.pdf 27

{ER% |
—
Inventory® |
GC (General Chemical). LCC (Low Concerned Chemicals). CoC (Chemicals of
Concerned). CHC (Chemicals of High Concerned)/® E(CHEEESNTUL\D,
B wanmAumi
Show 10 v entries download |
ngu Waans
# CAS NO. Chemical Name gasluana arsind vilningdunsiy \nil
1 1569262-17-4 Tetrahydro-1,3,4,6-tetrakis(2- - L - 60-30¢-%
mercaptoethyl)-imidazo([4,5-
dlimidazole-2,5(1H,3H)-dione
2 59675-57-1  Oxirane, 2-methyl-, polymer with - ngu LCC 3 60-P-LCC
oxirane, ether with 1,2,3-propanetriol
(3:1), polymer with 1,1"-
methylenebis[4-isocyanatobenzene]
IHatoChesi http://inventory.diw.go.th/hazardous61/index.php 73
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20205F9H7H :
HA(F. EERBHEREBOS —Y1HEZ AFIE (CHNA

@) OECD | 6C))

BETTER POLICIES FOR BETTER LIVES

fe Custom search

OECD Home About

Countries Topics -

Coronavirus (COVID-19)

Francais

QECD Home

Chemical safety and biosafety + Thailand joins OECD agreement on mutual acceptance of chemical safety data

Thailand joins OECD agreement on mutual acceptance of chemical safety data

07/09/2020 - Thailand has joined the OECD system for the Mutual Acceptance of Data (MAD) in the Assessment of Chemicals, ensuring that its non-clinical safety data related to the protection of human health
and the environment will be accepted by all 44 countries adhering to MAD.

The MAD system — a multilateral agreement - allows participating countries to share the results of various non-clinical safety tests done on chemicals and chemical products, such as industrial chemicals and
pesticides. This collaboration saves governments and chemical producers around EUR 308 million annually.

http:

IHatoCherii

www.oecd.org/chemicalsafety/thailand-joins-oecd-agreement-on-mutual-acceptance-of-chemical-safety-data.htm
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(EERBOE2E(CEIT B 3LiiTRA e

S EBES (EAEU)

-
FRRDER DM T BRIMTHEA A
TR EAEU 041/2017 EBPA3HIICKAS JKOHOMHYECKAS KOMMCCHSI

COBET
TEXHUYECKMI PETJIAMEHT €O N
6e30MacHOCTN XMMNYECKOWN NPOAYKLMM > P g D
O rexnmmeckom peraamente Espasuii ] meckor 0

corosa «0 Gesonacnocrn xummseckoil npogysumny

201793H3H : AL - - -
2021&6%25 : %7).(-\1] coorsercrenn co crareeii 32 Jlorosopa o Espasuiickom

IKOHOMHHYECKOM  cowose  or 29 mas 20014 roma ®  nyHkrom 29
npuiosenns Ne | & Pernamenry paBors Espasuiickoll sxonomuueckoii
KOMHCCHM,  yTBepaiensomy  Pemennem  Boicmiero  Espasuiickoro
IKOHOMH4YECKOTO coseta ot 23 nexabpa 2014 r. Ne 98, Coser Espazuiickoii
IKOHOMHMECKDI KOMHCCHH pem n.a;

1. Mpunsre npunaracmeii Texuuwdeckuil  pernament Ewspasuitckoro
IROHOMUYECKOID  coloza  «0  Ge3onacHocTH  XHMHYECKOH  npoaykumm
(TP EADC 041/2017),

||HaioCher‘r"1i https://docs.eaeunion.org/docs/ru-ru/01413938/cncd 18052017 19 31

InventoryD{ER e

EXEESE (MuunpomTopr )
Inventory{Frk DA, BEE(CIBIRIREHZKDHD

201955H13H : EB-30646/13
20195F11H7H : EB-78723/13 o

MUIHCTEPCTRO PYKOBOIHTENAM OpeanpuaTil
NPOMBILLTEHHOCTH H OPraHIELIi
HTOPTORIH (1o enuey)

POUCCHACKOR ®EAEPALIHN

ZOZOEZH 1 7 E (MHHIIPOMTOPT POCCHH)

IAMECTHTEL MHHHCTPA

Tipeenaem:

B) SR %20206E58 1 TICHES =

2404.2000 K. HM-I8857/13

6"‘, Lpt’l‘#\uu T

2020548248 T
»,HHBE%ZOZOE8H1E|$‘C‘(C§EE Ty —

W3-3 YTPOGH PACITPOCTPAHEHIA HOBOI KOp Py i H OB UEARN ORIHNE
Mep noepEKkn npomsitenioctn Musnpostopr Poccui 8 10000HEHHE K (IHCEMY
or 17 deapana 2020 roga N UM-10T02/13 sH(OPMHPYET 0 NPOIIEHNHR CPOKOR NOAIHH

il s paMEax op VPRl HHBEHTAPH3ALHA XHMHYECKHN BElLEeCTR (B TOM YHcne

B eOCTaBE CMeced), HAaxc B off ] pyeMbIX K 0

wa TeppuTopik Poconiickoli henepamm, a0 | asryera 2020 1.
||HaioCher‘r"1i https://ciscenter.org/upload/news/minprom ros im 28857 13 24.04.2020.pdf 32
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Chemical (Management and Safety) Rules

RE. EEHNARSINTND
% (Registration) t°Notification (/) F. BRMNREACH(ZHBA L IZHIE

» S DBEICEE
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2021 (C(FTETHEIRMNNAREIND EFEEIND.
JIS Z7252 &£ JIS Z7253(F3RESH F THRATHARI (SR> TLYB,

2021 1THE D FMEEMBRIEEES I AEMNBI TSN TS,
BRIEFREEEEERNMEEINTND,

w—s | EEZEREEOMECKID. 2021FE1H6B KD, SDSZERFE
» EPREICIREIDHELSFEIBSNTLS.

K-REACHEESD SNTLVD,
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2021FE1H1HEL D, CLPARENICEDZE. ConsumerAAiR &
Professional BiRDEEYI C DT, UFIDFBIENFIEESNTLD,

FREEVIWHAIEGICE DS, 2021F1AHK D, SCIPT—FR—IN
DIBERIRENSNVE EIEDTND

20211 18B% > CEUR T2 BT,
UK REACHADM G E 1323,

2020E7A1TH LD . NICNASHIENMSAICISHIE (CEITUT.
BEENSDOAT T —(CHEEIDFHE(CIRDTLD,

o

IRTE. InventoryZfER L CTLVD,
20215FF4H15BZFE T, InventoryfERk (CHEDIBMRGEZZIT{HT TN D,

[, InventoryZERK L CTLYD,
20206F9R . A HFEFEEBOT —FHEERAFIEICMEL TN,

2021F6H2H. 1—S27HEEESD EZRmMOEEMEICETSD
RAtrAR Al WFITPIE.
IRTE. InventoryZ R L TLVD,

Chemical (Management and Safety) RulesOEENNTRETNTL\D,
CHUFERMREACH(CZBA U FZHIE (CTR D> TULV B,
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OECD—GLP%lﬁ%Eﬁ‘%&“‘/XK%@i“g;m‘ﬁi%?ﬁt

GLPH A 4 AXE No. 20 “Guidance Document for
Receiving Authorities on the Review of the GLP Status of Non-
Clinical Safety Studies ”’ (2019) [, BIFFDIL=YEEE
ZITOEEMEDLEONDXETY . GLPHAEBRKEDRFIZ(X
EXEBEHYFLEA, f-72L. OECD-MADHIEIZEITHE
BEBR MR L TEIDOT, MEDGLPHRHER T —% 2>
GEIFEZELTEVLTTSL,

¢ (HE) OECDA#DHAMAD (F—A2 DIEEREE) #IEIZ
BT, It EEELRIEIGLPRERER A5,
EEHLUBIE. EXRLE-HBERNESLGGLPEERAERTH
EMNEIEZENDETHD, TD=HIZ, KAA TR
(IHERENBZRICELSEDLEHEELE ZTDAERIZDOLNTODIEE
5 Z T3,
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HRGLPAHAF U AXE No.20(2019)
JERERAERDGLPE S MICEATA2BBEYRD=HDH A5

AAAZUR(E, BHEOECDMEMLTLVS,

] e

OECD’s On-site evaluations visit (OEV: IR#hEF{) [CDULNT DR EFHREEZ TL S,

OECD MNERE & LU IEMBE-MADS INE D IEERREAER (<RI HCLPE S

5L (CMP) [F. 2D 104 (2018-27) IZOECD D FH (i % 5%
2019£E (X, TD7DDOMPOIRMETFHZIT 7=,

E=A1Y570
(TTERLEITNIXESE,

TSV TRV ULER-BE), ToX—Y (EEHEES) . D7V A (EE#ES) . OV

HR—
EDOGLPES

2. ZDHED—EDHIZETT,

L. bLa, 7A)H (EERKRR) . 20205 (HCOVID-192 D 1= IZIEEHA,
HERTOT 5 LIE, OECDIZKYBESNE Y ESNGZITNIEHESEL, T

All OECD
members, Full
and Provisional
adherents must

accept data from

The country must accept

Successful OECD data from full MAD

. Adherents and OECD
Evaluation

members who have been
evaluated by OECD

Scope of GLP
Compliance
Monitoring
Programme

Does the
Monitoring
Programme
Issue
Certificates of

them Compliance?
RIEEAEERE
%iﬁﬁ@ﬁﬁ%iﬁ IERtFE&H
oA mesmy  YeS Yes Yes rrezm | YES
EEVEERE

—_—— =

http://www.oecd.org/chemicalsafety/testing/good-laboratory-practiceglp.htm
3

OECD—GLP%lﬁ%Eﬁ‘%&“‘/ZK%@i“ém{f:iif?Ea

GLPH A &2 AXZE No. 21 “OECD Position Paper
Regarding Possible Influence of Sponsors on
Conclusions of GLP Studies RAR>H—I[Z&k B5GLPEER
DFERITXT T S ETTEEMIC DLNTHOECD DA & "% 206
L7=.

® COXETIE, REBHELE AR Y—LOBREIZDINT.
ENDESIZGLPERAIZEK Y., AR Y—HAGLPERERIE R

HESELNCE, RBEEEORIMELLONERL
T3,
* COXEIEL. AKLY—HCLPRBREICHEE5R BT

RRMEDHLHV T VI &, HEBREENHBREEEDMILEIC
DVWTHOREBEMZHIET IR T Y TEREL TS,

O A=
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- HEREFEL. EEMERAZESIEZT TS

B HEREFE (BFRE) . FENICHERICES 5 FUF
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9. HERIER DS

9.1 — =18

(1) HERC EICRBRBEENMERINL T NIEAESEN, EHRRERICH LTI, E

ESIN-RRBEEICHRICFAELTCH P ZMEL THEEREELFERT LS
EEHAHD,
(2) HERICEASL-HBREEEOREZEDOREZICX. TNODEICKDESL. BT
MEASNEZITHIEESA,
(3) ZRBEEICIX T —FADEHMEICHLTCEEZELE DI EE T HICHBRETSE
[2&BELR. BIEMASHFNIELESHL, £f-, GLPRAI~NDESFDIEEIZDLY
THRRLEFNIEESELY,

(4) XBEREEITHITHTERVEMIEI BEEDOHREESLZFNIXLESEN, Z
DIEEZEIZIX, STIECEMDERZATEL., SHICHBREEEICKSER. B
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EENEHREL. RRBREEDEBE. EMEUER(ZITHEHLAEL,

Qs A
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OECD-GLPEEITIHLUTOEL S IFEEL TS W

(QABIZRZERE Y., kit #HiS)

9.2 RRBEENDHNE
RICBREZEICIIUTDOERESTARETH SN, CNLIZRESNDEDTIEAEL,
(1) SHER. BERME R U EBYIE D H A
(a) NBEZEYIZRT RE
(b) A—KFE=IXLFR(UPAC, CASES . £MREHI/INSA—4—1E) &P HEBEYE
DR
(C)BRFRIZ LD BB DRI
d) fiE. ZEME. I—HZSOHBYE DN
(2) ARV Y —RURERIEER BT 518
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(3) B+
(a) ERZRBLI-B{EE TLI-B \‘;{:. I _\‘

44



T

OECD-GLPIREITIFLLTD LS ITHREL TS
(QATAERIRE Y., ¥ &E)

(4) Bk E
(a) BERZITo-BEZED. EEDI(TEANRUHERNEEERELHRER
B.ALEGSATONITHBREEBCHRESN-BRHEHNZE LI EEMRIET
A7 SLICKBERE, =, CORBECL-T, ZRBEENET —FZRM
LTWBIENHERSN=CEITREHTHSD,
(5) SHERM M LFRBR T IEZ DR
(a) AL vont=FREHABM M DR
(b) ZHELT-OECD TARARAARZAY MDA A4V F LR A %
(6) #ER
(a) ABRFERDER
(b) HERETEIE CTERENI=IT N TDFEHRET—4
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http://www.oecd.org/chemicalsafety/testing/good-laboratory-
practiceglp.htm
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(Annex 4, Table 1&D)

Clinical sign

Definition

[Synonyms

[LOSS OF EQUILIBRIUM (sub-categories below)

[Abnormal horizontal orientation

Loss of balance displaying as abnormal horizontal
water column

Keeling, lost righting reflex

[Abnormal vertical orientation

Head-up or head-down posture

Loss of buoyancy control
[ABNORMAL SWIMMING BEHAVIO UR (sul

Floating at surface or sinking to the bottom

b-categories below)

Hypoactivity

Decrease in spontaneous activity

[Torpid, apathy, lethargy, weak, immobility, inactivity, ceased
wimming, quiescent

Hyperactivity

Increasein spontaneous activity

Erratic swimming, skittering

Corkscrew swimming

Rotation around long axis; erratic movements, often in
bursts

Rolling, spiralling, spiral swimming, tumbling, circling
Imovements

[Convulsions

Abnormal involuntary and uncontrolled contraction of
muscles

Seizures, twitching, muscle spasms, shaking, shuddering,
vibration

Rigid bod or permanent)

Paralysis

Tetany

irritated skin behaviours

Flashing, scraping, rubbing

[Abnormal surface

Abnormal depth selection, close to water/air interface

[lumping, surfacing; on/at/near/just below surface/top

[Abnormal bottom

Abnormal depth selection, close to base of tank

[Diving, sounding; Lying on/ orientation to / collecting at/ near /
Just

[Over-reactive to stimulus

Flight (startle) or (hand

ity after

Under-reactive to stimulus

top of tank, light beam),
vibration (tank rapped lightly) stimulus.

[Not res ponsive to external stimulation; inactivity after stimulus/|
threat

Loss of schooling / shoaling behaviour

individual fish show loss of aggregating and social

Isolation, social isolation

[Dense schooling / shoaling behaviour

Increase n clumped association of fisn

Crowding

Hyperventilation

[ABNORMAL VENTILATORY (RESPIRATORY) FUNCTION (sub-categories below)

respiratory rate/ function. Heavy gill movements,

Increased frequency of opercular ventilatory
with possible open mouth and extended operculae

strong ventilation, strongly extended gills, abnormal opercular
activity, operculae spread apart, mouth open

Decreased frequency of (and possibly
ventilatory movements

) opercular

action/ventilation

irregular ventilation

Irregular opercular ventilatory movements

sporadic / spasmadic respiration / gill movement

Fast reflex expansion of mouth and oparculae not at water

coughin (Gasping, abnormal opercular activity, yawn
EIB surface - assumed to clear ventilatory channels e 2 Rl
Mouth (and opercular) movements at water surface,
Gulping Piping
resulting in intake of water and air
ead shaking Rapid Iateral head movements

[ABNORMAL SKIN PIGMENTATION (sub-categories below)

Changed / increased / dark(ened) colour / pigmentation /

Darkened

melanistic markings
Lightened Pallor, pale/changed/weak pigmentation
[Mottled Discoloured patches

[OTHER VISIBLE (APPEARANCE & BEHAVIG

UR) ABNORMALITIES (sub-categories below)

Swelling within orbital Socket(s) resuling in bulging of one
or both eyes

Oedema

Abdominal swelling due to accumulation of fluid. May
cause protruding scales and/or fissure i wall

Haemorr hage

Petechias (pinhead sized spots) and/or haematoma (area of
intradermal or sub-mucus bleeding

Mucus secretion

Excess mucus production

Mucus build-up (pay close attention to eyes); increased
[secretion (mucus on skin or in water); mucus |oss

Faecal (anal) casts

String of faeces hanging from anus or on tank floor

[Agaression and/or cannibalism

[Aggression, direct attack, domination of choice tank locations,
pickator eatbodies of dead fish
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@3 I ERERERESE

. Relevant ., . .
Test species Class o Test condition Habitat Feeding mode
guidelines
. . 10/28 d . Suspension and deposit
Chironomus sp. h - insect OECD, USEPA, ASTM 5, G, Em Endobenthic feeder
Lumbriculus variegatus oligochaete OECD gOélé':/ZS d Endobenthic Sediment ingestor
. . Submerged 14d Uptake from root or
Myriophyllum spicatum ! macrophyte plant OECD G Rooted shoot.
Detrivore, some
Hyalella azteca r amphipod USEPA, ASTM, ISO ;Oé11/28/42 ¢ Epibenthic subsurface deposit
L ' feeding
. . . 10d . .
Diporeia spec. 9 amphipod ASTM s G Endobenthic Deposit feeder

1NA Conih +hi

cammarsso | g5 2 SEFBICHUNT, & DERRIPMIC(E, AEEMERHE
c

rogeriosn. | (2 3 EYPB(RIDBIE, BRI, SR DBE (BUNMEERT
HAH>2%)

48d

Tubifex tubifex t ingestor

Caenorhabiditis elegans nematode ASTM, ISO S Endobenthic Bacterial ingestor
e . 28d . . Suspension and deposit
?

Lampisilis siliquoidea bivalve ASTM draft 5.G Epibenthic? feeder

Heterocypris incongruens @ ostracod ISO 2 dG Epibenthic Omnivorous

Rana sp. Amphibian USEPA, ASTM 10d Eplben.thlc Suspensmn/benthlc/de
S, G /pelagic posit feeder

Buro americanus amphibian USEPA 10d Eplben.thlc Suspension and detritus
S, G /pelagic feeder

\ N 23
S: Survival, G: Growth, R: Reproduction, Em: Emergence, Ec: Ecdysis ECHAL A5 > X THELE

REITIIEHL? AES B,

Studies, Japan

® E/XDERI: Epibenthic (FRIEM), EKE & iEfit
® E/XBIEEEAZI: Detrivore (- KA XIEER), —EB(IEE R DHEIEY)
HiEER

® KEAMDF TN ERHRZE BT —5FX—RHD)
« % Hyalella azteca = Chironomus sp. > Lumbriculus variegatus
* H. azteca (&Chironomus sp. KD EE L RO REE(CEHER

0 % < MIZEEM TR ERENE®HE(USEPA, ASTM, 1SO, OSPAR)

o USIOFXDEBEHD: H. azteca.
o MBREMERAECI O TILUIDERD

RRE TOHBNES

F72 BB IR 72 5)
R (I < 5T

TS bk oY s = {wai Il ‘S OECD TGICEN L0 \DN'?

o o o o
554

24
Ref) ASTM E1706-05, Table 1
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fossarum2%) H©FFAO]EE

-
7~

;\

\

AN IEBE DR w

Ve

: . E#:2-10d (RETEW®ERE)
. OECD TGTIF5E | )
L2 S

SRERHARS: 28 d (21415310 d or

AR TgE

14 d) Ry
shEQ S \
e T 1R 2 d o2l 24 >
—We~7d REREZ
ned3) BRERS: LEoK. H1EAK, (vt oer )
KROVTTEE]. e, B 2 i
FANRANE, BOBHER SIENRES
(1B3?
D X US 72T
BET: 7K = 1: 4 (K& WE gl
>55mL or &&= 2.0 cm) 25
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I: TG2013#£427E 3 EDERDEE (CHSERETCDWVT

® Pseudokirchneriella subcapitata
® Anavaena flos-aquae

® Navicula pelliculosa

Il: UTEX 664 (Navicula pelliculosa) D{X\E&E (#k) DIEZEICD
W

27

Pseudokirchneriella subcapitata

(LABI D% FR:Selenastrum capricornutum)

B HRRDITRXTORDA ) OFILIE NIVA-CHLA.

B CHUF1959F(C /)L T —D Nitelva river, Akershus(CH LT
Skulberg RHERER. EHBEL/=HBD

-+
AT
AYI—FY
iz 1| 2
BT —
A A ST
& gt o
First green algae: Olav M. Skulberg isolated the first green algae strain in the e
collection in 1959. Today, NIVA-CHL1 is one of the most widely used test algae in
the world. 28
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Pseudokirchneriella subcapitata

(BLBUD$AFR: Selenastrum capricornutum)
NIVA-CHL1DFE & DB
1950 —— ® NIVA-CHL1MDEEE (1959)

/ ® Selenastrum capricornutum &[EITE (1964)
1960 —f—
1964 — ® Raphidocelis subcapitata (1986)

1970 ——

1980 =—— OE£D H*iEEERERBROEMIE BT (1981)

1984 — ECD TG201 (1984)

1988 ® Kirchneriella subcapitata (1988)

1990 —

2000 —— ® Pseudokirchneriella subcapitata (1990)
——— OECD TG201 (2006)

2010 —

[~ OECDTG201 (201)@ Raphidocelis subcapitata (2011)
DT RHFHRATICED <

29

Pseudokirchneriella subcapitata

(LB D& #R: Selenastrum capricornutum)

Raphidocelis clade
NIVA-CHL 1 % ===========
Monoraphidium like-1 clade

Monoraphidium like-2 clade
Monoraphidium pusillum
lonoraphidium contortum
Akistrodesmus like-1 clade

Nephrochlamys clade
Akistrodesmus like-2 clade
L. Rhombocystis clade

Quadrigula closterioides
{E’odohedriella falcata
Monoraphidium neglectum
|: Ankistrodesmus clade- === ===«
Monoraphidium clade

Tetranephris clade ============—-oc e

Monoraphidium terrestre

L. Monoraphidium sp.

_< Kirchneriella (Pseudokirchneriella) clade

< Selenastrum clade

_< Monoraphidium clade

Bracteacoccus aerius Lo
_|: Bracteacoccus minor f % -
Desmodesmus communis i 3 - _ i _
|:Acutodesmus obliquus i% | %E/(**(LDL \t (3:\ R Schapltata %'fﬁj 30

(Kreinitz et al. 2011) DH ExE
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Studies, Japan

Thiel et al. 2014 [ Anabaena variabilis ATCC 29413 (Ava_R0006) |

(=irroT)
Nostoc spongiaeforme (HM573463.1)
Nostoc punctiforme PCC 73102 (Npun_r020)
Nostoc commune (AB094352.2)

Nostoc sp. 8901 (AM711539.1)
Nostoc sp. ATCC 53789 (AF062638.1)
Nostoc sp. 9104 (AM711542 1)
Nostoc calcicola (AJ630447 3
Nostoc microscopicum SAG GQ287650. 1)
Nostoc ellipsosporum (AJ630450.1)
Nostoc muscorum (AJ630451.1)
Nostoc linckia (AB074503.1)
Cylrndrqspezzzu.lm.ala.tas;mcum.((?;121283’.65(1..1;L..l

Anabaena flos-aquae (AJ630419.1) |
100 'Apham’zmnenanﬂograwz(!e-(*M'l )

86 Anabaena circinalis (AJ630415.1)
Raphidiopsis(brookii (CRD_01297)
I Nostoc azollae 0708 (Aazo_R0016)

Fischerella sp. JSC-11 (FJSC11DRAFT_R0032)
Trichodesmium erythraeum (Tery_R0014)

Cyanothece sp. ATCC 51142 (cce_RNA045)
Acaryochloris marina (AM1_6417)

89 Synechococcus elongatus PCC 7942 (Synpcc7942_R0004)
Prochlorococcus marinus (Pror01)
Gloeabacter violaceus PCC 7421 (gvir003)

B ATCC 29413 (£1964£E(CTischerEK(C K D Mississippin S5#REL. EEE L. Anabaena
flos-aquae & [ETE

scale 0T

100,

»
')

81

(o2
o

B {2(C19734E(CAnabaena valiabilis & EIE

B DFRFFEEFICEKD. ATCC 29413 (FAnabaena flos-aquae & B UJ)L—TF (LIRS &
A cll:lz

B Anabaena flos-aquae (FATCC 29413M&FRE U TAHRES.

31

Navicula pelliculosa (UTEX 664)

B UTEX664 (dLewin K5S(CKD. 19514 (CAlaska THRER - BB L.
Navicula pelliculosa & [BTE

B Navicula pelliculosa (dLange-Bertalot 55 (C K D 19974 (C Fistulifera & (CFEEh

m IRTE(&. Fistulifera pelliculosa &M SRDHEL

B UTEX 664 (FUTEX DILF v+ —IL- 0> 3> FENSDAFREES
'{ :u\(L_Td\jT(/\5o 32
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TG201DeETIREDRIE

B OECD TG201DH#RIEDFHEE ZiREH

Pseudokirchneriella subcapitata = Raphidocelis subcapitata
Navicula pelliculosa = Fistulifera pelliculosa

Anabaena flos-aquae = Anabaena variabilis

B OECDIEZRIK T DFistulifera pelliculosa

(= Navicula pelliculosa) UTEX 664D EkE LT,
UTEX661 = NIES-4280 S KTUUTEX B673 = NIES-4281
ZARM & U TR

33

o TG203MHETIZHES A F HDZEHERICEET 5 1BEHRINEIL.
Death/Clinical signtt D F| AR gEMENB 5 MNZAE Y . B
DI E ELEDHT-H . TG203ZBEHDEZMIEIKIZE T H/N—
TETHELBLT. SHLLELHERINENIDETHD

« HKBEHEMEDER A VFMEEIEZETHLIMN, 2XU A
[CIMATIITEHBREDEFELELDL, KEFELGY ZES
REMEZAI SAEEDTHDFRLELCLNLETH D

o TG201 DHEEIRIZIF LN DODREMNH Y. OECDEERE
DHETREZREP T, FRVEDHLND

« HADREMNGTHEREER - HETOHILTHSHOECDIZEH
WT. BAR (EREZEHBRCEIEILREMZER) HMNiEHEHY
TEREMZHMET O EAEETHD

34
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EEXEVICXNT SRERBLEVHRLELES |

BLE-2FBNEERY R ) EFEDEE

REAREMERAEHEZ(H31-RI) EES it
[ D5 5T ]

| HTF-32

EEEWEAVE | | EEREELE
RE-KIREICSSE | | MEOAREDL
Y - N ELFMED | | EWFIB IO
’ S ST

RRKF - EI7IRIE
Jty3TH> T

PR
free —

Kppms/w
Kow 1 = J2/K
P— HEAIRAL EEHDEEORE(LE DR
FESIE | T0E ) GENGEEUASTHEFE o
PNECgy=Kd - PNEC, DR

Egﬁk%éﬁﬁl E 7RISR
. ST

IKELEM DT RSB
-

PNECHLU
PECOIRE

35

B SUKEME LV RIS R R
RAERE Eﬁn’fm HEE (H30-32)

HIEBHLRS

. M ERFERIREA ( {/ \_C 5**
- 75 (A&t
BB RIR T2 bR

U>JF X MDESE - ZF(T, ER
EREDODEDFEED
KEREM D ES AT DML

) TR FDHEER

B2 T3 N\
EUTEEREA f 2] f.:_ﬁﬁﬂﬂ?ﬁ)\
W e T
I R A B P W A

CEERNE (X5, SOF
%) KETE (DDA
\ %) OHERERR

. BERRE SAITUIDD
%) -\BERME (Foe - N
\_ 1%%5) ORERERHFE

RERE., BEAEYMEDIE
] - EMOHEF
%ﬁéx R

« FKEFE (SvOXSFH - I=FIIE)
ERUKERRRE (P=%) OEREARMF
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IKEEPHBERFICONT s

I

L FEZRRDFAEREMIED IR

REBKEENMOREF RO RE - IR

&

L

DEeRCARYA Chironomus_yoshimatsui

@3azxkE Hyalella azteca

@FAzv>a Daphnia_magna

@Ha<wzora Moina macrocopa

Bl =0+ 3 P> |Ceriodaphnia dubia

®xpTE Earatyg compressa
improvisa

QE*FH Orizias latipes

®FI Danio rerio

®3Z‘J FavES Pimephales promelas

W7 HILFT Acartia tonsa

o7 = Americamysis bahia

(B Daphnia pulex fth 55&

Barxsy Lemna minor

https://www.nies.go.jp/kenkyu/yusyo/suisei/index.html 5,
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FREEEICEHT AN EYEEERGHREt I —
(2021F2B16H(K) vz 7€ 24+ —)

FREEIE TR > X T LKATE
2D T

CGEESlim wRIFEAN  EIREH R

RIEYU R - EEMTRE X —
KEF E—

KEHDOE I F—DHI

ERBETI - TREAD D
QSAR IZDOWTHFEYELLAWA
e KATEAR{E > THAI-WEEB->TWBEH

KA AW -ARREEEHEZITO TS A
(B EDSHFAOSEL L CHEBETES
AHLNEWEEZ TWLEEH)

5 EHETIRIZ. KATEDOEWAHIZDWT
BALET
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KATE (74 k)&%

« KATE (KAshinhou Tool for Ecotoxicology)

RIERADFEEER L L. B EEFEAN EHILIREWHICAT
BEE Y R Y - REMRE Y4 —ICBWT. IR - BRA NS
EQSAR*S 25 L TF,

* QSAR: Quantitative Structure-Activity Relationship (E 28I E
SEIMEAEED)

« KATEZBEL TWA2SBYET — X3, RIEBANEEL LR
HEABRER (AfE. I O, B MOXKERERET
(USEPA) ® 77 v b~y R/ — - T—AR—XDEFHE2 4SS
MR EER T,

*INERAERIL. OECDOEDT-TAMAHA KT A VICEMLT-H

EICL Y BIEBAOERAETEXE (GLP: Good Laboratory

Practice) [CEE L TWARABRIERICEWLWTERINTWLET,

https://www.env.go.ip/chemi/sesaku/seitai.html

QSAR (EERVEEE14EED)
Quantitative Structure-Activity Relationship

fbEFEME DIEE EOFE (MEBLFERE /T
A—=REEL) EEYFREE (BEPELD
) EDMICARY I OBERDOZ &

« EEMLEROGE ¢ SAR
EENREROEE  QSAR

WE%EHHETQSARE |
£LT2HALHYET giﬁwﬁ%
oo

333333333333333333
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FREEIEICE Y 2 R QSARD AR
FHY 2 HHOWS

KATE Bisa, EiL logP (7 ®BE-IPra-A - EREHE O
RIEWRAE X/—J)/ HEo2UEMHEEHE HIFE : BE.
BEURY - Kk HBE FM (2020 ver2.0) logP (527 F)
R v %20
g —
ECOSAR KXEREREZE FillogP HAfE - BiREE - BE - EAEEE O
T (USEPA) 2HEEMN HE : BRF
B4E - BARdE - B
B4 24 (NOEC & LOEC
D #AIFI(ChV))
TIMES AU T logBCFtox, £B%E - ARZEaME - BEREHEO
TIARKFE LUMOZ a3 HTE : HEE
- /g
OECD QSAR OECD. EU FE (- FE= - BFAEHA -
Toolbox B —HVER) I —H = HIET
o J__-Ij—“_bi\
QSAR A 1R
5z &HAlRE
5
KATE2020 T F Al gE7n &= DiELE
X 2N (Oryzias 1atipes) B ye e g == poe=4
4:037 7 I\/\“/ F\ i / _ ’:\Wﬁlb\lﬁ\\ﬂli\\p—itgﬁ\(OECD 96-hr |_C5O
) TARHAFZ42203)
(Pimephales promelas)
FF4 >3 (Daphnia IOy Ok EESER
magna) (OECDT R b HA K= 4 48-hr EC50
>202)
Pseudok/rchner/e//a S EPRERE (OECD
ﬁﬁ*ﬁ*ﬂ A REREEER
AsE M X & H (Oryzias latipes) 8 (OECDTR FHAFZ —+1 NOEC
A4 >210)
. F# Y>3 (Daphnia Yy a%ERE (OECD
IV B WD) FZMHARKS4211) 21-day  NOEC
Pseudokirchneriella So] e
wmiet RRLSEEAR (OFCD 2ohr NOEC

FAMAARKZ42201)

A RTIAEREARIIBECIMEBRIC L - THBRPBE RS Y £7

2 I\ 2 hY xE (Raphidocelis subcapitata) |84
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KATERZE DfHE & IR
(KATE2011 %%Y on PAS, on NET)

- Jan 31,2008 4 REHMFH > X7 L (KATE ver0.1) =AAAMRA AR
(2B DIIEEH, S B8, Iy a0atESHREICH T2 LS4 T
- Mar 16,2009 X % > K 7 8 >k [KATE on PAS| %/ B
(ZEH) XZYF7OVROEN. T—2EM. stE7ILITYXLOEEE
- Mar 31, 2011 EF#HRKATE2011 % 5
(ZELH) T—X0ENM. QSARETILOFEH

- Dec 25, 2015 KATE2011 D EHT
(ZEH) -QSARERICFAXR (EREAK%IBY%) DB
-ROEM T T 7 oEBRKXE. FHXBEOIEEEHE

o
KATE 201113, I¥>vaakEN - REARBHOFTHOH

Alae GRYEH DRz ik +)

KATEFEF Dighg & IR4K (KATE 20172751 )

- Mar 29, 2018 KATE2017 on NET Bhl % 2B
(KATE2011H > DK EHREES)

-SBYET — X DEN
-QSARETILDKIBHEE
- B EERERA X EFITSH 5SMARTSADZEE
SRS - ENEN e (RELERMEESE ECs0&% U'NOEC)
-IvvaEMsEroBsin (T a%ERE NOEC)
-BmAEENEEDEN (BEPEEEEREEESER NOEC)
- ljgfﬁ;fé%ﬁ%— ZDEAN (KRNI 7 7ICHDSINEBSHIEICHER)
- EE

- Jan 30, 2019 KATE2017 on NET (version1.0)% /2f#
(FLEER) - EHEYE O T RIHEESEN

- Feb 3, 2020 KATE2020 version 1.0% 5
(EBREEH) - SBYEOTRT log P DHETE F %% Clog P 7 5KOWWIN™|C 255
CRERBRETHAEF)
-Log P >6.0 TH 2 ¥YWEIZQSARE T /LH 5 R
-QSARETILIZEA I N T LA WYE (Support Chemicals: log P>6.00
MET — 2. TESMHET -2, AME) 2SEFTRE L THRR

- Apr 30, 2020 KATE2020 version 1.1 (B ZFE)
- Jan 28, 2021 KATE2020 version 2.0(C7 v 75— b
(EARZES) -(1) QSARE T IILDEH
(2) £ - BIEFEOHR
— HR7+—~v FRRZEM
— ARG T B ST SR 0 R REEEEE N
(B) BEY 7 RLMDUWE 8
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log(1/LC50[mmol/L])

/\#@ F}; _\\_ v 4
EYET —X _
(’% *E/% 1\_/:I:L) ]
AN /0N
1 CO_X alcohol
2 Ll M |
El R2: 9.68, N: 149
5 _4-3 -2 -1 L] 1 2 3 4 5 6 7 8 9 10 —
Estinated log P (KOHHIN) 7 - X (
4
3 7
7 1 reference chenical deleted
2 6
1 s °
0 2 4 - 1
1 g 3 é 3
21 4 E 2 E o
- i o
3 g L @ 1
- 0.4978, N: 866 2 0 R
,4 L L L L L L L L I I L 5 1 Eg
3 -2-1 012 3 45 6 7 8 910 o 2 -1
Estimated log P (KOWWIN) 3 -2
4 . -3
. 321012345678 910 o LF22%
ﬂth:Yl Estimated log P (KOWWIN) | e 2

KATE20201 %5 14 2QSARY 5 R (SHHE) DA A — 2

AN RGN

(e

tE D)

Il

E3)

Cl

\

Narcotic 7 7 X (F%E;

log(1/LC38Innol/LT)

VARSS

O

KATE

unreactive Fish
=ESEREY

)

5 -> R2: 8.91, H: 44

a

5

6

Estinated log P {KOHHIN}

(ex.7/)La—JL) Y2 &Y3
(X 51285)

Sl

KATE2020 version2.0%&{E > TH %
( https://kate.nies.go.ip )

= Main Content = Site Map = Japanese Page

s KAshinhou Tool for Ecotoxicity
L Ecotoxicity prediction system
KATE2020 KATE on PAS KATE on NET ) .
2011 Japanese 2011 Japanese Change Log Site Policy FAQ
News

January 28, 2021 KATE2020 was updated to version 2.0. Please see Change Log.

April 30, 2020 KATE2020 was updated to version 1.1. Please see Change Log.

February 3, 2020 KATE2020 version 1.0, which is an updated version of KATE2017 on NET, is now available. Please
see Change Log. KATE supports the browser Firefox.

Your feedback on KATE2020 is welcomed. Please e-mail us at kate@nies.go.jp

KATE2020 version 2.0

KAl KATE2020
LA Enter

al (PDF 3.6MB)
KATE2020 operating manual is coming scon
B QMREF (PDF 844KB)

KATE: An ecotoxicity prediction system

KAshinhou? Tool for Ecotoxicity (KATE) is an ecotoxicity prediction system that consists of quantitative structure—
activity relationship (QSAR) models and was researched and developed under contract with the Ministry of the
Environment, Government of Japan from fiscal year 2004 to 2020 by the Center for Health and Environmental Risk
Research (CHERR) of the National Institute for Environmental Studies (NIES).

KATE was originally developed to provide predicted ecotoxicity values—specifically, 50% effective concentration (ECsg)
values in the Daphnia acute immobilization test and 50% lethal concentration (LCsp) values in the fish acute toxicity
test—for chemical substances on the basis of their substructures. Since KATE2017, the predicted ecotoxicity values of
the following endpoints are provided: ECsg and no-observed-effect concentration {(NOEC) values in the algal growth
inhibition test (72 h); NOEC values in the Daphnia magna reproduction test (21 d); and NOEC values in the fish early-
life-stage toxicity test. In KATE2020, the structures of the chemical substances are characterized by Simplified Molecular
Input Line Entry System (SMILES) strings, which can be obtained by means of a CAS registry number3 search or a
molecule editor (i.e., by drawing a molecular structure). The system predicts the ecotoxicity values by using QSARs with
log P.4
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shinhou Tool for Ecotoxicity
KATE2020 Version 2.0

New vsers plcw

User login
login name S
password L 1

OWWIN 1.89 Chpril 2015)
c 2000-2015 U.S. Environmental Protection Agency

OWWIN is owned by the U.S. Environmental Frotection dgency and is
rotected by copyright throughout the world.

Permizssion is granted for individuals to download and use the
software on their personal and husiness computers.

Dsers may not alter, modify, merze, adapt or prepare deriwative
orks from the software. Users may not remove or obscure
copyright o tradename, or proprietary notices on the program or
related documentation.

OWWIN contained therein is a tradenane owned by the U.5.
Environmental Protection fgency.

C-\
[ )t agree to and accept tha tarms of the agreement above.

TR RIE D AT

Input SMILES of your chemical

KATE
O—Y—074 vEmE

MHTDHIE
“register’ R — (2T
A—Y—EBHFHNLETT
¥~ = 2 7IL(2021/1/288R)
pl8~21%SB L T /&Ly,

KEIREFRET DKOWWIN
7077 LOFBRAFHELIEIC
AIET ANELDHY £

11

CAS to SMILES, IUPAC Name| J Name to SMILES, CAS SMILES to CAS, IUPAC Name

CAS [39905-50-5 | Name [4-pentoxyaniline

® SMILES * Required
Jcccccoet eee(h)ect

O Predict’S:7 Vv o9 %
Predict /,\J F?Iiﬁ le"

SMILES can be generated by using molecular editor JSME Editor .

log P optional

When any error occures in log P calculation by KOWWIN, you can skip KOWWIN Calculation.

O Skip KOWWIN Calculation

% [RIFFIC
Z & HAEE

Prediction of Multiple Chemicals

e SMILES List
Select

EBDIFNE
TR S

(GRIEIZ100ME £ ©)

Caution: KATE2020 can accept up to 100 chemicals at present.

DF) DEEZESMILES*

ILFME

ETANLET,

CAS ZHBFSPCHAIH OSMILESICEHRY 5 Z L HAIGETT,

*SMILES (Simplified Molecular Input Entry System) 12
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KATE
//\ jﬁ%t‘: =] @ Ajj
XSMILESTERH IS & W FRRRICEMEOBERZ2 AN LT,

A RYEDSMILESANICIFKATER B DHIRA H 1) £ 7,
#5712 [Nal, [Na+]% E DB DFEEISBED RIS A L TAAN L TLEZE L,

CASEHFE SN OSMILESZSRTREESH T EHRA[EETT A, LRBDL O 7%
KATETF AR ICEREIE R ITNIEBnohWEEEH Y £9,

Z DM DOFIRZX OFFHIEwebBEFRREKATEO Y Z 27 L% TSR
Sy,

The KATE system can predict ecotoxicity of organic chemicals only.
KATE2017 cannot predict ecotoxicity of chemicals represented as following types of SMILES:
i. SMILES which includes elements other than H, C, N, O, F, Si, R S, Cl, As, Br, Sn, and I.
ii. SMILES which includes ions other than ammonium [N+] or pyridinium [n+].
iii. SMILES which includes ".", i.e. SMILES which expresses a mixture.

The strings such as [Nal, [K], [Lil, [Na+], [K+] and [Li+] in SMILES should be replaced by the protonated forms.
For example, "clecccc10[Nal" needs to be replaced by "clceecelQ",

13
i o |5 Al VEersionZz.
CAS RN® 39805-50-5
Chemical Name | 4-pentoxyanilne
SMILES CoocCocLoec!M)ccl
Molecular Weight |178.26
User Input Value || Re-calculzte:
log P Estimated Value by KOWWIN |3.12
easured Value in KOWWIN Datohase
QSAR Results
inciude: b Figh (zcute) || paphnid (aoute) [ alga (aoute) b Fich (chronic) b7 Daphnid (chronic) & alga (chronic) R 2 2
| \  toise | , 0z, N
Exclude: M R2<h7 Maol<fps | Fn<E
ype of Predicted / licability Domai
S et | cme log P Appiiceniify Do asn Statistics of QSAR Class
Print QSAR Class Name'! Toxicity g n ) Judgement
Detail |  Click the name to see details of the QSAR model Acuteoff o0 m“‘:‘mml" P o [l .
o is Val * RMSE | n*
rganism | e ue | Type [Ranga] structure™|| RZ2 | Q i
El  |amine unreactive aromatic w/ NO2, 502 w/o o-( Fish Acute 5.2 § [0.82,33] | 3.12 |Estmoted n [0.76, 5.06] in |D‘82 0.79| 0.36|23{4)
= [cMOS_X amine aromatic lesstoxic Fish Acute 100 [1.5,67] | 2.12[Estmated in [1.18, 5.06] in |E'?E 066 0.36 |10(7)
] |amine unreactive aromatic w/ NO2, S02 w/o o-CY{ Daphid Acute 0.65 §f0.082, 5.2] | 3.12 |Estimated ir [-0.55, 5.058] ir 0.76 | 0,51 | 0.35 | 12{0)
Sidil % il 3,
AEHEOEEL & BB O

| E%m

[R2=0.7,02=0.5,n=5] &L 3 DDEHICYTIFE 5 WQSARY 7 X%

(WHPREETIL) BRENF A,

KME%%Ti’ﬂBBO@%#mZQZM'%Tiiéﬁw A0
EHADHETInEHEINLDDIE, EBHNEEEASVWEEZ TWLWET,
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log P ¥IE & #8&¥]E

(QSARBEREENTH DN E D N)

CAS RNY 39605-50-5

Chemical Name | 4-pentoxyanilne
SMILES CCCCTOcLeec!N)ccl
Molecular Weight |172.26

User Input Value | Re-calouiste
log P Estimated Value by KOWWIN |3.12
Measured Value in KOWWIN Datobase

O

KATE

QSAR Results
include: B Fish (acute) b paphinid (aoute) @Alga (acute) b Figh [chronic) @Daphnid {chronic) [ Algs (chronic) _
Fr*<pb7 Mg <ps | Fln<f
Type of Predicted ' Applicability Domain e =
i Predicted 9504 log P tatistics of QSAR Class
Print QSAR Class Name"! Toxicity i g Judgement
Detail |  Click the name to see details of the QSAR model Acuteor | oo maw':l" P o [l .
O is) Wal i RMSE *
rganism || e ue |  Type [Range] Structure R | Q n=
E  |amine unreactive aromatic w/ NO2, 502 w/o o-C Fish Acute 5.2| [0.82,33] | 3.12 | Estmote n [0.76, 5.06] in .82 (0,79 0.36 [23(4)
F | CMOS_X amine aromatic lesstoxic Fish Acute 10 [1.5,67] 3.12 | Estimateq in [1.18, 5.06] in 78 | 066 | 0,36 | 1907)
] |amine unreactive aromatic w/ NO2, S02 w/o o-C | Daphaid Acute 0.65 | [0.082, 5.2] | 3.12 |Estima ir [-0.55, 5.058] i 0.76 | L51 | 0.35 | 12{0)

(1) log P #'J Z 8y
@Iog POE II*] %*L zfl*]ﬁ’é‘
#@EN (RO

EHTEICDOWNT

ID B ID iy e

in”

5 (QSARET LZBHLTWAT

1D oS

— &)

0g P>6.0) ZENBICHBOTHEE L TIE

1

JAR (1148)

.

\737‘*@?@5‘:&%]%%%35}*%% 5006 Silicon [Sil

5041 o NO ste. 5042 ©-c-c-oete. 5074
(4]
SEEEEE T 5075
_Cl :
5047 °° etc. ) Tt
S S < : Narcotic GroupZ7 2 A®
N i EUAN
o \ 1 B : EEH ER A EE
R . R el Rk (14f8) /
] Y e e e e T A o il e =

5007 Nitrogen o i
=======%=========T=I‘-= : c o

5077 te N 1 N—e

N E JREOEE c-N-n-ofSici 5100 o/ .
i e eewTaE i =

e 5001~ Lithium (L1 5172 c—s——O) etc.
SR e e i = 5002  Sodium [Na] —
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phenol unreactive ‘/@/X‘

FRASKEE (RESM) 37 mglL
[R?: 0.86, Q2 0.85, n: 61(4)]
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phenol
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[R%:0.60, Q2% 0.54, n: 20(2)]
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FHSEE (BESM) 35 mg/L

[R% 0.73, Q2 0.69, n: 26(5)]
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—H FOEBO#EE Y 5 X—8 (RIF*)
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amine primary 13 nitro
amine sec, tert 14 carbamate
aromatic n 15 sulfur

hydrazine 16 halogen
nitrile 17  phosphorus

0 N o o B W N -

alcohol 18  heteroaromatic
phenol 19 C X nos
ester

9 ether 20  narcotic group

10 aldehyde, ketone
11 acid 21  unclassified (53875E)

12 amide 22  unspecified element
(FHTELNVTEEZAT
AR~

*RFEELUELEEBELURTSFECTT

21
e SaE] [E2020 version?’.
CAS RN® 39005-50-5
Chemical Name | 4-pentoxyaniline
SMILES COCCCociooe{N)ccl
Molecular Weight | 179.26
User Tnput Valus | Re-calculate
log P Estunated Value by KDWWIN |3.12
Meazsured Value in KOWWIN Database
i
QSAR Results
fodd Fich | el [
e; Oa2<pz Oe? <los
i f Predicted
ype o .; e e ok log P Applicability Domain Statistics of QSAR Class
Print QSAR Class Name'' Toxicity g e Judgement
Detail Cick the name to see detalls of the QSAR model | ACUte or [::j'g I ] log P3 Al = : ‘ e
I arganism S nterval , value [ Type [Range] Structurs R o IIIMSE '
amine unreactive aromatic w/ NOZ2, 502 wfo o-C Fish Acut= 52| [0.82, 33] 3.12 | Estimated in [0.75, 5.06] in 0.82| 0.79| 0.36(23(
CMNOS_X amine aromatic lesstoxic Fish Acuta 10 [1.5, 67] 3.12 | Estimated in [1.16, 5.08] in 0.72 | 0,68 | 0.36
amine unraactive aromatic w{ Nc:!i 502 wio o-C Daehni.d Acuba 0.65 [0.082, 5.2] 3.12 | Ectimated in [-0.55, 5.06] in 0.76| 0.51| 0.35(12(0)
—_— —— —— —_—— = —_—
CNOS_X amine aromatic lesstoxic Daphnid Acubs 1.4 [o.oas, 22] 3.12 | Estmated n [1.15, 5.06] n 0.52( 0.13| 0.40(15(1
amine unreactive aromatic w)/ NO2, 502 wfo o-C Alga Acute 84 [1.2,72] 3.12 | Estimated n [-0.55, 3.19] in 0.27-0.79| 0.32
CNO_X unreactive (Fish chronic), excl. {CnosX w/o n+) Fich Chronic [0.0033, 1.4] 3.12 | Estimated in [-1.61, 5.99] in 0.62 | 0.54| 0.57 (19
N_X amine aliphatic NH2=1 Daphrud Chronic [0.00018, 0.75] 3.12 | Estimatad Ir _[-1.61, 3.19] in 045 | 0,20 | 0.76
amine unreactive aromatic w,/ NO2, S02 wio o-C Daphnid Chronic 0.00029, 0.044]| 3.12 | Estimated in [1.16, 3.19] in 068 040 | 0.32
amine unreactive aromatic w/ NO2, 502 wfo o-C Alga Chronic [0.049, 22] 3.12 | Estimated n [-0.55, 3.19] in 0.18 |-1.06 | 048
AN >
[R2<0.7, Q2<0.5,n<b ZBANT 2] OF v 7% IFT T &,
TN ORMICETIEES SALERRENET
g..ﬂb@ 'fl‘-':‘u—_—‘-l(‘j: bchL\QSAR77X:E) /\é i °
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e ERLCTWSARE | 3% (R2=0.7,
2/ BEEHABRERS | 02=20.5, n=5)£T
(n) %729 QSARY T R

e e N R
QSARZ 7 R*

1044 51 70

546 27 77
485 9 69
34 3 7

397 12 77
482 12 84

* KA - X WQSARY T ADERLFRCTEET (1 2FIDR T4 RBR) 23

KATE2020TIER CEMOREREICH L TEHDQSARY 7 X
NEFEHETHIENDHY T

CAS RNY 39605-50-5

Chemical Name | 4-pentoxyanilne
SMILES CCCCTOcLeec!N)ccl
Molecular Weight |172.26

User Input Value | | Re—lzbum_
log P Estimated Value by KOWWIN |3.12
Measured Value in KOWWIN Datohase
QSAR Results
include: B Fish (acute) b paphinid (aoute) Alga {acute) b Figh [chronic) @Dapmid chronic) [ Alga (chronic) -
Exclude: MR?<p7 | Mg*<fs | Fln<f ]
Type of Predicted Applicability Domain S
icity™? Predicted | 95% log P : = Statistics of QSAR Class
Print QSAR Class Name'! Toxicity g n - udgeme:
Detail Click the nama to sea details of the QSAR madel Acute or EH'IQ.I'Li -~ : log '3 s 5 -
O is) Wal ucture™ RMSE *
rganism || e i ue | Type [Range] Stri ra RZ | Q n=
E  famine unreactive aromatic w/ NO2, 502 w/fo o-C Fish Acurs 5.2 [Jlo.82, 33] | 3.12 |Estmated n [0.76, 5.06] in 0.82 |0.79| 0.36|23{4)
F |CMNOS_X amine aromatic lesstoxic Fish Acutz 10 |) [1.5, 67] 3.12 | Estimated in [1.18, 5.06] in 0.78 [hBE | .36 |1907)
] |amine unreactive aromatic w/ NO2, S02 w/o o-C | Daphaid Acute 0.65 | [0.082, 5.2] | 3.12 |Estimated in [-0.55, 5.058] in 0.76 |0.51| 0.35 | 12{0)
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QSARZ S ZDEFLRK ESBYHAT — K B L7
S, kYL WFElEARALET
(B3 - ZRPBELRES)  Verify QSARBIH

Verify QSAR Type: Fish (acute) structure Class ID: G1_22012 0SAR Class Name: amine unreactive aromatic w/ NO2, SO2 w/o o-C
Horizontal Axis |oar ~| lGe| |Defaut
7 — — *: Query chemical
- _ +: Reference chemical
& | —: Regression line
: 85% confidence interval
5 3 », 1 for the regression line
% e ] 1 955 prediction interval
L for log(1/LC50, EC50, or NOEC)
g 1 -——Support Data-—--
Z oa ¥ k *: Support chemical with log P=6.0
H < ] 74 Data with "<" or "=
5 J | o Outlier
4 = 0,88 = log P =114 --—-When "+" i deleted--—-- S
ST - ] - Deleted data " Query. ¢hemical
W b or 5 W F A R e i ——: Regression line wio deleted data  BHI-ES : :‘-—‘C-D(-:CQC-KF_?(-NJ“-L
B e :l:hemlcal Name (User Input) é-penmxyamnns
Predicted Toxigty [ma/L]: 5.2 LCAS RN (User Input)  59005-50-5
S50 Pradicbion [nterval [ma/L]: [0.62, 33] Molecular Weight 179.26
lag P Judgement: in, Structure Judgement: i Jog P H-12 (Estimated)
Shift: (L s [up| [R
Zoom: =|[F x:[HF Y:E[FE [oefutt
Eation Number of C.hami_cals Number of lapplicable Range| R? 2 RMSE
used for Regressio pport Chemlcals| of log P I |
- 0.86 " log P -1.14| 23 4 [0.76, 5.06] 0.82 [ o070 | 0.36

>:<10@QSAR751m\f_‘“:_?ﬁéﬂfm\of-i% H, EDLHT—xk
SEBYEICEDWTOQSAREABREINTWAL ZHERT LI ENAELF L WVWTT,

25

QSARZUREZEICHEA L 7c

//\\\L-‘: }—T_); ,%/:;

- Chemical List

sort by [-mes | with [ascending order ~| [Updote

The first value under each structural formula represents the similarity (Tanimoto coefficient with Pubchem Fingerpnints) to the guery chemical.
The figures in parenthases below each reference chemical represent the coordinate values (x, v) of the chemical in the log{1/LC50, EC50, or NOEC) vs. log P graph.
- Reference Chemicals

N

0.554 0.550 0.574 0.564 0.588 0.640
(0.76, -0.45) (1.25, 0.01) (1.47, 0.04) (1.47, 0.19) (1.62, -0.05) (1.80, 0.67)
] gy N ﬁ
N - =
ey Uy
I ] | If
0.662 0.528 0.560 0.708 0.591 0.516
(1.80, 0.32) (1.84, 1.00) (1.97, 0.56) (2.10, 0.61) (2.11, 0,22) (2.12, 0.93)
K { ¥ 0 a
’ Il i 2 Il
| O o
0.573 0.542 0.528 0.576 0.839 0.504
(2.17, 0.55) (2.24 0.77) (2,37, 1.17) (2.53, 0.47) (2.59. 0.85) (2.66, 1.01)

0| o
@4

0.860 0.593
(3.13, 1.31) (3.19, 2.75)

o

0.595
5.06,3.23
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o FHABERLEYE OEY)ASMILESE A DT 52 &1L, &
ReEMEED [I2E] oW CFAT Rz EATEETS,
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BMCTE25MELE LTHATESZDITTIEHY £HA,

« ZTNEFNDQSARY T RIZL > T, FHINTWLWE T —XDOEP
EISEHRE~ADETIEEY ., 62X L ENERY FT,
F/-. SEBYEELTFHELLSELTWAYE L EDRRELELL
LTWBh EFICEHEOEEIZDONT) 28IfT A2 ENBEETT,
c BMSHICHT B FREIRARET —2EH D, BEEEFEIC
LeRB EFBENMEWEEZONE T,
« QSARBfRE L TOEADMIC, SBYEZRTTHI EITL Y,
AT — - T7A—FAOFRHZEZONE DD LNEEA,
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