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Content

— Lecture divided into 2 parts:

— 15t part: Theoretical — to understand how is the information stored
— how to access it

— 2" part: Practical — you are at the helm and you find the information!
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Content

— 2" part: Practical — you are at the helm and you find the information!

—_—

Publication databases
Properties databases — This week
Spectral databases _
Registration (legal) databases
Protein and DNA databases

Patent database —

— Next week
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Publication database

— https://lwww.scopus.com/search/form.uri?display=basic#basic
— https://www.webofscience.com/wos/woscc/basic-search
— https://scholar.gooqgle.com/

—Task O: Let's look together for a research paper
—Topic?
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https://www.scopus.com/search/form.uri?display=basic#basic
https://www.webofscience.com/wos/woscc/basic-search
https://scholar.google.com/

5

Proficient search

— How to build an advance request?
— By using logical operator:

AND, OR, etc.

Ludovic Mayer — 4. Databases

Basic Search

Search for records from our product indexes. All successful searches are added
o the Search History table. Remember to follow all applicable search rules when
creating your search queries

You can select up to three fields on the Search page as your default search
fields. You can enter up to 6,000 terms in a search query.

Adding a new field also sets the second field to the AND operator. You can
change the AND operator to OR or NOT.

Please note that your settings are applied to all product databases in your
subscription package.

Note: Administrators may set to display one to three search fields as the default
search fields for their entire institution.

Interface Language

The interface language that you
select determines the language of
the on-screen instructions and help
information. Consequently, search
gueries must always be in English.
The results of your search are
always in English.

See Selecting an Interface
Language.

Search Operator Precedence

If you use different operators in
your search, the search is
procassed according to this order of
precedence:

1. NEAR/x
2. SAME
3. NOT

4. AND

5 0OR

More Information ?
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Proficient search

— https://lwww.webofscie

Discover multidisciplinary content

nce.com/wos/woscc/b

RESEARCHERS

asic-search

Search in: Web of Science Core Collection ~ Editions: All ~

DOCUMENTS CITED REFERENCES STRUCTURE

— Filter a results

— By adding a keyword
— Restrictions by publication
type: article, review, etc. &S . Topic

— Time limit: eg the last 10 —
Itle e
ye ars Author con‘t’rt_;l*
Publication Titles "input shaping"”
Year Published
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Proficient search

— https://lwww.webofscie

Discover multidisciplinary content

nce.com/wos/woscc/b

RESEARCHERS

asic-search

Search in: Web of Science Core Collection ~ Editions: All ~

DOCUMENTS CITED REFERENCES STRUCTURE

— Filter a results

— By adding a keyword
— Restrictions by publication
type: article, review, etc. &S . Topic

— Time limit: eg the last 10 —
Itle e
ye ars Author con‘t’rt_;l*
Publication Titles "input shaping"”
Year Published
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https://www.webofscience.com/wos/woscc/basic-search

For the rest of the lecture

laterials » 04. hodina - databaze

'.S > Files » Study Materials > Study materials posted under the course PFR.E2020 > Learning Ma
. v - . L .
—1S: open word PFF.E2020 Soft-skills Il - Information Literacy
. d O C - DOCUMENTS OFFICIAL NOTICE BOARD STUDY MATERIALS FILE DEPOSITORY
— with list of tasks
ﬂ. ﬂ‘ if. & ZIP ‘ https://is.muni.cz/auth/el/sci/jaro2022/E2020/um/04_hodina_-_databaze/ % n EE
« MNAME POSTED BY UPLOADE... RIGHTS
+ 04.seminar - databases 04 rodina - datsbaze /2 Sebej, P. 12/312021 o
m 4, Database 2 _Instruction_EN.docx Mayer, L. 1132022 o
Mayer, L. 14302022 ot

m Database_ressource_list_link.docx

J~ Fewer options
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Properties databases

Task 1: Follow the link below, for Chlorpyrifos, what kind of
Information can we find on that website?

https://www.reaxys.com/#/structure-editor :
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https://www.reaxys.com/#/structure‐editor

Properties databases

https://www.reaxys.com/#/structure-editor :

Reaxys

10 Ludovic Mayer — 4. Databases

Quick search  Query builder  Results  Retrosynthesis  History

Search substances, reactions and documents

in Reaxys, PubChem, SigmaAldrich and Commercizal Substances

Search Reaxys

Documents, e.g. publications about quasicrystals
AND

@&Q Draw

Import 4,
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https://www.reaxys.com/#/structure‐editor

Properties databases

https://www.reaxys.com/#/structure-editor :

Reaxys

11 Ludovic Mayer — 4. Databases

Quick search  Query builder  Results  Retrosynthesis

"chlorpyrifos”

353

17,217

Substances

Documents

Commercial
Substances

Structure : @ as drawn
Edit in Query Builder g* Create Alert [)

Titles, Abstracts, Keywords : “chlorpyrifos”
Edit in Query Builder £ Create Alert ya\

Structure : @ as drawn
Edit in Query Builder @ Create Alert [\

History

New & Edit &

QARSI AV View Results >
Preview Results | View Results >

Preview Results ~ | View Results >

MUNI|[RECETOX


https://www.reaxys.com/#/structure‐editor

Properties databases

https://www.reaxys.com/#/structure-editor :

Reaq Xys Quick search  Query builder  Results  Retrosynthesis  History
H Filters 353 Substances out of 10,262 Documents, containing 29 Reactions
T -
[] 0 selected = A [=Ye) @
Preview Export Preparations
By Structure ~ O Chlorpyrifos
t CoH1NPSCl30; 250,59 1545756  2921-88-2
Substances Classes ~
Molecular Weight - Identification Physical Data - 80 Bioactivity - 1,871
< Druglikeness Spectra - 65 Other Data - 815
Mumber of Fragments 3
o 85 @
Availability v -
Availability in other databases v
O Chlorpyriphos-ethyl + cypermethrin
Avzilable Data Lol 2
CoH1CIsNO3PS*CapH1oCIzNO3  766.804 30654072 (9 Retrieve CAS RN
3 i a_a "
s s v s 1’3(0\3@
° Identification
Publication e
Heiestion Tear e Druglikeness
LogP ~ Y
o @
H Bond Donors v 4
H Bond Acceptors e O chlorpyrifos-D10
H oy
3
Rotatable Bonds ~ " CoHPH1gCIzNO3PS  360.511 34850076 [ Retrieve CAS RN
r |
v = S _
TPSA R ’”*Feu s Identification
n
¥l el

Druglikeness
Physical Data - 1

Spectra - 1
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https://www.reaxys.com/#/structure‐editor

Properties databases

https://www.reaxys.com/#/structure-editor :

REDX\;’S Quick search  Query builder  Results  Retrosynthesis  History

Filters 353 Substances out of 0,262 Documents, containing 39 Reactions

1
1 selected 15 @ = A
Limit To §Exclude Export Preparations
By Structure R E Chlorpyrifos
! Lg CoH1iNPSCI303  350.59 1545756  2921-88-2
Substances Classes ~ N\ _t=s cl
\ =
Molecular Weight y °Q—m |dentification Physical Data - 80 Bioactivity - 1,871
. Druglikeness Spectra - 65 Other Data - 815
Mumber of Fragments ~
19 T3 hA 6}\
Availability ~ ©

[N J [N ) I NN 1 [N DU I S ——

13 Ludovic Mayer — 4. Databases IVI U I\I I | R E c E T 0 X


https://www.reaxys.com/#/structure‐editor

Properties databases

Task 1: Follow the link below, for Chlorpyrifos, what kind of
Information can we find on that website?

https://www.reaxys.com/#/structure-editor :

— Physical properties (molecular weight, density, melting point, log K, (log P)
— CASRN

— Concentration in Environment

— Transport through matrices

— Distribution in organisms

— Toxicology data ] ]
Main advantage: contains references
— Existing reaction
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https://www.reaxys.com/#/structure‐editor

Properties databases

Task 2: draw a methane (CH,) molecule with apparent bonds, In
2D and in 3D

https://www.reaxys.com/#/structure-editor :

H H N ...... H
H

H
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https://www.reaxys.com/#/structure‐editor

Properties databases

REOXyS Quick search  Query builder  Results  Retrosynthesis  History

. Structure editor selected: ® MarvinJS ChemDraw]$ Insert structure from name Sear’ch REEI}FS

DEEYCXBEOEEeHEO

iy, [2 T

| X o . | Find >
]

“+ Substance CAS Registry Number, e.g. 102625-70-7

@ c AMD

[l N

R °

s 5 'x

: H

As drawn

A00RQOO0ORX

Clear i Cancel X Transfer to query >
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Properties databases

-~ 1,700 Substances  Structure : &) asdrawn

Edit in Query Builder ﬁ Create Alert 4";

1,700 Substances out of 79,265 Documents, containing 8,858 Reactions

[] o selected L A

Export Preparations

D methane
' CH: 16.0428 1718732 34557-54-5
C
Identification Physical Data - 4,640 Bioactivity - 3,778
Druglikeness Spectra - 288 Other Data - 207
wE g
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0o

JENENRETI AV View Results >

Reanys - 1,700 Lv,

@ Sort by No of References , ~ | Grid B8f

Preparations - 4,868 >
Reactions - 7,138 >

Documents - 72,903 >

MUNI|[RECETOX



Properties databases

Task 3: Follow the link below and look for properties information on

Fonofos (pesticide) using EpiSuite values
— If experimental value exists: give experimental, if not, give predicted values
http://www.chemspider.com/

Give information for:
— Vapor pressure:

— LogK,,:

— Solubility in water:

— Half life in air:
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http://www.chemspider.com/

Properties databases

Task 3: Follow the link below and look for properties information on

Fonofos (pesticide) using EpiSuite values
— If experimental value exists: give experimental, if not, give predicted values
http://www.chemspider.com/

Why Episuite ?
Software developped by US-EPA:

— predicting physico chemical properties
— based on experimental data for compound
— and predicted values based on modelling
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http://www.chemspider.com/

Properties databases

Task 3: Follow the link below and look for properties

iInformation on Fonofos (pesticide) using EpiSuite values
— If experimental value exists: give experimental, if not, give predicted values
http://www.chemspider.com/

Give information for:
— Vapor pressure:

— LogK,,:

— Solubility in water:

— Half life in air:
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http://www.chemspider.com/

Properties databases

Home Aboutus WebAPIs Help & Signin

ChemSpider

Search and share chemistry

For medical information relating to Covid-19, please consult the World Health Organisation or local healthcare provision.

Simple Structure Advanced History

Found 1 result
Search term: Fonofos (Found by approved synonym)

fonofos
Molecular Formula C10H150PS2
Average mass 246.329 Da

8\\ > Monoisotopic mass 246.030197 Da
Pty P & ChemSpider ID 13087

v More details:

insecticide

Searches Spectra Vendors Articles More ~

SIS | Frecicted - Chematon IVI U I\I I | R E c E T 0 X

Predicted data is generated using the US Environmental Protection Agency’s EPISuite™

Properties

Predicted - ACD/Labs

Experimental data

21 Ludovic Mayer — 4. Databases




Properties databases

Task 4: Follow the link below and look for information on Fonofos
(pesticide) using EpiSuite values

— If experimental value exists: give experimental, if not, give predicted values
http://www.chemspider.com/

Give information for:

— Vapor pressure: 3.38 e-4 (25°C) mmHg
— LogK,,: 3.94

— Solubility in water: 15.70 mg/L

— Half life in air: 1.493 hours
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http://www.chemspider.com/

Also Available on IS

laterials » 04. hodina - databaze

'.S > Files » Study Materials > Study materials posted under the course PFR.E2020 > Learning Ma
. v - . L .
—1S: open word PFF.E2020 Soft-skills Il - Information Literacy
. d O C - DOCUMENTS OFFICIAL NOTICE BOARD STUDY MATERIALS FILE DEPOSITORY
— with list of tasks
ﬂ. ﬂ‘ if. & ZIP ‘ https://is.muni.cz/auth/el/sci/jaro2022/E2020/um/04_hodina_-_databaze/ % n EE
« MNAME POSTED BY UPLOADE... RIGHTS
+ 04.seminar - databases 04 rodina - datsbaze /2 Sebej, P. 12/312021 o
m 4, Database 2 _Instruction_EN.docx Mayer, L. 1132022 o
Mayer, L. 14302022 ot

m Database_ressource_list_link.docx

J~ Fewer options

MUNI|RECETOX
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24 Ludovic Mayer — 4. Databases

[E2020: Soft-Skills 2 : Information Literacy
Ressources, a non-exaustive list of link for database and useful link

Database of information and articles:

scifinder.cas.org

reaxys.conv'#/search/quick

chemspider.com

isiknowledge.com

pubchem.ncbi.nlm.nih.gov

ncbi.nlm.nih gov

http://polysearch.ca/ (biomedical text mining to discover potential associations between various
types of biomedical entities)

https://www.storkapp.me/ (alerts for papers based on keywords)

Spectra database

webbook nist.gov/chemistry
sdbs.db.aist.go.jp/sdbs/cgi-bin/direct frame top.cgi
echa.europa.eu/home (European Chemical agency)
MassBank (jp, eu, na) — mass spectra

Database of chemical manufacturers and sellers (just a few examples):
sigmaaldrich.com

acros.com

teichemicals.com/en/cz

https://www.emolecules.com/ ( Structure searching)
https://zinc.docking.org/ (Commercially available compound database)

Database of biological structures and biomolecules:
wWww.uniprot.org

web.expasy.org/protparam

reactome.org

brenda-enzymes.or

MUNI|RECETOX



Compounds and Spectra databases

https://webbook.nist.gov/chemistry/

* Environmental/human samples

 How to analyse them?
« Chromatography: to separate
constituents of a sample
« Mass spectrometry: to determine
constituent of a sample

25 Ludovic Mayer — 4. Databases

NIST - <oy NIST Chemistry WebBook, SRD 69

) Searchv NIST Data ¥ About ¥

Search for Species Data by Chemical Name

Please follow the steps below to conduct your search (Help):

1. Enter a chemical species name or pattern: (e.g., methane, *2-hexene) [chlorpyrifos
2. Select the desired units for thermodynamic data:

® SI1 O calorie-based
3. Select the desired type(s) of data:

Thermodynamic Data Other Data

Gas phase IR spectrum

Condensed phase THz IR spectrum

Phase change Mass spectrum

Reaction UV/Vis spectrum

lon energetics Gas Chromatography

lon cluster Vibrational & electronic energy levels

Constants of diatomic molecules

Henry's Law

4. Press here to search:
MUNI|RECETOX


https://webbook.nist.gov/chemistry/

Compounds and Spectra databases

https://webbook.nist.gov/chemistry/

National Institute of
NJIST isseianitidutenr  NIST Chemistry WebBook, SRD 69

® Searchv NIST Data ¥ Abouty

Chlorpyrifos

Formula: CgHy,ClsNOsPS
s Molecular weight: 350.586

IUPAC Standard InChi: InChI=15/COH11CI3NO3PS/c1-3-14-17(18,15-4-2)16-8-7(11)5-6(10)8(12)13-9/h5H,3-4H2,1-2H3 0 InCh

IUPAC Standard InChlKey: SBPRAQFWLVIOKP-UHFFFACYSA-N [
& CAS Registry Number: 2921-88-2

¢ Chemical structure:

This structure is also available as a 2d Mol file or as a computed 3d SD file
The 3d structure may be viewed using Java or Javascript.

* Other names: Dursban; Phosphorothioic acid, O,0-diethyl O-(3,5,6-trichloro-2-pyridinyl) ester; Phosphorothioic acid, 0,0-diethyl 0-(3,5,6-trichloro-2-pyridyl) ester; Chloropyrifos; Chloropyriphos; Chlorpyriphos; Chlorpyrophos; Dowco 179; Dursban 4E; ENT
27,311; Killmaster; Lorsban; 0,0-Diethyl 0-(3,5,6-Trichloro-2-pyridyl) phosphorothioate; Brodan; Chlorpyrifos-ethyl; Chlorpyriphos-ethyl; Detmol U.A.; O,0-Diaethyl-O-3,5,6-trichlor-2-pyridylmonothiophosphat; Dursban F; ENT 27311; OMS-0971; 2-Pyridinol,
3,5,6-trichloro-, O-ester with 0,0-diethyl phosphorothioate; Pyrinex; Stipend; Dursban 10CR; suSCon; Chlorpyrofos; Dursban 2E; Empire 20; Equity; Lentrek; Lock-On; OMS 971; Pageant; Piridane; Silrifos; Spannit; Suscon blue; Suscon green; Trichlorpyrphos;
Zidil; Bonidel; Coroban; Danusban; Durmet; Dursban R; Ethyl chlorpyriphos; Geodinfos; 0,0-Diethyl 0-(3,5,6-trichloro-2-pyridinyl)phosphorothioate; Radar; Tafaban; Terial; XRM 429; XRM 5160; m-Chlorpyrifos; 0,0-Diethyl 0-(3,5,6-trichloropyridin-2-yl)
thiophosphate

Permanent link for this species. Use this link for bookmarking this species for future reference.
s Information on this page:

© Notes
Other data available:

o Phase change data

© IR Spectrum
o Mass spectrum (electron ionization)
o Gas Chromatography

Options:

© Switch to calorie-based units
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https://webbook.nist.gov/chemistry/

Compounds and Spectra databases

Task 4: Look for Spectra for D-glucose, using only the number of atoms:
CeH1206;

Copy/paste the spectra below and indicate the associated InChl of the
molecule

https://sdbs.db.aist.go.jp/sdbs/cgi-bin/cre index.cgi
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https://sdbs.db.aist.go.jp/sdbs/cgi-bin/cre_index.cgi

Compounds and Spectra databases

S AN 3o | Iiroccton | Disloimer | HELP | Contec | inats New | RIO-03 | FAQ | v /.78

SDBS Compounds and Spectral Search

Compound Name: . - Atoms: Spectrum:
| | | match partial v | Ci(Carbon) | |l0 | | Cgec:dtshe spectra Dny;:nFu{r interest.
Hitydrogen) | fo] |
Molecular Formula: [0 BCNMR [J Raman
| | N(Mitrogen) | Ito| | O THNMR O ESR
C. H, then the other elements are O(Oxygen) | |t0 | | K|
alphabetical order, "%.*" for the wild card F (Fluorine) | |l0 | | ||R Peaks(cm™): IiiA”DwanT
_— 10
|Molecular WE|I?0|'I|'L | Cl(Chlarine) | |l0 | | " or space is the separator for multiple
peaks
Numbers between left and right columns Br(Bromine) | |t0 | | Use "-", to set a range:. eg. 550-750,1650
Up to the first place of a decimal point |(I0d|ne} | |l0 | | 3000-
- . 0,

CAS Registry No.: S (Suffun) | o] | Transmittance < %

| . 13¢ NMR Shift(ppm): Allowance
"%.*" for the wild card. P(Phosphorus) to | | w20 |
SDBS No.: : S'(S'“CU”} | |t0 | | "."is the separator for multiple shifts, eg.
"%,™" for the wild card. Numbers between left and right columns. 129 3.184...

No shift regions:

Range defined by two numbers separated
by a space, eg. 110 78,...

TH NMR Shift(ppm):  Allowance

| o2 |
No shift regions:

MS Peaks and intensities:

Mass and its intensity are a set of data
separated by a space, eg. 110 22, .

[Search ]| Clear] Hit: | 20hit v | Sort by: | Molecular Weight ~ | | Ascending Order | Result Display type: [] with Structures
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Compounds and Spectra databases

SDBS Search Results: 1-200ut of 21 hits  sont by: | Molecular Weight | | Ascending Order | Search |

SDBS No Molecular Formula Molecular Weight MS CNMR HNMR IR Raman ESR Compound Name

1137 C6H1206 180.2 Y Y N Y N N D-mannopyranose

1139 C6H1206 1802 Y Y N Y N N D-fructose

1183 C6H1206 180.2 N Y Y Y Y N D-galactopyranose

2023 C6H1206 180.2 N Y Y Y N N D-glucopyranose

2046 C6H12086 1802 N Y Y Y Y N myo-inositol

2990 C6H1206 180.2 Y Y Y Y N N L-(-)-sorbose

4571 C6H1206 1802 Y N N Y N N 1,3-dihydroxyacetone dimer

9544 C6H1206 180.2 Y Y Y Y N N D-{+)-talose
10271 C6H1206 180.2 Y N N Y N N DL-glyceraldehyde dimer
11513 C6H12086 1802 N N N Y N N D-mannose
11521 C6H1206 180.2 Y N N Y N N D-glucose
15696 C6H12086 1802 Y Y Y Y N N D-tagatose
16041 C6H1206 180.2 N Y Y N N N beta-D-fructopyranose
16339 C6H1206 1802 N Y N N N N alpha-L-mannopyranose
22009 C6H12086 1802 Y N Y Y N N L-(-}-mannose
32639 C6H1206 1802 Y N N Y N N alpha-L-sorbopyranose
32672 C6H1206 1802 Y N N Y N N beta-D-glucopyranose
50268 C6H1206 180.2 Y N N Y N N D-allose
35361 C6H12CuN206 277 N N N Y N N trans-bis(DL-serinato)copper(ll)
35377 C6H12CuN206 2717 N N N Y N N trans-bis(L-serinato)copper(ll)

12
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ompounds an

30 Ludovic Mayer — 4. Databases

SDBS Information —as

SDBS No.: 11521

Compound Name:
D-glucose

Molecular Formula: CgH120g
Molecular Weight: 180.2

CAS Registry No.:
50-99-7

Spectral Code:
Mass -
IR : nujol mull

Chemical Information:

Return to Search:
Return to Result:

d Spectra

URL for this Compound:
https://sdbs.db.aist.go.jp
fedbs/cgi-
kin/landingpage?sdbsno=11521

External Information:
external link displays in a separate page

» Japan Chemical Information Link
Center (in Japanese)
> JST Nikleajs Web (in Jap

)

SDBS-Mass

M5-HNW-9127
D-glucose
CaHl208

5DB3 MO. 11521

(Mas=s of molecular ion:

180)

databases

100
MS-HI-5127

30—

a3
(=
|

Relative Intensity
&
|

200 °C
140 °C

Source Temperature:
Sanple Temperature:
Direct, 75 eV

| peak data |

73

m/z

100

123 150

MS-NW-9127 SDBS NO. 11521

DOI:

Sample InChlI:

InChI=15/C6H1206/c7-1-3(9)5(11)6(12)4(10)2-8/h1.3-6.8-12H 2H2/t3- 4+ 5+ 6+/m0/s]

Sample InChIKey:
GZCGUPFRVQAUEE-SLPGGIOYSA-N

MUNI|RECETOX



Small molecule mass spectral databases

— Typically mass spectra
compound are shared as
text files with limited ease
of use

— Spectral matching is a key
component of a compound
identification

31 Ludovic Mayer — 4. Databases

NAME: Phosmet

RETENTIONTIME: 25.331

PRECURSORMZ: 316.992126464844

PRECURSORTYPE: [M]+
IONMODE: Positive
COLLISIONENERGY: 70

FORMULA: C10H7NO4

SMILES: COP(=5)(0OC)SCN1C(=0)C2=CC=CC=C2C1=0
INCHIKEY: WQINSVOOIDOLI-UHFFFAOYSA-N

Num Peaks:15
76.03039
77.03818
78.91741
78.99396
79.05384
93.00958
104.02512
105.03298
124.94133
124.98142
130.02811
133.02771
160.03839
161.0417
192.01024

Elliott J. Price and his team (RCX)

938223
1629764
417336
406285
448837
2273096
1400371
1295700
446127
449841
1679535
3772589
32462268
3305389
413541

MUNI|RECETOX



Small molecule mass spectral databases

— https://massbank.eu/ : hosts spectra for around 15 000

compounds

— Pros: diverse instrumentation and ionization modes
— Cons: intensity of spectra are very different from what we can encounter in biological or

environmental samples

— https://metlin.scipps.edu/ : hosts spectra for 1 million compounds

— Pro: easy search, good indexing
— Con: prioprietary spectra, not available for download,

only for LC-MS/MS
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https://massbank.eu/
https://metlin.scipps.edu/

Small molecule mass spectral databases

— https://gnps.ucsd.edu/: hosts spectra for around 255 000

compounds
— Pros: easy to compare spectra with many tools & links to molecular networking

— Cons: contain natural products,
uses MGF text format which loses information such as chromatographic retention

— https://hmdb.ca/: hosts spectra for 100 000 compounds

— Pro: integrated with many other databases and user-friendly tools
— Con: merged in silico and experimental spectra
only cover humans
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Content

— 2" part: Practical — you are at the helm and you find the information!

—_—

Publication databases
Properties databases — Last week
Spectral databases _
Biological databases

Registration databases

Patent database —

— This week

34 Ludovic Mayer — 4. Databases: Practical IVI U I\I I | R E c E T 0 X



Biological databases

— Protein and DNA databases
— They work similarly to chemical DB
— Focus on biomolecules and biologically important objects
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Protein databases

— Sequence, structure, function, domains, localization, interactions, related proteins...

=]

UniProt
[ ]

| agvancedw @, Search ‘

ST Align Retrieve/ID mapping Peptide search SPARQL Help Contact

”“"?,{93 ; The new UniProt website is here

The mission of UniProt is to provide the scientific community with a comprehensive, high-quality and freely accessible resource of protein sequence and functional information.

New UniProt portal for the latest SARS-CoV-2 coronavirus protein

UnIRef (::. UnIParC E PrOteomeS % T @) entries and receptors, updated independent of the general UniProt
_ _ _ - _ _ release cycle.
The UniProt R.eferemce Clusters UniParc is a comprehensive and.non— A proteome is the set of proteins
Swiss-Prot (566,996) (UniRef) provide cluster.’ed sets of redundant .databas.e that conFalns most tf'loug_ht to bl-! expresst_ad by an
N sequences from the UniProt of the publicly available protein organism. UniProt provides proteomes
gl Manually annotated and reviewed. Knowledgebase (including isoforms) and sequences in the world. for species with completely sequenced

from literature and curator-
evaluated computational analysis.

selected UniParc records. enomes.
Records with information extracted < NeWS a n
~

Forthcoming changes
Planned changes for UniProt

TrEMBL (230,328,648 A
Gz Supporting data
Automatically annotated and not UniProt release 2022_01
reviewed. A phospholipase for clear vision | Cross-references to MANE-Select
Records that await full manual
i Literature citations Taxonom Subcellular locations
TIEEITE, . i UniProt release 2021_04
. .FI'I. o ZTGC: bacteriophages reinvent the DNA alphabet
Cross-ref. databases Diseases Keywords
Sw XXX @ UniProt release 2021_03
RE The importance of being disordered | MobiDB-lite predictions for intrinsically A

https://www.uniprot.org/
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Protein databases

UniProtKB - P04554 (PRM2_HUMAN)

i 3 Help vid = Al :
DISpIay elp video % BLAST =Align 5)Format @ Add to basket (® History

N

Publications

Protein I Protamine-2

Gene PRM2

Feature viewer Organisml Homo sapiens (Human)

Feature table

None

I_ mLoeten
Function

[
StatUSI ‘E. Reviewed - Annotation score: ®@@®® - Experimental evidence at protein level®

¥
. Subcellular location el

! GO - Melecular function?
+ |Pathology & Biotech

e . = cadmium ion binding # Source: CAFA «
M { Processing

ructure GO - Biological process®

Family & Domains = chromosome condensation # Source: UniProtkB-KW
= DNA packaging 4 Source: Protinc -
' Sequences (2) K .
= nucleus organization # Source: GO_Central -

. = spermatid development # Source: GO_Central -
= spermatogenesis # Source: UniProtkKB
] ] Complete GO annotation on QuickGO ...
+ |Entry information
Keyweords:
Molecular Developmental protein, DNA-binding

«Top function
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Protein databases

Sequences (2)°

Sequence statusi: Complete. 121 HN N2 60, 10.7 NH - 37 o HO._.O 4.2 © 12.10r 6.0: pKa of side chain
Sequence processing®: The displayed sequence is further processed into a mature form. NH N g']; o0 .
_ ) = 0 < Sulfur or Selenium
This entry describes 2 isoforms® produced by alternative splicing. = Align # Add to basket N < OH OH G
OH OH OH - HaN FaN >
HoN HoN = o 0 T
: : : o} o} o} > =
Isoform 1 (identifier: P0O4554-1) [UniParc] & FASTA # Add to basket = =
This isoform has been chosen as the canonical® sequence. All positional information in this entry refers Arginine Histidine Lysine | @ Aspartic Acid Glutamic Acid g
downloadable versions of the entry. Arg R His H Lys K Asp D GIuE
« Hide
NH, N0 g 8.3 54
on 1o 0 2 OH OH OH OH 3
OH OH OH oH |2 HNY e i A S
10 20 30 40 30 HaN HoN HaN HaN g 0 0 0 0 =
MVRYRVRSLS ERSHEVYRQQ LHGREQGHHG QEEQGLSPEH VEVYERTHGQ o o o o = '8
| -
&0 70 20 a0 100 Serine Threonine Asparagine Glutamine ‘_OU Glycine Proline Cysteine Selenocysteine| &
SHYRRRHCSR RRLHRIHRR( HRSCRRRERR SCRHRRRHRR GCRTRERTCR Ser S ThrT Asn N GInQ o Gly G Pro P CysC Sec U
2 10.1
- o OH _ o
S M S
HZ”JﬁfDH U oy s OH OH OH a
o} 0 0 0 0 o HaN HyN HaN 0
F =
S 0 0 o} T
Alanine  Valine Isoleucine Leucine Methionine | £ Phenylalanine Tyrosine Tryptophan | T
_ ) ] Ala A ValV llel Leu L Met M Phe F TyrY Trp W
Isoform 2 (identifier: P0O4554-2) [UniParc] L FASTA @ Add to basket
The sequence of this isoform differs from the canonical sequence as follows: Thomas fyckmans 2021
91-102: GCRTRKRTCRRH — ESLGDPLNQNFLSQKAAEPGREHAEGTKLPGPLTPSWHKLRKSRPKHQWVRP ) )
| BLAST v | GO

Show =»
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UniProt &

Protein databases UniProtkB - POO5:
— Seqguence, structure, function, domains, localization,
Interactions, related proteins...

Feature table

— UniProt KB - aggregation of other databases, Specialized

— Physico-chemical parameters from the sequence - g
ProtParam g

— Biological pathways - Reactome

— Enzymes - Brenda

— Proteomics - ProteomicsDB

— Posttranslational modifications - IPTMnet

— Domains - Pfam

— And many others
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DNA sequence database

m U.S. National Library of Medicine NCBI National Center for Biotechnology Information

BLAST ° 5 blastn suite

— BLAST =Basic Local o

BLASTN programs search nucleotide databases using a nucleotide query. more

Enter Query Sequence

-
AI I n ' ' l n r h I I Enter accession number(s), gi(s), or FASTA sequence(s) & Clear Query subrange &
1 atgasassga SCACATCLAA] TOCGATATCA ACOACLLLAT TLLTATTLAL ~
atcttgtaat From| |
61 aattoagggs SAQOLUSYTA TLOLOSALSE ACLAALOCEY CLOACTAGES

tgcgaaaggg T
121 cotaAtorta CAGASATAAD CAAMAABATE ACAQATTCOEA ATgQOATTEgE v o

— Search and comparison of =~ &=

Or, upload file Prochazet... | Soubor nevybran %]

Job Title

segquences s

O Align two or more sequences &

Choose Search Set
— ‘ I l an Database (® Standard databases (nr etc.): OrRNA/ITS databases (OGenomic + transcript databases (O Betacoronavirus

Nudeotide collection (nr/nt) | i
Organism r
" r] 1 e - n m C:?lor-al Oexclude *
— I I n g p rO I rO Enter organism common name, binomial, or tax id. Only 20 top taxa will be shown &
Exclude [ Models pMXP) O] Uncultured/emvironmental sample sequences
Optional
S e l I e n C e Limit to [ Sequences from type material
Optional
q Entrez Query |Ym|m.; Create custom database
Optional Enter an Entrez query to limit search &

— Also for exists proteins

® Highly similar sequences (megablast)
(O More dissimilar sequences (discontiguous megablast)

O Somewhat similar sequences (blastn)
Dro eln Choose a BLAST algorithm &'

BLAST Search database Nucleotide collection (nr/nt) using Megablast (Optimize for highly similar sequences)
) [ show resuits in a new window

(#Algorithm parameters
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BLAST

— BLAST =Basic Local Alignment Search Tool

— Widely used sequence similarity search tool

— Finds high scoring local alignments between two sequences (Protein or
DNA)
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BLAST

| have a DNA or protein sequence

— What is it related to? What does it do? (Homology, conserved domains)

— Is it already In the database (identification)?
— Find matching sequence in the database or organism of origin

— Where is it located? How is it organized in a genome?
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BLAST

https://blast.nchi.nlm.nih.gov/Blast.cqi

Basic Local Alighnment Search Tool
ElasticBLAST is here!

BLAST finds regions of similarity between biological sequences. The ElasticBLAST is a new cloud based tool to run your
program compares nucleotide or protein sequences to sequence BLAST searches faster and make you more effective.
databases and calculates the statistical significance. Learn more

Mon, 07 Feb 2022 12:00:00 EST More BLAST news...

Web BLAST

/
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BLAST

Task 5: Identification search:

— Look within the 16S rRNA type strains database
— Visualize distance trees of results

— Manipulate tree viewer display

— Use MOLE-BLAST tool

— https://blast.ncbhi.nim.nith.gov/Blast.cql
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BLAST

20 uncultured bacterias; Link to retrieve data: https://qo.usa.qov/xUEX4

= NCBl Resources [¥) Sign in to NCBI
MNucleotide Nucleotide v | |
Advanced Help

COVID-19 Information a

: 0
AV al I ab I e O n I S . Public health information (CDC) | Research information (NIH) | SARS-CoV.2 data (NCBI) | Prevention and treatment information (HHS) | Espariol
L

. Species Summary ~ 20 per page » Sort by Default order ~ Sendio:»  Filters: Manage Filters
O r OC u I I I e n Bacteria (20)
L]
Customize ... Analyze these sequences =
ltems: 20 Y 4
Molecule types Run BLAST

genomic DNA/RNA (20 [J Uncultured bacterium clone T31 165 ribosomal RNA gene, partial sequence
« NAME POSTED BY i -
Customize ... 1. 1,503 bp linear DNA
. N Source databases Accession: KU524801.1 Gl 1028800408 Find related data =
+_ 04. seminar - databases 04 hodina - databaze /12 Sebej, P. INSDC (GenBank) (20) Publed  Taxonomy Database
Customize ... GenBank FASTA Graphics PopSet
ii Sequence Type
m]] 4. Database 2 _Instruction EN.docx I g b NUZIEDUGE[;; [ Uncultured bacterium gene for 165 rRNA. partial sequence, clone: BS-65
' 2. 1,508 bp linear DNA
m]] Database_ressource_list_link.docx Mayer, L. Sequence length Accession: ABT59680.1 GI: 440646027 Recent activity =
Custom range... Taxonomy
- Turn Off Clear
Release date GenBank FASTA Graphics
Custom range... Your browsing activity is empty

[J Uncultured bacterium clone 16slp93-3h10.q1k 16S ribosomal RNA gene. partial sequence
1,495 bp linear DNA

Accession: GQ158974.1 GI- 240005816

PubMed Taxonomy

GenBank FASTA Graphics PopSet

Revision date
Custom range...

w

Clear all

Show additional filters
[ Uncultured bacterium clone 002-h10 165 ribosomal RNA gene, partial sequence
1,416 bp linear DNA
Accession: DQO04997.1 GI: 113870116
PubMed Taxonomy
GenBank FASTA Graphics PopSet
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https://go.usa.gov/xUEX4

BLAST

| blastn  [EEE blastx thlastn thlastx

Enter Query Sequence

Standard Nucleotide BLAST

BLASTN programs search nucleotide databases using a nucleotide query. more...

Enter accession number(s), gi(s), or FASTA sequence(s) @ cClear Query subrange ©

KU524801.1 &
ABT59680.1 |
GQ158974.1 v
DQ904997 1 y To | |

Or, upload file Choose file | No file chosen (7]

Job Title | |

Enter a descriptive title for your BLAST search 9

LI Align two or more sequences @

Choose Search Set

Database @ standard databases (nretc.): (O rRNA/TS databases () Genomic + transcript databases () Betacoronavirus
| MNucleotide collection (nrint) v | (7]

Organism —

Optional | ||—| exclude
Enter organism common name, binomial, or tax id. Only 20 top taxa will be shown 9

Exclude (] models (xMxP)[_] Uncultured/environmental sample sequences

Optional

Limit to || Sequences from type material

Opticnal

Entrez Query | | Youlfl Create custom database

T Enter an Entrez query to limit search @
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BLAST

m blastp blastx tblastn tblastx

Enter Query Sequence

Enter accession number(s), gi(s), or FASTA sequence(s) @ ciear Query subrange ©

KU524801.1 =
ABT59680.1 |
GQ158974 1 v
DQ904997 1 4 To | |

Or, upload file Choose file | No file chosen e

Job Title | |

Standard Nucleotide BLAST

BLASTN programs search nucleotide databases using a nucleotide query. more...

Enter a descriptive title for your BLAST search Q

[_| Align two or more sequences @

Choose Search Set

Database (O standard databases (nr etc.): :@): rRNA/TS databases () Genomic + transcript databases () Betacoronavirus
[ | 165 ribosomal RNA sequences (Bacteria and Archaea) A |ﬂ_rgeted Loci Project Information

Organism =

| 10 exciuse

Enter organism common name, binomial, or tax id. Only 20 top taxa will be shown e

Exclude (] mModels (xmixP)[_] Uncuttured/environmental sample sequences

Optional

Limit to || sequences from type material

Optional

Entrez Query | | Youll[[§ Create custom database

B Enter an Entrez query to limit search @
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BLAST

Job Title: gb|KU524801.1|

Request ID 1YBMVEFY016

Status
Submitted at

Searching
Wed Mar 2 03:45:15 2022

Wed Mar 02 03:45:20 2022
00:00:05

Current time

Time since submission

This page will be automatically updated in 2 seconds

Link to get results:
https://blast.ncbi.nim.nih.gov/Blast.cqi?CMD=Get&RID=NH1S5873K015
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BLAST

BLAST @ » blastn suite » results for RID-NH1S873K015

Home Recent Resulis

D BLAST Help Videos

Saved Strategies Help

“IBack to Traditional Results Page

| | exclude

Type common name, binomial, taxid or group name

E value

Query Coverage

to

to

< Edit Search Save Search Search Summary v © How to read this report?

Job Title KU524801:Uncultured bacterium clone T31 16S... Filter Results
RID NH15873K015 Search expires on 10-27 09:02 am Download All v

Organism only top 20 will appear
Results for 1-gbJKU524801.1 Uncultured bacterium clone T31 165 ribosomal RN,
Program

=+ Add organism
Database rENA_typestrains/prokaryotic_165_ribosomal RNA

See details v Percent Identity

Query ID KU524801 .1 to
Description Uncultured bacterium clone T31 165 ribosomal RNA gene

Molecule type nucleic acid
Query Length 1503

Other reports  Distance tree of resulis MSA viewer @

Graphic Summary Alignments Taxonomy

Sequences producing significant alignments

select all 100 sequences selected
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Graphic Summary Alignments Taxonomy

B LAS I Sequences producing significant alignments Download “ [IJ Select columns ™~  Show 2

select all 100 sequences selected GenBank Graphics Distance tree of results  [EEMSA Viewer
D Scentfcame | (O ooms Cover vatil| tdgnt fLon | Accessn
[ [] [ - - - - e -

_ I d e ntlfl Catl O n Shigella dysenteriae strain ATCC 13313 16S ribosomal RNA, partial sequence Shigella dysenter... 2713 2713 99% 0.0 | 99.00% [1487 NR_026332.1
Escherichia fergusonii ATCC 35469 163 ribosomal RNA, complete sequence Escherichia fergu... 2693 2693 100% 0.0 § 99.00% N1542 NR_0745902 1
Escherichia marmotae strain HT073016 165 ribosomal RNA, _partial sequence Escherichia mar... 2676 2676 100% 0.0 F 99.00% [1504 NR_136472.1
Shigella flexneri strain ATCC 29903 16S ribosomal RMNA, partial sequence Shigella flexneri 2660 2660 99% 0.0} 99.00% 1488 NR_026331.1
Shigella sonnei strain CECT 4387 165 ribosomal RNA, _partial sequence Shigella sonnei 2652 2652 99% 0.0 f 99.00% [1530 NR_104826.1
Shigella boydii strain P288 163 ribosomal RNA, partial sequence Shigella boydii 2661 2651 98% 0.0 § 99.00% BM515 NR_1045901.1
Escherichia ferqusonii ATCC 35469 163 ribosomal BENA, partial sequence Escherichia fergu... 2623 2623 98% 0.0 § 99.00% M473 NR_027549 1
Escherichia albertii strain Albert 19982 16S ribosomal RNA _partial sequence Escherichia alberti 2623 2623 98% 0.0 99.00% 1494 NR_0255691
Escherichia fergusonii strain NBRC 102419 16S ribosomal RMA, partial sequence Escherichia fergu... 2615 2615 97% 0.0 F 99.00% B1467 NR_114079.1
Escherichia coli strain NBRC 102203 165 ribosomal RNA, partial sequence Escherichia coli 2615 2615 97% 0.0 7 99.00% 1467 NR_1140421
Citrobacter amalonaticus strain CECT 863 165 ribosomal RNA,_partial sequence Citrobacter amal .. 2579 2579 99% 00 9800% 1504 NR_1048231
Salmonella enterica subsp. enterica serovar Typhi 163 ribosomal RNA,_partial sequence 2577 2577 100% 00 9800% 1534 NR_0747991
Citrobacter koseri strain LMG 5519 165 ribosomal RNA _partial sequence Citrobacter koseri 2560 2560 98% 00 9500% 1494 NR_ 1181051
Citrobacter farmeri strain CDC 2991-81 165 ribosomal RNA _partial sequence Citrobacter farmeri 2558 2558 99% 0.0 9500% 1511 NR_024861.1
Citrobacter amalonaticus strain LMG 7373 165 ribosomal BMA, partial sequence Citrobacter amal... 2553 2553 98% 0.0 95.00% 1494 NE_118106.1
Escherichia coli strain U 5/41 165 ribosomal BNA_ partial sequence Escherichia coli 2563 2553 96% 0.0 95.00% 1450 NR_024570.1
Salmonella enterica subsp. arizonae strain ATCC 13314 168 ribosomal RNA, partial sequence Salmonella enteri... 2551 2551  99% 00 9800% 1491 NR_041696.1
Citrobacter koseri strain CDC-8132-86 16S ribosomal RNA _partial sequence Citrobacter koseri 2534 2534 97% 00 9800% 1469 NE_1048901
Salmonella bongori strain DSM 13772 165 ribosomal BNA, partial sequence Salmonella bongori 2523 2523 96% 0.0 95.00% 1443 NE_1161241
Citrobacter koseri strain CIP 82.87 165 ribosomal RNA, partial sequence Citrobacter koseri 2512 2512 97% 0.0 98.00% 1459 NR_118588.1
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BLAST

BLAST @ » blastn suite » results for RID-NH15873K015 Home RecentResults Saved Strategies Help

< Edit Search Save Search Search Summary v

© How to read this report? @ BLAST Help Videos *)Back to Traditional Results Page

Job Title KU524801:Uncultured bacterium clone T31 168... Filter Results
RID NH1S873K015 Search expires on 10-27 09:02 am Download All v
Organism only top 20 will appear exclude
Results for 1:9blKU524801.1 Uncultured bacterium clone T31 163 ribosomal RN, v U
— Type common name, binomial, taxid or group name
Program BLASTN @ Citation v _
=+ Add organism
Database rRNA_typestrains/prokaryotic_16S_ribosomal_RNA
See details v Percent ldentity E value Query Coverage
Query ID KU524801.1 to to to
Description Uncultured bacterium clone T31 165 ribosomal RNA gene
Molecule type nucleic acid m
Query Length 1503

Other reports

Graphic Summary Alignments

Distance tree of results | MSA viewer @

Taxonomy

Sequences producing significant alignments

Download

[E3 Select columns ~ Show e

select all 100 sequences selected GenBank Graphics Distance tree of results  [[EgMSA Viewer
Deserpton SORUENAMS | (O Seore Cover vamie | lant | Lon | Accessr
- - - - - -
Shigella dysenteriae strain ATCC 13313 16S ribosomal RNA, partial sequence Shigella dysenter... 2713 2713 99% 0.0 99.00% 1487 NR_0263321
Escherichia fergusonii ATCC 35469 165 ribosomal RNA,_complete sequence Escherichia ferg... 2693 2693 100% 0.0 995.00% 1542 NR_074902.1
Escherichia marmotae strain HT073016 165 ribosomal RNA,_partial sequence Escherichiamar... 2676 2676 100% 0.0 99500% 1504 NR_1364721
Shigella flexneri strain ATCC 29903 165 ribosomal RMA, partial sequence Shigella flexneri 2660 2660 99% 0.0 995.00% 1488 NR_026331.1
Shigella sonnei strain CECT 4887 165 ribosomal RMNA,_partial sequence Shigella sonnei 2652 2652 9%% 0.0 99.00% 1530 NR_1048261
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BLAST

mal RNA. partial sequence
obacter faecalis strain 25 CIT 165 ribosomal RNA, partial sequence

smimwellln blattae DSM 4481 = NBRC 105725 165 ribosomal RNA. nartial seauence
< Shimwellia blattae DSM 4481 = NBRC 105725 strain CIP 104942 168 riboso

— ==l enterobacteria | 5 leaves

 — Pseudocitrobacter

faecalis strain C138 165 ribosomal RNA, paitial sequence
“* Pantoea dispersa strain DSM 30073 165 ribosonial RNA. partial seauence
rinus strain B43 168 ribosomal RNA, partial sequence

“ Pluralibacter g
@ Cronobacter turicensis 23032 168 ribosomal RNA, complete sequence
- bacteria | 4 leaves

Y
—s

4 Cronobacter condimenti 1330 168 ribosomal RNA, partial sequence
=l enterobacteria | 2 leaves
- 1

cteria | 4 leaves

]
T

’_:?—-mmmm =
A enterobactetia | 3 leaves
“ Leclercia adecarboxvlata strain CIP §2.92 165 ribosomal RNA. partial sequence

I—‘mmbnmeriﬂ 11 leaves
“ Leclercia adecarboxylata ATCC 23216 = NBRC 102595 strain LMG 2803 165 ribosomal RN A, partial sequence
Enterobacter ludwigii strain EN-11% 165 ribosomal RNA, partial sequence

sl enterobacteria | 4 leaves

ﬁdememhnmrin | 6 leaves
= Klebsiella quasipne umoniae subsp. similipneumoniae strain 07A044 165 ribosomal RNA, partial sequence

Enterobacter cloacae strain DSM 30054 168 ribosomal RNA, partial sequence
Enterobacter cloacae strain NBRC 13535 165 ribosomal RNA, partial sequence

’—'g&mbnmr cloacae strain 279-56 165 ribosomal RNA, partial sequence
“ Enterobacter cloacae strain ATCC 13047 168 ribosomal RNA, complete sequence

=

-:J Enterobacter cloacae subsp. dissolvens strain ATCC 23373 168 ribosomal RNA. partial sequence
Enterobacter cloacae subsp. dissolvens strain LMG 2683 165 ribosomal RNA, partial sequence
“ Citrobacter youngae strain GTC 1314 165 ribosomal RNA, partial sequence

“ Atlantibacter hermannii strain CIP 103176 165 ribosomal RNA, partial sequence

Mmmmmrh | 2 leaves

==l enterobacteria | 4 leaves
o "M enterohacteria | 2 leaves
Citrobacter farmeri strain CDC 2991-81 168 ribosomal RNA, paitial sequence

.
ﬂa—ﬂ-mterohnmerln | 2 leaves
Salmonella enterica subsp. enterica serovar Typhi 168 ribosomal RNA . partial sequence

A 9 5almonella enterica subsp. enterica serovar Typhimurium strain LT2 168 ribosomal RNA, partial sequence
enterobacteria | 2 leaves
|la enterica subsp. salamae strain DSM 9220 168 ribosomal RNA, partial sequence

2 8al
“ Salmonella bongori strain NCTC 12419 168 ribosomal RNA, complete sequence

enterobacteria | 3 leaves

Citrobacter koseri strain CDC-8132-86 165 ribosomal RNA partial sequence
“ Raoultella planticola ATCC 33531 strain JCM 7251 165 ribosomal RNA, partial sequence
@ Citrobacter koseri strain CIF 82 .87 1658 ribosomal RNA, partial sequence

Citrobacter koseri strain LMG 5519 165 ribosomal RNA. partial sequence
W Citrobacter koseri strain LMG 5519 165 ribosomal RNA, partial sequence

5

train NBRC 102203 168 ribosomal RN A, partial sequence
“ Escherichia coli strain U 5/41 165 ribosomal RNA, partial sequence

r-) Escherichia coli s

Escherichia fereusonii ATCC 35469 168 ribosomal RNA. complete sequence
Shigella flexneri strain ATCC 29903 168 ribosomal RNA. partial seauence

Shieella sonnei strain CECT 4887 165 ribosomal RNA. partial seauence

“ Escherichia fergusonii ATOC 35469 165 ribosomal RNA, partial sequence

enterobacteria | 2 leaves
enterobacteria | 2 leaves
“ Escherichia marmotae strain HTO73016 168 ribosomal RNA, partial sequence

Uncultured bacterium clone T31 168 ribosomal RNA gene, partial sequence
Shigella dysenteriae strain ATCC 13313 165 ribosomal RNA, partial sequence

MUNI|[RECETOX
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MOLE-BLAST

KU524801.1

AB759680.1

: _ : GQ158974.1

— Extension tool: cluster things together DO904997.1
— https://blast.nchi.nim.nih.gov/moleblast/moleblast.cq PP
I EU556993.1

— Does BLAST search, but also full multiple sequence e
alignment FM874039.1

_ _ HM124388.1

— Will give a tree that cluster the 20 sequences FJ624883.1
— With 16s sequences EU236261.1

. EF508875.1

— also with each other DQ814438.1
HM779760.1

HM780090.1

" TN . I EF604165.1

— For time constraining reason: Copy/paste the first 3 =-27°>7
sequences (see word document) EF604230.1
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https://blast.ncbi.nlm.nih.gov/moleblast/moleblast.cgi

MOLE-BLAST

MOLE-BLAST rthisis a BLAST test site @ Neighbor Search Tool

MOLE-BLAST is an experimental tool that helps taxonomists find closest database neighbors of submitted query sequences. It computes a multiple sequence alignment (MSA) between the query sequences along v
seguences come from different genes or loci, MOLE-BLAST can cluster them and compute an MSA and a phylogenetic tree for each locus separately. This tool may eventually be incorporated into our supported sui

Nucleotide

Enter Query Sequences

MOLE-BLA ST searches for clogsest neighbors... &)

Enter nucleotide accessions, gis, or FASTA sequences{up to 300 input sequences with up to 5000 bases each) @  Clear

DQE14428.

HM7 75768,
HM7E8858.
EFeB4165.
EFeR4435.
EFoB4228.

Or, upload FASTA file Choose file | Mo file chosen

Job Title |

= R

Choose Search Set

Database | 165 ribosomal RNA sequences (Bacteria and Archaea)
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MOLE-BLAST

MOLE-BLAST Neighbor Search Tool

@ Please, do not close the browser before the processing is completed

Mole-BLAST Request ID 1YDFTD4F413
Status Calculating
Submitted at Wed Mar 02 04:16:35 2022

Wed Mar 02 04:16:41 2022

B seconds

Current time

Time since submission

This page will be automatically updated in 10 seconds

— Then we walit!
— (Let it run in the background while we continue, it will take a few minutes...)

— https://lwww.youtube.com/watch?v=JKD5laNtwSc&ab channel=TheNationallLibraryofMedicine (source for the exercice)
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https://www.youtube.com/watch?v=JKD5laNtwSc&ab_channel=TheNationalLibraryofMedicine

Registration databases

— Look for the status of a compound (authorized for use vs banned)

— ECHA: European Chemical Agency

— Shows substances registered for use in EU
— Toxicity criteria and labelling
— Somehow of a mess to find registration status

— Chemicals under REACH Legislation
REACH = Registration, Evaluation, Authorization, Chemicals
Applies to all chemicals sold on the European market (more than 1 tonne per year)
Insure safety of chemicals used for humans and environment

— https://echa.europa.eu/home
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https://echa.europa.eu/home

Registration databases

An agency of the European Union Sign In English (en)

r‘ E C H A About Us Contact Jobs

EUROPEAN CHEMICALS AGENCY

LEGISLATION CONSULTATIONS INFORMATION ON CHEMICALS SUPPORT

Search our data COVID-19 information

V! 1have read and I accept the legal notice
Search for chemicals / regulated substances

e.g. Formaldehyde, or 200-001-8 or 50-00-0, or 605-001-00-5 Search for chemicals Some of our IT applications
and systems are due to

undergo maintenance.

ADVANCED SEARCH i
Read more about their

availability

Search for articles (products) in SCIP database Search SCIP database

& 2 Follow us
Do you have information on uses of ' nmnm

eight substances proposed for
Read ECHA Weekly news

Subscribe to our news

ECHA invites comments on its proposal to include eight substances of
very high concern in the REACH Authorisation List. Comments can be
given by 2 May 2022.

EU CHEMICALS
LEGISLATION FINDER

Knaow how EU laws affectyour business

57 Ludovic Mayer — 4. Databases o IVI U I\I I | R E c E T 0 X




Registration databases

Substance Infocard

a problem or have feedb

Fonofos

Regulatory process names 23 Translated names 43 CAS names 1 IUPAC names 1 Other identifiers 6

RSS5]

o= Cm

Substance identity € Hazard classification & labelling €

EC / List no.: 213-408-0 &" ‘2

Danger! According to the harmonised classification and labelling
(CLPDO) approved by the European Union, this substance is fatal if
swallowed, is fatal in contact with skin, is very toxic to aquatic life
and is very toxic to aquatic life with long lasting effects.

Key datasets

Brief Profile REACH registered CaL Biocidal active
substance factsheets Inventory substance factsheets

Regulatory context
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PACT tool

Here you can find all of the regulations and regulatory lists in which this substance appears, according to the data available to ECHA. This
substance has been found in the following regulatory activities (directly, or inheriting the regulatory context of a parent substance):

about INFOCARD - Last updated: 21/12/2021

Regulatory Obligations

MUNI|[RECETOX
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Registration databases

— Task 5: Find EU authorization status of the following compound, using

following links
— https://go.drugbank.com/ (Drug database)

— https://ec.europa.eu/food/plants/pesticides/eu-pesticides-database en (EU pesticide database)

— https://www.echemportal.org/echemportal/ (EU chemical portal)

— https://risctox.istas.net/en/ (Toxic substance database)

— https://echa.europa.eu/home (ECHA website)

For these compounds:
Dicloxacillin — Epoxiconazole — Decachlorobiphenyl
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https://go.drugbank.com/
https://ec.europa.eu/food/plants/pesticides/eu-pesticides-database_en
https://www.echemportal.org/echemportal/
https://risctox.istas.net/en/
https://echa.europa.eu/home

Registration databases

@RUGBANK online

Browse ~

Discover published papers by academic researchers that use DrugBank data.

GEED i oxacillin

Identification

Summary

Generic Name

Background

Type

Structure

Pharmacology
Interactions
Products

Categories
9 Synonyms

Chemical Identifiers Show All Synonyms
References

External IDs
Clinical Trials aw As Tak

Pharmacoeconomics
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CovID19 ~ Search ~

Dicloxacillin is a penicillin used to treat penicillinase-producing bacterial infections that are

susceptible to the drug.
Dicloxacillin
One of the penicillins which is resistant to penicillinase.

small Molecule

© Similar Structures

‘ 3D ‘ Download ~

Dicloxacilina & Dicloxacillin 4 = Dicloxacillina 1§

Bayer 5488 BRL 1702 BRL-1702 P 1011 R 13423

DrugBank Accession Number

Groups

Weight

Chemical Formula

Dicloxacilline I8 Dicloxacillinum 01

R-13423

Downloads Solutions ~ About ~

D G

x

Interaction Checker

& Watch ~

DBO0485

Approved, Investigational, Vet approved

Average: 470.326
Monoisotopic: 469.026596773

CqgH17C15N3055
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Registration databases

m English () Search

European Commission » Food, farming, fisheries » Food Safety > Plants > Pesticides » EU Pesticides database

Search Active substances, safeners and synergists

Search options Active substances, safeners and synergists (1 matching

Type records)

Export Active substances

Status

ning seletled epoxiconazole|

Legislation

1a selected . CURRENT APPROVAL PERIOD 01/05/2009 - 30/04/2020

Epoxiconazole
Authorised in
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egistration databases

Sign In Engli:

e European Union

MECHA

EUROPEAN CHEMICALS AGENCY

INFORMATION ON CHEMICALS SUPPORT

LEGISLATION CONSULTATIONS

ECHA > Substance Information

Substance

Decachloro-1,1"-biphenyl

Regulatory process names 6 1UPAC names 2 Other identifiers 3 |Groups: ¢

Substance identity Hazard classification & labelling Properties of concern

EC / List no.: 218-115-1
Persistent Organic Pollutant
CAS no.: 2051-24-3

Warning! According to the classification provided by companies to
Mol. formula: C12C110 ECHA in CLP notifications this substance is very toxic to aquatic
life, is very toxic to aquatic life with long lasting effects and may
cause damage to organs through prolonged or repeated exposure.

v POPs - Persistent Organic Pollutants Regulations

m List of substances subject to POPs Regulation Substances whose production and use are banned or severely restricted under
the POPs Regulation and/or which are subject to release reduction provisions

under the POPs Regulation.
L]

MUNI|[RECETOX
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Registration databases

— Very clear DB for some type of compounds:

— Pesticides
— Drugs
— But not for other types of compounds

— Alternatives: googling it, news articles can be useful or EU legislation text

— But information can be very complicated to find
— Public information / private company - Full disclosure legislation doesn’t exist
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Registration databases

— Other sources of chemical information (incl. Databases)

— Manufacturers and dealers: Merck, TCI, Acros,...
— Large projects: NIH library (US -National Institute of Health, etc.)
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MOLE-BLAST

Tree method Max Seq Difference Sequence Label Locus
|FaslMinimum Evolution V| o |DTS v | g |Sequence Title (ifavail‘v| r*1) |anus 1 V| (7]
Mouse over an internal node for a subtree or alignment. Click an tree |abel to sslact saquence to download Hide legend
‘ | v [Cal| - + TNT @ CZI I:D ﬁ G o S Tools - @ Upload || 2 - a"el color map
Escherichia marmotae strain HTO73016 165 ribosomal RNA, partial sequence

[lren e e
Blast names color map

W
Shigella dysenteriae strain ATCC 13313 165 ribosomal RNA, partial sequence

=

l‘ Uncultured bacterium clone T31 165 ribosomal RNA gene, partial sequence

L

#Uncultured bacterium gene for 165 rRNA, partial sequence, clone: BS-63

Shigella flexneri strain ATCC 29903 165 ribosomal RNA, partial sequence

A Shigella sonnei strain CECT 4887 165 ribosomal RNA, partial sequence

b ichia fergusonii strain NBRC 102419 165 ribosomal RNA, partial sequence
—a
A Escherichia fergusonii ATCC 35469 165 ribosomal RNA, partial sequence
" Escherichia albertii strain Albert 19982 165 ribosomal RNA, partial sequence
Shigella boydii strain P288 168 ribosomal RNA, partial sequence
.
Lg
Escherichia coli sirain NBRC 102203 165 ribosomal RNA, partial sequence
@ Escherichia fergusonii ATCC 35469 165 RNA, i )
S Uncul d bacterium clone 16slp93-3h10.q1k 165 ribosomal RNA gene, partial sequence

Success

eel

Nodes 25(0 selected ) . View port at (0,0) of 1732x750 |—
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MOLE-BLAST

Tree method Max Seq Difference Sequence Label Locus.
|Fasl Minimum Evolution v| (7] \ 0.75 V| (7] |Sequence Title (if availiv| (*] |anus 1v |

Mouse over an internal nade for 3 subtree or alignment. Click on tree Izbel to select sequence to download Hide lagend

Find: v [Clal| - + w| @Iac 442 ReTools + | @uplead || P - abelcnlormap
2

“ Uncultured bacterium clone 4-55 163 ribosomal RNA gene, partial sequence l:‘
[ “|Eubacterium] tenue strain DSM 20695 168 ribosontal RNA. partial sequence

Blast names color map
I’_\, [Eubacterium] tenue strain DSM 20695 168 ribosomal RNA, partial sequence baceriz

- . m o rry— n o firmicutes
,7 Paeniclostridium sordellii strain JCM 3814 163 ribosomal RNA, partial sequence

r-‘ Paraclostridium benzoelyticum sirain JC272 168 ribosomal RNA, partial sequence

]_|—--J Paraclostridium bifermentans strain ATCC 638 165 ribosomal RNA, partial sequence

enterohacteria

' Paeniclostridium ghonii strain JCM 1400 165 ribosomal RNA, partial sequence

Paeniclostridium ghonii strain NCIMB 10636 165 ribosomal RNA, partial sequence

7
“ Paraclostridium bifermentans strain JCM 1386 165 ribosomal RNA, partial sequence

U baclerium clone CK_2C4_122 165 ribosomal RNA gene, partial sequence

1A 1 pora irregularis DSM 2635 168 ribosomal RNA, partial sequence

4 Clostridioides difficile ATCC 9689 = DSM 1296 165 ribosomal RNA, partial sequence

=

bacterium clone (02-h10 168 ribosomal RNA gene, partial sequence

“Clostridioides difficile ATCC 9689 = DSM 1296 strain JCM 1296 165 ribosomal RNA, partial sequence
,— [Clostridium | dakarense strain FF1 163 ribosomal RN A, partial sequence

Ll DSM 797 strain ATCC 25759 168 ribosonal RNA, partial sequence

[ Romboutsia timonensis strain DR 165 ribosomal RNA, partial sequence

* Rombouisia ilealis sirain CRIB 163 ribosomal RN A, partial sequence
Escherichia marmotae strain HTO73016 168 ribosomal RNA, partial sequence

" Uncultured bacterium clone 16slp93-3h10.q1k 165 ribosomal RNA gene, partial sequence

A Escherichia fergusonii ATCC 35469 165 ri RMNA,

0

Escherichia coli strain NBRC 102203 168 ribosomal RNA | partial sequence
4 Escherichia fergusonii strain NBRC 102419 165 ribosomal RNA, partial sequence
Escherichia fergusonii ATOC 35468 1658 ribosomal RNA, partial sequence

Shigella flexneri strain ATCC 29903 168 ribosomal RNA, partial sequence

Shigella sonnei strain CECT 4887 163 ribosomal RNA, partial sequence

Escherichia albertii strain Albert 19982 165 ribosomal RNA | partial sequence
Shigella boydii strain P288 165 ribosomal RNA, partial sequence

Shigella dysenteriae strain ATCC 13313 168 ribosomal RNA, partial sequence
FUncultured bacterium clone T31 165 ribosomal RNA pene, partial sequence

T't Uncultured bacterium gene for 165 rRNA, partial sequence, clone: BS-65

Nodes 61(0 selected ) . View port at (0,0) of 1732x750 M
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Magasine database

— Publishers (industry-specific or broad-based)
— Larger consortia or aggregators
— Other organizations: e.g., NIH
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Magasine database

— https://pubs.acs.org/ (American Chemical society)

Access provided by MASARYK UNIV BRNO Log In

ACS ACS Publications CZEN CAS

ACSPublications Q 8] my Activity &) rublications

w Most Trusted. Mast Cited. Most Read.

EVENTS & CONFERENCES OPEN SCIENCE

FOR ORGANIZATIONS FOR AUTHORS

Most Trusted. Most Cited. Most Read.

ACS Publications’ commitment to publishing high-quality content continues to attract impactful research that

NEW & NOTEWORTHY

ACS Wins Bronze Brandon Hall Group HCM
Excellence Award

addresses the world’s most important challenges.
Learning to Create Effective Patents: A New ACS
Guide Chapter

Get Access
ChemRxiv Surpasses 10,000 Preprints Posted

Browse Content

Materials Organic-
2 ganic
Science & Inorganic
Engineering

Publish with ACS New Products & Services ACS Open Science Explore ACS Solutions
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https://pubs.acs.org/

Magasine database

ACS Publications dicofol Q My Activity Ej Publications =

g Mast Trusted. Most Cited. Most Read.

NARROW RESULTS RESULTS: 1-20 of 307 Follow results: & N
CONTENT TYPE ~
REFINE SEARCH PER PAGE: 20 50 100 * SORT: RELEVANCE w
Book Chapter 28
Reference/Standard 2
12 3 4 5 6 7 2

CREN Article 32
Journal Article 204

Article
ARTICLE SUBJECT A Synthesis of Multi-core—shell Magnetic Molecularly Imprinted

Microspheres for Rapid Recognition of Dicofol in Tea =
Article 134

Hongyuan Yan*, Xiaoling Cheng, and Ning Sun
News 26

Journal of Agricultural and Food Chemistry 2013, 61,11, 2896-2901 (Article) " Subscribed ---—.-—5 —-— R
Review 8 Publication Date (Web): February 23, 2013 . l
DOI: 10.1021/jf400847b

Concentrates 4 ; ! i1

Features ; [ Abstract (2 Fulltext PDF ! _. ,

MORE (15) ~ ABSTRACT JouRNALOF
AGRICULTURAL avo

PUBLICATION DATE N FOOD CHEMISTRY

69 Ludovic Mayer — 4. Databases M U I\I I | R E c E T 0 X



Magasine database

— https://pubs.rsc.org/ (Royal Society of Chemistry)

Publishing Journals Books D: es Advanced = ROY/ ESQCIETY

OF CHEMISTRY

Network access provided by: Masarykova Univerzita V Brne

The Royal Society of Chemistry’s

Journals, Books and Databases

Our journals About our publications

The Royal Society of Chemistry publishes 48 peer-reviewed journals,
around 2,000 book titles and a collection of online databases and literature
updating services.

Our international publishing portfolio covers the core chemical sciences

including related fields such as biology, biophysics, energy and
environment, engineering, materials, medicine and physics. As a not-for-
profit publisher, we reinvest surplus funds back into the global scientific
community, supporting our mission to advance excellence in the chemical

i sciences.
Search our journals
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https://pubs.rsc.org/

Other magazine publishers

— Elsevier

— Wiley & Sons.

— Nature publishing group

— AAAS

— Hindawi

— Universities, AV, Research organizations
— Many other...
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https://www.sciencedirect.com/

ScienceDirect

Journals & Books ® E Register

Search for peer-reviewed journal articles and book chapters (including open access content)

m Advanced search

Elsevier journals offer the latest peer-reviewed research papers on
climate change, biodiversity, renewable energy and other topics

addressing our planet’s climate emergency.
Join us in working towards a sustainable future with our editorially

independent report on creating a Net Zero future.

Get the Net Zero report

Explore scientific, technical, and medical research on ScienceDirect

Physical Sciences and Engineering  Life Sciences  Health Sciences  Social Sciences and Humanities

MUNI|[RECETOX
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CAS: Chemical Abstracts Services

— Published by ACS as an abstract review journal

— It included more than 8,000 magazines and conferences, as well as technical reports,
dissertations, etc.
— 1907-2010- Today, its role has been taken over by online databases...

— Abstract databases

— They no longer make much sense
— Replaced by general ones

— More wider databasese

— PubChem - one of the CAS substitutes
— And one of the databases operated by NIH NLM: ncbi.nlm.nih.gov
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PUBCHEM

) National Library of Medicine

National Center for Biotechnology Information

PUb © hem About Blog Submit Contact

Explore Chemistry

Quickly find chemical information from authoritative sources

Try  covid-19 aspirin EGFR  C9H804

D Use Ertrez
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PUBCHEM

SEARCH FOR
epoxiconazole Q
Treating this as a text search. - -L —/ i : ‘\

COMPOUND BEST MATCH

£l Epoxiconazole; 135319-73-2; CHEBI:83758; 1-{[3-(2-chlorophenyl}-2-(4-fluorophenyl)oxiran-2-yl]methyl}-1H-1,2,4-triazole; 133855-98-8; (2RS,35R)-1-[3-(2-Chlorophenyl)-2,3-epoxy-2-(4-
A fluorophenyl)propyl]-1H-1,2,4-triazole; BAS 480F; 106325-08-0; ...
® Compound CID: 3317081
MF: Cy7H13CIFNSO MW: 329.8g/mol
IUPAC Mame: 1-[[3-(2-chlorophenyl)-2-(4-fluorophenyljoxiran-2-yllmethyl]- 1,2.4-triazole
Isomeric SMILES: C1=CC=C(C(=C1)C2C(O2)(CN3C=NC=N3)C4=CC=C({C=C4)F)CI
InChlKey: ZMYFCFLIBGAQRS-UHFFFAOYSA-N
InChl: InChl=15/C17H13CIFN30/c18-15-4-2-1-3-14(15)16-17(23-16,9-22-11-20-10-21-22)12-5-7-13(19)8-6-12/h1-8,10-11,16H,9H2
Create Date: 2005-09-07

&

Summary Similar Structures Search Related Records

Compounds Substances Literature Patents
) (78) (253) (258)

Searching PubMed abstracts and metadata. Read More...

Download v

|4=

253 results = Filters SORT BY Relevance v

‘5\ Search in PubMed A

P

Enantioselective determination of triazole fungicide epoxiconazole bioaccumulation in tubifex based on HPLC-MS/MS

PMID: 24364671 Publication Type: Article
Publication Date: 2014-01-15

ACTIONS ON RESULTS WITH ID TYPE:
@ PubMed Abstracts
O Compounds

O Substances

Journal: Journal of agricultural and food chemistry
Author(s): Chunxiao Liu, Bo Wang, Peng Xu, Tiantian Liu, Shanshan Di, Jinling Diao

Abstract: In this study, the enantioselective bioaccumulation of epoxiconazole enantiomers in tubifex (Oligochaeta, Tubificida) was investigated in two uptake pathways. A sensitive and rapid chiral method was developed
for the determination of epoxiconazole enantiomers in tubifex and soil based on high-performance liquid chromatography coupled with triple-guadrupole mass spectrometry (HPLC-MS/MS). In the spiked-water or spiked-

soil treatments, enantioselective bicaccumulation of epoxiconazole in tubifex was obersved. For spiked-water treatment, (-)-epoxiconazole accumulated in tubifex to a greater extent than (+)-epoxiconazole, leading to W Save for Later v
enrichments with a compaosition (-) > (+). However, for spiked-soil treatment, the enantioselectivity in tubifex was reversed with a preferential accumulation of (+)- epoxiconazole. Calculated accumulation factors (AFs)
indicated that epoxiconazole in spiked-water treatment had higher bicaccumulation potential than that in spiked-soil treatment. The results from the spiked-soil treatment also revealed that the dissipation of E Linked Data Set

inked Data Sets v

epoxiconazole in soil was enantioselective, and tubifex has positive effects on epoxiconazole diffusion from soil to overlying water.

Linked Compounds Count:
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PUBCHEM

P u b @ he m About Posts Submit Contact

COMPOUND SUMMARY

Epoxiconazole

Q Search PubChem

99 Cite i Download

PubChem CID 3317081

: \,Lo
g £y
Structure 0
D 3D

Find Similar Structures

T

Environmental
Health Hazard Hazard

Laboratory Chemical Safety Summary (LCSS) Datasheet

Molecular Formula Cq7H13CIFNSO
Epoxiconazole
135319-73-2
1-[[3-(2-chlorophenyl)-2-(4-fluorophenyl)oxiran-2-yljmethyl]-1,2,4-triazole
Synonyms CHEBI:83758

1-{[3-(2-chlorophenyl)-2-(4-flucrophenyljoxiran-2-yljmethyl}- 1H-1,2,4-triazole
More...
Molecular Weight 3208

Meodify Create
2023-02-18 2005-09-07

Dates

1-ylmethyl groups. It is an epoxide, a member of monochlorobenzenes, a member of monofluorobenzenes and a member of triazoles.

» ChEBI

CONTENTS

Title and Summary
1 Structures v
2 Names and Identifiers v
3 Chemical and Physical Properties v
4 Spectral Information v
5 Related Records ¥
6 Chemical Vendors

7 Drug and Medication Information v
8 Agrochemical Information v
9 Pharmacology and Biochemistry ~
10 Use and Manufacturing ~

11 Safety and Hazards v

12 Toxicity v
13 Literature ~
14 Patents v
15 Biological Test Results v

16 Classification v

17 Information Sources

1-{[3-(2-chlorophenyl)-2-(4-fluorophenyl)oxiran-2-yljmethyl}-1H-1,2,4-triazole is an epoxide that is oxirane substituted by a 2-chlorophenyl, 4-fluorophenyl and a 1H-1,2,4-triazol-
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Patent Database

— Only partial overlap with articles and monographs
— Different style of text and content

— European: ESPACENET
— US: USPTO

— Japanese

— Czech

— and others, eq:

— patents.google.com

— Patentscope (WIPO)

— freepatentsonline.com
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Patent Database

— https://worldwide.espacenet.com/

Enter your search terms

Espacenet

Patent search

Espacenet: free access to over 130 million patent documents
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https://worldwide.espacenet.com/

Patent Database

— https://worldwide.espacenet.com/

Espacenet _
atent Office = Enter your search terms Q
Patent search
e eu en
2

Espacenet: free access to over 130 million patent documents

— Let’s look for something
— Suggestions?
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https://worldwide.espacenet.com/

Espacenet

epoxiconazole
Patent search

0,
P at e I l t D at ab aS e My Espacenet Help Classification search Results . Advanced search . Filters . Popup tips

Home » Results

7 832 results found

List wiew List content Sor by

8E

Text only v Al v Relevance v

|:| (0 patents selected) Select the first 20 results

[J1. TERNARY FUNGICIDE AGENT COMBINATIONS
WQO2008061656A2 (A3) » 2008-05-29 » BAYER CROPSCIENCE AG [DE]
Earliest priority: 2006-11-24 - Earliest publication: 2008-05-29

The novel active agent combinations of spiroxamine, epoxiconazole and tebuconazole or prothioconazole have very good fungicidal
properties.

[ 2. Preparation method of epoxiconazole intermediate and preparation method of epoxiconazole
CN106279067A (B) - 2017-01-04 + JIANGSU SEVENCONTINENT GREEN CHEMICAL CO LTD
Earliest priority: 2016-08-16 = Earliest publication: 2017-01-04

. The invention relates to a preparation method of an epoxiconazole intermediate and a preparation method of epaxiconazole. The preparation
method of the epoxiconazole intermediate comprises the following steps: taking O-chlorobenzyl chloride as a raw material and carrying out
a... the epoxiconazole intermediate and the preparation method of epoxiconazole, provided by the invention, adopt a Corey

[J3.SYNERGISTIC FUNGICIDAL COMBINATION
WOQO2011117868A1 » 2011-09-29 « IRVITA PLANT PROT N V [NL]
Earliest priority: 2010-03-22 - Earliest publication: 2011-09-29

Compositions and methods employing combinations of synergistically effective amounts of folpet and epoxiconazole are p
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Conclusions
— Lots of information is available online
— Just need to know where to look for it ...

— ... and how to formulate your query

— Accessibility may sometimes be an issue...
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Exam: Assignment 2

— For April 5" —as a word
document or pdf — submitted your UGO Journal
on IS

— Instructions: From the following
list of journals, select the one that
has the same serial number as
the last digit of your UCO
number:

Last number of

Environmental Science and Technology

Chemosphere

ACS Earth and Space Chemistry

Science

TrAC Trends in Analytical Chemistry

Environmental Science & Policy

Limnologica

Energy & Environmental Science

Atmospheric Science Letters

SOl NO|O b~ W IN|F

Risk Analysis
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Exam: Assignment 2

— For April 5" —as aword document or pdf — submitted on IS
— Instructions: From the following list of journals, select the one that has the same serial number as
the last digit of your UCO number:

— Then find out for the journal you have been given:
— a) the name of the publishing house
— b) the name of the chairman of the editorial board
— ) is there a member of the editorial board who has an affiliation with a Czech institution?
— d) what types of articles does this journal accept for publication (e.g. reports, full papers,
letters, reviews, opinions, etc.

— Write a small report (10 lines maximum)
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Questions?

— Contact me anytime via email: ludovic.mayer@recetox.muni.cz
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