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Number of |Number of Robust Cost Total | Animals: Animals:
. 5 OECD Tests | Cost per Saved |number per| number
Category ngram Chemicals StUdV Summaries Endpoint Guideline| Avoided |test (USD)|  (USD) test replaced
Aliphatic acids OECD 78 1125 Acute oral toxicity
Aik\/' sulfates, alkane sulfonates (rodent) 423 174 2,292 398,866 12| 2,088
. Repeated dose 28-day
and olefins OECD 61 >1300 oral toxicity (rat) 407 248 76,810 19,048,949 40 9,920
Aluminum alkoxides US EPA 2 1195 Prenatal developmental
Amine oxides OECD 15 180 toxicity (rat) 230 84,912 19,529,460 560, 128,800
= 'Two-generation
Fatty acid methyl esters US EPA 30 >500 reprodiictive toxiclty
Glycerides OECD 28 748 (rat) 421, 422 259 143,076| 32,907,582 412 94,760
Hydrotropes OECD 8 125 ks Ergtainscyse
. micronucleus assay
Linear and branched alkylbenzene (mouse) 474 13 17,524 227,809 100 1,300
sulfonates (LAS/ABS) US EPA 9 192 Acute aquatic toxicity
. various fish species 203| 177 6,521 1,154,193 42| 7,434
Lengiliaiiaicohials (CheE 22 '(I' tal benefit pf d) d 40,359,277 115,502
. = . - otal benerTits O requce j . o 7t -]
primary aliphatic alcohols) OECD 30 1400 vertebrate animal testing 53,737,399 149,542
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Read-across Assessment Framework (RAAF) (ECHA, 2017)
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Genotoxicity 1 1 1 0
Mutagenicity 1 1 0 0




N - EEEEh
T O E PEEN A -3
OECD IATA Case Studies Project (since 2015)
BY—F778RIZEITHENAMsDEE] (NAMsZRHWEY—F77BREHFLY)

> 1) — F 72 0 X0OREELEEUN DFELUIERM 3L
VRO T 4 7 RPNBEBROEM (B © in silicoXin vitrofX#T — %)
v'Mode of Action (MoA)/Adverse Outcome Pathway (AOP) X 1 = X L[5k D i fit
(5] : MOAIAOPD A R MY Bin vitroT — 2 %)
VEYENREOELMERREE Bl X2 UTF—LT—%)

> EEFH 0’
v 5] : Physiologically Based Kinetic model(PBK)¥E 7 /L% F\:7=in vitro-in vivo#t
HICk 2mApEEFE

TooLe0X

SAEBIF<KBET—C v DEH L B G2
v {5l : High throughput toxicokinetics (HTTK)7 — % % e o
FA\v7-oral equivalent dosesDE H _— e

= R ‘J& CE '5'
1 = 'g- . . . .
_);]\EE % li a) 1_ J/ Lh ﬁ- 5 https://www.oecd.org/chemicalsafety/risk-assessment/iata/ @




BB A4
04a K3

OECD EFSA “Guidance on the use of read across for

“Guidance on grouping of chemicals” chemical safety assessment in food and feeds”
B 2014 [ RFASN-E2kRHD H B BEFSADEETIH0FOY R MEICEITS
mIR7E, SE3RICHEIT-HEEED U—F7o0Rz—8l4%H->TERT S
(2025 %P EZHELTWS) D, FBRHA X X %&ERK
B/N7aAXZET, 2025F7RICEATRS LULAES
> BHRDOTERE ni-
v OECD IATA Case Studies Projectd* b
D > EFSAICE T B 5k 4 4 fHli B ) I BRI e,
v Z D OBERMREACHIRANICH 1T B Y — ERHLOBFNRz IR T 51FE L i
F7 2 0 2Z0FREERCHRAFTOZ O 7—9 70—t HA T R%RTR
Yz FPEFICED S VUYU—=FT7I7RXFEICEDEINZIEFEENESR
> EYFERNELUEDREFICE T 5NAMsD DA
HRKICET AR >NAMsDERICEIT3ERkHY
> — K7/ OROXEEEC MEOER | > FEC MEOERE] . [F—2F¥vvy7H
tl . [7—2F¥vv79H] RV [T ] BRU (XL 288
ST DB > FEEEFEOmERAH Y
>BRERAOBE F




EFSAU—F77R0RAHA XY

Adopted: 2 July 2025
DOk 10.2903/j.efs2.2025.9586

& JOURNAL

SCIENTIFIC OPINION

Guidance on the use of read-across for chemical safety
assessment in food and feed

EFSA Scientific Committee | Susanne Hougaard Bennekou | Ana Allende | Angela Bearth |
Josep Casacuberta | Laurence Castle | Tamara Coja | Amélie Crépet | Thorhallur Halldorsson |
Laurentius (Ron) Hoogenboom | Pikka Jokelainen | Helle Knutsen |

Konstantinos Koutsoumanis (until 25 February 2025)" | Claude Lambré | Seren Nielsen |
Dominique Turck | Antonio Vicent Civera | Roberto Edoardo Villa | Holger Zorn |

Emilio Benfenati | Romualdo Benigni | Qasim Chaudhry | Lucian Farcal | George Kass |
Alexis Nathanail | Alicia Paini | Rositsa Serafimova

Correspondence: mesegefsa europa.eu
Abstract

The deciarations of interestof al scientic Read-across is a method used in chemical risk assessment to predict the toxicolog-
experts bl ical properties of a target sub e by using data from structurally and mechanis-
3 hitps-/lopen.efsa.eufopa.eu/experts tically similar substances, known as source substances. EFSA's Scientific Committee
hhas developed an approach for using read-across in food and feed risk assessment.
This method provides a sl:ep—brswp guide to applying read-across as part of a
weight-of-evi e substances. It includes an explana-
mn ofmekeyaspeclsmmnsderateach snepofﬂ'ne read-across workflow, i.e.
formulation, target charac ion, source sub: iden-
tification, source substance evaluauon, data gap filling, uncertainty assessment,
conclusion and reporting. It highlights the imp ce of clarity, i iality and
quality to derive transparent and reliable read-across conclusions. A pamcular em-
jphasis is placed on the analysis of uncertainty and whether the overall uncertainty
can be lowered to tolerable levels by using standardised approaches, and/or ad-
ditional data from new approach methodologies (NAMs). The guidance outlines
melhods tointegrate data from NAMs to support read-across in the relevant steps,
p g the rok of the The ultimate goal is to equip risk as-
Sessors and appllcints with a comprehensive framework to carry out read-across
ically and ly, thereby supporting the safety eval-

uation ofchemcals in the food and feed chaln

KEYWORDS
data gaps, safoty, naw
target and source substances, uncertainty

10ad-across, risk assessment,
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In silico Caco-2:E:814%F:8|€ 7 )LD sE-1

In silico model of Caco-2 permeability

Caco-2[EiZEiB (BBERINY) #HERT—4:
» Ning-Ning Wang et.al., J. Chem. Inf. Model. 2016, 56, 4, 763-773

 Hai Pham The et.al., Mol. Inf. 2011, 30, 376-385
1,458 chemicals

Training : Test =8 : 2 ML modeling & puthon” R

BE DR \in silico Caco-2:EBEFAMET NV EEBEL -,

B Munro7T—2+tv F (v MEMSMHIRENOEL) ZHWT, BELELE
T IVIZ & B Caco2lEiE @ in silicoFE (-logPapp) &7 v FREKRS
NOEL(NOAEL): DRk %Z T L7-& A, —EDEFREIFREONT,




In silico”£F 1Y) Yy T RF 5 —EEEFHET IV OEELEDTD

tFEEEBHRLPST7EFNLIAY T RT 77— (AChE)EHEEEREZ FHT S
EXEENETILEBE

FRF—42 XKEOEFEMH7AC S P Tox21DAChEFEBEEICET 27 vy EM4 57 —4&
E FOHBER—RDTvEM4T—4% (AID1347395) . BERER—RDT7 v A4 TF—4%
(AID1347397) . 270V —LEMOT7 v&AF— 5( (AID1347399) %##H& L TEH

AChEFEHAZEDEF : Tox21DPUBCHEM ACTIVITY SCORED R XfE% {EHH
PRE, FH5FEE. D3I DICHTE

FHETIVEE : BRFEE 71T Y X4 lightGBM, 4x3 ANFRZEMRE IS T
SFRFEHE Y 7 balvaDesc 2 W =9 Fitik 7% EFH
AChEEHMEERE % T B'Jff%:#m;ﬂ’]%wvoﬁ A—Fv—F RIS EE F LD

i c NFT Y ZOBNT-FB| (F1score; KE & 5t
e HPERDORAMFY) 2EHR

- BRI MEE T LD
Mﬂﬁiﬁﬁﬂ . ] ¢ F:%‘l‘iﬂg I:F $ % E*ﬁ

m  Emm
’ EFILD e =

mEay AT | [ | [ SR EEESEET IV
: ) | - BEERNRREEZER
2 2 ! =
SSRGS T CAPBIE . PAEYIRIAEE LU VIS
BRIEMES WS
(RTERIEEEATE L) (PRASEIEEL) @




In vitro AChE &4 s 55k % D HEIL

In vitrofBX I & AAChEEEEE

- B2&F . 82X & F AChE (Sigma-Aldrich)

« Acetylthiocholinez &8¢ L, AUYYITRXRF5—+ (AChE) IC&B3RBIcLV&E
L 7=thiocholine% E &£,

REFEEERELT, Ty FFFI/0Y—LENADPHERRZRM, XEBEEICIE.
95°C TS5 ME L TRFS B/ 70Y — L%,

- HEERYIE BB S RBE2TIE, HANAA—FREE 20EBE

BRIV ICIEFXRVVEEFF/BLGDY, FF/EPEFERATH XY CBRITHKH
ShBZeT, EEZzRIET I PN,

B nvitroD 7 vy EAERE, invivoDY Y I RT 77— FEBEEIC—EDHED
BEohi-.

mERY S REETIE, HABRRICFIZAY—LZHRNTAZET, FFA/80ME
EEELAEBRDHOND LS ICE Y, invitro - in vivoREBREIO—BEHLEL L=,




r—RREZ574 NAMZREWEY—F7 20 R

BAChEEH ¢ HRESHDOEEICERBL. 270227 F CTHEEL f=Caco-2EBEFET IV,

A5 v 7-0

AT 71

AChEZEMEFHET I, AChE;FEHET7 v M4 2BV T, #ESHEEZTIPYEE2ZLKELEHE
Y EWRETERIITI—RREZT 1 2EELT-,

i) o REISMHART — 2B WEIRELT)Z T /FRX (CAS No. 2636-26-2) DT v b ~DI0HERERS TAChEEIEAE
ERIL IC& 2MBESHUHLE L DTEEEDDH B 02 N
® AChEFMPEZ2ELB5E. ZONOAELEIZE D & 5 LhfEh %2 5E M T 3. \\I:j\
I
A& 0 BERTERERDTFEENHIBELEZHWRETSE (T—RREXT 1 D1=%) o o
BANTE o THEHICHETZENOHMEERE. H. SOMWETHEL, [H) FEALFRT °

AN U7 JiRA
=K7Y oHHE)MEYD) YEFLAChEFHESBENEY Y EREDKEBE L DEERESICL BAChEEEDZEL
O X DR —AChE;E4EE

o —fRICFA /B (P=Stk) &VFAFVUE (P=01F) ICEBVLTAChEFEHEEENEL & D

o SHENRME (7 /FR) [FP=0FZEKT 5300 URNISERHICRBE T, AChEEMLRBLZLEZONDFID
e ity el

SUTOEHZF T EEZIONBIERICL, RV A F CIHMENRYEDAChEFERE D ATREM: % FFMfi L .
AChE;EMFRE ICHRET 2 HESMHICBET ANOAELZEHTZ 5,

IR E L FikPhosphorothioateDiE&EZ B L. VU Y EFORIGHEDFFEITRIPE & F51L or 38U

In silico/in vitro® AChE;E 4 fHE FTlifE R A R or FHEXTRME & WiEL

P=OFEH IR ICHRBEEINhBM, O-XFNICHBITBMAFI, P-O-7T V) —IEEDORR. CTORERICEKY
£LE7z/ —NEDREHETRKE W, FHEXNKRYE LEUOREREEZETS

$E0 or FHMEMNRYE LV EWMEBRZRIARMEDHZEHEEXET S 5

@ ©® e



797 A3y

-2

-3

F—RAZXT74 .NAMZRAWEY—-F7270X-2

*E= AL o BRETIHEZEHEBED 5 H. Phosphorothioateff% f15RIC. RDKit# % LI N I
RUAEDTE  yorgans 1 -7 > FERES 5 8 —BIRERITL, WINOT 4 v H—F| o ()
Yy THIMENRYELEBENS XX —ICBL TW3WEEELMERREL L1 O/J%\O/ f vitro: f.2%
#E ﬂ?\l% g D ﬁﬁ 7 Hkz O~ In silico_Caco-2: 4.58
/';!\ - ./Q\ I ./@\ l
0 (\) o O/T\O/ o/;\j\o/
~ O O~

TRME L REKDEE| N == . _f NRE 2 : ~REE = : _f
4L, uwﬁ%wggm =] [FHERIE - ] [FRERIE : 5]
1 A AT R4 E & K -in silico/in vitro”y — V& AW TChEEE 2R L. FHEELZERT S UTSR)
or 3\ (BEEEUE)

In silico AChE;E T8I/ hdHd
In vitro AChE;E 1 5Ffi | et / /
@AChE:% TP =¥ {iif R A R4 S Iy [REEEM : (€] [REEEM : #]
\f{%ﬁ%@gﬂwmﬁm Wb [FREEMH : &
3R EEDIOYAES |, NFEEM :
gnenre - MG
OEED R M [ AFEEM SFESEM . NFEEM -

g et hsaiabi FRHSE
5!‘//\"7E&®)§$'T¢t:i§t\b“aé EETEZT—2ThHY., FEENEYMEL—BLIFMRLE-T

SAEEED H D, [FREEM : P] WHB, [FHEEME : K]
LRS- L TWw3 Ww-LTWw3 BLTW3

MEEEUESEL ., REORY EUT, RHEO~@%HET ICEVRFEODOFFERME IR S
@%FE-LTUVWEL, LTwW3, n, RERORUV@%EH-LTW3,
=4 Tldhaw SEYEL L TRYTHD SBYELLTHZYTHS

EWHEW%@’I%E L DBERALE, £ FUANAIRLEEORHE RFEOIFFHEZLTOLELAD, REK



A7y 7-5/-6

F—RRART 4

o ZHEYETHBP248K%UVP256MDI0BR NDEMFRER(F v ) (ICHIFBAChERE

BETHS,
e 7T—RMNr—RLFVFEEALI-FEREL T,

AN RYE (7 /FR) F0BBOEMRHRR (v ) 26

-’-‘Brl‘ii)\

o ik,

U

J—F7s0X
DIEH1E
(Justification) *
RRESMEFHE,
XE1t

3h

BYILFENATETY B
3h

DB - RFREH/IMELE K

Li-T—42m8

T—2¥ vy 7OREDHAEDINEY B
B 5 ZYiE

CHEUMERRRREZERAFHEL 7

J—F770RICEHA EE

F—RX ¥ v 7 DINIBOHEE B
2P EDOBERICEDL., 7T—RMr—RXYFUFEAVE

T S - :
F-aviUrx _____—_ KCg
EiEns Y, BRIk AL §
8-t RV A FOFEE L TRIIANTETSH S

NAMZFEW=Y—F72Aa2X-3

FEMEICE D < NOAELIX0.1-1.5mg/kg/H

SWCAChERRZE FME%TT

SEBEBYHEOA, BEVLSFDNOAEL=0.1 mg/kg/B%#EHT 3,
7/ FRADEEDIOHMHERDNOAELIX0.2 mg/kg/H TH - 7=,

FRLUELUAN (IS BT B ARFESE 4 ) FF i

FEOEREL | V- F7/70RERD EEIE
B E R TOF A I
ERCR NS

BYBFERATE T R
1 SRYEBEI2METH S,

U—F770REROFBENIPERS N, 7NEBDHTITY PRS2V FHAR
ShTWB, FEZTANAREFERELNLPRTIINATVLS,
il R E (I AAFE I E

 ERINTVLBEY, THMERIE L7,

SHEYEIAEICHE. EREINTVLEH, THYBERIILD> -7,
BEEWRELZ, T—RREXT4TH
31-HBBHEIIRENTH S, RBEFGIEFMEETRVEOEERFTFH. & <A
LNT-MoARUHEI L L7 7A—FICEOLKbDTH Y, #EYITH S,
ﬁnu#é§§ DFEMHEICHVWTT— L RBIIFMIA TS Y., FEEHEANT
TF—2REICHTIERPEVERIIEEEF/F BV EEIONS,
FFAIST77A—=FICLBY—FF7I/RRTH S,

7Frasr77a—F7T
H5, KHYMOAChEFEEELN+4ICFHETE TWAWZ &ICIA., in vitro
TAChEFMEELROSNI-RE L MPEEOEFRI;BITIh TULAL,
BEELUEOHIKICEWT, EfRYIKEZERLE

ek &

HELREREFZ2EHXELLLTWS,



AN )

D—FK77ARXRDXIEY—IL

FHHE D 7= DREEDEL

D—F7/0RD-HDREDERL

[REMEDRE]

[ FESEMEOREE ||y _rrynxEsonE ]
—J(

N\

SELEDIESR, F— 2= MU 2 2D

[ EMEORR ]L%M%Eo?—m%][%—aﬂuaz«ﬁﬁz]‘

i

) ||
SRS D ETE
BERWELLTO

p— S5 y—F75 0O
[ Fosmmoma || PRAREECY || o

E%4{t (Justification) XI5

TF—=R2FX vy 7TDREH

|

| I

BiE I
HBUVILEMN |

) T—RERK I
]—’ I
l

I

1

------'

Y—F 72 0RDIESCEHRA FHEE LT

. 2

X&E1t




12 —JL(1) : OECD QSAR Toolbox
BY—F770RICENTF—R2DODRZZETT 5V —)V (EETHFATEE

(https://gsartoolbox.org/)

LM EDIRTBEEE - NV —T7bz2ZETSHEEL, BLORHB T FRA
YIFORET—2 (F—2R—=X) ZHEATW3,

m SN ICEEOHRDITOATWS (BMRTFA4FEYT1)

=] QSAR Toolbox 4.5 [Document 1]

QSAR TOOLBOX
» Input » Profiling > Data > Category definition

Gap Filling Workflow Editor
= @ =.©2 & 22 2 ¢°

Trend analysis Read across  (Q)SAR Automated Standardized  New Import  Export  Delete

° Docianents Filter endpoint tree...
& Document 1
£ [C: 1;Md: 1;P: 0] Search chemical 4 .
(mi(e3 4675;P: 0] Aliphatic Carbon Structure /@\ /@\ ; N /©j\ /@/ /@ /©/
@ [C: 6;Md: 35;P: 0] Subcategorized: ! ) ) . ) [ J b J
e iy e 5 Yyt
Structure info

Additional Ids EC Number:2106802  EC Number:2023564  EC Number:2086514 EC Number:2023564  EC Number:2058555
CAS Number 621-33-0 94-70-2 536-90-3 5862-77-1 94-70-2 156-43-4
CAS-SMILES relation High Not applicable High Low High High
Chemical name(s) 3-Ethoxy-phenylamine _ 2-Ethoxyaniline . 3-Anisidine . 24-Diaminoethoxybe... 2-Ethoxy-phenylamine _4-ethoxy-anili .
Identity Sources:9 Sources:1 Sources:19 Sources:4 Sources:11 Sources:27
Molecular formula C8H1INO C8H1INO C7HINO C8H12N20 C8H1INO C8H11INO
Predefined substance type Mono constituent Mono constituent Mono constituent Mono constituent Mono constituent Mono constituent
SMILES CCOclecee(N)el CCOclecce(N)e1 COclecee(N)el CCOcTeee(N)eeIN CCOclececcIN CCOclece(N)eel
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Hazard Evaluation Support System
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]', | E l.:\ z>0a A) Be Ehe e Lo
AXuN U = nn timiony 400 mgr... 280 g
FamoeLroe. 28 mokgiday, .. M. 3 mglkly
Laorgan weigns
Prfie
Sty o Lnk 1o SSROT) a1 6 9
Chamica No Lkt HESS DB) s e 9
RO Repor o a0 6 2
Rat Lyer etabosm Database [ Root of map . 255 Raot of map No. 454 Rootof map No. 449
Rapested doss (ESS) ot st g At gt At s pesers (epat
o o ==
B Metabolism profiling .= EECEEN | EERe = — 0 x || B3 sumery o echans o x
= AN - O O 0@
s A%l HERLZET - Y KN}
Test Resut Flag Summary | Test
what to add study Link B | Ally! aleohol § 5 o al., 1959)
sub-ree n N . -
_\ it rom control group,  P<0.05 = P<0.01 A Acrolein i a reacti = sl efects
whole map (/o paren fcates the standard error, but not the
Ovrdemepiviopam EE. B T | R = k) st i
METABOLISM DATABASE @+ 5w P == QM| R - (Ohno et al.. 1985 [=] [ 1985: Silva and
0 2%, CaN@Na ~ T o | = m OBrien, 1989), ox: pid peroxidation
[ 52, ol e e R — o o o - (Silva and O'Brien. 198Y; Watanabe ef al.. 1992). Acrolein 15 also capable of reacting with sultnydeyl groups of
L, £ 247, caehiena | = e s L h e i R les e o alhe s o nH macromolecules nonenzymatically via a Michacl addition. Reaction with critical intracellular sulfhydryl groups is
[y £ 2%, Neteezeencl B = o maidl 162 06 s 04 . 55 o3 Y7 os proposed as one component of the cytotoricity of acrolein (Cooper ef al., 1992: Kerer nd Bisuwal, 2000). Oxidative
L5 24, Netccee(llet Reference; Kaye, C., Biochem. J., 134(4), (1973). (i vvo), pp. 1093 - 1101 crn ma/dL [0.77 002 070 000 = 074 002 0m oo+ surcss subsequent to the loss of GSH may be associated with mitochondrial dysfunction (Wotanabe et .. 1992,
5 250, Neteee(Clect T-cHo Arumugam e al., 1999). Direct action of acrolein on mitochondria is possible (Sun ef al., 2006), but seems unlikely at
5251 CelcececiN i Tow doses due to the presence of abundant cellular GSH. The mechanism of bile duct hyperplasia induced by allyl
b 252, a(c)ean(ce Detcceant 2 A PL acetate and allyl alcohol is less well understood.
b 253. en(c)een(ce s ) eceen 1 4 T-BIL
cLuc —
adl |65 0.1 64 01 65 01 65 00 ? i I
8 umol/L [180 1.0 218 20 198 27 22 22 2 SN T N \
L5 ad |45 o1 55 00 47 00 47 o0 s | e |
Protein%_ALS S on S
-0 0. c=cc=0 v Protein%_o-alo sl .
roweinsoa-do | wesarmoe
s N ) - Protein% _oa-glo NP
Search target S sga'z Da’:”'“”‘: o © @ © Protein% ___ B-alo g
search as fragment Protein 5% v-alo.
Q extended search.. | | {2 Flexible search ASTO0n)
. - aLTiGrn Wi s 3 CER 55 4 % 5
~ — e w626 16 85 9 577 T
% Trans flex search. Lo o Hepatoryteimjury |
\ )
. bl | sl
< > Figure 1. Hepatotosic pathway induced by allyl acetate. N




%18/ — IV (3): Generalized Read-Across (GenRA)

B RERBERETHPRAFEL-WebT7 7TV 5—>a >
B LFEBECENFES EDH =L O, BENICHALMEZRER L TRT

F o | United States
\_/ Environmental Protection
\’ Agency

Neighborsby: ~ Chem: Torsion Forprts * Fillerby:  invivodata ¥ @ Summary Data Gap Analysis o Group:  ToxRel ¥ By: ToxFingerprint ¥ Generale Data Malrix

BEYDHBZY—F 7 T e
7 AZOEMETFH ARSI
Z#T51-H07Nad — : -

YZAKKBEME  Cwmm D P Lo R
Shi-770-—7F 2y 0 1o 30 & 53 Gr - %9 o O

,
 ANEEEEEEEEEE.

https://www.epa.gov/chemical-
research/generalized-read-
across-genra
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Supporting el
Read across &
Category formation \
Data
T transfer Other
of 14570 Tools

Fle Traningset Testset fielp

European
Commission

File Descriptors  Groups  Vew  Simlarty

Training set ——

C:\Documents and Settings'Admirstr stor\DesktopiLNA_mech, sdf

= file C:\Documents and Settings\Adminitrat. ..

Sructure Properties
# 1
casmi 106-51.4106-514
o. DWR_short Ma
AN =] 10,0099
Potency_dass __extreme
[SMLES 0=CIC=CC(=0...
[Tl
0
# 2
cast 123518123319
o. DWR_shart M
=) 11
Potency_dass __jstrong
[SMILES loetcec(ec )0
(T Hiydroquinone
o

We =% 2 & = 149 pb B

El

CBRA Radial Plot
Builder Software

® Uses chemical and
biological descriptors as
inputs
[Option] chemical
structures and names

@ Generates CBRA radial plots
representing a chemical’s
neighborhood in the
chemical space [black] and
in the biological space [red]

@ structures of chemicals are
displayed when clicking on
the compound-circles

® [Option] limiting the
number of neighbors (5 by
default) and/or similarity
threshold
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Patlewicz et al., Exploring current read-across applications and needs among selected U.S. Federal Agencies.

Regul. Toxicol. Pharmacol., 2019, 106, 197-209.
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