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Repozitar N TK |

Nérodni technicka knihovna
National Library of Technology

Informacni systém, ktery umoznuje vkladani, bezpecné ulozeni, identifikaci,
spravu, vyhledavani a pristup k digitalnim objektum (digitalnimu obsahu)

Digitalni obsah — z praktickych ucelu délime na dokumenty a data —
dokumentove a datove repozitare

Vkladani — rucni nebo z jiného systemu
Bezpecné ulozeni — jistota, ze ulozeny obsah nebude degradovan

|dentifikace — objekt dostane perzistentni identifikator / url, které plati
,2naveky”

Sprava — pristupova prava, moznost smazat objekt (ve vyjimeCnych
pripadech). Digitalni objekt muze byt privatni (embargo) s tim, ze v
budoucnosti muze dojit k jeho zverejnéni

Pristup — se znalosti perzistentniho identifikatoru/url Ize objekt kdykoliv ziskat
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Digitalni repozitar
Univerzity Karlovy

A Digitalni repozitaF

3. Iékarska fakulta Kvalifikacni prace ~ Zobrazit zaznam

Tézké komunitni pneumonie: charakteristika nemocnych a
spolehlivost skérovacich systému

Severe community-acquired pneumonia: Patient characteristics and reliability of the
scoring systems

dizertaéni prace (OBHAJIENO)

Autor

[EES———
) —as b

Barto$, Hynek
Vedouci prace

DZupova, Olga
Dureratni price

Oponent prace

Kieslichova, Eva
Roznovsky, Ludék

Fakulta / soucast

3. lékarska fakulta

Zobrazit/otevfit Obor
I Text prace (1.193Mb)

B Abstrakt (100.2Kb)

I Abstrakt (anglicky) (86.88Kb)
I Autoreferat (365.1Kb)

I Posudek vedouciho (1.089Mb)

Preventivni medicina a epidemiologie

Katedra / Gstav / klinika
Klinika infek¢énich nemoci 3. LF UK a FNB

Datum obhajoby

June1,2020 [ osse [ oven oces

COVID 19 SARS COV?2 targets and
small molecule data including insilico
analysis

Girinath G. Pillai; Ambili Unni; Vijay Kamath
Welcome to the repository for the COVID-19 research data
Corresponding Author: Girinath G. Pillai and few experts
Co-authors: Team of experts, scholars and students

To join dedicated Slack Discussion : https:/join.slack.com/t/nyroindia/shared_invite/zt-ejes216c-
QZzEK_G5tNKljewbVj2IPA

We commit to conduct research analysis and all the findings and data will be open and anyone can
use or help us improve the data.

The parameters for checkpoints are:

A) Pharmacophore Modelling - i) generate pharmacophore reference maps from XRay crystal
geometry, ii) Generate all possible conformers of the dataset molecules for screening.

B) Virtual Screening - i) highest docking score within the dataset, ii) lowest clashes (interligand or
intraligand), iii) interactions with key amino acid residues based on literature reports, PROSITE server
and pocket finding algorithm like DoGSite or CASTp iv) optimal LE values and v) satisfactory
interactions between small molecules and amino acids.

C) Selection - i) binding affinity range predictions, lowest among the dataset, ii) free binding energy
calculation considering desolvation terms, lowest among the dataset and iii) torsion analysis -
coverage of bonds in CSD database.

D) Optimization - i) pharmacokinetic properties to be generated from selected hits and an optimal
balance of properties to be considered for candidate selection criteria.

E) For novel lead molecules - i) chemical space exploration on building blocks could be carried out, ii)
on-demand synthesis and procurement.

If you prefer you could always cite https://github.com/giribio/COVID19
Feel free to create any issues in Github or feel free to contact me via Slack for any queries.

Thanks and let us fight against COVID-19 in all possible ways.

Preview v

[ COVID19-v0.11.zip x

@ giribio-COVID19-dc40053

o &m .github
= @8 ISSUE_TEMPLATE
= [ bug_report.md 834 Bytes
= [ feature_request.md 595 Bytes
o [ LICENSE 7.0 kB
o @ MLmodel
= [ README.md 473 Bytes
o (Y README.md 1.8 kB
o [ _config.yml 28 Bytes
o @@ dockrepurp
= (Y README.md 776 Bytes
o @ molecules
= (Y README.md 804 Bytes
o @ proteins
= [ README.md 1.7 kB

= [ bindingAA_6LU7.txt 527 Bytes

907 15

@ views & downloads

See more details...

Available in

GitHub

Indexed in

OpenAlRE

Publication date:
June 1, 2020

DOL:

Keyword(s):

Related identifiers:
Supplement to
https://github.com/giribio/COVID19
/tree/v0.11

Communities:
Coronavirus Disease Research
Community - COVID-19
Zenodo

License (for files):
(& Other (Open)

Versions

Version v0.11 Jun 1, 2020
10.5281/zenodo.387
2006

Cite all versions? You can cite all versions by
using the DOI 10.5281/zenodo.3872005. This
DOl represents all versions, and will always
resolve to the latest one. Read more.

Share
Cite as



Jak vyhledavat v repozitari?

 Dokumentove repozitare — pomerne
jednoduché, nastroje pro indexaci textu
mame

« Datové repozitare — jak vyhledat
nasledujici datovy objekt?

. Reseni: extra metadata, automaticky
extrahované nebo vlozené Clovekem

NTK

50°6'14.083"N, 14°23'26.365"E
Narodni technicka knihovna
National Library of Technology

Source: https://www.horiba.com/



Digitalni repozitar
Univerzity Karlovy

Home Products Services Resources

A Digitalni repozitaf UK ERET S ERELUNE] Kvalifikacni prace  Zobrazit zaznam

Tézké komunitni pneumonie: charakteristika nemocnych a
spolehlivost skérovacich systému

Severe community-acquired pneumonia: Patient characteristics and reliability of the

scoring systems
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B Abstrakt (100.2Kb)
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Bartos, Hynek
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Vedouci prace

DZupova, Olga

Oponent prace

Kieslichova, Eva
Roznovsky, Ludék
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Obor

Preventivni medicina a epidemiologie

Katedra / Gstav / klinika
Klinika infek¢énich nemoci 3. LF UK a FNB

Datum obhajoby

National Centers for
Environmental Information

NATIONAL OCEANIC AND ATMOSPHERIC ADMINISTRATION

News About Contact

NOAA Global Surface Temperature Dataset, Version 4.0

NOAAGIlobalTemp v4.0

i

Annual Mean

Anomaly Time
Series and Trends
for 1995-2014:
Version 4.0.0 versus

Version 3.5.4

The NOAA Global Surface Temperature Dataset
(NOAAGlobalTemp) is derived from two independent analyses:
the Extended Reconstructed Sea Surface Temperature (ERSST)
analysis and the land surface temperature (LST) analysis using
the Global Historical Climatology Network (GHCN) temperature
database. The data is merged into a monthly global surface
temperature dataset dating back from 1880 to the present,
updated monthly, in gridded (5 degree x 5 degree) and time
series formats. This data set is used in climate monitoring

assessments of near-surface temperatures on a global scale. The

Show more...

Access i Time & Location : Documentation

Time Period

Spatial Bounding Box
Coordinates

Spatial Coverage Map

Description  Credit

1871-01 to Present (time interval: 1-month)

West: -180.0
East: 180.0
South: -90.0
North: 90.0

MapaSatelitni

e

Keywords

Constraints

Dataset Citation
Dataset Identifiers

I1SO 19115-2 Metadata

Lineage




NOAR National Centers for
Environmental Information

Metadatovy model

Home Products Services Resources News About Contact

e Defin Uj e, ja ka metadata m aj i b)I/t NOAA Global Surface Temperature Dataset, Version 4.0
spojena s digitalnim objektem (tfeba NOAAGlobalTermp v4.0
a UtO r, éaS y g eog rafi Cké I O ka ce y typ ) /W The NOAA Global Surface Temperature Dataset Dataset Citation

(NOAAGlobalTemp) is derived from two independent analyses: Dataset Identifiers

p‘r’. I’StrOj e ’ n a kte ré m byl a d ata N = the Extended Reconstructed Sea Surface Temperature (ERSST) 1SO 19115-2 Metadata

analysis and the land surface temperature (LST) analysis using

& 4
n a m e re n a ) AnnualMean the Global Historical Climatology Network (GHCN) temperature

Anomaly Ti
romay Time database. The data is merged into a monthly global surface -

. . J . series and Trends temperature dataset dating back from 1880 to the present,
¢ D efl n UJ e y kte ra m eta d ata J SO u for1995-2014: updated monthly, in gridded (5 degree x 5 degree) and time

Version 4.0.0 versus . . . . . o
series formats. This data set is used in climate monitoring

pOVi n n é a j a kyC h m O h O u n a byvat version 3.5:4 assessments of near-surface temperatures on a global scale. The
hodnot

Access i Time & Location :Documentation Description Credit Keywords Constraints Lineage

Y U m Oi ﬁ uj e jej i Ch Va I id a Ci Time Period 1871-01 to Present (time interval: 1-month)

Spatial Bounding Box West: -180.0
Coordinates East: 180.0

« Zarucuje vyhledatelnost a strojovou ot
zpracovatelnost zaznamu g




CARDS N TK

Nérodni technicka knihovna
National Library of Technology

« Odborné metodické pracoviste pro metadatovou podporu

« Narodni centrum pro perzistentni identifikatory
« ORCID, DOI, ISSN, ROR

 PNG a centralni vyhledavac



Odborné metodické pracovisté pro metadatovou podporu NTK

Nérodni technicka knihovna
National Library of Technology

Poskytuje metodickou podporu pro datové repozitafe v CR

Definuje zakladni metadatovy model pro popis vyzkumnych dat
* Nutny pro napojeni repozitafe do NMA a dalSich repozitaru
* Vychazi z existujicich mezinarodnich standardu

Spolupracuje s veédnimi obory a zarucuje, ze metadatove modely v datovych
repozitarich jsou vzajemné konzistentni, je zajiStena interoperabilita a
kompatibilita s FAIR principy

Poskytuje testovani, konzultace, podporu pri implementaci metadatovych
modelu v konkrétnich repozitarich

Odpovida za pilotni provoz a dalSi rozvoj Narodniho katalogu repozitaru
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Narodni katalog repozitar NTK

Nérodni technicka knihovna
ooooooooooooooooooooooooooo

registr poskytujici prehled o existujicich repozitarich a jejich parametrec
« evidence metadatovych schémat, slovniku a ontologii v repozitarich
znalostni baze, dokumentace k repozitarim

adresar zdroju pro NMA

 adresar/dtb relevantnich zdroju, ze kterych by se méla indexovat
metadata do NMA

podklad pro praci metadatove podpory pri CARDS
technické informace k moznostem harvestovani
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Narodni centrum pro perzistentni identifikatory: 2023

ofthers

« Metodicka podpora prace s PIDs (NTK)
« Financni podpora na Clenské poplatky ORCID a DataCite (NTK)
« Technicka podpora (e-Infra)

12
www.identifikatory.cz



http://www.identifikatory.cz/

Narodni centrum pro perzistentni identifikatory NTK

50°6'14.083"N, 14°23'26.365"E
Narodni technicka knihovna
National Library of Technology

Narodni centrum ORCID

21 instituci
ZaCatek 1. 6. 2023
orcid@techlib.cz

Pokud vasSe instituce neni zapojena a rada by, kontaktujte nas

Narodni centrum DOI (DataCite)

ROR

7 instituci

ZaCatek 1. 6. 2023

V ramci €lenstvi v DataCite Ize pfidélovat kromé DOI i IGSN (International Generic Sample Number)
doi@techlib.cz

Pokud vasSe instituce neni zapojena a rada by, kontaktujte nas

VétSina Ceskych instituci by jej méla jiz mit, v€etné poskytovatelu financi

Casem i dal$i identifikatory
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