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- Develop models on various runtimes and deploy them as web services in
seconds

. Validate your models and generate predictions with a user friendly
interface

Make them transparent to the users with flexible documentation
methods

- Share your models and make them accessible to selected users,
collaborators, or groups

 Integrate them with your applications within seconds
Meet your scalability requirements
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== From model to web service in 1 line
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pipeline : sklearn pipeline model is a trained sklearn model

X : pandas dataframe (X variables). ——————

y : pandas dataframe (y variables). The model can be used

title 1. over the web page

2. in Python notebooks using the
jagpot.predict command
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Jagpot user interface S

JAQPOT

Nano-Knowledge Community

Predict-validate tab

Overview Data Predict / Validate Discussion 1- create predictions

M a. by manually entering

L) Choose method I ues

' va
;‘!;’D'IE_‘_- Vo e b. CSV datasets using

itle: Linear Mode i

for Predicting i Jagpot-generated template
]il.c:llll; ?2::50;1060 Upload dataset with the required independent features and values (SPECIfiC fOf each mode/)
Various Solvents ¢ A

Owner: hsarimy

— 1. Validate model
Linzzr Moxdal for Predicling Input values for the independent features pe rfo rmance:

Solubility of C60 Fullerenes in
Various Solvents

piPCO3 ATS1m Seigp More23e

using an external validation
Him dataset as input in CSV
format



%‘ Model description

= Jagpot Q g® 6] = Jagpot qQ o

Features Predict / Validate Discussion Model meta

Model meta

Predict / Validate

Overview

Dependent feature / Predicted feature

& Linear nanoQSAR model predicting Solubility of C60 Fullerene in Various v

MODEL Solvents. MODEL log$ Exp.
Title: Linear Model for The model is provided in the following publication: Farhad Gharagheizi & Reza Fareghi Alamdari (2008) A Molecular-Based Model for Prediction of Title: Linear Model for

Predicting Solubility of Solubility of C60 Fullerene in Various Solvents, Fullerenes, Nanotubes, and Carbon Nonstructures, 16:1, 40-57, DOI: 10.1080/15363830701779315 Predicting Solubility of

C60 Fullerenes in Various Eull dataset is available in this fink C60 Fullerenes in Various Independent features
Solvents Training dataset is available in this link Solvents

QunesiasnSeiopories Test dataset is available in this link oo

Description: Description: ATSTm

A QMRF Report is available in this link

Linear Model for Predicting Solubilty of C60

Linear Model for Predicting Solubility of C60
Fullerenes in Various Solvents

Fullerenes in Various Solvents

Description: Broto-Mreau autocorrelation of a topological structure-lag 1/weighted by atomic masses
QMRF Report
1. QSAR Identifier piPC03

1.1.QSAR identifier (title): Description: Molecular muttiple path count of order 03
Linear nanoQSAR model predicting Solubility of C60 Fullerene in Various Solvents.
The model has been presented in the puclication *A Molecular-Based Model for Prediction of Solubility of C60 Fullerene in Various Solvents” Farhad
Gharagheizi &Reza Fareghi Alamdari, Fullerenes, Nanotubes and Carbon Nanostructures, Volume 16, 2008 - Issue 1 Seigp
1.2.0ther related models:

Description: 3D-MORSE signal 23/weighted by atomic sanderson electronegativities
Neural Network nanoQSAR model predicting Solubility of C60 Fullerene in Various Solvents.
1.3.Software coding the model:

Jagpot is a web platform that support development, validation and sharing of QSAR models apps.jagpot.org More23e

Description: Eigenvalue sum from polarizability weighted distance matrix

Feature documentation is a critical part of a model

Information on the model can be provided in interpretation.
Markdown: Model features can be documented with

https://www.markdownguide.org/basic-syntax/ e Description
e Units

e Ontological classes
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== Jagpot - Social network of models

Overview Data Predict / Valldate Discussion

Leava a comment

D | am speechless.|
e #“
MODEL m

Title: Linear Model
for Predicting
Solubility of C60
Fullerenes in

Various Solvents
Owner: hsarimy

Description:

Linear Medel for Predicting
Solubility of C60 Fullerenes in
Various Solvents



ﬁ% Jagpot - Sharing of resources

Shared model through Lab ...

Philip Doganis Shared model through Lab ...

filipposd B2  Organizations

Organizations | am a member

Shared model through Nan...
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=,  Shared model through Lab ...
[} %&F MODEL SHARED
saapat ’ Az =  Shared model through Lab ...
i Shared model th h Nan...
O occupation Lab of Process Control and Informa... Athen < o
=  Shared model through Nan. ..
@ Occupation at NaratammiGnE model shared through organization NanoCommons
< Shared model through Lab ..,
i ivam:aticity OpenRiskNet B
«  Shared model through Lab ... From user filipposd v
® Counti SHIEALE: Shared model through Ope...
Y < Shared with NanoCommons
Ao by

model ORN consensus RFE 34

View remove
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Models * Mine »

BB Mine
Model tit ius RFE 5
Jun 10, 2(

B3  Shared

Jun 10, 2019

Model title: ORN consensus RFE 34
Jun 7, 2019

Model title: Neural network model predicting DILI
Mar 14, 2019

Home

Datasets
Shared / Private

Models
Shared / Private

Trash

Jagpot - Shared space - Models

Models * Shared » With NanoCommons ~

Model title: Model predicting pEC50 in metal oxide
Jun 10, 2019
B3 NanoCommons

Model title: Model predicting pEC50 in metal oxide :
Jun 9, 2019 B3 OpenRiskNet

PhilipTest
Model title: Model predicting pEC50 in metal oxide
Jun 9, 2019
B TestPhilp

Model title: Model predicting pEC50 in metal oxides, MLR, mod_5
Jun 9, 2019

Model title: Model predicting pEC50 in metal oxides, MLR, mod_4

Items per page: 20

Be Lab of Process Control and Inf...

1-140f14
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No item selected

A



%‘ Meet the scalability requirements

All Jagpot services are running
through containers. Consists of
REST microservices that can be

scaled to meet the
requirements of the
infrastructure.

Jagpot can support any
solution. It can be deployed on
any infrastructure. Public /
Private or On-Premise.

&

docker

HYBRID CLOUD

e O

kubernetes OPENSHIFT

I OpenlDConnect

Kubernetes allows the container
management and incorporates
high availability of the services. It
can be deployed on any public,
private or hybrid cloud. Jagpot
services can run on any such
system

An open source software product to allow
OpenlD Connect single sign-on with Identity
Management and Access Management aimed at
modern applications and services.

Variety of user or identity providers can be
integrated. From google to LDAP and Kerberos
to meet the security needs of an organization

Right now integrated with c {CLOAK

Under the stewardship of:

redHat

NonoCommons

Nano-Knowledge Community
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~=" |ntegration through Application Programming
Interfaces (APIs)

Jagpot AP| =2 &=

API clients
« Nuget Package (.NET):
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7%1% Jagpot integrated applications and services: L
NanoCommons Risk Assessment Tool

JAQPOT
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A S NanoCommons Risk Assessment Tool

NenoCommons

Short description

The workflow is a combination of nanoinformatics tools available through the NanoCommons computational infrastructure. This web application, hosted and
implemented within Enalos Cloud Platform, estimates the risk of triggering AOP 173 (Lung Fibrosis) in mice due to exposure to 20nm TiO2 engineered

nanoparticles.

External exposure: Four different exposure

scenarios have been simulated using the fgserl -
GUIDENano tool. The user can alternatively 45 g (initial mass 3000 kg) of TIO2 (22nm) poured
enter a custom-made scenario. over 7 hours in the NF, with 1 min activity duration

every hour. For every hour the mouse stays 90 s in
the NF and spends the rest of the time in the FF.

Download timeseries

GUIDE
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Risk
Assessment

I o

NovaMechanics iy

Exposure Scenario - e

Nano-Knowledge Community

Table Creator

&, »
] PBPK Risk Assessment

Node 1 - >
e > ‘?.-g >

MNode 3 Node 4

i I
Hational Technical

NovaMechanics ey of Atvens

http://enaloscloud.novamechanics.com/nanocommons/exposure/




~= Support for PBPK models

B

MODEL

Title: Diazepam
Model

Owner: periklists

Description:

This is an updated PBPK model
for describing the biodistribution
of diazepam in humans post
intravenous injection.

Dverview Features Predict [ Validate Discussion Archive

Diazepam PBPK model

The detailed description of the PBPK model used can be found in Gueorgueiva et al., 2006. Its schematic representation can be seen in
the following figure. It consists of 11 compartments describing the concentration of the drug in various tissues, namely liver (L{), kidney
(K1), brain (BR), intestine (IN), stomach (5T}, muscle (MU}, adipose [AD), skin (5K}, gonads {GQ), heart (HT} and lungs (L), one
compartment to model the rest of the body (RE) as well as two blood pools; venous (VEN) and arterial (ART). The parameters of the model
are divided into drug-dependent and physiclogical (drug-independent) parameters. The first category comprises eleven tissue-to-plasma
partition coefficients (K), fraction unbound in plasma (fu), blood-to-plasma ratio (R), and intrinsic hepatic clearance (CLjy; . in L/h). The

physioclogical parameters of the model are simply the regional tissue bload flows (Q) and tissue volumes (V).
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Support for safe-by-design product development strategies
through integration of Bayesian network models

Conceptual diagram of
properties with
Bayesian networks
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Support for safe-by-design product development strategies
through integration of Bayesian network models

Input values for the independent features

Conceptual
diagram of sort
properties
) - ) “”ﬂTBayeﬁan Study type flammation Cytotoxicity Genaot
- e networks NA None None None

Sd D u Se Ca Se . W VO VD None/Lowiledium/High Hone/Low/Medium/High Hone/LowMedium
.

Neuroiogical effacts quary node Puimenary effects Adiiratrtion routs
Use the web service  Mone Surface coalings None inhalation
R i‘mne LowiMediumiHigh -O-ng of the na;nejs.r.nfrt‘I_we - ;Jme'Lm',- Medium/High - I:ma!aticn-lm:eoctu.lm
odes presented in the Antraye IO
to deSIgn Safe !?Ilwdipgr:den?EZatLTr'es"Lah IAHEERLE
NM. Hazard Surface area Surface coatings Nanoparticle
(low-hazard) NMs None 0-15 NA s
| prooability prediction.class SR

[0996. 0.0.0,.0.0.0.0 0004 0, [AHPFE Amine, Carbon, Carboxyl. Citrate. Hydroxyl, None, PVP. Silianes-aluminium, S03-, Sulphate

0.0] Triethoxycapryl silane | Surface coatings
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How Jagpot can serve your needs

- Publish your model as web services

- Provide ready-to-use implementations of your models as supporting
material to your publications

. Collaborate with your partners and colleagues

- Share models within your group, project or organisation and with the
general public

- Embed and integrate Jagpot models into other applications and
workflows via API clients.

- Use Jagpot as your modelling environment.



= Useful links:

NonoCommons

Nano-|

38
\

Knowledge Community

Jagpot web platform

https://app.jagpot.org/home

Jaqpot accounts application

https://accounts.jagpot.org/

Jaqpot technical documentation

https://www.jagpot.org/

Jaqpot swagger APl documentation

https://api.jagpot.org/jagpot/swagger/

Jaqpot tutorials

lagpot 5 - User accounts

J]agpot 5: How to manage and use organisations

Jagpot 5: How to access and use an existing predictive model

agpot 5: How to deploy a predictive model using the jagpotpy librar

J]agpot 5: How to simulate biodistribution scenarios using custom PBPK models

Recent hackathons

Online QSAR Modelling Hackathon by Easy Access to Jagpot
% https://zenodo.org/record/4683925#.YYIrsr | BxPM

[

= Jagpot a a" 8
Ovendew  Features Preict/ Valdate Discussion "
. T . o \ L/ T o e
Online QSAR Modelling Hackathon by Easy Access to Jagpot: D
e — U °

web service in a few minutes

[ — MODEL The redicted DOA valusshuld b e than 014516129
Title: Solubility
of C60
Fullerenes in

Various Solvents
Oner:Philp Dogani u Him ppcos  ATSIm

o+

Descripior

0 0148 -5818155433224527 1009 1609
description

1 0173 -5419508786237124 1386 1792

.

NM dataset in Excel No-installation

Online model and web service in Jagpot

Jagpotpy through python in Google Colab
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Jagpot development team

Sarimveis Haralambos Professor, Unit of Process Control & Informatics, School of Chemical Engineering,
National Technical University Of Athens, Greece

Doganis Philip Senior Researcher, Laboratory & Teaching Staff
Karatzas Pantelis Doctoral Researcher, Head Developer
Tsiros Periklis Doctoral Researcher

Sotiropoulos Jason Doctoral Researcher
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Jagpot 5

Welcome
To Jagp

Deploy and integrate with your
predictive models

Login

JAQPOT

Username or email g Google

)lay @ menu
GitHub

Password

1 Remember me Forgot Password?

New user? Register




j%‘i%Jaqpot 5 - NanoCommons Organization page .~

JAQPOT

Nano-Knowledge Community

= Accounts H O
Users o
P~ Nanocomr:1 AR .
Organization demains Website L and github o
https://www.nanocommons.eu
About /s .
https./github.com/NanoCommons
NanoCommons brings together a o g )
critical mass of internationally https//www.linkedin.com/company/nanocommons/
recognised researchers with
complementary skills and proven =
ability to deliver knowledge -
services for the community and =
i' Contact points Contact the organization ~

https://accounts.jagpot.org/organization/joR8745im3Q8AQrp



https://app.jagpot.org/model/uxRBCMsVIIkSQT1Kw7km
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Jagpot 5 - Model page - Sharing

Share model

Write Execute
WorkshopApril2021 & WorkshopApril2021 &
Notes about sharing

Deleting is only available for the creator

When something is shared with Jagpot it becomes available for all the users

Share The priviledges are given to all the users of an organization whared with




A% 3

NonoCommons

Nano-Knowledge Community

JAQPOT

Jagpot 5 - Model page - Predict tab

itle: Linear Mod
for Predicting
Solubility of C60
Fullerenes in
Vaﬂo us SO |vents Predicted dataset or value will be returned

Task started

Owner: hsarimy

Description: PREDICTION Task is now running.

Linear Model for Predicting Prediction Task is now running.
Solubility of CE0 Fullerenes in

Various Solvents Model retrieved successfully.

Searching dataset...
Dataset has bean retrisved.

Starting Pradiction...

Prediction complated

Dataset was built successtully.

How saving to database...

Task Complated Successtully.

W

View Pradiction i

Disnlav a menu




JAQPOT

Jagpot 5 - Pre

Starting Prediction...

Prediction completed successfully.
Dataset was built successfully.
Mow saving to databasze...

Task Completed Successfully.

w

View predicted value only

Ictions

NonoCommons

Nano-Knowledge Community

Id Seigp logS Exp. ATS1m More23e Him piP003
0 0 -4,186807760539802 2.197 -1.227 0.358 2.485
lkams per page: 30 ¥-10f1
® OHE S J = i} predicted_dataset
I Home Insert Page Layout Formulas Data Review View
Liadibir \F - f?éc“' Calibri(Body) + 12+ A« A = —| - o Wrap Text General . E
Paste @.:::a: B I Uit d A =l= =6 o=| [E Memescomer - @ % ) || %828 fﬁ;r".::
G8 . ! .f:‘
A B C D E F G
1 My Report
2
3 id Seigp logS Exp. ATS1Im More23e Hlm piPC0O3
Predictions can be downloaded in CSV format 4 0 0 -497982 1792 0521 0197 1,792
5 1 0 -3,96677 2,639 -3,047 0,263 2,485
F
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MODEL

Title: Linear Model
for Predicting
Solubility of C60
Fullerenes in
Various Solvents
Owner: hsarimy

Description:

Linear Model for Predicting
Solubility of C60 Fullerenes in
Various Solvents

Overview Data Predict / Validate Discussian

Choose method

Predict

values

Upload dataset with the required independent features and values

vt

Input values for the independent features

pIPCo3 ATSIm Him Maore23e
2.485 2187 0.358 -1.227
Saigp

g

Stan

Start prediction with Input values

o)
) b=

" a0 |

N1

NonoCommons

Nano-Knowledge Community
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Jagpot 5 - Predict tab — Your data via template

Upload dataset with the required independent features and values

L

Downioad tamplate datasst cav)

Input values for the independent features

piPCO3 ATSIm Seigp H1m

More23e

Jagpot automatically generates a template
for users to enter their data,
upload to Jagpot
and get predictions.

Insert
=" X cut

B 5 copy

i B~ B A

Page Layout Formulas Data Review View

Calibri {Body) = 12 A~ Aw == :
Paste % Format Bt Uy Dl o ===
F4 = fx

A B C D E

1 Seigp ATSIm piPCO3 More23e Hlm
2 0 2.485 2.303 —2.598 0.249
3 0 2.639 2.485 —-3.047 0.263

4




== Jaqpot 5 - Sharing notification

: i)

@

MODEL SHARED

model shared through organization NanoCommons

From user filipposd

Shared with NanoCommons

model ORN consensus RFE 34

View remove

P
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