Zdroje informaci g,




Teorie déleni zdroju informaci |

® Primarni zdroje
O Predstavuji Ctenafi originalni
myslenky nebo vysledky
O  Prvni misto, kde védec
publikuje své zavéry
O Napfr. védecke Clanky,
zaveéreCné prace, patenty, ...




Teorie déleni zdroju informaci |l

® Sekundarni zdroje

O  Shrnuji a zjednodusuiji vysledky
primarni literatury

O

VyZaduji dodateCnou praci

O

Méné aktualni nez primarni zdroje
O Napf. ucebnice, review,
popularizacni ¢lanky, monografie,
bibliografické databaze




Teorie déleni zdroju informaci Il

e Terciarni zdroje
o Shrnuji informace z primarni
a sekundarni literatury
o Sjednocuji podobu dat z
rdznych zdroju
o Napr. Encyklopedie,

Wikipedie, odborné
databaze, ...



Zdroje informaci pro nové téma |

e Kdyz zacinam pracovat na bakalarce
mam pred sebou (zpravidla) zcela nové
téma

4

e Jak postupovat, abychom se v tématu
zorientovali?



Zdroje informaci pro nové tema |l

® Na pocatku prace s novym tématem je treba nejdrive se v
problematice zorientovat
e Pak teprve prichazi na radu vedecké clanky
O Nepokousejme se pochopit neznamé téma rovnou z
vedeckych ¢lanku

Pochopitelnost textu

“VVédecka hodnota”




Zdroje informaci pro noveé tema lll
1. Krok

1 - Ucebnice
- Wikipedie
5 - Zaveérecné prace
1. Krok
- Reviews
- Odborné knihy
1. Krok
- Vedecké clanky



Zdroje informaci a role internetu |

® \/etSina vySe zminénych
primarnich, sekundarni i
tercialnich zdroju je dostupna na
internetu

® Co dalSiho nam internet muze
poskytnout? \M




Zdroje informaci a role internetu |l

1. Socidlni sité
- ResearchGate, Twitter

1. Diskuzni fora a Q&A websites

- Stack Overflow, ResearchGate, ...
1. Technicka dokumentace
- Navody pfistroju, programy, programovaci jazykyj, ...
1. Tutorialy a vyukové materialy
- YouTube, stranky specializované na vyuku (napf. biologie)

1. Chatboty
BingBot, Chat GPT, ..

1. Dalsi
- Wikipedie, zdrojové kody, ...



Zdroje informaci a role internetu Il

Nemuzeme je (vétSinou)citovat, ale hodné nam
usnadnup praci

GltHub

https://compeau.cbd.cmu.edu/online-education/rosalind/ (22.6.2022)



https://compeau.cbd.cmu.edu/online-education/rosalind/

Wikipedie jako zdroj informaci |

® Nelze ji citovat jako zdroj ve védecké
praci

@ [dealni pro seznameni se zcela
neznamym tématem

O  Velké mnozstvi zpracovanych
temat

O Snadno pochopitelné

O  Je treba ovérovat informace, které
jsou v ni uvedeny (zlaté pravidlo
prace s informacemi)




Wikipedie jako zdroj informaci |l

Clanek Diskuse Cist Editovat Editovat zdroj Zobrazit historii | Hledat na Wikipedii Q

Grafen

Grafen je supertenka forma uhliku strukturou podobna grafitu, jeden z nejpevnéjsich znamych materialt na svéts.[I Na vysku
ma pouze jeden atom a je pruhledna, v disledku této de facto 2D struktury ma také nékteré zvlastni fyzikaini viastnosti.

Obsah [skiyt]
1 Historie
2 Popis
3 Vlastnosti
4 Chemickeé varianty

5 Odkazy
5.1 Reference

Struktura grafenu

https://cs.wikipedia.org/wiki/Grafen
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Wikipedie jako zdroj informaci |l

Article  Talk Read Edit View history | Search Wikipedia Q

Graphene

From Wikipedia, the free encyclopedia

Graphene (/' greefi:n/l')) is an allotrope of carbon consisting of a single layer of atoms arranged in a two-dimensional
honeycomb latticel?®! nanostructure.[l The name is derived from "graphite” and the suffix -ene, reflecting the fact that the
graphite allotrope of carbon contains numerous double bonds.

Each atom in a graphene sheet is connected to its three nearest neighbors by a o-bond, and contributes one electron to a
conduction band that extends over the whole sheet. This is the same type of bonding seen in carbon nanotubes and polycyclic
aromatic hydrocarbons, and (partially) in fullerenes and glassy carbon.[®I] These conduction bands make graphene a
semimetal with unusual electronic properties that are best described by theories for massless relativistic particles.lz] Charge

carriers in graphene show linear, rather than quadratic, dependence of energy on momentum, and field-effect transistors with
graphene can be made that show bipolar conduction. Charge transport is ballistic over long distances; the material exhibits Graphene is an atomic-scale &1
large quantum oscillations and large and nonlinear diamagnetism.[”! Graphene conducts heat and electricity very efficiently hexagonal lattice made of carbon
along its plane. The material strongly absorbs light of all visible wavelengths, €19 which accounts for the black color of graphite: 1™

yet a single graphene sheet is nearly transparent because of its extreme thinness. The material is also about 100 times

r4nwr441

https://en.wikipedia.org/wiki/Graphene
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Chatbot jako zdroj informaci |

® Novy zpusob jak ziskavat a pracovat s
informacemi Ci grafikou

® Je treba se s chatboty naucit pracovat

e Musime byt opatrni a pristupovat k jejich
vysledkum kriticky

File:Bing New Logo.png - Wikimedia Commons, File:Google Bard logo.svg
- Wikimedia Commons, ChatGPT — Wikipedie (wikipedia.org)
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https://cs.wikipedia.org/wiki/ChatGPT

Silver nanoparticles are nanoparticles of
silver that are between 1 nm and 100 nm

C h atbot ja ko Zd roj i nfo rm aCI' I I in size. While frequently described as
being 'silver’, some are composed of a
large percentage of silver oxide due to
their large ratio of surface to bulk silver
atoms. Numerous shapes of nanoparticles
can be constructed depending on the

e Jak nam muze chatbot pomoci? application at hand '

Is there anything specific you would like to
know about silver nanoparticles?

o Pomoc se zakladni orientaci v

Dalsi informace:
nOVém tématu 1. en.wikipedia.org

2. degruytercom = +1dalsi

o ldentifikaci zajimavé literatury
(napfr. védeckych ¢lanka) () [ Opakovat jenom pro tuto strénk. |

| What are the applications of silver nanoparticl... |

| How are silver nanoparticles synthesized? |

| What are the properties of silver nanoparticles? |




Chatbot jako zdroj informaci |l

e Jak nam muze chatbot pomoci?

o Eliminuje “problém nepopsaného
papiru”
e Dava nam néjaky surovy
text, na kterém muzeme
dale pracovat

Silver nanoparticles (AgNPs) have unique
optical, electronic, and antibacterial
properties and have been widely used in
biosensing, photonics, electronics, and
antimicrobial applications ' . The biocidal
activity of AgNPs depends on their size,
shape, and surface coatings. Recently,
AgNPs have gained increased attention
because of their therapeutic applications,
such as their promising role as anticancer
agents ' .

There are many routes for the synthesis of
silver nanostructures which can be
categorized as chemical methods, physical
methods and biological methods.
Chemical methods for the syntheses of
silver nanostructures can be subdivided
into chemical reduction, electrochemical

techniques, irradiation-assisted chemical
methods and pyrolysis. Physical methods

do not involve toxic chemicals and usually
have fast processing time. Such methods
include physical vapor condensation, arc-




Chatbot jako zdroj informaci V

e Je treba naucit se chatbota
spravne ptat
e Otazka: Silver nanoparticles

Silver nanoparticles are nanoparticles of
silver that are between 1 nm and 100 nm
in size. While frequently described as
being 'silver’, some are composed of a
large percentage of silver oxide due to
their large ratio of surface to bulk silver
atoms. Numerous shapes of nanoparticles
can be constructed depending on the

application at hand ' .

Is there anything specific you would like to
know about silver nanoparticles?
Dalsi informace:

1. en.wikipedia.org

2. degruyter.com = +1dalsi




Silver nanoparticles (AgNPs) have unique
optical, electronic, and antibacterial

. LI 4 roperties and have been widely used in
ChatbOt Jako Zd rOJ Info rmaCI VI Eio_fensing, photonics, electr‘oniis, and
antimicrobial applications ' . The biocidal
activity of AgNPs depends on their size,
shape, and surface coatings. Recently,
AgNPs have gained increased attention

Py J e -tFe ba n a u é i-t S e C h a-t bo-ta S p ra’vn é because of their therapeutic applications,

such as their promising role as anticancer

pta’.t agents ' .
There are many routes for the synthesis of

o Ota,z ka: Ove rVi eW Of Sl Iver silver nanostructures which can be

categorized as chemical methods, physical
. . . methods and biological meihods.
nanopartICIeS (SyntheSISl propertleS; Chemical methods for the syntheses of
. . silver nanostructures can be subdivided
a p p I I Cat I O n S) into chemical reduction, electrochemical
techniques, irradiation-assisted chemical
methods and pyrolysis. Physical methods
Daléi informace: do not involve toxic chemicals and usually
have fast processing time. Such methods

1. sciencedirect.com 2. hindawi.com include physical vapor condensation, arc-

discharge, energy ball milling method and

3. sciencedirect.com direct current (DC) magnetron sputtering
1



ChatbOt Jako Zd rOJ |nf0rmaC|, VI I Vitejte zpét! O ¢em chcete chatovat?

KdyZz mam tfi oranzové mrkve, dvé ¢ervena
rajcata, tfi zelené okurky, dvé zelené tfesné

® Je treba si ovérovat informace, a pét bilych dyni, kolik mém zelené
, , ;s zeleniny?
které nam chatbot dava ’

Mate celkem pét zelenych zelenin - tfi
zelené okurky a dvé zelené tieiné. @

@ | Opakovat jenom pro tuto stranku. ‘

| Kolik mam celkem zeleniny? ‘

| Kolik mam bilé zeleniny? |

| Kolik mam oranzové zeleniny? |



Vyhledavani vedeckych publikaci v budoucnosti

- gﬁ@ ELSEVIER Academic & Government
4@ josef pacal - 2nd + Follow e
:£ Co-Founder @ Read Wonders | Science Access |Falling ...
View my services
3w e @

Who does the work, does the learning...

Wonders is featured on There's An Al For That this week. I'm proud that our
app is starting to see recognition by researchers & teams to dramatically
speed up your research process while guiding you through best practices.

Our Al workspace leaves YOU in the driver's seat. G e n e rC]t I Ve AI G n d
Al is a creative partner that helps YOU be your best self at each step, not S C I e n Ce D I re Ct

something that does all your work and misleads you with hallucinations
along the way.

ScienceDirect is working together with the research

Please consider supporting us by bookmarking & leaving your review here: community to understand how GenAI can he"p its customers
and individual researchers achieve their research goals.
Wonders Pro - Scientific research insights - TAAFT

p—r o _
e theresanaiforthat.com
cCe 0 1 comment - 1 repost
Wonders — The Al Research Workspace https://www.elsevier.com/about/press-releases/elsevier-
(readwonders.com) takes-scopus-to-the-next-level-with-generative-a

(30. 9. 2024) (30. 9. 2024)
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Vedecky Clanek jako zdroj informaci |

® Primarni zdroj
O  zakladni zdroj informaci pro védce i pro
studenty
® Védecké slanky maji rdiznou kvalitu a
dostupnost
O  Zasadni otazky:
1. Kde hledat vedecké
¢lanky?
2 . Jak se dostat k védeckym
élankdim?
3. Jak posoudit kvalitu
védeckého Clanku?

A



Kde hledat védeckeé Clanky?

O Pokud neznate presny nazev clanku je obtizné jej najit pomoci
vyhledavace
O Bibliografické databaze
e Napr. Web of Science, Scopus, Google Scholar
® Vice viz. prednaska “Bibliografické databaze”

Ecopus Google ©

WEB OF SCIENCE

https://library.ceu.edu/new-database-scopus/, https://www.journal-
publishing.com/blog/google-scholar-not-find-research-paper/ (13.9.2022)



https://library.ceu.edu/new-database-scopus/
https://www.journal-publishing.com/blog/google-scholar-not-find-research-paper/
https://www.journal-publishing.com/blog/google-scholar-not-find-research-paper/

Jak se k védeckym clankum dostat?

1. Pres instituci, které madany 3
casopis zaplaceny
e Napr. VPN univerzity
1. Open Access
e Nejjednodussi 4.
moznost
e Rapidni narast ¢lankd

Pres autora clanku

Casto dostupné na RG
Lze autorovi napsat mail

Piratské zdroje

Napr. Sci-Hub
Nepouzivat !!!!



VPN UPOL

e Je treba jejjednorazové nastavit na pocitaci

e Pakuzjejjen “zapiname” a “vypiname” podle potreby

e Navod dostupny pro vSechny typy OS
Kategorie:Navody pro pripojeni k VPN — wiki UP

Kategorie Diskuse Cist Zobrazit zdroj Zobrazit historii | Hledat na wiki UP Q

0 Népovéda

Kategorie:Navody pro pripojeni k VPN

Zde naleznete seznam navodu pro pfipojeni k siti VPN:

Hiavni strana

Posledni zmeny Stranky v kategorii ,Navody pro piipojeni k VPN*
Nahodna stranka . i ) i i .
Napoveda k MediaWiki Zobrazuje se 20 stranek z celkového poctu 20 stranek v této kategorii.

e Pripojeni VPN pro iOS 11 « Pripojeni VPN pro Windows 7
Nastroje N e . ST X

* Pripojeni VPN pro iOS 9 « Pripojeni VPN pro Windows 7/cs
Odkazuje sem
S e’“ci i * Navod na zmenu hesla « Pripojeni VPN pro iOS 9/cs « Pripojeni VPN pro Windows 8
Nagéist soubor */Navod nazmenu hesla/cs  Pripojeni VPN pro Windows 10 * Pripojeni VPN pro Windows 8/cs
Specialni stranky * Pripojeni VPN na Mac OS X « Pripojeni VPN pro Windows 10/cs « Pripojeni VPN na macOS Sierra
Verze k tisku * Pripojeni VPN na Mac OS X/cs « Pripojeni VPN pro Windows 11 « VPN pro Ubuntu 20.04 LTS
ey iz * Rapojeni' VEN proAndroid  Pripojeni VPN pro Windows 11/cs ¢ Zmena adresy serveru VPN ve Windows 10

Informace o strance « Pripojeni VPN pro Android/cs


https://wiki.upol.cz/upwiki/Kategorie:N%C3%A1vody_pro_p%C5%99ipojen%C3%AD_k_VPN

Jak poznat kvalitu veédeckého clanku? |

Ne vSechny Je treba umet
védecke Clanky posoudit kvalitu
jsou stejne kvalitni veédeckeho Clanku



Jak poznat kvalitu védeckeho clanku? |l

O Impact faktor

® ukazatel prumérného poctu citaci daného ¢asopisu za dané obdobi
(2 roky, 5 let atd.)

® Déli Casopisy do kvartilt
® napr. Q1 (25 % nejlepSich ¢asopisu)
O Article influence score

® Zohlednuje zda byly dané Clanky citovany a v jak moc dobrych
casopisech



Jak poznat kvalitu vedeckeho Clanku? Il

O H-index autora
® Udava kolik ¢lanku autora dosahuje citovanosti vySSi nez je
poradové Cislo Clanku podle poctu citaci
® napri. H-index = 30 (autor ma 30 ¢lanku, které maiji alespon 30
citaci)
® Velmi zavislé na oboru autora (chemie x matematika)



Zdroje informaci - shrnuti

® Mame primarni, sekundarni a terciarni zdroje
® Kazdy typ je vhodny na néco jiného a v jiné fazi studia problému

® Ustfednim zdrojem informaci pro nas jsou védecké &lanky (pfipadné odborné
studie, monografie)

® “Pomocné” zdroje necitujeme, ale platnost informaci z nich si oveérujeme ve
védeckych Clancich / primarni literature



Bibliografické databaze a
pokrocCilé vyhledavani




SciFinder

Slouzi k hledani
Iiteratury,
chemickych

struktur |
samotnych dat

Databaze ve vedé

Odborné databaze '

e Obsahuji samotna
data
o napr. hustotu,
spektra, bod varu
bod tani, IC50,

: ]

Bibliografické databaze

e Slouzi k hledani literatury
(Clanku)

e Vvice viz Licence a prace
S daty z internetu




Bibliografické databaze - uvod |

e Slouzi prevazne k ziskani informaci o existenci a dostupnosti
daného literarniho zdroje
o Knihy, védecké clanky
® Lze z nich dostat predevsim informace:
O Nutné k citovani (nazev, autor, ¢asopis, ...)
O Abstrakt clanku
e Zpravidla neobsahuji plné texty dokumentu !!!

https://www.svkhk.cz/Pro-verejnost/Pruvodce-knihovnou-a-informacemi/Modul-4--Vyhledavani-v-
databazich/4-1--Charakteristika-databazi/4-1-1--Jak-se-databaze-deli-.aspx (13.9.2022)



https://www.svkhk.cz/Pro-verejnost/Pruvodce-knihovnou-a-informacemi/Modul-4--Vyhledavani-v-databazich/4-1--Charakteristika-databazi/4-1-1--Jak-se-databaze-deli-.aspx
https://www.svkhk.cz/Pro-verejnost/Pruvodce-knihovnou-a-informacemi/Modul-4--Vyhledavani-v-databazich/4-1--Charakteristika-databazi/4-1-1--Jak-se-databaze-deli-.aspx

Bibliografické databaze - uvod Il

it (Seopus Google

scholar

Pub.@ed

https://cs.wikipedia.org/wiki/PubMed, https://blogs.canterbury.ac.uk/library/web-of-science/, https://library.ceu.edu/new-database-scopus/ ,
https://asreview.nl/blog/tools-that-work-well-with-asreview-google-scholar-button/ (13.9.2022)

WEB COF SLIENCE
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https://asreview.nl/blog/tools-that-work-well-with-asreview-google-scholar-button/

Vyhledavani za pomoci Al - Inciteful

‘x.?\ ITnciteful Hep W Follow Paper title, DOI, PubMed URL, or arXiv URL a

Tools to help you
accelerate your research

Build a network of academic papers and we'll analyze the Select two papers and we will show you how the literature

network to help you discover the most relevant literature. connects them together.

Search for the title of a paper to get started. Paper title, DOI, PubMed URL, or arXiv URL

Paper title, DOI, PubMed URL, or arXiv URL Q ] ]
Bl Paper title, DOI, PubMed URL, or arXiv URL

or Import BibTeX file
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e Operator OR
o Vysledek vyhledavani
musi obsahovat
alespon jeden z vyraz(

O Napr. auta nebo
motorky

https://www.informacnigramotnost.cz/and-
or-not-booleovske-operatory-ve-
vvhledavani/ (21.9.2022)
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Pokrocilé vyhledavani - Operatory |l

e Operator NOT
o Slouzi pro vylouceni

urcité skupiny

L

vysledku
O Napfr. jen auta

%

L

https://www.informacnigramotnost.cz/and-
or-not-booleovske-operatory-ve-
vvhledavani/ (21.9.2022)

L
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Pokrocilé vyhledavani - Bibliografické databaze

‘ Dotaz 1 + operator + dotaz 2 + operator + ...dotaz n

e Pr. Operatory ve WoS

All Fields v Example: liver disease india singh 1 . dOtaZ

All Fields ¥ || Example: liver disease india singh 2 dOtaZ

‘ + Addw\-i- Add date range ‘ Advanced Search
oo | D

Operator



Bibliografické databaze - shrnuti

e Existuje rada databazi, které nam umoznuji efektivné hledat
vedecké clanky

e Krome samotnych clanku poskytuji tyto databaze také radu
informaci o relevanci daného clanku

e Bibliografické databaze zpravidla neobsahuiji plné texty ¢lanku
o Je dobré mit VPN

® Pro zvysenirelevance nachazenych vysledku je dobré pouzivat
logické operatory



Bibliografické databaze - shrnuti

3

3

3

3



Bibliografické databaze - shrnuti

WoS Scopus Google
Scholar
Volny pfistup Ne’ Ne* Ano
Zameéreni VSeobecné @ VSeobecné | VSeobecné
Dostupné Ne Ne ObcCas
Clanky v DB
Kontrola ANo ANno Ne
kvality

"Musim se nejdrive prihlasit jako student UPOL

PubMed

Ano
“Bio vedy”
Obcas

Mozna



Databaze SciFinder

Chemical Abstracts Service logo - Chemical

Abstracts Service - Wikipedia (26.2. 2024)



https://en.wikipedia.org/wiki/Chemical_Abstracts_Service#/media/File:Chemical_Abstracts_Service_logo.svg
https://en.wikipedia.org/wiki/Chemical_Abstracts_Service#/media/File:Chemical_Abstracts_Service_logo.svg

Databaze ve védé ciFinder

e Slouzi k hledani
Odborné databaze ' literatury,
e Obsahuji samotna chemickych
struktur i

data

o napr. hustotu,
spektra, bod varu
bod tani, IC50,

samotnych dat

4

Bibliografické databaze

e vice viz Licence aprace @ Slouzi k hledani literatury
s daty z internetu (Clank()
e Vice viz Bibliografické databaze



SciFinder | CAS Z:: scifinder”

SciFinder

A

Chemickeé
odborné

Bibliografickeé
databaze

databaze



SciFinder I CAS Z: scifinder

e Databaze provozovana Americkou chemickou spolecnosti

e Obsahuje abstrakty védeckych Clanku, knih, konferencni
prispévku atd.
o Podobne jako bibliograficke databaze

e Obsahuje také struktury z téchto ¢lanku vCetné k nim
dostupnych dat

e Tato databaze je specializovana na chemii (a pribuzné
obory)



SciFinder - registrace |

e Je zde nutné provést registraci (narozdil of WoS nebo Scopu)
e Je nutné mit zapnutou VPN (osobni zkuSenost)

v Olomouci

@ Univerzita Palackého  port4) elektronickych informagnich zdroji

Prehled zdroji  Vyhledavani  Vzdaleny pfistup  Citace  Publikovani Napovéda Aktuality

Portél EIZ > e-Zdroje > SciFinder-n (Chemical Abstracts) >

SciFinder-n (Chemical Abstracts)

Otevrit zdroj

SciFinder-n obsahuje védecké reference z tisicu ¢asopisu a desitek patentovych Gfadu a také z technickych zprav, odbornych knih, konferenci,
disertacnich praci. Zaznamy jsou doplnény o citaéni mapy (citované a citujici odkazy), pravni status a pfimé odkazy na piny text (pokud je k dispozici).

Dale umozriuje pristup k chemickym latkdm a chemickycm reakcim, zahrnuje reakéni schémata a podrobné experimentalini pristupy. Vyhledavani
zohlednuje také Markushovy struktury. Vice informaci k vyhledavani zde.

Portal elektronickych informac¢nich zdroju UP (upol.cz)



https://ezdroje.upol.cz/prehled/zdroj.php?lang=cs&id=216

SciFinder - registrace |l

Welcome to SciFinder®

Contact Information

First Name

Welcome to SciFinder®

SciFinder® provides access to the world's most comprehensive and reliable Last Name
collection of scientific research information.

. . Email Address
We're going to register you as a new user.

Confirm Email Address
Phone Number (Optional)

Area of Research

e Jmeno a prijmeni bez diakritiky colect one
e Pouze skolni e-mail Job Title

Select one

Username and Password

Username



SciFinder - zakladni prace |

a2 Katerina
Storchma...

: CAS '2' SciFinder"

Good Evening, Katerina

o All © Ssubstances B Reactions References Y suppliers

@ Draw Q

Retrosynthetic Analysis Search CAS Lexicon Search CAS Sequences

Make reaction plans with Build powerful searches using Query BLAST, CDR, and Motif
conditions, yields, catalysts, 5 CAS concepts, chemical algorithms for nucleotide and
and experimental procedures. classes, and taxonomy. protein based sequences.

Recent Search History

Historie hledani

February 25, 2024 I S O rl e e a n I
References Toxin or (almond and "prunus dulcis") (473K Results) Rerun Search
2:25 PM




SciFinder - zakladni prace |l

e SciFinder se sklada z 5 sekci
e |Lze mezi nimi prechazet

e Pokud uz dopredu vim, co hledam je lepsi vybrat
prislusnou sekci

. o =i » Katerina
i CASZ: scifinder a 2 a

Good Evening, Katerina

@ Substances A Reactions B References T suppliers

February 25, 2024

& References Toxin or (almond and "prunus dulcis") (473K Results)



SciFinder - zakladni prace |l

e \/yhledavat muzeme pomoci textu (kliCova slova,

patentové Cislo, DOI), ale také pomoci chemickych
struktur

© Substances & Reactions References T suppliers

[=IEEN C H,
s ¢ o s
I=nl Et N P
X R c, si
Fn [O [ RYAY
® © N, B
1, ~ O O
G. % O 0
X, O G
B35 —

,\* R Molecular Formula:




SciFinder - zakladni prace |l

e Kreslici nastroj funguje velmi podobne jako ChemSketch

CAS Draw ~

O & & “ B /R € & =7 EnteraCASRegistryNumber,SM\LES,or\nChI.

Draw or change atoms or bonds. x [of H

]
n

P
1 1

) ) v

4 — >
Molecular Formula: Vi
¢ = O + Cancel
Zoom: 100%




SciFinder - zakladni prace IV

CAS Draw ~

0D ® 3 A

a

Draw or change atoms or bonds. X

.
Molecular Formula: CogHy 5 (252.32)

Zoom: 100%




SciFinder - zakladni prace IV

e \/yhledavani podle struktury muzu doplnit také o text
e Pripadnée specifikovat sekci, ktera se ma prohledavat

8o All © Substances B Reactions VY Suppliers

@) C

toxicity

<+ Add Advanced Search Field

® Search CAS Lexicon Search CAS Sequences

Retrosynthetic Analysis PN
@ _o°
®

[
L 4

= N Make reaction plans with [ N Query BLAST, CDR, and Motif EdIE Drawing

N\

Build powerful searches using




Stazeni a odeslani vysledkd,
SciFinder - zakladni prace V. vytvoreni alertu

References search for "toxicity" + drawn structure

Zmeéna vyhledavani
V sekci

® Substances ~ A Reactions ~ 66 Citing ~ % Knowledge Graph v, 4 A saveandAlert

Structure Match 7,958 Results Sort: Relevance = View: Partial Abstract «

Zména vyhledavani

1 LLE ]

As Drawn (7 958) Stru ktu r

Toxic equivalency factors (TEFs] for polycyclic aromatic hydrocarbons (PAHs)

By: Nisbet, lan C. T.; LaGoy, Peter K.
Regulatory Toxicology and Pharmacology (1992), 16(3), 290-300 | Language: English, Database: CAplus and MEDLINE

Substructure (8 445)

ﬂilter Behavior \ The toxicity criteria are not available for all the polycyclic aromatic hydrocarbons (PAHSs). In the past, EPA has assessed risks posed
) by mixtures of PAHs by assuming that all carcinogenic PAHs are as potent as benzo[a]pyrene (B[a]P), one of the most potent PAHSs.
Filter by Exclude The available information on the toxicity of the PAHs suggests that most are considerably less potent than B[a]P and therefore, the

EPA approach is likely to overestimate risks. Several approaches have been developed to allow the relative potency of the different
« Search Within Results DALt ko ramciderad in a cita cnarific ricl accacemant Thic manar e
View More v

~ Document Type °

Journal (7 535) N%ﬁlﬁyenl’ dOStUpnymuﬂu{e (13) 6 Citing (1787) @ Citation Map

Patent (158)
Review (160) 2 see

Clinical Trial (13)
Predicting toxicity in marine sediments with numerical sediment quality guidelines
k Conference (186) )

By: Long, Edward R.; Field, L. Jay: Macdonald, Donald D.




SciFinder - zakladni prace VI

e Po rozkliknuti
konkrétniho ¢lanku
vidim...

Bibliografické udaje
Vsechny chemické
struktury, ktere se
nachazeji vdanem
clanku

e )

English

¢ Return to Results (1of7.958) MNext
W Toxic equivalency factors (TEFs) for polycyclic aromatic hydrocarbons (PAHs)
@ Substances (13} b Citing (1787) @ @ Citation Map o =M -

JOURNAL

Source
Regulatery Toxicology and

lssue: 3

Pages: 290-300

Journal ral Review:
Comparative Soudy: Article: Meta-
Anzlyzs

1232

00|

CODEN: RTOPDW
ISEM: 0273-2300
ISEMN-L: 0273-2300

Database Information
AM: 1993:162927

CAN: 118162927
PubMed I0: 129236848
CApluz and MEDLINE

Company/Organization

1.C.T. Nisbet and Co.

Linceln, Massachusets 01773~
Ex ]

Unired States

Publisher

Unknown

Language

- LaGoy, Peter K.

[The toxicity criteria are not available for all the pofycyclic aromatic hydrocarbons (PAHs). In the past EPA has assessed risks posed by
mixtures of PAHs by assuming that all carcinogenic PAHs 2 5 potent as benzolglpyrene (BIg)PL one of the most potent PAHs. The
lavailzble information on the toxicity of the PAH: suggests that most considerably less potent than B[o]P and thes 2 the EPA
Several app =5 have been developed to allow the relative potency of the different PAHs to
smentt. This paper evaluates these approaches and presents & modified version that mare
state of knowledge on the relative potency of these compounds

=0

aac

zccurately raflects

Keywards: pofycyclic sromatic hydrocarban axie equivalency factor, review paiycqydiic srematic hydrocarben faKie equivalency

() View Source | | Full Text -

Expand All | Collapse A
~ Concepts
~ MEDLINE® Medical Subject Headings
~ Substances

® Substances (13)
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SciFinder a ChemSketch |

e ChemSketch obsahuje plugin do Scifinderu
o Pouze v nove verzi

& ACD/ChemSketch (Freeware) - [noname02.sk2]

File Edit Pages Tools Templates Options Documents Add-Ons ACD/Labs Help

Draw 1Y @ & = g o | VX E Q Pal "0 [FBE & & mu (£ %3 rebChen cMidlecues fenipie] EE-cws L\ RS @l .
a @ O SN R/ FIFE A + /B ll, R IIE & R L L0 E W

e Nakreslim molekulu nebo reakci
e Kliknu na vyhledat ve SciFinderu

e Vice o programu ChemSketch v ramci KFC/CHS



SciFinder a ChemSketch Il

& ACD/ChemSketch (Freeware) - [noname02.5k2]
File Edit Pages Tools Templates Options Documents Add-Ons ACD/Labs Help

Structure | Draw G@ﬂg% ) @ —;E (GRS m"g EE @ %Incm
e @& O AN ¢ TR/ & TG A+ E L, XRG4 B

.
. V beru Se kCI Ve mm |0 10 20 30 40 50 &0 70 &0 90 100 110 120 130 140 150 160 170 180 150 200
@ 0 S T T T T T O T T T R Rt PPN PR RTY FRTRE PRTRY FYRYY FPPPY VR FHY1PEPRI FRRPY PRPTEPRTRY FRTEY PIRRR B

. . -« A
SciFinderu, kterou chci —
i c Search CAS SciFinder"
prohledavat e CAS % safinder
o i o] OH “
J t /4 v-hI r -t . 4_ o oH
e nutné se prihlasi E
cl E
Br 9_ Search for...
Pt i
Hg 1003 - -
3 Reactions
170: References
3 Substances
15_: Suppliers
1ﬁ Cancel Search



Bibliografické databaze a Scifinder - shrnuti

WoS Google PubMed
/Scopus  Scholar

Volny pristup Ne Ano Ano
Zamereni Vseobecné Vseobecné “Bio vedy”
Dostupné texty Ne ObcCas ObcCas
¢lanku v DB

Data z ¢lanku Ne Ne Ne

SciFinder

Ne

Chemie

Ne

Ano
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https://molmedb.upol.cz/detail/intro
https://channelsdb2.biodata.ceitec.cz/index.html



https://molmedb.upol.cz/detail/intro%20(30
https://channelsdb2.biodata.ceitec.cz/index.html

MolMeDB

e MolMeDB je oteviena
chemicka databaze o
interakce molekul s
membranami

e Jak sloucCeniny interaguji s
membranami? - MolIMeDB
shromazduje data, aby
pomohla porozumet temto
jevum

| SRR Rkl o |
5 % — 5
4 — 'Uﬁg W — 4
3 — Estrone Esfriol — 3
logP...
2 |- >

—
-—

PMF [kcal/mol]
o

-

d b b N
hob b N

PPN S |

-3 -2 -1 0 1 2 3
Distance from the center of the membrane [nm]

https://molmedb.upol.cz/detail/intro _ (30. 9. 2024)
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MolMeDB — |

Moznosti vyhledavani

I= Brmweass O search Ml Statistics A Lab e Documentation

I~ dolMeDB —

> Methods

> Transporters

MolMeDB is an open chemistry database about interactions of njol¢, ... membranes.

"Open” means that you can send your scientific data to MolMeDB and that others may use it. We collect informatign on how chemicals interact with individual membranes either from experiment or
from simulations

How do compounds interact with membranes?

« They are attracted to membranes, | | , i ' | |
« they partition to membranes, 5 o & — 5
. t:ey reside 1rt| s‘;;eciﬁchpositiogs in membranes, Py - w W -,
. / perm: r membranes, L
Sy REMEAIC MGG MeMulanss 83— Estrone Estriol —] 3
« they change the membranes, 1 F‘*,_,L g
« and many more. 2 2 -2
E - 2 =1
MolMeDB collects the data in order to help understand these phenomena. § f\
If you have any question or addition towards MolMeDB, please contact us at molmedb@upol.cz. =0 5 0
w
A — 1
E AGWA'
2 — -2
Example: Difference in membrane behaviour between estrone and estriol. Estrone permeates through the membranes much more
3 3 - —-3
easily than estriol. It will also partition more into the membranes and it will be more deeply buried. Free energy profiles were calculated
with COSMOmic 18 5 B ‘ 2 g
5 — AG;E:--.. =2 HaSep st Vansnncndinee] 5
. 3 2 -1 0 1 2 3
L istance from the center of the membrane [nm
News Di from th f th b

« September 2019: MolMeDB was assigned Fairsharing DOI.
« June 2019: MolMeDB was published in Database journal
« December 2018: MolMeDB preprint was placed on BioRxiv preprint server.



MolMeDB - membranes

Aldosterone

Molecular weight: 360 45 OH
SMILES: CC12CCG(=0)C=C1CCC1C2C(0)CC2(C=0)C(C(=0)CO)CCE12 o 0
=
HO.
(o)
PDB @ PubChem 2 chEBI @ chEMBL @ DrugBank 2
Alfentanil
Molecular weight: 416.53 N
SMILES: CCC(=0)N(clcceee!)C1(COC)CCN(CCn2nnn(CC)c2=0)CC1 5‘1’; \ J
N

PubChem 2 chEBI @ chEMBL 2 DrugBank 2

2. Show compounds o

61% . cell  469% - Eye  102% . Generic  10.2% - Intesine 12.2% . ol 20% Skin  122%

Brain ¥ Experimental

BBB

3. Prohlizite vypsané molekuly Membranes
4. Po rozkliknuti + si data muzete R
stahnout ’

Blood Brain Barrier membrane

Highly selective semi-permeable membrane that separates blood from brain. The blood—brain barrier (also known as hematoencephalic barmrier, HEB) is
composed of high-density cells restricting passage of substances from the bloodstream much more than do ihe endothelial cells in capillaries elsewhere in the
body. BBB allows penetration of water, some gases, and lipid-soluble molecules by passive diffusion, as well as the selective transport of molecules such as
glucose and amino acids that are crucial to neural function. Furthermore, it prevents the entry of lipophilic potential neurotoxins by way of an active transport

mechanism mediated by P-glycoprotein.



MolMeDB - transportery

2. PocCet substanci
interaguijici s W o
transportéry

.Inl.'l-'nl % .nnpn- aur .lr-q:c-u- aE

SLC9A1 (8 substances)

3. Substance a W
informace o nich si T Cariporide

dalSi studium

1. Vybirate z kruhu
transportér(




ChannelsDB

e ChannelsDB 2.0 je komplexni a
pravidelné aktualizovany zdroj
kanall, péru a tunell nalezenych v
biomakromolekulach ulozenych v
Proteinove datové bance a Alphakill
/ AlphaFold databazich

e Databaze obsahuje informace o
pozicich kanalu, geometrii a
fyzikalné-chemickych vlastnostech



https://channelsdb2.biodata.ceitec.cz/index.html

ChannelsDB — |

Priklady na vyber
k nalezeni na
strance.

V pfipade zaujmu
muzete zadat i
PDB identifikator,
tedy Cislo
proteinu z Protein
Data Bank.

Aquaporin O (1ymg)

The pore architecture of Aquaporin O at 2.2A resolution highlights

residues critical for water permeation regulation.

The channel is ~ 30A long and highlights with some of the residues crucial for its proper function.
Selectivity filter (ar/R), which allows water molecules passage through the membrane in a single file
(green sticks). Residues providing canonical AQP hydrogen bond acceptor that align waters through
the channel in balls and stick model. Finally, Tyr-149 important for channel gating (orange)

Harries, W. E. C., et. al. The channe! architecture of aquaporin 0 ata 2. 24 resolution. Proc. Natl. Acad. Sci. 101,
14045-14050 (2004)

Cytochrome P450 2D6 experimental
structures(3tbg)

Cytochromes P450 are known for complex net of multiple channels
leading towards active site. These channels serve multiple roles in
substrate access, product release or hydration pathways.

Cytochrome P450 2D6 contributes significantly to the metabolism of >15% of the 200 most marketed
drugs. Cytochrome P450 2D6 structure shows a second molecule of thioridazine bound in an
expanded substrate access channel (channel 2f according to Cojocaru et al. classification
antechamber with its piperidine moiety forming a charge-stabilized hydrogen bond with Glu-222.

Wang, A., et al. Contributions of lonic Interactions and Protein Dynamics to Cytochrome P450 2D6 (CYP2D6)
Substrate and Inhibitor Binding J.Biol.Chem. 290: 5092-5104 (2015)




3D vizualizace poru

UniProt identifikator

ChannelsDB - I

Selection

Water channel, Lengtht0.7 A

Channels

+ Reviewed ChannelsjMOLE (1)
+ Reviewed ChannelsiCAVER (2)

+ Transmembrane Pofles MOLE (1)

Protein annotations 1

UniProt Id

channel (PubMed:23893133). Channel activity is down-regulated

by CALM when cytoplasmic Ca(2+) levels are increased. May be
responsible for regulating the osmolarity of the lens. Interactions
between homotetramers from adjoining membranes may stabilize cell
junctions in the eye lens core (By similarity). Plays a role in cell-to-cell
adhesion and facilitates gap junction coupling

No data provided

‘hannel profile | Channels properties  Channels descriptions + | Layer | Lining residues Residue annotations 3k
unnel radius: (oL Al Hydropathy « (UL LILEERY Absolute «  Export « Nl Rasidue Annotation
— Hover over channel(2D) for details
Property Value
X 0 l Hover over channel(2D) for details

Informace o proteinu

unnel radius: [ZEFTI Color by: L, ’
Informace o daném poéru
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