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* NI4OS-Europe on-boarding procedure
(https://wiki.nidos.eu/index.php/Service_onboarding procedure)

* Pre-production environment
* Thematic services

* On-boarding thematic services case study



On-boarding workflow
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“i Resources Providers » Helpdesk

Home > Resources > CHERRY - CHEmistry RepositoRY

CHERRY - CHEmistry RepositoRY

Institutional repository of the University of Belgrade - Faculty of Chemistry

m 2 2

User manual Terms of use Privacy policy Access policy Training Helpdesk
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Monitoring

CHERRY, ie CHEmistry RepositoRY is a joint digital repository of the all departments in University of Belgrade - Faculty
of Chemistry. CHERRY provides open access to the publications, as well as to other outputs of the research projects

implemented in this institution.
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Website
https://cherry.chem.bg.ac.rs/
Readiness

TRLS
Domain

Natural Sciences

Subdomain

Chemi i Materials i ing
Cl ical Engi

ing
Category
Data Scholarly Communication

Subcategory

y ientifi h Data
Target users

Research Groups  Research Managers Businesses
Funders Innovators Students Policy Makers

Research Projects s R h O

Research Networks  Research Communities
Access type

Virtual



Technical architecture of the pre-production env.
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Service portfolio management system ______

o Agora LOGIN %
Helpdesk -

o Request tracker
AAI & gocdb.ni4os.eu

o NI40S Login
Monitoring ooee Welcome to GOCDB =3

O Argo GOCDB is the official repository for storing and presenting EGI topology and res

Browse . . .

Inventory e What information is stored here? o B TRETEe 0 O

O GOCDB o Projects i

. o NGIs The GOCDB data consists mainly of: Log in

Accounting o Sites o Participating National Grid Initiatives (NGI)

o in-house
Training

o Moodle + BBB
Wiki

o  MediaWiki
Events

o Indico

o Service Groups
o Services

o Scopes

o Role Action Map
Add

Read More v |SearchNI4OSwiki Q

Main page Discussion

NI40S wiki

o Grid Sites providing resources to the infrastructure

o Resources and services, including maintenance plans for these resources N I QOS

o Participating people, and their roles within EGI operations

Data are provided and updated by participating NGls, and are presented througt

. Contents [hide]
© Add Site ) Please note: Vlain page 1 NI4OS services-related resouces
o Add Service Group o Itis a "catch-all” service. This means it is centrally hosted on behalf of all 3gcent changes 1.1 Pre-production environment
© Add Service o If an organisation deploys and uses their own system or a local GOCDB irRandom page 1.1.1 Service portfolio management tool
© Add Downtime 1elp about MediaWiki 1.1.2 Configuration Management Database
Downtimes __ ) Tools 1.1.3 Authentication & Authorisation Infrastructure (AAl) service

1.1.4 Training
What links here

Related changes
Special pages
Printable version
Permanent link
Page information
L NTANS carmrnecac-_ralatad racnniecac

1.2 Service on-boarding
1.2.1 Categorization
2 COVID-19 resources




LR R
-----
......
-----

Pre-production environment NI%OS

* Minimum set of federating services to support integration of the
initial set of the regional service into the EOSC

* Environment equilvalent to the EOSC Core

Essential building blocks that will enable the integration of all the
other service in the EOSC ecosystem

* Verify the services before EOSC on-boarding

Regionally support the service providers through the process
o Based on the previous expirience of excellent regional cooperation
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Overview of the thematic services
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Resources Providers ¥ Helpdesk
Home > Resources

Resources

THEMATIC ON-BOARDED

Cultural

HEritage
REpository

CHERE

One stop shop for digitizing
cultural heritage

CHERE Tools stands for Cultural
Heritage Repository Tools and
represents a set of web based tools
aimed at people working in cultural
heritage preservation and
digitization, but is not limited to
those uses as individual services can
be used in a variety of ways. The
service currently provides following
functions: Structure from Motion ...

0 catalogue.nidos.eu ¢
Thematic
THEMATIC ON-BOARDED THEMATIC ON-BOARDED

ChemBioServer 2.0

ChemBioServer

ChemBioServer is a publicly
available web-application for
effectively mining and filtering
chemical compounds used in
drug discovery.

ChemBioServer is a web-server for
filtering, clustering and networking
of chemical compound libraries
facilitating both drug discovery and
repurposing. It provides researchers
the ability to (i) browse and visualize
compounds ...

Clewder

Clowder4DCH

A flexible and extensible online
content management system
for Digital Cultural Heritage

Clowder4DCH, a highly extensible
active curation-based research data
management platform. It contains
three major extension points:
preprocessing, processing and
previewing. When new data is added
to the system, preprocessing is off-
loaded to extraction services for
extracting appr...

v On-boarded v
THEMATIC ON-BOARDED
DREAMM
¥ %

DREAMM

DREAMM is a novel machine
learning tool that predicts the
protein-membrane interfaces
of peripheral membrane
proteins.

DREAMM is a novel machine learning
tool that predicts the protein-
membrane interfaces of peripheral
membrane protein, and optionally
predicts binding sites near the
predicted membrane-penetrating
residues in protein conformational
ensembles. As an out...
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FEPrepare

FEP prepare is a webserver
which automates the set-up
procedure for performing
NAMD/FEP simulations.

FEP prepare is a webserver, which
automates the set-up procedure for
performing NAMD/FEP simulations.
Automating free energy perturbation
calculations is a step forward to
delivering high throughput
calculations for accurate predictions
of relative binding affinities...

more

[ )] catalogue.ni4os.eu ©

THEMATIC ON-BOARDED

Gaussian API

Service for fitting repulsive
potentials in density-functional
tight-binding with Gaussian
process regression.

Gaussian regression (GPR), along
with other emerging machine
learning techniques, has become
more and more popular in
computational chemistry, physics,
biology and life sciences. In
conjunction with the molecular
dynamics simulations (MD), these
approach...

more

THEMATIC ON-BOARDED

Ingredio Application

Enhancing the food &
cosmetics OpenAlIRE Research
Graph for consumer health

Ingredio application is a natural
processing language (NLP)
application that offers a pipeline of
three services related to biomedical
text. The application is able to
classify biomedical text based on
certain features of its content,
extract compound names and infer
causal relations from...

more

THEMATIC ON-BOARDED

Live Access Server

Flexible access and
visualization of geo-referenced
scientific data.

The LAS enables the data provider to
unify access to multiple types of
data in a single interface, create
thematic data servers from
distributed data sources, and offer
derived products on the fly. In the
initial window screen, the user can
select a new dataset using the "Data
Set" button on the t...

more



On-boarding case study: Schrodinger API

@ Swagger /api-docs

dby SMARTBEAR

Schrodinger APl Docs

/api-docs

Schrédinger API documentation

Schrédinger API - User manual
Schrédinger API - Terms of use
Schrédinger API - Privacy policy
Schrédinger API - Acceptable use policy

Servers

[https://schrodinger.chem-api.finki.ukim.mk/ v ]

schrodinger-controller

@ schrodinger.chem-api.finki.ukim.mk

m /2dHermiteSho

m /3dHermiteSho

m /3dHermiteMorse

m /2dHermiteSho

m /2dHermiteMorse

Parameters

Name Description

npts

integer ($int32) Default value :

(query)

k

number ($double) Défault value :

(query)

x0

number ($double) Default value -

(query)

yo

number ($double) Défault value :

(query)

prec

integer ($int32) Default value :

(query)



On-boarding case study: Schrodinger API
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catalogue.nidos.eu ¢

Resources Providers ¥ Helpdesk

Home > Resources > Schrodinger API

Schrodinger API

Service for advanced methods for solving of multidimensional time-independent Schrodinger equation.

AN as ax ar i i

User manual Terms of use Privacy policy. Access policy Training Helpdesk Monitoring

In many subdisciplines of computational molecular sciences, computational physics, chemistry, biology, materials science, exact treatment and analysis of a wide
variety of phenomena has to rely on rigorous quantum description of the underlying processes. Numerous phenomena taking place in the nano-world are inherently
quantum in nature. Their description and, more important, quantitative treatment, therefore, requires usage of the apparatus of quantum mechanics. The basic
paradigm of today’s "mainstream” quantum mechanics is the Schrodinger equation, which is considered as a "quantum analog” to the famous Newton's second law
equation in classical physics. The effort required to solve the Schrédinger equation is heavily dependent on the dimensionality and complexity of the problem itself
(e.g. the exact form of the Hamiltonian, number of the relevant degrees of freedom of the studied system etc.). Numerous methods have been proposed in the
literature to achieve the mentioned aim. However, the available codes are most often user-hostile, the procedures for computation and generation of relevant data are
non-standardized, and there is a clear lack of in-depth, thorough comparison of performances of various methods for solving the Schrédinger equation for various
purposes. The proposed service will provide user-friendly (as much as possible) computational platforms for solution of time-independent Schrédinger equation,
implementing several algorithms that uses the Hermite discrete variable representation technique (DVR) approach.

Resource organization Resource providers

ON-BOARDED ON-BOARDED

University Ss. Cyril and Methodius, Faculty of
Computer Science and Engineering

University Ss. Cyril and Methodius, Faculty of

(@) suroms mmesammmspmnst . )
/> ' Natural Science and Mathematics

Rudjer Boskovic 16, 1000 Skopje, North Macedonia (MK) Arhimedova bb, 1000 Skopje, North Macedonia (MK)

more more

Search

Edit in Agora
THEMATIC ON-BOARDED
Visaepauter , Ce. Kupua w Metoau|" 8o Ckonje
I OAKY/ITET 3A HHOOPMATHYKM HAYKM
W KOMMUYTEPCKO WHIKEHEPCTBO
Website
https://schrodinger.chem-api.finki.ukim.mk/
Readiness
TRL8
Domain

Natural Sciences
Subdomain

Chemical Sciences
Category

Development Resources Compute
Subcategory

Job Execution  APIs Repository/Gateway
Target users

Research Groups Students Research Projects
Researchers Research Organisations

Research Networks  Research Communities

NI¢OS

Europe



Registering a service in AGORA NI%OS

Europe
. .
* https: et.github.io/agora-s
. rnet.gitnun.l r
[ )] @ agora.nidos.eu ¢ L )] & agora.ni4os.eu ¢ M
m NI40S-Europe on-boarding dashboard m NI4C m NI40S-Europe on-boarding dashboard m NI40S - Agora Admin
R D | ERP.CLL1 - Scientific Domain
esources > Details Natural Sciences
ERP.CLI.2 - Scientific Subdomain
Chemical Sciences
Basic information ERRCLI3 - Category
Development Resources, Compute
ERPBALO-ID State
,. . ERP.CLI.4 - Subcat
SCHRODINGER Published pocateooy _
Job Execution, APIs Repository/Gateway
ERPBAL.1 - Name ERP.BAI.2 - Abbreviation ERPCLLS - Target Users
Schrodinger API
User EOSC ID
ERP.BAL3 - Resource Organisation
University Ss. Cyril and Methodius, Faculty of Computer Science and Engineering
Research Groups target_user-research_groups
ERP.BAI.4 - Resource Providers
University Ss. Cyril and Methodius, Faculty of Natural Science and Mathematics, University Ss. Cyril and Methodius, Faculty of Computer Science and Students target_user-students
ERPBALS - Webpage Research Projects target_user-research_projects
https://schrodinger.chem-api.finki.ukim.mk/
Researchers target_user-researchers
EOSC ID EOSC State
Research Organisations target_user-research_organisations
Research Networks target_user-research_networks
Research Communities target_user-research_communities
Marketing Information ERPCLLG - Access Type
ERPMRI.1 - Description »
Access Mode Description EOSC ID

In many subdisciplines of computational molecular sciences, computational physics, chemistry, biology, materials science, exact treatment and analy
quantum description of the underlying processes. Numerous phenomena taking place in the nano-world are inherently quantum in nature. Their descr Virtual The Resource is delivered through a virtual infrastructure that the use may access virtually through the web or an intranet. access_type-virtual

requires usage of the apparatus of quantum mechanics. The basic paradigm of today’s “mainstream” quantum mechanics is the Schrédinger equatio
Newton'’s second law equation in classical physics. The effort required to solve the Schrédinger equation is heavily dependent on the dimensionality .
Hamiltonian, number of the relevant degrees of freedom of the studied system etc.). Numerous methods have been proposed in the literature to achie
often user-hostile, the procedures for computation and generation of relevant data are non-standardized, and there is a clear lack of in-depth, thoroug
Schrodinger equation for various purposes. The proposed service will provide user-friendly (as much as possible) computational platforms for solutic
several algorithms that uses the Hermite discrete variable representation technique (DVR) approach.

ERP.CLI.7 - Access Mode

Access Mode Description EOSC ID

Free Users can freely access the Resource provided, registration may be needed. access_mode-free




Helpdesk registration

s Resources Providers ¥ Helpdesk

Home > Helpdesk

Helpdesk

v

* https://wiki.nidos.eu/index.php/NI40S_wiki#Helpdesk
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Defining service type in GOCDB
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ARGO AMS service.

ARGO MON service.

ARGO Ul service.

Agora Ul.

Enables federated access to an OpenlID Connect Relying
Party using login credentials managed by Identity
Provider(s) provided via configuration.

Enables federated access to a SAML Service Provider
using login credentials managed by Identity Provider(s)
provided via configuration.

API based thematic service.

Web based thematic services.

Cloud service APl interface.

Cloud service web interface.

Ul to the analytics generic service.

HPC User Interface (login, gateway node) machine.

The AAl service type.
Accounting service.
Agenda system.

Source code repository.
GOC DB Service.

ARGO monitoring instance.
ARGO API.

ARGO Web UL.

Service Catalogue service.
Support/helpdesk service.
Training platform.

Project web site.

Project wiki pages.

Data repository.
Publication repository.
XML service type.
Prediction tool.

GOCDB
5.74

© My Resources

o Projects

o NGls

o Sites

o Service Groups

© Services

o Scopes

© Role Action Map
Add

o Add Site

© Add Service Group
o Add Service

© Add Downtime
Downtimes

© Active & Imminent
© Downtime Calendar
About GOCDBS

< Doc, Help & Support
GOCDB Admin

Add NGI

Add Project

Move Service
Move Site

Scopes

Service Types
Users

6 06 0 6 0 o o

Search

Services

All Services in GOCDB

Service Smpes:‘ Service Scopes

Service Extension Name: (none) B Extension Value:

Filter (clear)

Service Type:| Service Types v | Nkt

Search for text in Hostname or Service Description:

Production Service: _(all) Monitored Service: (all) Site Certification: (all)

v | Scope match: all (selected tags are AND'd) B

Include Closed Sites: | Filter Services |

‘ 11 Services  (Showing 1 - 50)

Hostname ¢ Service Type
agora.ni4os.eu euni4os.ops.services
dream.ipb.acrs euni4os.appweb
eewrc-las.cyl.ac.cy euni4os.appweb
events.ni4os.eu euni4os.ops.agenda
hadoop.ipb.ac.rs eu.ni4os.data_analytics.ui
openstack finki.ukim.mk eu.ni4os.cloud.web
real-eod.mtak hu eu.ni4os.repo.publication
real-phd.mtak hu eu.ni4os.repo.publication
training.ni4os.eu eu.ni4os.ops.training

%%Q%%%%%%g

g

§

CCCCCCeC

Host Site @ Scope(s)

GRNET iNKOS-Em )
P8 |NI40S-Europe

(8] |NI405-Europe

ORNET  [WeosEwoe ]
-
UKIM ;NNOS'E“’ON 4[
M [wosuwope ]
UKIM ENMOS-EIKOPO /l

Europe



https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=119
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=118
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=117
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=120
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=123
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=122
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=98
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=97
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=113
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=112
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=116
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=99
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=100
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=124
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=109
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=101
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=102
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=103
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=115
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=114
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=104
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=105
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=108
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=106
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=107
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=110
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=111
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=125
https://gocdb.ni4os.eu/portal/index.php?Page_Type=Admin_Service_Type&id=121

Monitoring

< > [ )] & argo.nidos.eu ¢ [ﬁ + B8

= Home Contact ni4os - Critical M

Home / Dashboard / ni4os - Critical / UKIM

—Select Qouréroué -

Auallabity Retiabilty e s ~

99.91 99.91
I Availabiity I Reliability
1000

O critical: 0
O Missing : 0
’ Ook:12
O Unknown : 0
0 h Warning: 0

o 0P 0 oM @ 9P 0P 0% 97 0% 9 0 9P o7 9P 0P 9P 0 0¥ P 0

8

8

Lost Status Checks

Show entries Search: Show entries Search:

Endpoint (Group) Metric Timestamp Site Type Start (UTC) End (UTC)
m UKIM (training.ni4os.eu) generic.http.connect 2022-10-14T16:03:20Z Q No data available in table
m UKIM (webinar.ni4os.eu) generic.http.connect 2022-10-14T16:02:27Z Q Showing 0to 0 of 0 entries Previous Next
[ ok ] UKIM (aqffinki.ukim.mk) generic.http.connect 2022-10-14T16:02:26Z Q
m UKIM (schrodinger.chem-api.finki.ukim.mk) generic.http.connect 2022-10-14T16:02:13Z Q
m UKIM (gocdb.nidos.eu) generic.http.connect-gocdb 2022-10-14T16:01:21Z Q
m UKIM (gocdb.ni4os.eu) generic.tcp.connect 2022-10-14T16:01:03Z Q

C ight 2022 - ARGO
ARGO is a service jointly developed and maintained by CNRS, GRNET and SRCE co-funded by Ni4OS project (Horizon 2020) under Grant number 857645. - OPYrig!



Accounting

https://accounting.ni4os.eu/dashboard

Accounting Data

Resources ~

Applications API ~

NI140S Accounting Data

Compute Data Cloud Data Storage Data Repository Data

Number of workflows

07-2022 10-2022

Application

Filter records: [sch

application 4 07-2022 08-2022 09-2022 10-2022
Schradinger API 0 0 17 0
Showing 1 to 1 of 1 entries (filtered from 97 total entries) CSV Excel

webscience usage by Application and Date

450
400
350

:\ $ _— - e —— 3

07-2022 08-2022 09-2022 10-2022
B 3DGEOEX M 3DINV M 3DVAR_WRF M ACIQLife M ArmWRF B ASNET-AM Cloud M AT1R M AUTH_WRF371M_EUR0.44 I AutoGR M BioMoFS M BRING-MD M BS| M BVL
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core

Recently on-boarded resources

Digital Repository of Georgian
Scientific Works

RADaR - Digital Repository of
Archived Publications of the

RiVeC - Repository of the
Institute for Vegetable Crops

NI140OS-Europe
On-boarding dashboard
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