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What does NICEATM do?
- Evaluate alternatives to animal use for toxicity testing
— Alternative methods are those that Replace, Reduce, and/or Refine
existing methods

« Supports the Interagency Coordinating Committee on the
new testing approaches

Validation of Alternative Methods (ICCVAM)

« Conducts and publishes analyses/evaluations of data using
and the regulated community

* Provides information to test method developers, regulators
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« Resource access point designed for NICEATM stakeholders

— Risk assessors, chemical producers and method developers

« User-friendly access to high confidence data and reference
chemical lists

« Easy to use resources supporting prioritization and exploration
— Search
» Designed for ease of use; assays organized on regulatory endpoints
— Tools

* Web-based for easy use and exploration

https://ice.ntp.niehs.nih.gov/
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Why use ICE?

Find bulk assay data on a list of chemicals
» Test method developer looking to find chemicals

— To serve as controls

— That test the method’s domain of applicability
« Modeler looking for

— Data that can be used in model development
— Chemical parameters for existing models
« Regulatory scientist looking to

— Understand potential risks of target compounds

— Gather existing data for comparison
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ICE features
* Bulk query mindset

* Integrate across multiple data types
* FAIR data

— Findable, Accessible, Interoperable, and Reusable

» By the appropriate people, at the appropriate times, in the appropriate format
— Cleaned, curated, ready to use
 Tools to support data exploration

« Continued development based on stakeholder feedback
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@ \\What data are currently in ICE? 1@

Toxicity endpoint/ Data Assays # of chemicals
source

Acute Oral Toxicity In vivo acute oral toxicity 10,348

Skin Sensitization DPRA, hCLAT, KeratinoSens, 578
LLNA, human potency, etc

Skin Irritation In vivo acute skin 120
irritation/corrosion, 4h HPT

Eye lIrritation In vivo acute eye irritation/corrosion 183
(e.g, Draize eye), Vitrigel

Endocrine AR/ER Pathway Models, 1903
Uterotrophic, AR/ER binding

Tox21 Curated ToxCast and Tox21 assays 9076

OPERA predictions BP, HLC, KOA, BCF, LogP, MP, MW, 705,666
VP, WS, COMPARA, CERAPP

Formulation data six-pack 298

(747 formulations)

https://github.com/NIEHS/OPERA
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Call for Data
Currently of interest:
* In vivo data
requirements

— Collections of data generated using regulatory guideline-like
— Acute inhalation, skin and eye irritation/corrosion
— Maternal/fetal measures

* Toxicokinetic data

— Collections of in vivo measures

within the body

— Data from in vitro assays aimed at informing modeling of materials

ICE-support@niehs.nih.gov
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ICE tools O

» Designed to support the use of ICE data

* Focus is on data exploration and providing access to
computational approaches

« Ongoing area of development

Machine
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Live Demo

https://ice.ntp.niehs.nih.gov/

Integrated
Chemical
Environment

A



) National Toxicology Program

U.S. Department of Health and Human Services

Chemical

®%. Integrated
G HOME SEARCH TOOLS DATA ABOUT HELP
* Environment

News & Events ICE provides data to support

ICE2.015 here! 7 . R 2 %8 ot development of new
2 P L 8% approaches for chemical safety
» The updated ICE release includes » "..- " :_. . - X, o § 1 b { ’ testing.

expanded tools, new predictions from B~ : T g 3
OPERA and improved search. : : ' e : ™  Click here to learn more about ICE!

Learn about ICE updates

UPDATES

=C= Dose o
'” CL +CL,,@
o CE—




' National Toxicology Program

B
¥ U.S. Department of Health and Human Services

o Integrated
0 Chemical HOME SEARCH TOOLS DATA ABOUT HELP

. ®* Environment

News & Events e el 4 Y ® os data Q
[ . % : T é- N - gevelop B 0 g
‘. S y ‘ Contact ICE

ICE 2.0is here! , oo M
2 )5 “‘ V : 2 . abbloa = D
» The updated ICE release includes % 5 e q A {' 2 { sl
expanded tools, new predictions from ” e 00 e “a 3 i -
OPERA and improved search. . G g0 _‘t 5 / - ere to lea ore abo
4 -
.~ o 1 Ms g k
Learn about ICE updates p £ | Th¥y
4 4,u' ‘ '.' i % '
UPDATES k& LS o 3 )
>,

A \
Oc - Dose & s #7ED
S S =
'” CL,+CL;,® = o
CEE I




¥ National Toxicology Program

U.S. Department of Health and Human Services

o Integrated
:o Chemical HOME SEARCH TOOLS DATA ABOUT HELP
ks : ®* Environment
Data Sets
e _ 0
News & Events ‘ Y f J§!  Chemical Quick Lists []8]83¢
. 8 k““ 2 - TJL “{A 7 9 aevelop B D
ICE 2.0 is here! v R S ' R
% e ) £ 0 DDIO D
» The updated ICE release includes = i s T '{' " { '
expanded tools, new predictions from # gt 1110 - : }\ =
OPERA and improved search. - , : ~ _ o - ere to lea ore abo
Learn about ICE updates . " : o 4 %
f q ; .. 2
o)l' b
UPDATES : , £ ' & )
—‘Sy ’ A . T

5, _ Dose
ic,.,,— CL,+CL, /m




Calendar &Events | Mews&Media = Getlnvolved = Support

% National Toxicology Program Search the NTP Websit SEARCH
U5, Department of Health and Human Services

: Integrated
0 Chemical HOME SEARCH TOOLS DATA ABOUT HELP
-

-

Environment

Results Run Search Clear
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Description Azzay Type

Add chemicals with identical QSAR structures (QSAR Match)

Select Chemicals  Select Chemical Quick List

Enter one CASRN per line.
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m Select Assays

Results Run Search .
Endocrine
Select All Deselect All
Androgen
L Estrogen

Uterotrophic
TG455
ER Potency Category
TOX21 Estrogen
Estrogen Receptor Pathway
ER Pathway Model, Agonist

ER Pathway Model, Antagonist

Finizhed
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Chemicals Mixtures

Select Assays

Results Run Search
Tox21 o
Select All Deselect All
Endocrine n vitro _
i Match)
Androgen Receptor Pathway n vitro
@ Estrogen Receptor Pathway n vitro
5 Steroidogenesis n vitro
Cell Cycle n vitro
a Cytochrome P450 n vitro
i} Cytotoxicity (burst) n vitro
i Cytotoxicity (burst + stress) n vitro
G Protein-Coupled Receptors n vitro
i}
Mitochondria n vitro
Muclear Receptor n vitro
All Other Tox21 Assays n vitro
Finished

{ BACKTOTOP
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m Select Assays

Chemicals Mixtures

Results Run Search
Phys Chem K v
Select All Decelect All
OPERA fu in silico - ]
& Match)
OPERA HL in silico
[} OPERA KOA in silico
OPERA BCF in silico
@
OPERA LogD, pH 5.5 in silico
q OPERA LogD, pH 7.4 in silico
i) OPERA LogP in silico
= OPERA MP in silico
m
OPERA pKa_ionization in silico
@ OPERA pKa_Acidic in silico
i OPERA pKa_Basic in silico
OFERA VP in silico -
Finished

© BACKTO TOP
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Results Run Search Clear
Select Assays
on or Interzectio

. o Union Ko

Azzay Descnption Azzay Type
& OPERA LogP Phys Chem in silico Add chemicals with identical QSAR structures (QSAR Match)
@ Mitochandrizl Toxal invitro Select Chemicals  Select Chemical Quick Lists.
i Stercidogenesis Tox21 in vitro Enter one CASRN per line.
i Estrogen Recepto.. ToxZl in vitro
i Androgen Recept... Tox21 in vitro
il ER Pathway Mod...  Endocrine in silico
i ER Pathway Med...  Endocrine in silico
i Uterotrophic Endocrine in vivo

@ BACKTOTOP
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Select one or more chemical quick lists.

m Select All Deselect All

Results Run Search Clear

AR In Vitro Agonist 2016 (R) 3
e A AR In Vitro Antagonist 2016 (R)
AR In Vivao Agonists 2018 il
Azzay AR In Vivo Antagonists 2018

i OPERA LogP ER In Vitro Agonist 2015 (R) E Ustructures (QSAR Match)
q ER In Vitre Agonists and Antagonists OECD 2016 (F)

i | Mitochondrial Bts selected.
i Steroidozencel ER In Vivo Agonist 2015 (R)
z genes

ICCVAM Cytotox Acute Oral 2006 (R)

i Estrogen Recept

ICCVAM Eye Irritation-Corrosion 2006 (R)
o Androgen g ICCWVAM LLNA 2009 (R) i
@ ER Pathway Neg ICCVAM Skin Corrosion 2004 (R)
i ER Pathway Mod Steroidogenesis - Androgen 2018 il
i Uteratrophic Steroidogenesis - Estrogen 2018

Thyroid 2016

Tox21

ke ke ke e Be Be Be Be e Be Be Be Be Be ke Qe

Uterotrophic Reference List (R)

Close
© BACKTOTOP
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Results Run Search Clear
Select Assays
on or Intersactio
Union X
Azzay Description Azzay Type

Add chemicals with identical QSAR structures (QSAR Match)

il OPERA LogP Phys Chem in silico

@ Mitechondrial Toxal nvitro Select Chemicals 2 chemical quick lists selected.
i Sterocidogenesis Tox21 in vitro Enter one CASRN per line.

m Estrogen Recepto... Tow2l in vitro 30-00-0

m Androgen Recept.. Tox21 in vitro

i) ER Pathway Mod...  Endocrine in silico

i ER Pathway Mod...  Endocrine n silic

i Uterotrophic Endocrine in vivo
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Input
i Selected Assays: Uterotrophic, Androgen Receptor Pathway, Estrogen Receptor Pathway, Mitochondrial,

m Details Steroidogenesis, ER Pathway Model, Agonist, ER Pathway Model, Antagonist, OPERA LogP
Selected Reference Lists: AR In Vivo Agonists 2018, Thyroid 2016, Uterotrophic Reference List (R)

Number of chemicals = 178.

Download Query Formulations Clear Filter
R - . o Uterotro . Mitachon.
idanh .HI:EE:I'CE CASAMN OTXSID JE2ar Ready LEL Uterotrg
Match Name »] Call
mEg/Kg/aa
Y Y A g g \ g
(Z.E)- RGLYKWW...
fES DLi::-,.. <t 6898-97-1 DTXSID30..  UHFFFACY... Activelcou... Activelcou... Activelco
T M
RICKQFHN...
Benomyl 17804-35-2  DTXSIDs0..  UHFFFRAOY.., Inactive Activelcou,,.  Activelcou,., Activelco
N
Z5DS0X]5...
Trifluralin 1582-09-8 DTX51D40...  UHFFFAOY... Inactivelc...  Activelcou...  Activelco

N
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¥ 15, Department of Health and Human Services
: Integrated
0 Chemical HOME SEARCH TOOLS DATA ABOUT HELP
" Environment

Input
i Selected Assays: Uterotrophic, Androgen Receptor Pathway, Estrogen Receptor Pathway, Mitochondrial,

m Details Steroidogenesis, ER Pathway Model, Agonist, ER Pathway Model, Antagonist, OPERA LogP
Selected Reference Lists: AR In Vivo Agonists 2018, Thyroid 2016, Uterotrophic Reference List (R)

Number of chemicals = 178.

Download Cuery Formulations Clear Filter
Androgen Estrogen s
- P Uterotro... e Receptor Receptor Jit
= Substamce Name CASRM DTXSID il I - § :T.D-“m Pathway Pathway call
atc - mg/ke/day - call(= Call (% AZS
Y Y Y Y Y
CVUGPAFC,., [1-200], o
\ctivelcol.,
o,p'-DD T89-02-6 DTXSIDe0.,,  UHFFFAOQY,., n=15, Activeicou... Activeicou,.. .-:c Act
) median=50 Omit:coun...
L edian=50
DDBREPK...
YES Phenobarbital S0-06-6 DTXSIDS50... UHFFRADY... nactive:c... nactive:c... na
DDEREPK...
Phenobarbital . i - -
.=.|-,:, arere 57-30-7 DTXSIDO0...  UHFFFAOY... nactive:c... nactive:c... na
sodium N
w
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Input
Selected Assa
Results i : Endpoint Record Count: 14885.
== Details Stercidogene Download Excel Toggle Filter Clear Filter P
Selected Refe
Chemical Qsar _ .
CASRN DTXSID Assay Endpaoint Valu
Download Query Forr Name Ready ID
Y v \ ¢ v \ ¢ Y
QSAR Substance e WXNRYS.. Taltlnl:iﬂﬂr.
Match Name S 131-55-5 DTXSIDS0.. UHFFFAQ.. OT_ER_ER.. ACC 2.5 B
Tetrahydr Assays=2
M
- —= . WHXNRYS..
)9 4 A-
Lt L o 131-555  DTXSID50.. UHFFFAO.. OT_AR_A. ACC 12,1
Tetrahydr
M
(Z.E)-
| M W Q . Active:
L2 DIEth'_-'.'|3‘t-|| ‘;_2 4.4- WHEMNRYS.. ctivelco
) 131-55-5 DTXSID50.. UHFFFAQ.. OT_ER_ER.. ACC 0.6:
Tetrahydr
M
B-Enl:lm':l.'| ;- 2 0 i WXMRYS.. 4 ."!'.Etl-'-."E:CC
T 131-55-5 DTXSID50.. UHFFFAQ.. OT_ER_ER.. ACC 2.2
Tetrahydr
M
Trifluralin o WXNRYS.. »  Activelco
oo 131-555  DTXSID50.. UHFFFAO.. OT_ER_ER.. ACC 1.1
Tetrahydr -
M
| »
s WXNRYS.. -
4 b
Close

© BACKTOTOP
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Input

Selected Assa

Selected Refe
experimentNames: 31/81

Chemical N point Valt
experi tName 5
Download Query Forr Name e
- TOX| ' -
Mitochon.
QSAR Substance ol CEETOX_H295R_ANDR_up Call(=
Match Nams sy c 2.3 ASaBY26
Tetrahydr. CEETOX_H295R_ESTRADIOL_dn I
= = CEETOX_H295R_ESTRADIOL _up
X b B -~
CEETOX_H295R_ESTRONE_up 7 =
e iZ_‘E)- ‘ CEETOX_H295R_ESTRONE_dr . Activeico
Diethyistil 22 44-
Tetrahydr TOX21_AR_LUC_MDAKB2_Agonist & 2.9
TOX21_ERa_BLA_Agonist_ratio :
Rerionng | . Activeico
2,244- CEETOX_H295R_OHPROG_up o 2.2
Tetrahydr.. I o
TOX21
- - A r -
TrRuezy 2,2'44- CEETAY H2G5R NHPROG dn 2 e
2% B 1.1
Tetrahydr b
‘ E :
T Close .
> 3
Close
>

© BACKTOTOP
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Input
i Selected Assays: Uterotrophic, Androgen Receptor Pathway, Estrogen Receptor Pathway, Mitochondrial,

Results Details Steroidogenesis, ER Pathway Model, Agonist, ER Pathway Model, Antagonist, OPERA LogP
Selected Reference Lists: AR In Vivo Agonists 2018, Thyroid 2016, Uterotrophic Reference List (R)

Download Cuery F

Download summary data.

Download Excel -
) it
;’_;;S:Rh Substan Call
atc -
Download summary view data + Tox21 summary data. =
Download |
Y Y
Download detailed view data.
Download Excel
Waaa
p'-D0 Act
o In... .
Close
YES Phenot E.. Ina
Phenot
i E. Ina
zodium
-
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Chemicals Mixtures

e o Selected Assay Categories: Acute Dermal Toxicity, Acute Oral Toxicity, Acute Inhalation Toxicity, Primary Skin Irmtation,
elalls ; ERART HRE AR
m Primary Eye Irritation, Dermal Sensitization
_ Number of chemicals = 497.

Download Excel Cuery Integrator Clear Filter

-_':-' e . CASRN Percent A

o ngregient

b ¥ ¥

Rancona R _ o -
s ICE_a1743... 4 5 =3000.0 4 5
¥xtra

Rancona

y lpconazole 25225-28-T 1.029

¥xtra

Rancona ) . a

y Metalaxyl 57837-19-1  1.647

¥xtra :

Raid Ant &

Roach Killer ~ _

- ICE_41058... 4 5 =5000.0 4 5

with Germ -
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“ Machine Learning Chemical Characterization

IVIVE Workflow Input

The IVIVE tool uses pharmacokinetic models to predict the daily equivalent administered dose from activity concentration of selected assays.

Results

Run Waorkflow

Select Chemicals  Select Chemical Quick List Select Assays

Androgen Receptor Pathway
Enter one CASRN per line. Cell Cycle

Cytochrome P450

Cytotoxicity {burst)
Cytotoxicity (burst + stress)
Estrogen Receptor Pathway
G Protein-Coupled Receptors
Mitochondrial

Muclear Receptor
Stercidogenesis

All Other Tox21 Assays

human Mo 24

Select mo

=1
in



% |CE tool: Chemical Characterization

« Comparison tool that allows user to look at the property
distribution between one or 2 lists of chemicals

 Chemical characterization tool is aimed at:

— Allowing users to explore property distributions relationships

— Look at what properties may be driving differences in performance of
chemicals in assays

— Characterize the differences between lists to identify possible

redundancy or define the range of property coverage in preparation for
testing
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IVIVE Machine Learning Chemical Characterization

Chemical List Characterization

Characterize the physicochemical and ADME properties of up to two chemical lists and compare between lists

Results
Run Tool
Chemical Input List 1 (required) Chemical Input List 2 (optional)
Select Chemicals  Select Chemical Quick List Select Chemicals  Select Chemical Quick List
Enter one CASRN per line. Enter one CASRN per line.

© BACKTO TOP
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/\ NCITIOFIO' TOXICO'OQ‘)" PI d Select one or more chemical quick lists. bt SEARCH
. Integrated e
| Chemical e B ; DATA ABOUT HELP
"q_‘__ #* Environment

B AR In Vitro Agonist 2016 (R)
Input Chemical List Characterization AR In Vitro Antagonist 2016 (R)
Characterize the physicochemical

Results AR In Vive Agonists 2018

Run Tool
AR In Vive Antagonists 2018

Chemical Input List 1 (required) ER In Vitro Agonist 2015 (R)

Select Chemicals 2 chemical qui ER In Vitro Agonists and Antagonists OECD 2016 (R)
ER In Vivo Agonist 2015 (R)
Enter one CASRN per line.
ICCWAM Cytotox Acute Oral 2006 (R)
ICCWAM Eye Irritation-Corrosion 2006 (R)
ICCWAM LLNA 2009 (R)
ICCWVAM Skin Corrosion 2004 (R)
Steroidogenesis - Androgen 2018
Starmic et P
© BACKTO TOP Steroidogenesis - Estrogen 2018
Thyroid 2016
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Tox21
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Select one or more chemical quick lists.

Inteqgrated

Organization

Mews Releases

Update Newsletter &

| Chemical Select Al Deselect All OLS DATA ABOUT HELP
“S"* Environment
AR In Vitro Agonist 2016 (R) o
Input Chemical List Characterization AR In Vitro Antagonist 2016 (R) o [
Characterize the physicochemical -
Results AR In Vivo Agonists 2018 N [
Run Tool e
AR In Vivo Antagonists 2018 o
Chemical Input List 1 (required) ER In Vitro Agonist 2015 (R} nlﬁ £
vitray Aaoniste and Ang wmiste OECD 20716 (R l' [
Select Chemicals 2 chemical qui ER In Vitro Agonists and Antagonists OECD 2016 (R) o
ER In Vivo Agonist 2015 (R) &+
Enter one CASRN per line. S .
ICCVAM Cytotox Acute Oral 2006 (R) o [
ICCVAM Eye Irritation-Corrosion 2006 (R) N [
ICCVAM LLNA 2009 (R) o [
ICCVAM Skin Corrosion 2004 (R) n"ﬁ #
Steroidogenesis - Androgen 2018 nlﬁ #
Steroid - Ect I8 l’ |
© BACKTO TOP Sterocidogenesis - Estrogen 2018 o
Thyroid 2016 & @
Tox21 o
- - "’d“""r
About NTP News & Medi: Uterotrophic Reference List (R) nl.'. i e U SA 5
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Annual Report & FAQs & Fact Sheets Ty
Current Directions [f 6 Federal Register Moti| Cloze .
reedom of Information Act ' Inspector General [
NTP at NIEHS &7 News




Calendar & Fvents | News&Media = Getlmwolved | Support

H I\ National Toxicology

U.S. Departme

SEARCH

Integrated
0 Chemical HOME SEARCH TOOLS DATA ABOUT HELP
= Environment

IVIVE Machine Learning Chemical Charactenization

Input . L.
Chemical Characterization Results

Reszult=
For explanation of OPERA predictions please see:  https://github.com/NIEHS/OFERA

CASRNs Mot Returmead By Query

Both oW

Text Excel

List CASRM Substance Name § COPERA BCF

Chemical

. 17804-35-2 Benomyl -10.9 0.809 275.812 1.723 -11.3 9,432 0.915 1.557
nput List 1 ’
Chernical e L _ - .
16752-T7-5 Methomyl -11.0 0.55 230.04 0.5 -T.69 6.475 0.586 0.581

nput List 1

Chemical

. 51-92-9 Morethindrone acetate -9.85 1.504 352.481 0.926 -T.31 9.269 3.579 3.579
nput List 1
Chemical - . . e

o 122-14-5 Fenitrothion -10.8 1.923 353.148 1.016 -5.22 2.866 3.375 3.318
nput List 1
Chemical a a _

- T89-02-6 o,p'-DDT -12.2 4,174 350.378 1.124 -4,24 9,321 5.214 6,214
nput List 1
Chemical . . - - - -

G8-22-4 Norethindrone -10.1 1.776 310374 1.47 -T.53 11.009 2.247 2,247

SRR I I N |
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I\ National Toxicology Program

5 SEARCH
US. Departm Health and Human Services

; Inteqgrated
0 Chemical HOME SEARCH TOOLS DATA ABOUT HELP
- Environment
IVIVE Machine Learning Chemical Characterization

Input

Chemical Characterization Results

Results
For explanation of OPERA predictions please see: https://github.com/NIEHS/OFERA

CASRNs Mot Returned By Query

Chemical Input List 2 X v

Chemical Input List 1

v Chemical Input List 2

Both
List CASRN Substance Name OPERA BCF OPERA BP OPERA HL 'I':.E:'A
KA

Chemical __ o _ - _

. 84-T5-3 Dihexyl phthalate -10.9 2,392 329.106 -0.557 -T.47 9.671 6.413 6.413
nput List 2 :
Chemical _ e . -

- 82657-04-3 Bifenthrin -10.5 3.698 370.963 0.824 -7.31 10.48% 6.791 6.791
nput List 2
Chemical . - - I - -

L 33089-61-1 Amitraz -10.5 2.339 356.568 1.293 -5.17 8.971 3.173 4,843
nput List 2
Chemical e - . _ _ .

L 16752-T7-5 Methomyl -11.0 0.55 230.04 0.5 -T.69 6.475 0.586 0.581
nput List 2 -
Chemical B . B L

- 57837-19-1 Aztalamyl -10.7 0.916 299,877 0.218 -2.41 9.837 1.761 1.766
nput List 2 :
Chemical - - -

21087-64-9 Metribuzin -10.8 0.409 0.0967 -8.66 1.514 1.703 1.703

PN Y
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OPERA LogP K oW
OPERA LogP
10- | ol B PhysChem Properites
B chemical Input List 1
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ICE tool: Machine Learning
data

* In silico approach where the machine (algorithm) “learns” how

to predict an outcome from a set of features based on training
« Machine learning tool is aimed at:

— Allowing users to explore data relationships

— Look at what assays appear predictive of an endpoint of interest
— See how different algorithms might sway results
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m Machine Learning Tool Input

The Machine Learning tool allows user to build simple predictive models for data exploration using ICE data.

Results
Fun Tool
Prediction Type:
Classification Mo
Select Machine Learning Methods
LLMA Call Human Potency Call Uterotrophic Call

rpart knin
svmRadial rf
pls

Select Endpoints for Model Building
Chemicals to use

Ao En
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Select Chemicals  Select Chemical Quick List

Enter one CASRN per line.
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m Machine Learning Tool Input

Results The Machine Learning tool allows user to build simple predictive models for data exploration using ICE data.

Run Tool

Prediction Type:

Classification K o~
Select Machine Learning Methods
« Classification Fatency Call Uterotrophic Call
rpart knn
Regression
swmRadial rf
pls
Select Endpoints for Model Building
Chemicals to use
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Select Chemicals  Select Chemical Quick List

Enter one CASRN per line.
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Machine Learning Tool Input
AR In Vitro Agonist 2016 (R)

The Machine Learning tool allov

Results
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Prediction Type: AR In Vivo Antagonists 2018
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Result The Machine Learning tool allows user to build simple predictive models for data exploration using ICE data.
esults

Run Tool

Prediction Type:

Classification X v
Select Machine Learning Methods
LLMNA Call Human Potency Call @ Uterotrophic Call
rpart knn
svmRadial rf
pls

Select Endpoints for Model Building
Chemicals to use

Lz Zrdpaint

= PhysChem Properties Clint Select Chemicals 2 chemical quick lists selected.
ﬁ PhysChem Properties LogP Enter one CASRN per line.
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1] ER Pathway Model, Ago... Model Score
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Summary of data
processing and model
performance statistics

w » machinelearningresults (6> 954251157 w0
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ICE tool: IVIVE

on the In vitro response concentration

* In vitro to in vivo extrapolation is a computational approach
that calculates an equivilant in vivo administered dose based
* IVIVE tool is aimed at:

— Allowing users to calculate the equivalent administered dose (EAD)
vitro response (example: AC50)

that would be needed to achieve the concentration that yielded the in

assays and different in vivo endpoints

— Compare relationships between EADs resulting from different in vitro
exposure

* Informs on the predictability of the in vitro assay for the given endpoint

— Characterize the probability of a biological effect given the likely in vivo
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Input

IVIVE workflow results

Results
CASRNs Not Returned By Query

Download PhysChem Input
Download Chemical/Metric Input

Download Results
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Select in vivo data to display.

Select EAD to visualize:
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Select in vivo data to display.

Select EAD to visualize:
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Select in vivo data to dizplay.

Select EAD to visualize:
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