nite

D EFTRR A

J

1—(CcHlTD

QSAR Toolbox®{EL\A

SH 6 FEQSAR/U—RF7UORBE B (HH6EFE7H24H)

HIZTATHOE A R Ml st B AR E L e

Eﬁ Voo

BHE

i@t /9 géﬁxu%
B5E mh3E




nite

'I:IIIIJ |
I~
—

J

—ODOE

Al E— RS ENE /BRI PME S OREELMERE Y —)L

Al

LI NDE
—EFEAL
FWE S ED
RILEYE
EEEED
FB|OILTUD
ANAESTI))

A2 | WINHLDE—EFELFNE BEREFME L

| EESELL TV BED
|
B| 7 f# 'IEQSAR o ‘
. . HAREDTEHERDED
B1 | B2 . —
BMRIED C| EEMQSARIC KD MM ETEEN
FRERD '
ED I C1 S C2 e
D| &Z&HQSAR
| L mpre E FEE DFESR
DZ‘ EieaE T AlO  —> AR B G
e T E1| E2 |
TIRNBD ARSI WTNH OB EEEILENE &
TERQVED  EEEMESELLTED. SERE
l WA TEBED (RHERIRR)
| 4

F| (L EEZSEZE(CKDHER

HMOAE - SSTRDRET
BIDIMCTDOWNTHESR




nite

QSAR Toolbox®M-1 > X ~—JL

DEFTRFHME DO — %29 B(C(d. QSAR Toolbox M1 > A M—)LHWWET
3_0

s RFTIRODA D> O—R, ¥XZa7I)ILFa1—-—rJUTPILE
https://gsartoolbox.org/

e NITEHOMEEY UTe~— 1 77)L D RER X&HRTEENDTIEEIZEL)
https://www.nite.go.jp/chem/kanren/kokusai gsar.html#section3

* QSAR Toolbox 1> XA h—)LICEHT d3HREEE
QSAR Toolbox NLTF X2
https://gsartoolbox.org/support/#help



https://qsartoolbox.org/
https://www.nite.go.jp/chem/kanren/kokusai_qsar.html#section3
https://qsartoolbox.org/support/#help

nite

I —55/ BRI ER LY — ) LODERTE

e

M. QSAR Toolbox (C—5F/EEFRFABLMEREY — )L Z2EEx U2

- —4/EFRAMMEBEREY —IL. ¥Za177)L
https://www.nite.go.jp/chem/gsar/syouryou QSAR.htmli#section3

SERP



https://www.nite.go.jp/chem/qsar/syouryou_QSAR.html#section3

nite

L.

JO— DX

'UIIIJ |
I~
—_

SEG. CNSOYWECK L CEHETIO— (CLBHEETVET .
- ol | DEFRCEYERE -
EA weED OO | #mAREEOEBENE
o | O—REO [BHFEE
s a AO~ | YIDELEk] FZEG IR
mEs O, I o) o1 (=
Br IEE O B) 1 ORRBIICDLTIE
MIEEC ” © BRASNEEA.
= Br Br OH
0 YIEF

QSAR Toolbox[Z >/R— hTEBHRDUZ MMIEE |
SR E— A O— RTEET,

J




X FRABIS DA T

BEeEzZ ANDUEXT,

« F1— KUJ7)LENE

(R5E

https://www.youtube.com/watch?v=KbVvuxGMQ1k

ShlldcsE50T 71 )L ZFERHUEY,

D SFARFTMITSRYIE . txt

CAS

NAME

chemicalA
chemicalB
chemicalC
chemicalD
chemicalE
chemicalF

SMILES
CCC(C)clcc(c(O)c(c1)C(O)(O)O)C(O)(O)C
Oclc(Br)c(Br)c(Br)c(Br)c1Br
CC(O)(clce(Br)c(O)c(Br)cl)clcc(Br)c(O)c(Br)c1
Oclccc(Cl)cc1Cclcc(Cl)cec1O
COc1ccc(ccl)C(c2cec(0OC)cc2)C(ChH(ChHC
Oclccceccl1CclceccclO



https://www.youtube.com/watch?v=KbVvuxGMQ1k

QSAR Toolbox 4.6 [Document 1] — X

QSRR TOOLEOX @e ) h i =
» Input

=
-

» Profiling P Category definition P Data Gap Filling P Report
Document Single Chemical Chemical List Search UCUDsear 1, OECD QSAR Toolbox

. % x L:i E 0..' j 7‘“7«. . % E We . \'/ \'/ \ if:trchrzljep;iz?i;hemicals
k (

New Open Close Save CAS# Name  Structure Composition  Select ChemlIDs Database Inventory & Substructure (SMARTS) Query Simple Adw
Developed by LMC, Bulgana

Load chemicals from file

Documents . N
- Enter a list of chemicals from a custon

Press F1 for more help.

@® QSAR Toolbox* Classical User
Interface CiEE#I I B

@ InputE>a1—)LZoUwvo

® Listtha>&oUw o

@ RFURD 71V (D3R5
RYPE.txt) &IEIRTD




&)

» input

QSAR TOOLBOX

Document
™ -
B & X & T
New Open Close Save CAS# Name

¥ Document 1

» Profiling

Single Chemical

Structure Composition Select

Ea

o 10100
P Category definition  » Data Gap Filling
Chemical List

—— =
quor l H
01010 et
A ] v

ChemlDs

i &

Database Inventory List

— !

""" X620
=1

P Report E

Search IUCLID sear

Y ¥

Substructure (SMARTS) Query

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Simple Adwvi

Developed by LMC, Bulgaria

| Auto assign

There are empty CAS numbers with defined SMILES. Would you like to search
database with SMILES?

Yes | | No %l Ca

u}hé’n_i’e‘f J7 ’IIJI/(L_(FICAS§"?73\
ADTCTUWLWRWNDT, BRI DIHhER S
nsd

« T—AOAR-—ANSEHFT—HIZIER
?féi% (FCASESHE

o EBHIF—AZBRRURVIGE(T.
CASés(:ﬂ” E (CASESDIRZR(C
BN B & —DDEIE(CHE
HODOCASESHHRITLN TSR Z &R
HDERENS, SEILCASES
(FHRZFR LIRLY)

100/100



QSAR Toolbox 4.6 [Document 1] — X

01010
QSAR TOOLBOX @ E th %0100 l% 2«
» Input

P Profiling P Data P Category definition P Data Gap Filling P Report ‘E
Document Single Chemical Chemical List Search IUCLID sear The OECD QSAR Toolbox

% x &:] E ...‘ j @ - @ . % E E . . \'/ \'/ \ T::fg?g;gﬁ;hemicals

New Open Close Save CAS# Name  Structure Composition  Select ChemlIDs Database Inventory List Substructure (SMARTS) Query Simple Adw
Developed by LMC, Bulgana

° Documents Filter endpoint tree...

& Document 1

D) [C: 6:Md: 0:P: 0] P EFHRFEH KM ot e L L

Structure

Sructure o —

Parameters

Physical Chemical Properties
Environmental Fate and Transport
Ecotoxicological Information
Human Health Hazards




nite

A

_fl:f—l_/ *ﬁ.* M% *ﬁLJ VW—JL

Al E— RIS NE /BRI ME S OREELMERE Y —)L

A2 | WINHLDE—EFELFNE BEREFME L

| IEPEML TV B ED
|
B| )% 'IEQSAR ) ‘
. BARIED T RERDED
I ) 4
Al B1 | B2 E—— S ————
WFHom | EORIED C| EEMQSARIC KD HIA eTEEN
Dl TUERO | C1i Cc2
e g 00 I AI8E PRI
By SE———
i D| Z/E1EQSAR
ABILLTLY | D1 " .
BNED p2| - mEmeymo —([E|  ALWEORER
BREETH E1| E2 |
TIRNBD ARSI WTNH OB EEEILENE &
TERVNED BB SELLTHD. SEm
l HESEETE 30 (RHESRER)
v v ‘

F| (LB EE:

i Z= =2

[F1WY

s Ao =5 R - BREONEE
Blcd o [ﬁ@éh\(:omtﬁﬁéﬁ J




nite

A 5/ BRI EREY —)L

I RYIBOBE BikEECATD 4 DOIBEDHIEZITD
Level 1 : —%5/E BB LOBSHELEND D (ZEY 1 ROHIE)
Level 2 : —45/B5%8Y)E S DEBSEFHELEN E 0
Level 3 : —%5/BEHRME(CX=29 D
POPs : POPsXIZR¥IE (—43/ERMEB TRNWED) NeZ=HI D

—R
7 Level 1| Level 2 | Level 3| POPs kit LD R
WFhO—4/ERMELLIEEEMUENLL, —Al (FEERLLS
T NALN/A L NZA | NZA 1 OPOPSH &I E I H 2424 L, TTHEPEITIELY)

2 &S | N/A | N/A | N/A | BB (L) O—%/ERT L —T*LOBEEUENH S, —A2

3 | B2 | B2 | NA | N/A | | BE (D 0—B/EENBELOBERLEASEL, g;’;%{‘gf%'* RI-RESH
4 | B2 | B2 | B2 | /A £2 (13) O—/BEMEIH LT 5, e

5| CHEREIZEDHLY) | BH | BHOPOPSHEMEIHLTS, ISFBT AR




' QSAR Toolbox 4.6 [Document 1] — X

(6
P
1

S SIS  Applyz 7w 5 UTe B LD

Profile cliemicals (F9)

Applies selected profiling schemes on

Structure « IO _ J,-O\_*,
Press F1 for more help. TN e =\
)

@ Structure nfo —

A R Parameters
Options 4 4 Selected Physical Chemical Properties
f Select All Unselect All Invert Environmental Fate and Transport
</ 0 Ecotoxicological Information
ample P d eme (FB Human Health Hazards
J AV o
'l AV o
" Leve h Iy
5 Leves (9] @ ProfilingE>a2—I)LZ20Jvw D

- @ FEHITBZTOTF7ASICFIVI%®
" T AND

Options 4 0 Selected ® Applyhy>&2o)wvouizsdU

f Select All Unselect Al Invert

Documentes . - 1%*_)




QSAR Toolbox 4.6 [Document 1]

QSAR TOOLBOX

Profiling Custom profile

o & 4

Apply View New Delete

° Documents

W% Document 1

O [C: 6;Md: 0;P: 0] P EFRFEHRME. 0t

[~ Profiling methods
Options 4
f Select All

Custom
I Example Prioritization Scheme (PBT)
Levell
Level2
Level3
POPs

4 Selected
Invert

Unselect All

° Metabolism/Transformations

Options 4 0 Selected
Select All
B Documented
B Observed Mammalian metabolism
I Observed Microbial metabolism

B Observed Rat In vivo metabolism

Unselect Al

I I S PPy e S ey S

Filter endpoint tree...

=
P Data Gap Filling -

The OECD QSAR Toolbox
for Grouping Chemicals
into Categones

P Category definition

Developed by LMC, Bulgana

Structure

[ / i

-4

Structure info
Parameters
Physical Chemical Properties

Environmental Fate and Transport
Ecotoxicological Information

Human Health Hazards

Profiling
iﬂ Custom
—— Levell
—— Level2
—— Level3

—— POPs

POPs(C:%29 B
= POPSEITIBENREDTLD
= VEFFEEYIE & U THSRZ SN0

19A 10 07A 07A il
Monitoring_37_4-sec-... = A A A
Monitoring_37_4-sec-... - A A A

Level3(CE%H T D
= —H5/BERRYIETHD
= VDEFTREEYIE & U TSR SN0

Methoxychlor

ARl ZER T DIEHICFILZSY TILOUY D



" | Explanation for: Level3 -> Monitoring_37_4-sec-Butyl-2,6-di-tert-butylphenol —

Categones Definition | Properties | Training Set | Literature | Metalnfo Table | Custom Captions | Scheme
Filter: | .
Monitoring_21_Hydrogenated terphenyl -~ .
Monitoring_22_Dibenzyltoluene chemical substance name

Monitoring_23_Triethylbiphenyl

Monitoring_24_N,N-Dicyclohexyl-1,3-benzothiazole-
Monitoring_25_2-(2H-1,2,3-Benzotriazol-2-yl)-6-sec- Monitoring Specified Chemical Substance No.37
Monitoring_26_2 4-Di-tert-butyl-6-[(2-nitrophenyl)di
Monitoring_27_Perfluoro(1,2-dimethylcyclohexane) .
Monitoring_28_2,2'6,6'-Tetra-tert-butyl-4,4'-methyle 4-sec-Butyl-2.6-di-tert-butylphenol
Monitoring_29_Perfluorododecanoic acid
Monitoring_30_Perfluorotridecanoic acid

ity BRILFNE_BAES3T
e P 4A-sec—-T7FN-2, 6-Y—tert-

Monitoring_33_Perfluorohexadecanoic acid <
Monitoring_34_Perfluoroheptane 7FIN /=)
Monitoring_35_Perfluorooctane

Monitoring_36_2,2,3,3,4,4,5-Heptafluoro-5-(perfluor
Monitoring_37_4-sec-Butyl-2,6-di-tert-butylphenol -

>

Explanation

Structural alert

. ,\ Monitoring 37_4-sec-Butyl-2,6-di-tert-butylphenol
O
b TN

o Hie?” N\

ey Structural definition

HO ‘ >




' QSAR Toolbox 4.6 [Document 1]

QSAR TOOLBOX

Profiling Custom profile

o & 4

Apply View New Delete

° Documents

W% Document 1

O [C: 6;Md: 0;P: 0] P EFRFEHRME. 0t

[~ Profiling methods
Options 4
f Select All

Custom
I Example Prioritization Scheme (PBT)
Levell
Level2
Level3
POPs

4 Selected
Invert

Unselect All

° Metabolism/Transformations
Options 4 0 Selected
Select All
B Documented

B Observed Mammalian metabolism

I Observed Microbial metabolism
B Observed Rat In vivo metabolism

Unselect Al

Filter endpoint tree...

P Category definition

Y2

P Data Gap Filling

=
-5

The OECD QSAR Toolbox
for Grouping Chemicals
into Categones

Developed by LMC, Bulgana

4 3 o '

Structure

Structure info
Parameters

Physical Chemical Properties
Environmental Fate and Transport
Ecotoxicological Information
Human Health Hazards

Profiling
iﬂ Custom
—— Levell
—— Level2
- Level3

—— POPs

10

07A

07A A A

4 Methoxychlor 4

/\_

WINICHEZE LR

= CNLEEOFHIEIEARE
(A1)




' QSAR Toolbox 4.6 [Document 1] — X

QSAR TOOLBOX (=

P Category definition P Data Gap Filling QE

Profiling Custom profile The OECD QSAR Toolbox

for Grouping Chemicals
@ Q Q into Categones

Apply View New Delete

Developed by LMC, Bulgana

Structure info

[~ Profiling methods Parameters
Options 4 4 Selected Physical Chemical Properties

° I Filter endpoint tree... 2 3 4 I 13 '
&% Document 1
[ [C: 6;Md: 0;P: 0] > EFHR T KW ot N, - . Y =
S Voo O - Q) A O
Structure JQ\ Nomm_ = @) _‘_,__-Qr . ~ Q
N 7

f Select All Unselect All Invert Environmental Fate and Transport — \] A2 =T
Custom Ecotoxicological Information (—nL/{ BIFODI:I:F
B Example Prioritization Scheme (PBT) Human Health Hazards \WN 7'\
ek aman - MR B
Level2 lit_r“ "9 % (3:
Level3 - Custom =]
POPs —— Levell 10 07A 07A A "HOUwD
—— Level2 A : - .

= : . . : Delete
° Metabolism/Transformations — POPs A A A Fllethoxychlor t‘\ \ﬁu B;% 3_ 5

Options 4 0 Selected

Select All Unselect Al /\_
H Documented —= =
B Observed Mammalian metabolism Level 1@37'(L Ez% L/t_
I Observed Microbial metabolism B — =
B Observed Rat In vivo metabolism 3’:|:%E ('b j(’ \T A nzlz4ﬂ]j
nnnnn - —— e —- =+
( JO—Z=%elTd }

6 \



nite

B

pay: i

FQSAR

Al E— RS ENE /BRI PME S OREELMERE Y —)L

A2 | WINHLDE—EFELFNE BEREFME L

DEEHEQSAR

HBEDEML T BB

B
. . BARIED T RERDED
Al B1 | B2 e S ———
WPFnom | OB C| EEMQSARIC KD MM ETEEN
Y A | C1 Cc2
P B O I BLE PRt
By SE———
it D| Z#&4#QSAR
AL TN ' D1 S —
BOED p2| - mEmeymo —([E|  ALWEORER
BREETH E1| E2 |
TIRNBD SEME S \TNHOE—TER RS B
TERVNED BB SELLTHD. SEm
l HESEETE 30 (RHESRER)
v v ‘

F| (LB

i Z= =2

= = ) — = g 7 . _f;%l' %%%I/t:,\\
mo 2 5 (C K DHER { ﬁ??h@gﬁ%ﬁéﬁ%J




QSAR Toolbox 4.6 [Document 1]

QSAR TOOLBOX

Profiling Custom profile

O & 4

Apply View New Delete

° Documents

@ Document 1

D [C: 6Md: 0;P: 0] 2 EFRFENRPE ot
D [C: 5;Md: O;P: 0] Deleted chemical: > &
D) [C: 4;Md: O:P: 0] Deleted chemical: C
D) [C: 3:Md: 0:P: 0] Deleted chemi

(A ] Profiling methods
Options 4
f Select All

Custom
M Example Prioritization Scheme (PBT)
Levell
Level2
Level3
POPs

4 Selected
Invert

Unselect All

° Metabolism/Transformations
0 Selected

Options «
Select All
Il Documented
Il Observed Mammalian metabolism
I Observed Microbial metabolism
Il Observed Rat In vivo metabolism

..... A b nine by sl e

Filter endpoint tree...

» Category definition

P Data Gap Filling

Structure

~— BAF (upper trophic)

——— Basic pKa (OASIS Regression)
— BCF

~——— BCF (lower trophic)

—— BCF (mid trophic)

~— BCF (upper trophic)

~— Bio Half-Life

~——— Biodeg probability (Biowin 1)
~—— Biodeg probability (Biowin 2)
—— Biodeg probability (Biowin 5)
~—— Biodeg probability (Biowin 6)
—— Biodeg probability (Biowin 7)
~— BioHC Half-Life

— Biotransformation Half-Life
~— Boiling point

— Exp Boiling Point

b Errmn Hanrwe | 3 Canctant

v

~—— BCF (upper trophic, biotransformation...

o

%—4

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

-

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

M5, Biowin5ZERLUTHEOU WD
Calculate/extract "Biodeg probability

Parameters

2D

(Biowin 5)" for all chemicals

Not calculated

Nat ralrnlated

Not calculated

Nat Falridated

Not calculated

Nnt Falrnlated

(=L
- @

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria




“ QSAR Toolbox 4.6 [Document 1]

QSAR TOOLBOX

Profiling Custom profile

°KF & A&

Apply View ew Delete

° Documents

¥ Document 1

D) [C: 6;Md: 0;P: 0] Y EFHRFEHSPDE ot
D [C: 5;Md: 0;P: 0] Deleted chemical: > &
D) [C: 4;Md: O:P: 0] Deleted chemical: C
D) [C: 3:Md: 0:P: 0] Deleted chemi

(A Profiling methods
Options 4
Select All

Custom
M Example Prioritization Scheme (PBT)
Levell
Level2
Level3
POPs

4 Selected
Invert

Unselect All

° Metabolism/Transformations
0 Selected

Options «

Select All

Il Documented
Il Observed Mammalian metabolism
Il Observed Microbial metabolism
Il Observed Rat In vivo metabolism

..... o . e e T

Filter endpoint tree...

» Category definition

10100

P Data Gap Filling

Structure

~—— BAF (upper trophic)

——— Basic pKa (OASIS Regression)
— BCF

~—— BCF (lower trophic)

——— BCF (mid trophic)

~— BCF (upper trophic)

~— Bio Half-Life

~——— Biodeg probability (Biowin 1)
~——— Biodeg probability (Biowin 2)
—— Biodeg probability (Biowin 5)
~—— Biodeg probability (Biowin 6)
~—— Biodeg probability (Biowin 7)
BioHC Half-Life

— Biotransformation Half-Life
~— Boiling point

— Exp Boiling Point

b Ewrmn Hanrwe | 3 Canctant

BCF (upper trophic, biotransformation...

,.

. A\Q- :

%-4

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

0.181
0.0302

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

-0.0212
0.0029

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

0.157
0.0218

Qﬁ

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

Not calculated

Not calculated
Not calculated
Not calculated

Not calculated

Nat ralrnlated

Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

Nat ralrndated

Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

Nnt Falrnlated

BFR(CBiowine®

sTE

Biowin5, 6 &£EI(C.

0.5l F TR ##

= 3B L EBED
i e | | Oy




nite

C ZBEMQSAR(CKDFHImA IEEN

Al E— RS ENE /BRI PME S OREELMERE Y —)L

A2 | WINHLDE—EFELFNE BEREFME L

B| 2 ##£QSAR

HBEDEML T BB

. . BARIED T RERDED
Al B1 | B2 e N ———
WPFnom | OB C| BEMQSARIC KD EHIA ETEEN
Y A | C1 C2
e g 00 I AI8E PRI
By SE———
i D| Z/E1EQSAR
AL TN ' D1 S —
ROED p2| - mEmeymo —([E|  ALWEORER
BREETH E1| E2 |
TIRNBD SEME S \TNHOE—TER RS B
TERVNED BB SELLTHD. SEm
l HESEETE 30 (RHESRER)
v v ‘

F| (LB

i Z= =2

[=11W)

2 A SR = (- =5 HORR - SIEMEOBREZT
Blcd ot { BT BHICDNTHER




nite

C ZBEMQSAR(CKDFHImA IEEN

— 4%/ BB D—EBC DT (3, BREIMEQSARIC &3 SHEAE UL BRI
53T ENERENTNSIh, BREMEQSARICLZIHE (D) HFTHT (EHM

YIE DR (E

) Z11D

. BIEIEQSARIC L BFHEEITORLWIE (C2)

—45/BRFALERRY —)LdDLevel 1DHET)

5. KUz

E=5DHED

JWNEMIED T IL—T DD

3,6,8,10, 11, 12, 13, 14B, 16, 19A, 19B, 20, 22, 23, 24, 25, 29,

30, 31

« BIRMEQSARICKDFHImN FIRE/SIIE (C1)
FEROBSLSIOMBEDDIIL—T




QSAR TOOLBOX

Profiling Custom profile

O & 4

Apply View New Delete

° Documents

Filter endpoint tree...

» Category definition

» Data Gap Filling

=l
-

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

¥ Document 1

D [C: 6Md: 0;P: 0] 2 EFRFEN R Y E ot
D [C: 5;Md: 0;P: 0] Deleted chemical: > &
D) [C: 4;Md: O:P: 0] Deleted chemical: C
D) [C: 3:Md: 0:P: 0] Deleted chemi

Structure

(A ] Profiling methods

Options 4

f Select All
Custom

4 Selected
Invert

Unselect All

~— Ultimate biodeg (Biowin 3)

~— Vapor Pressure (Antoine method)

~— Vapor Pressure (Mackay method)

~—— Vapor Pressure (Modified Grain Method)
——— Water Solubility

M Example Prioritization Scheme (PBT)
Levell
Level2
Level3
POPs

——— Water Solubility (fragments)

3D
Physical Chemical Properties
Environmental Fate and Transport

Ecotoxicological Information

e

° Metabolism/Transformations
0 Selected

Options «
Select All

I Documented
B Observed Mammalian metabolism

ZEMQSARICEKD
sl U7 U VCREHE

Il Observed Microbial metabolism

sz 9 5 (C2)

B Observed Rat In vivo metabolism

e e T

—— POPs

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

N
N\

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

ZHRMQSARICK
e 95 (C1)

—

A

07A

07A




nite

D ZEMEQSAR

Al E— RS ENE /BRI PME S OREELMERE Y —)L

A2 | WInpos—ERECTNE BRLTnEs
HBEDEML T BB

I A
B| D##4HQSAR | ‘
. BARIED T RERDED
I ) 4
Al B1 | B2 E—— S ————
WPFnom | OB C| EEMQSARIC KD HIA eTEEN
Y A | C1 Cc2
e g 00 I AI8E PRI
By =
i D| Z/E1EQSAR
AL TN ' D1 S —
BB p2| - mEmTmo —([E|  ALWEORER
BREETH E1| E2 |
TIRNBD SEME S \TNHOE—TER RS B
TERVNED BB SELLTHD. SEm
l HESEETE 30 (RHESRER)
v v ‘

A R S S A S =2 (— =7 DR - SEBORIZ
F 'fb%EF%E%DﬁEKE(LJ:%ﬁEmU { 593D THESR J




nite

3DMDQSAREFTILDDE, 2D EM TBCF1000A L] &FRILIEYIBZEIE
MaTAl (D1) &9

D ZEMEQSAR

QSARF AR D2 HE FEoO—D 5 4E
BCFBAF*! Arnot-Gobas*? | Baseline model QSAR T Al R ok ]
. . BCF1000LL EEFRILT: | = im=Eie A

BCF1000LA LLEFRIL: | BiRFEETFRIT

BCF 1000k (IogBCF35|Eﬁ) QSARM 2Dk & A A (—>D2)

*1: regression-based estimate
*2: lower trophic




1 QSAR Toolbox 4.6 [Document 1] = X

QSAR TOOLBOX

P Category definition  » Data Gap Filling

Profiling Custom profile

(2 I A

Apply View New Delete

° B el Filter endpoint tree...

@ Document 1

D (G 6Mc: 070 > EFAF @M, - & 3EFILDSE2ET) |/J/)U:73\‘
D eams ob o e e L IR P bl O BCF1,000A EZ=FAILZIZS.

D) [C: 4;Md: O:P: 0] Deleted chemicz

D) [C: 3;Md: O;P: 0] Deleted cher ‘ —%—;}% %FE | i %/,EJJ = 3_ 3

~—— BAF (upper trophic, biotransformation... Not calculated Not calculated J,
° Profiling methods ~— BAF (upper trophic) Not calculated Not calculated . “ .
Options 4 4 Selected — Basic pKa (OASIS Regression) alculate alculate Z:ET) I/é::5|09 BCFh\35E7ﬁ_C‘35
f Select All Unselect All Invert — BCF 347 log(L/kg) 2.48 log(L/kg) n(ji‘ : nl/x Bﬁgzlz'fmiz:g
Custom ——— BCF (lower trophic) 2.39 log(L/kg) 2.23 log(L/kg) H
Exarr:fle Prioritization Scheme (PBT) ——— BCF (mid trophic) AL = Ao =2
eve
— ic, bigt=amcfax N
Level2 22: :um)ef tmp:'(; o .
/ e upper trophic q — N
Level3 S Swper P 1:Ej-) I/b\BL,(J: 2T )L EB3KE
POPs ~— Bio Half-Life 5 Ng NT
— _ = =0
~——— Biodeg probability (B — :u\@ 7_ &J chj:E Ng =— anX B.I:I: nzl:'m]j
—— Bio robability (B 7= Ng
() Metabolism/Transformations deg p i ) AE(D2)
- ~—— Biodeg probability (Bic 0.1
Options « 0 Selected S o N
Select Al . ~—— Biodeg probability (Biowin 6) UU0ZY 0.0zTs
P T—— ~— Biodeg probability (Biowin 7) Not calculated Not calculated
B Observed Mammalian metabolism ~— BioHC Half-Life Not calculated Not calculated
I Observed Microbial metabolism ~—— Biotransformation Half-Life Not calculated Not calculated
Ml Observed Rat In vivo metabolism ~— Boiling point Not calculated Not calculated
Bl Nbcncind b hine mmmnbab s bicen o
b Evrmn Railina Paint Nat ralrnlated Nant ralrndated




nite

E

BV B DS

Al E— RS ENE /BRI PME S OREELMERE Y —)L

A2 | WINHLDE—EFELFNE BEREFME L

| mEsEH LT3 ED
|
B| )% 'IEQSAR ) ‘
. ORI D T RRERDED
I ) 4
Al B1| B2 ER— N ————
WPFnom | OB C| EEMQSARIC KD HMA EIEED
Y A | C1 Cc2
e g 00 I TTRE BRI
BUrE P
i D| Z/E1EQSAR
AL TN | D1 ” —
RVNED DZ‘ L smmnrao —iE ALY E DS
BREETH E1| E2 |
TIRNBD ARSI WTNH OB EEEILENE &
TERNED BB SELL TS0, SR
l MR TE B0 (RHERIER)
v v ‘

F| (L EEZSEZE(CKDHER

HMOAE - SSTRDRET
BIDIMCTDOWNTHESR




nite

RN B OMRRTTE

s BEFAUEN SRR
>
> RIBESNIEMENE U K DREREZERF ORI E
s BRZREIFRIBEZTIEE L CTIRER

s BiDEETIEEL TR
> [BEAREER] ERECEEIIERE] ZEEITD

« SMARTSZ{EHLU CTIHRXR
>  [BIRUBASTE] [IRFRERICEHEENSG D] SOEMIMRRNOIEE

> https://gsartoolbox.org/wp-content/uploads/2020/04/Tutorial 24 SMARTS-
structures-search.pdf

o — 45/ ERFELWIEREY —)lLevell TR UMBRFCIE D ITEZIRER

[@@@@%ﬁ%&@orﬁw%%€%¢:aﬁﬁg}



https://qsartoolbox.org/wp-content/uploads/2020/04/Tutorial_24_SMARTS-structures-search.pdf
https://qsartoolbox.org/wp-content/uploads/2020/04/Tutorial_24_SMARTS-structures-search.pdf

nite

RN B OMRRTTE

- BERAUEN SRR
>
> RIBESNIEMENE U K DREREZERF ORI E
s BRZREIFRIBEZTIEE L CTIRER
s BiDEETIEEL TR
> [BEAREER] ERECEEIIERE] ZEEITD
« SMARTSZ{EHLU CTIHRXR
>  [BIRUBASTE] [IRFRERICEHEENSG D] SOEMIMRRNOIEE

> https://gsartoolbox.org/wp-content/uploads/2020/04/Tutorial 24 SMARTS-
structures-search.pdf

o — 45/ ERFELWIEREY —)lLevell TR UMBRFCIE D ITEZIRER

EDX DB (CERBIRFRTTEL N D BDIFENZ,
BRI E&E DS CGGRUYIEZR T CEHWE



https://qsartoolbox.org/wp-content/uploads/2020/04/Tutorial_24_SMARTS-structures-search.pdf
https://qsartoolbox.org/wp-content/uploads/2020/04/Tutorial_24_SMARTS-structures-search.pdf

nite

RN B OMRRTTE

« IBEFRLED SIRER
« FBLWIEZIRERT DT —IR—XAZ/ET D
- FALEDFTELE. LEWVMEZIEET D
« IREKID
« RESNIZYBEOFEINEZEDD
« JAHEDH DEDHHNS EOVEZFAUE LT DINZ2HIFIT D




' QSAR Toolbox 4.6 [Document 1] — X

QSAR TOOLBOX

=
-
The OECD QSAR Toolbox

for Grouping Chemicals
into Categones

P Category definition P Data Gap Filling

Profiling Custom profile

°l & 9

Apply View New Delete

Developed by LMC, Bulgana

° ) Filter endpoint tree...
¥ Document 1
D) [C: 6Md: 0P 0] »EFRFEHKWE. o o <
3 [C: 5;Md: 0:P: 0] Deleted chemical: 4 Structure _IG_}_JO_{‘ Q é'
) [C: 4:Md: O;P: 0] Deleted chemicz ) S
Y [C: 3;Md: 0;P: 0] Deleted cher
[ RAF ( (S S v | | Not calculated
. '®  Edit and set as new target
° Profiling methods BAF( — \/@ = R
. =\\/ —_— I A\
Options 4 4 Selected — Basi¢ & Chemical information I:I:l:4ﬂﬁ L/ 7:_ (/ \EFZ_]E%EO J Y 0
- ) N
f Select All Unselect All Invert BCF &  Edit substance Set as new ta rg et%]E}R
Custom —— BCF ( ,
B Example Prioritization Scheme (PBT) . BCF ( b ted Not calculated
tzz:zlt; BCF( & Addtarget P jted Not calculated
Level3 — BCF ( Delete ted Mot calculated
POPs —— Bio H ted Not calculated
— Bio R ted Not calculated
- Bio Query tool matrix Ctrl+F3 ted Not calculated
° Metabolism/Transformations .
. Bio Set AOP target 0157
Options 4 0 Selected i 9
— Bio 0.0218
Select All Al Copy
Y T——— —— Bio ted Not calculated
. Observed Mammalian metabolism ~ BioHC Half-Life Not calculated Not calculated
Il Observed Microbial metabolism — Biotransformation Half-Life Not calculated Not calculated
Ml Observed Rat _I” vivo metabolism ~— Boiling point Not calculated Not calculated
. e Fwn Bnilina Paint Mat Falrnlated Mat Falrnilated




' QSAR Toolbox 4.6 [Document 1]

C

@
IF
1

p Pro q gory d o D P g po
) DO (PO ) OECD Q3AR o
O oup 0 d
p— . l . ' — — 0 ego
= DO )6 D6 Database ento Neveloned b Byl
- . . Filter endpoint tree... Yi [target] '
d: O;P: 0] Deleted
d: O:P: 0 w1
Structure 0r O
N Database
Options 4 1 Selected —— BAF (upper trophic, biotransformation... Mot calculated
f | Select All | Unselect All | Invert | About| Option —— BAF (upper trophic) Not calculated
N Eme— - and ” | ——— Basic pKa (OASIS Regression) Not calculated
ioa Stion Canada —— BCF 347 log(L/kg)
Bioa latio R — BCF (lower trophic) 2.39 log(L/kg)
¥4 Bioconcentration and logKo —— BCF (mid trophic) Not calculated
Siodegradatio 0il OA neoe : —r e £ as blei—a|culated
ded
lculated

s <1[0](dBioconcentration and logkow NITE |.....
- NSFELWBEDT —FZINET DI, FI v i
g DEAND e

Options 4
f Se'ect All UTISETECT Al MVETT
A N —— Biodeg probability (Biowin 7) Not calculated
aD ~ BioHC Half-Life Not calculated
—— Biotransformation Half-Life Not calculated
D 0 e .
\ on ~— Boiling point Not calculated
b Frrrn Bailina Paint MNeat Fralrnlatad




QSAR Toolbox 4.6 [Document 1] — X

QSAR TOOLBOX De

P Data Gap Filling -

Categorize Category consistency The OECD QSAR Toolbox

) e p for Grouping Chemicals
W; E i{, E into Categories

ne with metabolism Subcategorize Combine Clustering  Category elements

P Input P Profiling » Category definioon

Developed by LMC, Bulgana

Filter endpoint tree...

Creates a category by collecting of an.

The target chemical and the selected | HEPE ot

vemical: D E: Structure '_.G-.-:'_;Q'f_
d chemical: C
leted chemici

Press F1 for more help.

Y [C: 2:Md: 0;P: 0] Deleted chel
X [C: 1:Md: 0:P: 0] Select fr ~— BAF (upper trophic, biotransformation... Mot calculated
—— BAF (upper trophic) Not calculated
— Basic pKa (OASIS Regression) Not calculated
—— BCF 3.47 log(L/kg)
— BCF (lower trophic) 2.39 log(L/kg)
— BCF (mid trophic) Not calculated
- —— BCF (upper trophic, biotransformation... Not calculated
structure similarity — BCF (upper trophic) Not calculated . ~
cele i i ! Selectc::d — Bio Half-Life Mot calculated @ Category dEflnltlon:E‘/J_ _} l/%g
Organic fu y ed) — Biodeg probability (Biowin 1) Not calculated |J v 0
Oraganic functional groups (US EPA — Bio robability (Biowin 2) Not calculated —_ \
Organic functional g D.;F(['.lorbert}Haider ( [ Bioz :robabilitrt: (Biowin 5) -0.0212 @ 4%% 3_5 jD j 7. /r j %IE}R (’%@
s mff%e | Biodeg probability (Biowin 6 2002 (&Structure similarity)
Toxicoloagi —— Biodeg probability (Biowin 7) Not calculated : x ~ BE
Repgemc?ldose (HESS) — BioHC Half-Life Not calculated @ Deﬂ ne/—l_\g /%0 J J 0 3_5
Custom - —— Biotransformation Half-Life Not calculated
:E):i:rﬁale Prioritization Scheme (PBT) [ Boiling point Not calculated
—— Ewn Bnlllnn Palng Nat ralrlatad




8] QSAR Toolbox 4.6 [Document 1] — X

QSAR TOOLBOX 10100 =

P Input P Profiling { 1 P Data Gap Filling QE

The OECD QSAR Toolbox
RS 11 C3 S

Categorize ' | Grouping options (Structure similarity)

y 1] ( ' |
h & o Target categories

Define Define with metabolism Subcategorize Combine Clustering [90%,100%]

Filter endpoint t1 @ 1E}EH g_ 5 jj j__j\ IJ - ¢E4J;{
¥ Document 1 }E) &l’_xj:R
D) [C 6Md: 0;P: 0] 2EFRFEH&ME X ~
O [C: 5;Md: o;P: Of!Deleted chemical: & @ U p/—l_\g /%g IJ \\J 03_5

Structure

[ [C: 4:Md: O;P: 0] Deleted chemical: C @ Com bl ne profl |eS%OR(: a_

Y [C: 3;Md: 0;P: 0] Deleted chemici
Y [C: 2:Md: O;P: 0] Deleted chel 5
L [C: 1:Md: 0;P: 0] Select fr — BAF (1

— BAF ( @ OKMF>zT v IF D

Basic @ Options

— BCF 2
—— BCF (I Down Up ,\>)-| Reset Options |

—— BCF (1 All categories
o\

—— BCF ({ |[70%,80%) @ 1\

—— BCF ({ |[80%,90%) "/
-~ Bio H{ | ERROR! ;
Organic functional groups (nested) I B;: Combine profiles [ Invert result \é@ (3:600/01;{J:,;F;_ -
Organic ;unctiona: groups (US EPA} for —— Bio - Stv; s ((& t CJ: L \’;&@;ﬁ’ﬂ;{'—t@ ﬁ'ﬂ?{*ﬁ
Organic functional groups, Norbert Haider — R ® r XY -y —
o sode + a0 on LI PRRENS LS MBEHIT
@ 4 tHaR 9 D)
l OK | Cancel |

Structure similarity

1 Selected

|Structure similarity

Tautomers unstable .
Toxicological — Bio

Repeated dose (HESS) ~ BioH

Custom —— Biotra Not calculated

Example Prioritization Scheme (PBT) oy -
T — Bo.l.ng Po"'.'l Not calculated
b Frrrn Bailina Paint MNeat Fralrnlatad

|



QSAR TOOLBOX

Categorize

-
ok

° Documents

W% Document 1

D [C 6Md: 0;P: 0] 2EFRFEN &Y H ot
3 [C: 5;Md: 0:P: 0] Deleted chemical: 4*&:

Y [C: 4;Md: O;P: 0] Deleted chemical: C

Y [C: 3;Md: 0;P: 0] Deleted chemici

[ [C: 2;Md: O;P: 0] Deleted che

L [C: 1;Md: O;P: 0] Select frc

0O [C: 3:Md: 0:P: 0] [60%

Structure similarity
1 Selected

5 vert
Organic functional groups (nested)
Organic functional groups (US EPA)
Organic functional groups, Norbert Haider (
|Structure similarity
Tautomers unstable
Toxicological

Repeated dose (HESS)
Custom
Example Prioritization Scheme (PBT)

| avall

O

P Input

K

Define Define with metabolism Subcategorize Combine Clustering

s
L4
P Profiling

Category consistency

Category elements

Filter endpoint tree...

ory definition

10100

P Data Gap Filling

The OECD QSAR Toolbox
for Grouping Chemicals
into Categones

Developed by LMC, Bulgana

Structure 200 0 BoRn’y
—— BAF (i Read data? X kcalculated
— BAF (i calculated
——— Basic @® All endpoints () Choose.. d
—— BCF g
— Javay =
— NUDU CaILur NUDU CaIeus ™ _“_ »
:E: :l‘ll‘ll:l l'l'opl'll: . i NU Lalt.ulau:: NU Lalt.ulau:: Nu d T 9 %”y% L/Td\t/ \
— upper trophic, biotransformation... ot calculate ot calculate ot g ~ w_10 <
— BCF (upper trophic) Not calculated Not calculated Not g ° ét O)I i I\/—I_\/r i |\O)
—— Bio Half-Life Not calculated Not calculated Not d 5—\ —_ Q %”y%g‘ 5
——— Biodeg probability (Biowin 1) Not calculated Not calculated Not d B == ~ w0 <
° =
—— Biodeg probability (Biowin 2) Not calculated Not calculated Not g }E Ir:\ Lj t'I - I\/—I_\/r ~ I\
—— Biodeg probability (Biowin 5) 0.0212 Not calculated Netd DT—AXWNET B
——— Bio robability (Biowin 6) 0.0029 Not calculated Not g >
o poeeapren o ZIERT D
iodeg probability (Biowin 7) Not calculated Not calculated Not g
~ BioHC Half-Life Not calculated MNot calculated Not g

——— Biotransformation Half-Life
~— Boiling point

Not calculated
Not calculated

Nt Falrlated

MNot calculated
Not calculated

Nt Falenlated

Not calculated
Not calculated

Nt Falrilated




8] QSAR Toolbox 4.6

[Document 1] — X

— —
01010
l'I'l 10100
10100

P Data Gap Filling

BERZYITINIOIUY DT DEIMARERREND
BEEERL. COMEMNSIEHT DIIRETIT D

QSAR TOOLBOX

@
-

P Input P Profiling » Category definition

The OECD QSAR Toolbox
for Grouping Chemicals
into Categones

Categorize

K

Define Define with metabolism Subcategorize Combine Clustering

Category consistency

Category elements

Developed by LMC, Bulgana

o Documents Filter endpoint tree... Y 1 ltarget] < E
¥ Document 1
D [C: 6Md: 0;P: 0] Y EFRFENI &P E o oo . o e ol
3 [C: 5:Md: 0:P: 0] Deleted chemical: & _,6:—_:40‘{_ Vet _."(j.—-f'Qf_
= . : '
| Depiction X Depiction — l XK ) Depiction n = -

CAS # No CAS number
chemicalC

CAS # 4162-45-2
"2,2'-[(1-methylethylidene)bis[(2,6-dibromo-4,1-phenylene)oxy]] bis

2 ' Unranana-2 2-div

Custom
Bxamp

| avall

Ihicli 2 A-dihramnhanzans-4 1-AndlAavilldia

MECEEARBRNE G

J:DOHbV}\TdJ/\ = /)E
KDDFHAZTNKE =

=HEEN S
EEAMELY

MECEERERMEC
KDOHMDRVY = IEfHEEDE L
-
CDY)EN SFAHE




' QSAR Toolbox 4.6 [Document 1]

QSAR TOOLBOX

P Input

e

Categorize

a.

Define Define with metabolism Subcategorize Combine Clustering

Documents

Filter endpoint tree...

]

Lk
L
P Profiling

Category consistency

Category elements

m—
01010
01 0
10100

P Data Gap Filling

=

-
Xose®

=
- 5

The OECD QSAR Toolbox
for Grouping Chemicals

into Categones

Developed by LMC, Bulgana

W% Document 1

[ [C 6;Md: 0;P: 0] A EFHFFENT &P E o
3 [C: 5;Md: 0;P: 0] Deleted chemical: »&

) [C: 4:Md: O;P: 0] Deleted chemical: E

Y [C: 3;Md: 0;P: 0] Deleted chemici

Structure

Y [C: 2:Md: O;P: 0] Deleted chel
L [C: 1;Md: O;P: 0] Select frc
O] [C: 3:Md: 4:P: 0] [60°

— Ultimate biodeg (Biowin 3)

—— Vapor Pressure (Antoine method)

— Vapor Pressure (Mackay method)

—— Vapor Pressure (Modified Grain Method)
—— Water Solubility

—— Water Solubility (fragments)

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Mot calculated

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

_\\

— D)= T
wGwaiﬁt
— A DFE N SR

_\\

[~ Structure similarity 30
re simi
&) Physical Chemical Properti T
Options 4 1 Selected y-sma R y M: 2.23 log(L/k M: 2.53 log(L/k . g 5
t | Setect All | Unsetect All | Irvert IAboutIOption & Environmental Fate and Transport 2/4 : 2.23 log(L/kg) jqM: 2.53 log(L/kg) -

Organic functional groups (

Organic functional groups (ki

[Structure simirity Datapoints Value Onglnal value Assu;ned SMILES Class Database

Tautﬂmerq L.IﬂSfBbP Chviuiunenial rawe amnu

Toxicological

Repeated dose (HESS)
Custom

Example Prioritization Sche

| avall

aquatic;BCF;Animalia
(animals);Chordata

finned flshes ,spiny rayed

S R —
CIIH‘II’UIIIIIEI’IlaI rau:' dIIU

aquatic;BCF;Animalia
(animals);Chordata

Transport;Bioaccumulation:

(chordates);Actinopterygii (ray-

Transport;Bioaccumulation:

-

M: 2.53 log(L/kg) (Specific volume)

2 | M: 2.69 log(L/kg) (Specific volume)

341 L/kg (Specific volume)

485 L/kg (Specific volume)

False

False

Teleostei

Teleostei

Bioconcentration and logKow NITE

Bioconcentration and logKow NITE




QSAR Toolbox 4.6 [Document 1]

QSAR TOOLBOX

P Input

Categorize

-
ok

P Profiling » Category definition

Category consistency

F & ¢

Define Define with metabolism Subcategorize Combine Clustering

° Documents

W% Document 1

) [C: 6;Md: 0;P: 0] Y EFHRFEH &P E
3 [C: 5;Md: 0;P: 0] Deleted chemical: »&

) [C: 4;Md: O;P: 0] Deleted chemlcal. E

Y [C: 3;Md: 0;P: 0] Deleted chemici

Y [C: 2:Md: O;P: 0] Deleted chel

L [C: 1;Md: O;P: 0] Select frc

O] [C: 3:Md: 4:P: 0] [60°

Structure similarity

1 Selected

Drganic functbnal groups (nested)
Organic functional groups (US EPA)
Organic functional groups, Norbert Haider (
|Structure similarity
Tautomers unstable

Toxicological

Repeated dose (HESS)
Custom
Example Prioritization Scheme (PBT)

| avall

Filter endpoint tree...

Category elements

P Data Gap Filling

Structure

—— Levell
—— Level2
—— Level3
—— POPs

— Ultimate biodeg (Biowin 3)

— Vapor Pressure (Antoine method)
~— Vapor Pressure (Mackay method)
—— Vapor Pressure (Modified Grain Method) Not calculated
—— Water Solubility

—— Water Solubility (fragments)
3D
Physical Chemical Properties

Environmental Fate and Transport 2/4
Ecotoxicological Information

Human Health Hazards

il;‘oﬁling
~! Custom

Not calculated
Not calculated

Not calculated

Not calculated

Not calculated

07A

Mot calculated
Mot calculated
Mot calculated
Mot calculated
Mot calculated

Mot calculated

M: 2.23 log(L/kg)

Not calculated
Not calculated
Not calculated
Not calculated
Not calculated

Not calculated

253 o) )

@
)

The OECD QSAR Toolbox
for Grouping Chemicals
into Categones

Developed by LMC, Bulgana

BCF 485 L/kgD

LW E K D BEMEEMELNE
EZZIBND
= YIECIIEEMEYE S BHETERU\(ED)




nite

*EHEDER

. EEFELIENSWVFEETHREEDEN TV E IR SR
W DFEIEsimilarityDETE G E(IC KD TIIBIEDIERDETR DYPE DFE
ENE<IRB T ENDDICE. EROEIYIEIREHNSIEET D

 NITETIZIZEAHIBHREERA U CREHEZITOD TWLWBEs., ERDFELWIED|E
IRZ{FERITDICENDD

. SR (C DOV TN G 3 158 MBI HERS AT ATHHNEDE L 2
&0

https://www.nite.go.jp/chem/kasinn/kasinnrenraku/toiawase/informationForm.html
(BRETEDHE  LE=FRIEEE(CHITDINEEME - FEEOHM O O—(CEIT 3HEEE)



https://www.nite.go.jp/chem/kasinn/kasinnrenraku/toiawase/informationForm.html

	既定のセクション
	スライド 1: 少量新規評価フローにおける QSAR Toolboxの使い方
	スライド 2: 評価フローの概要

	事前準備
	スライド 3: QSAR Toolboxのインストール
	スライド 4: 一特/監視類似物質検出ツールの設定

	評価フローの実践
	スライド 5: 評価フローの実践

	入力
	スライド 6: 対象構造の入力
	スライド 7
	スライド 8
	スライド 9

	一特/監視類似物質検出ツール
	スライド 10: A 一特／監視類似物質検出ツール
	スライド 11: A 一特／監視類似物質検出ツール
	スライド 12
	スライド 13
	スライド 14
	スライド 15
	スライド 16

	分解性QSAR
	スライド 17: B 分解性QSAR
	スライド 18
	スライド 19

	蓄積性QSARによる評価が可能か
	スライド 20: C 蓄積性QSARによる評価が可能か
	スライド 21: C 蓄積性QSARによる評価が可能か
	スライド 22

	蓄積性QSAR
	スライド 23: D 蓄積性QSAR
	スライド 24: D 蓄積性QSAR
	スライド 25

	類似物質の確認
	スライド 26: E 類似物質の確認
	スライド 27: 類似物質の検索方法
	スライド 28: 類似物質の検索方法
	スライド 29: 類似物質の検索方法
	スライド 30
	スライド 31
	スライド 32
	スライド 33
	スライド 34
	スライド 35
	スライド 36
	スライド 37
	スライド 38: 類推の注意


