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FEATURE HEALTH, BIOMEDICINE, MOSQUITOES & DISEASE

Chiku ngu nya iS on the move Adults (15-49 years of age) Living with HIV
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Data unavailable
GETTI Th ngunya virus spreads via mosquitoes in tropical regions. Now it has found a way to hijack a
second mosquito, pos: threat to people in Europe, North America and China. (See below for a detailed version of the map.)

The Spread Of The Zika Virus

Countries and territories with active Zika virus transmission” and reported cases
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ChEMBL .. ) ChEMBL_20
pL YO 02.02.2015

o 1463 270 coeamHeHumn (1 456 020 UMEIOT CTPYKTYpbl)
o 13 520 737 pe3ynbtaTtoB U3IMEPEHUA aKTUBHOCTH

o 1148 942 6uotecrtoB

o 10 774 muweHen AencTBuMA

o 59 610 UCTOYHMKOB IKCNEPUMEHTAJIbHBIX AaHHbIX

https://www.ebi.ac.uk/chembl/
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Npumep ncnonb3oBaHua Web-untepdenca

EEIl » Databases » Small Molecules * ChEMEBEL Database > Target Search » Target Classification Hierarchy

Search ChEMBL... Compound:

—

\
Ligand Search Target Search Browse Targets ) Browse Drugs Brow
Frotein Target Tree "

* Click arrows or use keyboard arrows (on selected items) to navigate tree

| Clear Selections || Select All || Collapse All || Open All || Fetch selected targets

Eukaryotes (3140)
Bacterla (1225)

b- E dsDNA (98)

- | retro-transcribing (70)
i ¥ dsRNA (7)

i || Archaea (6)

- || Unclassified (2)




assay_id opraHMsm 6uoTecTa OpraHu3M MULLEHMU KypupoBaHue

986472 Tick-borne encephalitis virus NULL Autocuration
Cl . . : :
C29H26CIN304S Antiviral activity against Tick-borne
encephalitis virus Absettarov infected in
o PEK cells assessed as inhibition of viral

plaque formation after 1 hr by gentian
violet staining assay

=\ _ N IC50 70.00 nM



MCTOYHMUKM AaHHbIX M Npo6nembl HanonHeHma ChEMBL

m ChEMBL literature extraction

coeamHeHuA dKTUBHOCTHU
u PubChem BioAssays

m GSK TCAMS Malaria Data

PubChem u PDBe Ligands PubChem
: BioAssays
BioAssays ChEMBL
0 : u Novartis-GNF Malaria Data 38% ChEMBL
36% llteratqre literature
EXtraction u St Jude Children's Hospital Malaria SRRleEtion
61% Data o

i Guide to Receptors and Channels

2 Sanger Institute Genomics of Drug
Sensitivity in Cancer

PubChem
BioAssays MCTOUHMK OLLMOOK npumepbl

éuoTecThl o

XnMnyeckas yCTOﬁ‘-IMBOCTb M YNCTOTa COeEAUHEHUNA

SKCNEPUMEHT OWMBKM B KaTanorax coeaMHeHUM 1 onpeaeneH1m
KNETOYHBIX JIMHUMA

PacrnosHaBaHWe CTEePeOXMMMU M DYHKLMOHA/IbHBIX TPy

ChEMBL Npouecc usBneveH1a
literature AaHHbIX HeKoppeKTHasa M HeMoIHaA aHHOTaLUMA MO MMLLEHM
extraction JencTBumA
99,6%
HecooTBeTcTBylOWEE ONMCAHME SKCMEPMUMEHTA,
MCXoAHaA LIMTUPOBAHME MOJYYEHHBIX paHee AaHHbIX
ny6amMkauma

Ownbku B eAnMHNLUAaX U3MEPEHNA U TUMAX AKTMBHOCTEN

Nucleic Acids Res. 2012 Jan; 40(Database issue): D1100-D1107.
*Journal of Computer-Aided Molecular Design, 2015, Volume 29, Issue 9, pp 885-896.



Apxutektypa ChEMBL_20
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ChEMBL_20 Schema (14/01/2015)
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DATA_VALIDITY _COMMENT

FK

ASSAY_PARAM_ID
ASSAY 1D
PARAMETER_TYPE
PARAMETER VALUE

PARAMETER_TYPE
DESCRIPTION

RELATIONSHIF_TYPE

FK | Assay_TYPE

DESCRIPTION RERRTIOREEC

PK | ACTVITY 1D i g ASSAY 1D

FK | ABSAY ID poE I

™ | ooco k| assay_tvre \

| MOLREGNO ASSAY TEST TVPE

FK RECORD_ID ASSAY_CATEGORY
PUBLISHED RELATION DESCRIFTION
PUBLISHED TYPE ASSAY_ORGANISM
PUBLISHED_VALUE ASSAY_TAX_ID
PUBLISHED UNITS ABSAY STRAIN
STANDARD_RELATION ASSAY_TISSUE
STANDARD_TYPE ASSAY_CELL_TVPE
STANDARD_VALUE ASSAY_SUBGELLULAR_
STANDARD_UNITS FRACTION

FK D

ETANCARDITTAG FK | RELATIONSHIP TYPE
ACTIVITY_COMMENT FK | COMFIDENCE SCORE

FK | DATA_VALIDITY_COMMENT FK | CURATED BY
POTENTIAL DUPLICATE FK SRAC_ID
PCHEMEL_VALUE SAC_ASSAY_ID
BAD ENDPOINT « | cHEmBL 1D y
Uo_unms CELL_ID
QUDT_UNITS SADEORM AN

PR [ETDTACTIO PK | CURATED BY
STANDARD_TYPE DESCRIPTION
DEFINITION
STANDARD_UNITS PK | CONFIDENCE SCORE
NORMAL RANGE MIN DESCRIPTION
NORMAL_RANGE_MAX TARGET MAPPING

RELATIONSHIP DESC

GENERAL

!

IIMENTAL DA PK | TARGET TYPE PK | COMPSYN_ID
=, TARGET DESC FK | COMPONENT 1D
PARENT TYPE COMPONENT_SYNONYM
SYN_TYPE
TID PK | TARGCOMP ID PK | COMPONENT 1D
TARGET TYPE FK | TID COMPONENT_TYPE
PREF_NAME FK | COMPONENT ID py—
TAX_ID HOMOLOGUE pem—
ORGANISM SEQUENCE_MD5SUM
CHEMBL 10 DESCRIPTION
SPECIES GROUP_| E——
ORGAMISM
DB_SOURCE
TARGREL ID DB_VERSION
o
RELATIONSHIP
RELATED TID

BINDING- INFORMATION

[ cowount somsn |
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APPROVED DRUG/PESTICIDE DATA
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| DATAVALIDITY_LOOKUP | [ assarvee
[re [omouomcomer B v Tawre |
[ [ossenenon___| I

pref name
HAassaHue
MUWeHU

assay organism
Op2aHuU3Mm
6uomecma

description organism
meKkcmosoe onucaHue buomecma 8 c80600HOU opMe uesiesoll Op2aHU3M

Influenza A virus

In vitro inhibitory activity against influenza A (A/Puerto Neuraminidase

Influenza A virus

neuraminidase using enzymatic assay Rico/8/1934(H1N1))

Antiviral activity against envelope deficient HIV-1 in a
single cycle replication assay (experiment 1)

Human
herpesvirus 1 DNA
polymerase

Inhibition of HSV-1 DNA polymerase in HSV-1 C42  Herpes simplex virus
plaque reduction assay (type 1 / strain 17)

Inhibitory activity against the hepatitis C virus NS3

LTS G E protease was determined

Antiviral activity against Tick-borne encephalitis virus

Tick-borne Absettarov infected in PEK cells assessed as inhibition

encephalitis virus of viral plaque formation after 1 hr by gentian violet
staining assay
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Cnucku CnoBapb

* Hebonbloe KoNMYeCTBO BapMaHTOB *  MHOXeCTBO YHUKQ/IbHbIX 3anmcen
(< 4000) (COTHM TbICAY)

* [lpocMaTpmBalOTCA BCE 3HAYEHMA, « CocTaBngeTca Ha oCcHoBe Haubosee
HY>KHble oméupaomca 8py4HYIO BEPOATHbIX K/IH04YeBbIX €108 ANiA

MOMCKA HY¥KHbIX 3anucen
e assays.assay organism - 3952 » assays.description
« target dictionary.organism - 2420 « target dictionary.pref name

C YY4eTOM TOJIbKO MH(OPMATUBHbIX 3HaYEHUM
paccMaTpUBaeMbIX Nnosen
1%1%

H NO/ZIHOCTbKO 3aMOJIHEHHbIE

JlaHHble
® OpraHmMsm U HasBaHue
HeuHdopMaTHBHbIE 3Ha4YeHUSA MULLEHM
nonemu H TOJIbKO M0 TEKCTOBOMY
OMMCaHMIo
Pref_name | TarOrg AsOrg M OpraHM3m MCMbITaHUM

Unknown NULL Null
M 3aM0/IHEHO TO/IbKO Ha3BaHMe

Unchecked |Unidentified|Unidentified MULLEHN 5

M OpraHmM3m MCMbITaHMM U
Ha3BaHWE MULLEHM

W apyrve BapuaHTbl
3arnoJIHeHUA




Cnucku CnoBapb

%virusk, %viral%,
653 opraHusma bmotectauz 3952 gviridae%, %virinae%, %virales%,

270 opraHM3mMoB MULLEHM 2420 +

JAHHbIE Pa3/IMYHbIX TAKCOHOMMUYECKMUX
KNnaccudUKaumii BUPYCOB, Ha3BaHMS
CEMEWNCTB M1 BUJO0B, COKpaLLEHMS

web-nHTepdenc
CMUCKU+CNOBapb

0 50000 100000 150000 200000 250000 300000 350000 400000

aAKTUBHOCTU
AaHHble CMUCKM cNoBapb web-uHTepdeic
aKTMBHOCTH
MCMbITAHUA
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International Committee on Taxonomy of Viruses (ICTV)

Virus Taxonomy: 2014 Release @ How do Tuse the taxonomy tree?
EC 46, Montreal, Canada, July 2014, Email ratification 2015 (MSL #29)

: Caudovirales

: Herpesvirales history

1 Ligamernvirales

1 Monoregavirales history
Family: Bornaviridae (1 Genus) * history
= Family: Filoviridae (3 Genera) = history
. history
=  history
Species: Bundibugyo ebolavirus history |
Species: Reston ebolavirus history |
Species: Sudan ebolavirus history |
Species: Tai Forest ebolavirus history |
.7 Species: Zaire ebolavirus history |
 history

Family: Nyamiviridae (1 Genus)  history

Family: Paramyxoviridae (2 Subfamilies) ° history

Family: Rhabdoviridae (11 Genera) ° history
Order: Nidovirales (4 Families)

Order: Picornavirales history

Order: fimovirales (4 Famhes)

Virus families not assigned to an order history
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International Committee on Taxonomy of Viruses (ICTV)

L USE

2011: 9th Report

Forty Years of Virus Taxonomy
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R,

BbiBOAbI

= [lpoBeAeH aHa/M3 JaHHbIX O MPOTUBOBMPYCHbIX COEJMHEHMAX;

= PaspaboTaHa MeToAMKa NOMCKa M NepeaHHoTaUuu JaHHbIX O
NPOTUBOBMPYCHOM aKTUBHOCTM B COOTBETCTBUM C COBPEMEHHOM
TakcoHommen Bmpycos ICTV;

» [lepeaHHOTUPOBAHbI JaHHblE C KOPPEKTHO 3aroJ/IHEHHbIMM NOJIAMM
assays.assay_organism v target_dictionary.organism (270 018).

HanpaBneHua 6yayuien paboThbl

= [lepeaHHOTALMS OCTABLUMXCS JAHHBIX C UCMOJ/Ib30BAHMEM C/I0BapeEM
NoACTPOK;

= AHa/IM3 XMMMYECKOro NPOCTPaHCTBa NPOTMBOBMPYCHbIX
COeUHEHMIN Ha OCHOBE MOJIyYEHHbIX AAHHbIX.

Pabota nogaep:xaHa rpaHToM PH® Ne16-15-10307



