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[IlnaH NeKkuunwu

e TpeTu4yHaa CTpyKTypa Oenka.

o DonauHr.

e MoaenunpoBaHue TPeTUYHOUN CTPYKTYpPbI Oerka
MO roMoJsioruum.

e ba3a paHHbIX ModBase.

e MeToAabl 3KCcnepuMeHTanNnbHOro onpeaeneHus
NPOCTPAHCTBEHHON CTPYKTYpPbI OeNnKoB.

e baHk PDB.

e AHanus 0enKoBbIX CTPYKTYP.



CTpyKkTypHas 6uouHdopmaTuka

[lpenckasaHne yHKUMOHANbHbIX y4acTKOB OerikoBou
MOJSIEKYIbI

CpaBHUTENbLHbIM aHann3 CTPYKTYP POLACTBEHHbLIX Oesrikos
Knaccuukauma 6enkos Ha ocHoBe WX 3D-CTpyKTypbl
AHann3 CTPyKTYp KOMMSIEKCOB OBYX WM HECKONbKMX
MOJiekyn 6enka

AHann3 KommnrekcoB Mosiekyn Oenka ¢ Opyrumu
MOJIEKYTaMU

[lpegckasaHne BO3OEUCTBUA MOMEKYST XUMUYECKUX
BeLWleCcTB (Hanpumep, NOTEHUMAsrbHbIX J1eKapcTB) Ha
MOJIEKYIbl DenkoB

[lpegckasaHne CTPYKTypbl Oernka rno CTPyKType Oenka cC
NOXOXen nocrienoBaTeribHOCTLIO



[lpoCcTpaHCTBEHHbIE
CTPYKTYpPbl OenkoB
U UX npeackKkasaHue
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«CTpYyKTYpUpyrowime»
aMUHOKUCNOThI

Trp Phe lle Tyr Val Leu

«HecCcTpyKTYypUupyrowme»
aMWHOKUCTOTbI

Gly Ser Pro



BTOpHUYHbIE CTPYKTYpLI

PerynsipHblie (CTPYKTYpUpOBaHHbLIE)
a-Cnupanu
B-JIncTol

HeperynspHble (HECTPYKTYpUpPOBaHHbLIE)
[MloBOpPOTHLI
MNetnu
KoHueBble AOMEHbI

TpeTU4yHble CTPYKTYpbI

Q- B- (a+R)- a/B-
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[locnepoBaTenbHOCTb onpeaensieT
CTPYKTYpY Oenka

benkn, noxoxwue no
nocriegoBateribHOCTU, UMEIOT
NMOXOXYH CTPYKTYpPY

CTpYKTYpy MOXHO npeackasaTb, CpaBHUBas
aHanu3anpyemyr nocrieaoBaTesibHOCTb C
nocnenoBaTeribHOCTAMU OenkoB, ONS
KOTOPbIX 3KCNepuMeHTaribHO YyCTaHOBJIEHa

CTPYKTYpPA



MoTtuBbi

Cneundounyeckun cparmMeHT
nocrnenoBaTesibHOCTU

Pa3nnyaloT CTPYKTYPUPOBaAHHbIE W
HECTPYKTYpUpOoBaHHbI€ MOTUBbLI WU
NOBTOPLI
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HecTpykTypnpoBaHHbleé MOTUBbDI

30% O0enkoB 4YaCTUYHO UMM
NONMTHOCTBLH) HECTPYKTYPUPOBAHDI

[ToBTOpLI

Pro — Pro — Pro — Pro — Pro —Pro
GIn — GlIn — GlIn — GIn — GIn — GIn
His — His — His — His — His — His



[1O0MeHbI

He3aBucumasa rnodynspHasa eavHuua
B Oenke

YacTtb Oenka, obnaparoLwias
HEKOTOPOU aKTUBHOCTbLHO WUIU
CBOUCTBaMM

Kaxabim ooMeH urpaet CBOKO pPOJib
B (pyHKUMM Oenka



[1O0MeHbI

TonbKo Hebonbwas 4YacTb U3BECTHbIX
AOMEHOB Oblna Mu3y4yeHa
JKCnepuMeHTaribHO, OocCTalribHbleé ONUCaHbl
KaK cXoAHble 4YaCcTU FOMOJIOMUYHbIX
oenkoB

ToyHO onpepenuTb AOMEH U ero
rpaHuLbl OYeHb CJIOXHO

CyuwecTtByeT MHOro noaxonoB WU
pPa3fiIu4HbIX OOMEHHbIX KOMJeKuUn



[mobynsapHble OOMEHbI




LinHkoBbIN naneu
« ~20 AA
."\
-~ Znt2
2 Cys
2 His




JlemunHoBass 3acTeXKa-MOJTHUSA

Leu
KaXxaasi
BOCbMas

no3nuus




CepBepbl ONA Noncka AOMEHOB

InterPro

http://www.ebi.ac.uk/interpro/

CD (Conserved Domain) server (NCBI)

https://www.ncbi.nlm.nith.gov/Structure/cdd/wrpsb.cqi

Motif Scan
https://myhits.isb-sib.ch/cqgi-bin/PFSCAN



http://www.ebi.ac.uk/interpro/
https://www.ncbi.nlm.nih.gov/Structure/cdd/wrpsb.cgi
https://myhits.isb-sib.ch/cgi-bin/PFSCAN
https://myhits.isb-sib.ch/cgi-bin/PFSCAN
https://myhits.isb-sib.ch/cgi-bin/PFSCAN
https://myhits.isb-sib.ch/cgi-bin/PFSCAN
https://myhits.isb-sib.ch/cgi-bin/PFSCAN

[pynnbl 6enkoB

[nobynsipHble
MemOpaHHbIe
PnopunnapHbie
Heynopaao4yeHHbIe



mobynsapHbIN Oenok
OunenTngnnnentungasa-4




YnakoBkKa NnuicTtoB

OpToroHanbHas NMpoaonbHasn

PeTuHon-cBaA3biBaoWmnn KOHCTaHTHbINW OOMEH
oenok remMornoomHa



MemOpaHHbIN Oenok
5-HT,_ -peuenTtop




YnakoBKa da-cnupaneu

[lyyok

bakTepunopononcuH



YnakoBKa da-cnupaneu

[NepneHAuKynsapHbIe crnou




POnopunnsapHblie O0enku
OT nucTtoB K cynepcnupansam
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UniProtKB — ProtScale
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Display

Publications

Feature viewer

Feature table

None

«Top

Sequences (2+) i

Sequence status’: Complete.

This entry describes 2 isoforms? produced by alternative splicing. = Align & Add to basket

This entry has 2 described isoforms and 1 potential isoform that is computationally mapped. © Show all = Align All

Isoform 1 (identifier: P28223-1) [UniParc] & FASTA 1 Add to basket Length: 471
Mass (Da) 52,603
e 1,1994 - w2

Checksum:: EFBAA

This isoform has been chosen as the canonical* sequence. All positional information in this entry refers to it. This is also the
sequence that appears in the downloadable versions of the entry.
« Hide

ProtScale ~ GO

10 20 30 40 50
MDILCEENTS LSSTTNSIMQ LNDDTRLYSN DFNSGEANTS DAFNWIVDSE
&0 70 80 S0 100
NRTNLSCEGC LSPSCLSLLH LQEERNWSALL TAVVIILTIA GNILVIMAVS
110 120 130 140 150
LERELONATN YFLMSLATAD MLLGFLVMPV SMLTILYGYR WPLP3ELCAV
16e0 170 180 180 200

WIYLDVLEFST ASIMHELCAIS LDRYVAIQNP IHHSRFNSRT FAFLEIIAVW
210 220 230 240 250
TISVGISMPI PVEGLQDDSFE VFEEGSCLLA DDNEFVLIGSF VSFFIPLTIM
260 270 280 290 300

VITYFLTIES LQREATLCVS DLGTRAERLAS FSFLPQSSLS SERLFQRSIH

310 320 330 340 350
REPGSYTGRR TMQSISNEQR ACEVLGIVFF LEVVMWCPFF ITNIMAVICE
360 370 380 390 400
ESCNEDVIGA LLNVEVWIGY LSSAVNPLVY TLENERTYRSR FSRYIQCQYFR
410 420 430 440 450
ENEEPLQLIL VNTIPALAYFR SSQLOMGQFEE NSEQDARTTD NDCSMVALGE
460 470

QHIEEA3SEDN SDGVNEEV3C V

Isoform 2 (identifier: P28223-2) [UniParc] & FASTA 1 Add to basket Length: 387
Mass (Da): 43,940

The sequence of this isoform differs from the canonical sequence as follows:
Checksum:: DA98167A87C1AABY

1-138: MDILCEENTS...PVSMLTILYG — MQFLKSAKQK...ISCVDPEDKW
BLAST - GO

Show »




UniProtKB — ProtScale

deficka3aHne TpaHCMeMOpaHHbLIX CermMeHTOB
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(- (0 @  https;//web.expasy.org/cgi-bin/protscale/protscale.pl?P28223 C 'i:? E @ R 2 w 4 L =
EXPH Home | Contact -

ﬁ' X 2y ProtScale

ProtScale

ProtScale [Reference / Documentation] allows you to compute and represent the profile produced by any amino acid scale on a selected protein.

An amino acid scale is defined by a numerical value assigned to each type of amino acid. The most frequently used scales are the hydrophobicity or hydrophilicity scales and
the secondary structure conformational parameters scales, but many other scales exist which are based on different chemical and physical properties of the amino acids. This
program provides 57 predefined scales entered from the literature.

Enter a UniProtKB/Swiss-Prot or UniProtKB/TrEMBL accession number (AC) (e.g. P05130) or a sequence identifier (ID) (e.g. KPC1_DROME):

QOr you can paste your own sequence in the box below:

>5p|P2BZZ3 | SHT2A HUMAN S-hydroxytryptamine
gggg:;ggVZA QS=Homg sapiens QX=9606 GN=HTR2AZ PE=1

NWIVDSE —

NRINLSCESG

LSPSCLSLLHLOEENWSALLTAVVITITTIAGNITLVIMAVSTERELONATN

s 5- HT,., Human
LD VAT B

Please choose an amino acid scale from the following list. To display information about a scale (author, reference, amino acid scale values) you can click on its name.

! Molecular weilght ':' Number of codonis
) Bulkiness Polarity / Zimmerman -
Polarity / Grantham © Refractivity
! Recognition factors ] Hphob. / Eisenberg et al.
Hphok. OMH / Sweet =t al. Hphok. / Hopp & Woods
@ Hphob. / EKyte & Doolittle © Hphob. / Manavalan et al.
9 Hphob. / Bbraham & Lec ] Hphob. / Black
Hphok. / Bull & Bresse Hphok. / Fauchere et al.
! Hphob. / Guy © Hphob. / Janin
! Hphob. / Miyazawa et al. ] Hphob. / Rao & Argos
2 Hphok. / Roseman Hphok. / Tanford
o Hphob. / Wolfenden et al. © Hphob. / Welling & al
9 Hphob. HPLC / Wilson & al ] Hphob. HPLZ / Parker & al
Hphob. HPLC pH3.4 / Cowan Hphob. HPLC pH7.5 / Cowan
Hphob. / Rf mobility @) @pLc / EFBA retention
! HPLC / TFAR retenticn @) Transmembrane tendency
D HPLC / retention pH 2.1 © HPLC / retention pHE 7.4
% buried residues ) 3 zccessible residues
' Hphob. / Chothia ] Hphob. / Rose & al -




UniProtKB — ProtScale
p“ém“ CKa3aHue TpchmeM6paHHb|x CermMeHToB

(D @  https;//web.expasy.org/cgi-bin/protscale/protscale.pl?1 ﬁ E @ a 4 @ =

E

Using the scale Hphob. / Kyte & Doalittle, the individual values for the 20 amino acids are:

Ala 1.800 &Arg: -4.500 Asn: -3.500 Asp: -3.500 cCys: 2.500 Gln: -3.500
Glu: -3.500 Gly: -0.400 His: -3.200 Ile: 4.500 Leu: 3.800 Lys: -3.900
Met 1.%00 Phe: 2.800 Pro: -1.600 Ser: -0.800 Thr: -0.700 Trp: -0.900
Tyr: —-1.300 wval: 4.200 : -3.500 : -3.500 : -0.490

ProtScale output for user_sequence

4 : .

Hphob. / Kyte & Doolittle’

Score

m

50 100 150 200 250 300 350 400 450
Position

The results of your ProtScale query are available in the following formats: L

Image in GIF-format

Image in Postscript-format

Numerical format (verbose)

Numerical format (minimal, to be exported into an external application) =
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donauvHr

MonekynspHasa AuHamMuka




donauvHr

MonekynspHasa AuHamMuka



MoaenunpoBaHMe no romMosiorun

BbipaBHMBaHue: MyTauum

AMPA 392 NK---TVVVTTILESPYVMMK------------- KNHEMLE------------ GNER----

NR2B 403 DD---HLSIVTLEEAPFVIVESVDPL---SGTCMRNTVPCQ-KRIV---TENKTDEEPGYI

NR1 392 YQMSTRLKIVTIHQEPFVYVKPTLSDGTCKEEFTVNGDPVKKVICTGPNDTSPGSPR-HTV

AMPA 420 ---YEGYCVDLAAEIAKHCGFKYKLTIVGDGKYGARDADT----KIWNGMVGELVYGKADI v
NR2B 454 KKCCKGFCIDILKKISKSVKFTYDLYLVTNGKHGKKING------ TWNGMIGEVVMKRAYM S A v v V A .y

NR1 451 PQCCYGFCIDLLIKLARTMNFTYEVHLVADGKFGTQERVNNSNKKEWNGMMGELLSGQADM

AMPA 473 AIAPLTITLVREEVIDFSKPFMSLGISIMIKKG--|-|T-PIESAEDLSKQT------ EIA

NR2B 508 AVGSLTINEERSEVVDFSVPFIETGISVMVSRSNG/-[VDQVSGLSDKKFQRPNDFSPPFR

NR1 511 IVAPLTINNERAQYIEFSKPFKYQGLTILVKKEIPJ-[EERITGINDPRLRNPSD---KFI A v |_ V A

AMPA 631 YGTLDSGSTKEFFRRSKIAVFDKMWTYMRSAEPSVFVRTTAEGVARVRKSKGKYAYLLEST g s

NR2B 660 FGTVPNGSTERNIRNN----YAEMHAYMGKFNQ----RGVDDALLSLKTGK-LDAFIYDAA e
NR1 661 YATVKQSSVDIYFRRQ--VELSTMYRHMEKHNY----ESAAEAIQAVRDNK-LHAFIWDSA

AMPA 692 MNEYIEQRKP-CDTMKVG-G-NLDSKGYGIATPKGSSLGNAVNLAVLKLNEQGLLDKLKNK

NR2B 712 VLNYMAGRDEGCKLVTIGSGKVFASTGYGIAIQKDSGWKRQVDLAILQLFGDGEMEELEAL

NR1 713 VLEFEASQK--CDLVTTG--ELFFRSGFGIGMRKDSPWKQNVSLSILKSHENGFMEDLDKT

[obaBneHue nertenb OnTuMunsauus

-VV=-=-VV- .
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Protein Loop Database 4
1.Size

— ~—" 2.Geometry

3.Homology
/_\-/ -




Moaenbs NMDA-peuenTopa

N-KoHUEeBOW OOMEH

\

[MyTamaTHbIn canT

/ aroHNUCTOB

SOy < [nyTamatHbii canT
2 @i aHTaroHNCTOB

[MMUMHOBLIN CanT
aroHMUCTOB

[MuMHOBLIN cCanT

aHTaroHUcToB ObnacTtb cBSA3bIBAHUA

MOAOYNSITOPOB

¥ Eu
i

.‘...

NoOHHBbIN KaHan



TeopeTn4yeckue
3D-moaenun Oenkos

ModBase

https://modbase.compbio.ucsf.edu/



ba3za gaHHbLIX ModBase

Main [paska Bwma Xypnan 3aknagkv WHcTpymenTtol Cnpaska J @J[ﬂ
 Modbase - Google Search qu ModBase Search Page x\i‘
& (D & https;//modbase.compbio.ucsf.edu/modbase-cgifindex.cgi EJ 90% c Q ouck ﬁ E Q " 'ﬁ‘ 4’ & m M =

[8) Yacto nocewaemble

University of California San Francisco | About UCSF | UCSF Benioff Children's Hospital San Francisco

1r':g-g{EModBase: Database of Comparative Protein Structure Modelsé

Sali Lab Home ModWeb ModlLoop ModBase ModEval PCSS FoXS IMP ModPipe

ModBase Home ModBase Datasets for User:Anonymous User Login  Help News Contact Current Datasets

» General Information

* Statistics and ModBase is a database of comparative protein structure models, calculated by our modeling pipeline ModPipe.
Genome Datasets

* Project Pages
s Authors and search type @ Model(Defaul) - Display type @ Model Detal (graphical) ~

Acknowledgements
s Publications

1

« Downloads All available datasets are selected @

» Related Resources

Search by properties
Please address inquiries to: ¥ Prop

modbase@salilab.org property @ Database Accession Number - ABKSB1
Qrganism ALL > or
MODBASE contains theoretically
calculated models, not
experimentally determined Advanced search Search
structures. The models may

contain significant errors.

Model Details Example Overview Example

Database |D: Q12321 Dengue Virus

This page makes all models and model details for one Models for several sequences are displayed on the
sequence available. Sequence Overview page.

Sequence Model Coverage Summary
for all Models of this Sequenceld

ALl Models
+ The current model is shown prominently » A coverage sketch illustrates sequence section(s)
+ Additional models are accessible through their covered by a model
thumbnails. » The sketch also links to the Model Details page.

+ Use the Perform action pull-down menu for




UniProtK

- 5 Uniprot - Google Search x ﬁ HTR2A - 5-hydroxytryptam... % +

\\S) @ &  httpsy//www.uniprotorg/uniprot/P28223 X || C?F'aucx | ﬁ ‘ E 9 ; ﬁ‘ 4 & m | .7

YacTto nocetaemble

UniProt .3
o0

BLAST Align Retrieve/ID mapping Peptide search Help Contact

UniProtKB - P28223 (SHT2A_HUMAN)
D|Sp|ay N BLAST = align &) Format # Add to basket @ History “® Feedback B Help video D Other tutorials and videos
Proteinl 5-hydroxytryptamine receptor 2A

Publications

Gene HTR2A

Feature viewer Organism Homo sapiens (Human)

Feature table

b
Statusl k Reviewed - Annotation score: @@@@® - Experimental evidence at protein level®
All Nene

Function’
G-protein coupled receptor for 5-hydroxytryptamine (serotonin) (PubMed:1330647, PubMed: 18703043, PubMed:19057895). Also functions as a receptor
for various drugs and psychoactive substances, including mescaline, psilocybin, 1-(2,5-dimethoxy-4-iodophenyl)-2-aminopropane (DOI) and lysergic acid
diethylamide (LSD) (PubMed:28129538). Ligand binding causes a confaormation change that triggers signaling via guanine nucleotide-binding proteins (G
proteins) and modulates the activity of down-stream effectors (PubMed:28129538). Beta-arrestin family members inhibit signaling via G proteins and
mediate activation of alternative signaling pathways (PubMed:28129538). Signaling activates phospholipase C and a phosphatidylinositol-calcium
second messenger system that modulates the activity of phosphatidylinositol 3-kinase and promotes the release of ca’" ions from intracellular stores

(PubMed: 18703043, PubMed:28129538). Affects neural activity, perception, cognition and mood (PubMed:18297054). Plays a role in the regulation of
behavior, including responses to anxiogenic situations and psychoactive substances. Plays a role in intestinal smooth muscle contraction, and may play
a role in arterial vasoconstriction. # 7 Publications «

(Microbial infection) Acts as a receptor for human JC polyomavirus/JCPyV. € 1 Publication «

Miscellaneous

Sequencs @ Binds lysergic acid diethylamine (LSD) in the orthosteric p (Probgble). ociates extremelyy slogly, with a residence time of about 221
minutes at 37 degrees Celsius. # 1 Publication +
Similar proteins . —
Sites

[lCross eferences Feature key Position(s) | Description Actions | Graphical view
Entnr information Site* 229 Hydrophobic barrier that decreases the speed of ligand binding and | 1

Mepeaaua aaHHbix ¢ www.google-analytics.com... dissociation € 1 publication « i




UniProtKB

HTR2A - 5-hydroxytryptam...

Io'

@) @ @  https:;//www.uniprot.org/uniprot/P28223#structure Ed &% ¢ ‘ | CS’WOUCK | ﬁ | E 9 lr ﬁ 4 q =
Display Structure’ N
O ‘
Publications
6A93 X-ray 3.00 8 A/B 70-265 PDBe
Feature viewer A/B 313-403 RCSB PDB
Feat tabl PDBJ
eature table PDBsum
None 6A94 X-ray 2.90 A A/B 70-265 PDBe
PDBj
\

ubcellular location
athology & Biotech
TM / Processing

Expression

ross-references

iscellaneous

aTop

Secondary structure

1 B IR | /B [ | I | 471

Legend: B Helix JTurn | Beta strand | PDB Structure known for this area

Show more details

3D structure databases

ModBase!  Search...
PDBe-KB:  Search...

Family & Domains:

Region
Feature key Position(s)
Region? 155 - 160 Agonist binding € By similarity +

Region? 336 - 340 Agonist binding @ By similarity - | 5

1 »



ModBase
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5 _Uniprot - Google Search q ModBase: Search Results 3
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ModBase Home ModBase Datasets for UserAnonymous User Login Help News Contact Current Datasets

Model Details Page

Sequence Information R
Dataset Information:

d Primary Database Link P28223.2

The newest dstsset for this sequence wss oested on

d original Database ID  sp P28223 2017-02-15. If you think that = better template has been added
@ Organism Gorillz gorilla gerilla, Homo sapiens to the template datsbase since, you can stert 8 new calculstion
H Annotation 5ht2a_human recname: full=5-hydroxytryptamine The calculstion typically tskes 1-2 dsys, and the results will be
receptor 2a; short=5-ht-2; short=5 added to this page. Registersd users will receive an email
-ht-2a; altname: full=serotonin natification
receptor 2a
H Sequence Length 471 Infermation for additionsl medels of this sequences sre

avsilsble by diding on the medel thumbnsils below,

Model Information

Pei
elect option

Mouse over the images for more information

Sequence Model Coverage Summary

Quality criteria indicate whether the model is considered for all Models of this Sequenceﬂ:

reliable (green) or unreliable (red). ———— ALl Models
— Current

HTarget Region 72-400

Hprotein Length 471

HTemplate PDB Code dibda

HTemplate Region 52-400

HSequence Identity 52.00%

He-value 0

dGa3a1 1.00

dmpos 1.22211

dz-DOoPE -0.4

HAT5VMod Method MSALL

HATSVMod RMSD 11.043

HATSVMod NO35 0.197

Epataset MW-ModWeb20170312_D8

BModPipe Version SVN.ri602 )

BModel Date 2017-03-15 Filtered models for current sequence E{Show all models)

Cross-references




ModBase

Main [paska Bwma Xypnan 3aknagkv WHcTpymenTtol Cnpaska l&“ﬂ/ﬁ

& ModBase: Searc

esul x\'l'
sfajdbasechdH"m%aﬁ 0% C || Q fouck B QO 3+ A 4 > - =

ModBase Home ModBase Datasets for UserAnonymous User Login Help News Contact Current Datasets

Model Details Page

Sequence Information R
Dataset Information:

Primary Database Link P28223.2

The newest dstsset for this sequence wss oested on

Original Database ID  sp P28223 2017-02-15. If you think that = better template has been added
Organism Gorillz gorilla gerilla, Homo sapiens to the template datsbase since, you can stert 8 new calculstion
Annotation 5ht2a_human recname: full=5-hydroxytryptamine The calculstion typically tskes 1-2 dsys, and the results will be
receptor 2a; short=5-ht-2; short=5 added to this page. Registered users will receive an email
-ht-2a; altname: full=serotonin natification
receptor 2a
Sequence Length 471 Infermation for additionsl medels of this sequences sre

svsilable by clicing on the medel thumbnsils below,

Model Information

Perform action on this modeli: Mouse over the images for more information
Select option -
Sequence Model Coverage Summary

i a
Quality criteria indicate whether the model is considered for all Models of this Sequenceid:

reliable (green) or unreliable (red).

I All Models
S Current

ETarget Region 72-400

Eprotein Length 471

ETemplate PDB Code dib4A

ETemplate Region 52-400

Hsequence Identity 52.00%

~Value 0

dGA341 1.00

MPQS 1.22211

Ez-DOPE -0.4

ETSVMod Method MSALL

ETSVMod RMSD 11.043

ETSVMod NO35 0.197

Hdpataset MW-ModWeb20170312_D8

EModPipe Version SVN.ris02 .

BModel Date 2017-03-15 Filterad models for current seq
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UMmnynbcHbin 2D-AMP

HobeneBckasa npemusa no xumum 2002




KpnoanekTpoHHass MUKPOCKONUS
HobeneBckasa npemusa no xumum 2017

3aMopoXeHHbIU pacTBop Oenka ~100 HM
MHoOXeCcTBO 3reKTpPOHHbIX doTorpachumm
KoMmnbroTepHaa obOpaboTka
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PDB

Protein Data Bank

https://www.rcsb.org/
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RCSB PDB  Deposit + Search ~ Visualize ~ Analyze ~ Download ~ Lean ~ More ~

[ o} 160796 Biological
“ Macromolecular Structures Search by PDB ID, author, macromolecule, sequence, or ligands
o Enabling Breakthroughs in

PROTEIN DATA BANK ResearchandEducation

Advanced Search | Browse by Annotations

poaLoEIos i 0y Worldwide
PDB Q]:M] JataResouroe n@[ﬁ]mmm g Protein Data Bank
b Aol Ml e e 004 B Foundation

A Structural View of Biology February Molecule of the Month

This resource is powered by the Protein Data Bank archive-information about
the 3D shapes of proteins, nucleic acids, and complex assemblies that helps
students and researchers understand all aspects of biomedicine and
agriculture, from protein synthesis to health and disease.

1

A welcome

#® Deposit

As a member of the wwPDB, the RCSB PDB curates and annotates PDB data.
Q Search
The RCSB PDB builds upon the data by creating tools and resources for

research and education in molecular biology, structural biology, computational o
Ed Visualize biology, and beyond. | & il

Analyze COVID-19

& Download

Resources
W Leamn

Latest Entries As of Tuesday Feb 18 2020 Features & Highlights m Publications ~

@ ipEs mprove Your Coordinates, Keep Education Comer: Using
% Your ID (Phase Il ! PDE in the College
PDB Verswnlng whlch enables A ey

Classroom
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Cavl.l — KanbuueBbiu UOHHBLIN KaHan L-tuna

% 137043 Biological
it Macromolecular Structures Search by PDB ID, author, macromolecule, sequence, or ligands
e

Enabling Breakthroughs in
PROTEIN DATA BANK Researchand Education Advanced Search | Browse by Annotations

woRLDwiDE B S Worldwide
£ - .ﬂP EMDataBank NUBLEIC ACID ;
¢ PDB-101 by Qﬁ ! """"""""""" n I]l | B Evouin Ou Bk

Structure Summary 3D View Annotations Sequence Sequence Similarity Structure Similarity Experiment

<

@® Download Files ~

Structure of the mammalian voltage-gated calcium channel Cav1.1 complex at near atomic
resolution

Transmembrane View ) 5 GJ V B Display File{~

transmembrane regions .

DOI: 10.2210/pdb5GJV/pdb EMDataBank: EMD-9513

Classification: MEMERANE PROTEIN
Organism(s): Oryctolagus cuniculus
Expression System: Escherichia coli
Mutation(s): 1

Deposited: 2016-07-02 Released: 2016-09-14
Deposition Author(s): Wu, J.P., Yan, Z., Li, Z.Q., Zhou, Q., Yan, N.
Funding Organization(s): the Ministry of Science and Technology of China; National Natural Science Foundation of

China
Experimental Data Snapshot wwPDB Validation &) 3D Report || Full Report
Method: ELECTRON MICROSCOPY Metric Percentile Ranks Value
. Resolution: 3.6 A Clashscore 0 D 12
o 4 & Aggregation State: PARTICLE Ramachandran outliers 0 —2.0%
] = | - Reconstruction Method: SINGLE Sidechain outliers I 0 S 4.8%
PARTICLE ferss Bereer

0 Percentile relative to all structures
0 Percentile relative to all EM structures

0 3D View: Structure
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HEQDER MEMBRANE PROTEIN 02-JUL-16  5GJU
TITLE STRUCTURE OF THE MAMMALIAN VOLTAGE-GATED CALCIUM CHANNEL CAU1.1
TITLE 2 COMPLEX AT NEAR ATOMIC RESOLUTION
COMPND MOL_ID: 1;
COMPND 2 MOLECULE: UOLTAGE-DEPENDENT L-TYPE CALCIUM CHANNEL SUBUNIT ALPHA-1S;
COMPND 3 CHARIN: A;
COMPND 4 SYNONYM: CALCIUM CHANNEL,L TYPE,ALPHA-1 POLYPEPTIDE,ISOFORM 3,
COMPND 5 SKELETAL MUSCLE,UOLTAGE-GATED CALCIUM CHANNEL SUBUNIT ALPHA CAU1.1;
COMPND & MOL_ID: 2;
COMPND 7 MOLECULE: UOLTAGE-DEPENDENT L-TYPE CALCIUM CHANNEL SUBUNIT BETA-1;
COMPND 8 CHAIN: B;
COMPND 9 FRAGMENT: UNP RESIDUES 80-174;
COMPND 10 SYNONYM: CAB1,CALCIUM CHANNEL VOLTAGE-DEPENDENT SUBUNIT BETA 1;
COMPND 11 ENGINEERED: YES;
COMPND 12 OTHER_DETAILS: THIS DOMAIN WAS DOCKED BY A CRYSTAL STRUCTURE (4DEY);
COMPND 13 MOL_ID: 3;
COMPND 14 MOLECULE: VOLTAGE-DEPENDENT L-TYPE CALCIUM CHANNEL SUBUNIT BETA-1;
COMPND 15 CHAIN: C;
COMPND 16 FRAGHMENT: UNP RESIDUES 265-463;
COMPND 17 SYNONYM: CAB1,CALCIUM CHANNEL UOLTAGE-DEPENDENT SUBUNIT BETA 1;
COMPND 18 ENGINEERED: YES:
COMPND 19 OTHER_DETAILS: THIS DOMAIN WAS DOCKED BY A CRYSTAL STRUCTURE (4DEY);
COMPND 20 MOL_ID: 4;
COMPND 21 MOLECULE: UOLTAGE-DEPENDENT CALCIUM CHANNEL GAMMA-1 SUBUNIT;
COMPND 22 CHARIN: E;
COMPND 23 SYNONYM: DIHYDROPYRIDINE-SENSITIVE L-TYPE,SKELETAL MUSCLE CALCIUM
COMPND 24 CHANNEL SUBUNIT GAMMA;
COMPND 25 MOL_ID: 5;
COMPND 26 MOLECULE: UOLTARGE-DEPENDENT CALCIUM CHANNEL SUBUNIT ALPHA-2/DELTA-1;
COMPND 27 CHAIN: F;
COMPND 28 SYNONYM: UOLTAGE-GATED CALCIUM CHANNEL SUBUNIT ALPHA-2/DELTA-1
SOURCE MOL_ID: 1;
SOURCE 2 ORGANISM_SCIENTIFIC: ORYCTOLAGUS CUNICULUS;
SOURCE 3 ORGANISHM_COMMON: RABBIT;
SOURCE 4 ORGANISM_TAXID: 9986;
SOURCE 5 MOL_ID: 2;
SOURCE 6 ORGANISM_SCIENTIFIC: ORYCTOLAGUS CUNICULUS;
SOURCE 7 ORGANISM_COMMON: RABBIT;

8

SOURCE ORGANISM_TAXID: 9986; .
SOURCE 9 GENE: CACNB1, CACNLET; aV al I l I I l a I an
SOURCE 10 EXPRESSION_SYSTEM: ESCHERICHIA COLI; "

SOURCE 11 EXPRESSION_SYSTEM_TARXID: 562;

SOURCE 12 EXPRESSION_SYSTEM_UECTOR_TYPE: PLASMID;

SOURCE 13 EXPRESSION_SYSTEM_PLASMID: PGEX-4T-2;

SOURCE 14 MOL_ID: 3;

SOURCE 15 ORGANISM_SCIENTIFIC: ORYCTOLAGUS CUNICULUS;

SOURCE 16 ORGANISHM_COMMON: RABBIT;

SOURCE 17 ORGANISM_TAXID: 9986;

SOURCE 18 GENE: CACNB1, CACNLET;

SOURCE 19 EXPRESSION_SYSTEM: ESCHERICHIA COLI;
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PDBe

Protein Data Bank In Europe

https://www.ebi.ac.uk/pdbe/
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< PDBe - lMNowck B Google -3 ;’ PDBe home < EMBL-EBI
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/I/ a8 European Bioinformatics Institute (GB) https
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Protein Data Bank in Europe

Bringing Structure to Biclogy

PDBe home | Deposition = PDBe services PDBe training | Documentation About PDBe

PDBe is the European resource for the collection, organisation and dissemination of data on biological macromaolecular structures.

Read more about PDBe.

Featured structure

Mighty little finger

Read more...

Previous featured structures

News

Improved visualisation and more at the
aggregated views of proteins from
PDBe-KB

21 February, 2020

Help us design PDBe-KB's aggregated
views of small molecules

18 February, 2020

Distribution of NMR data in a unified format
at the PDB archive

This website requires cookies, and the limited processing of your personal data in order to function. By using the site you are agreeing to this as outlined in

our Privacy Notice and Terms of Use.

o~

1st Feb 2020

The February image in our 2020 calendar T presents an artwork exploring the link
between DNA and its interaction with a Zinc finger protein

Events
PDBe poster prize: joint Polish/German

=1
&5

Examples: hemoglobin, BRCA1_HUMAN

Crystallographic Meeting

Wroctaw, Poland
24 Feb 2020 to 27 Feb 2020

Bioinformatics Resources for Protein
Biology course

EMBL-EBI, Wellcome Genome Campus
10 Mar 2020 to 12 Mar 2020

e 9 % A4 4 =

Services Research | Training | Abs

-

=04

:

Advanced search |

. - T

=5 Share | ® Feedback

Popular
PDBe-KB News =
EMsearch Events
PDBeFold Training
PDBePISA Contact us
PDBeChem

Sequence search

PDBe REST APL

EM resources

NMR resources

EMPIAR

Coordinate Server

PDB Component Library

Latest archive statistics

As of 19 February 2020 the PDB contains 160796 entries
(latest PDB entries, chemistry, biology) and EMDB contains
10151 entries (latest map releases, latest header releases,
latest updates).

Tweets by @roseurope

& Protein Data
. EMBL-EBI
We've gathered all the #coronavirus data available in

our resources on a new page on the Pathogen

Portal. This includes samples, projects, assembled
sequences and more from @PDBeurope, @uniprot




UniProtKB

..: DPP4 - Dipeptidyl peptida... *

5 rmuskwe - Google Search ®

MAPK10 - Mitogen-activat.. x | =+
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[ &) @ filey//D:/ New/_SPOOU 20185/ Target Validation/10 INK3 (MAPK10)/INK3/MAPK10 - Mitogen-activated pro e ||59ﬁaucx | B8 @ 3 A 4 2 B =

YacTto nocetaemble

Advanced » 1 Search

UniProt
(0

BLAST Align Retrieve/ID mapping Peptide search

Help Contact
From June 20, 2018 all traffic will be automatically redirected to HTTPS. More information or view this page using https

UniProtkB - P53779 (MK10_HUMAN)
DlSpIay t BLAST iAlign b Format b Add to basket { History U Feedback V Help video V Other tutorials and videos

Publications

Proteinl Mitogen-activated protein kinase 10

Gene MAPK10

Feature viewer Organism | Homo sapiens (Human)

Feature table

S‘ta‘tUSI § Reviewed _ Annotation score: @@@@® - Experimental evidence at protein level*
All None

Function’

Names & Taxonomy

Sering/threonine-protein kinase involved in various processes such as neuronal proliferation, differentiation, migration and programmed cell death.
Subcellular location Extracellular stimuli such as proinflammatory cytokines or physical stress stimulate the stress-activated protein kinase/c-Jun N-terminal kinase
(SAP/INK) signaling pathway. In this cascade, two dual specificity kinases MAP2K4/MKK4 and MAP2K7/MKK7 phosphorylate and activate MAPK10/INK3.
In turn, MAPK10/INK3 phosphorylates a number of transcription factors, primarily components of AP-1 such as JUN and ATF2 and thus regulates AP-1
PTM  Processing transcriptional activity. Plays regulatory roles in the signaling pathways during neuronal apoptosis. Phosphorylates the neuronal microtubule regulator
STMN2. Acts in the regulation of the amyloid-beta precursor protein/APP signaling during neuronal differentiation by phosphorylating APP. Participates

also in neurite growth in spiral ganglion neurons. Phosphorylates the CLOCK-ARNTL/BMAL1 heterodimer and plays a role in the photic regulation of the
circadian clock (PubMed:22441692). # 2 Publications ~

Pathology & Biotech

Interaction

Structure
‘_}7 ATP + a protein = ADP + a phosphoprotein.
SR coecoor JNK3 MAPK10 Human

Mg} # 1 Publication «

Catalytic activity "

Similar proteins Enzyme regulation’

W et s Activated by threonine and tyrosine phosphorylation by two dual specificity kinases, MAP2K4 and MAP2K7. MAP2K7 phosphorylates MAPK10 on Thr-221

Em causing a conformational change and a large increase in Vmax. MAP2K4 then phosphorylates Tyr-223 resulting in a further increase in Vmax. Inhibited I
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Brmging Structure to Bi0|Ogy Examples: hemoglobin, BRCA1_HUMAN
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X-ray diffraction

PDBe > 1jnk 23 resouion

THE C-JUN N-TERMINAL KINASE (JNK3S) COMPLEXED WITH RereziB W I 1952 # 1jnk overview
MGAMP-PNP Model geometry [ . o Citations =
Fit model/data Data not deposited =

Source organism: Homo sapiens i
Structure analysis

Primary publication:

Function and Biclogy
1 Crystal structure of INK3: a kinase implicated in neuronal apoptosis.

Ligands and Environments

&
&
&
&

Xie X, Gu Y, Fox T, Coll IT, Fleming MA, Markland W, Caron PR, Wilson KP, Su MS Experiments and Validation

Structure 6 983-91 (1998)

At

5"-' |

PMID: 9739089
% -,g%
| 4 G
i
L
Function and Biology £] Details Ligands and Environments Citations
Reaction catalysed: 2 bound ligands:

17 review citations

ATP + a protein = ADP + a phosphoprotein
Computational insights for the discovery of

Mg+2 non-ATP competitive inhibitors of MAP
Biochemical function: o transferase activity kinases.
Biological process: o vesicle-mediated transport in - Schnieders et al. (2012)
synapse 2 % MG 1 % ANP @ 16 more
Cellular component: o glutamatergic synapse s - 2 " A
No modified residues 23 mentions without citation

Sequence domains:

o Mitogen-activated protein (MAP) kinase, JNK
< Protein kinase-like domain superfamily EX |rINEK gdatloM A PK I
o Protein kinase domain

. Metric Percentile Ranks Value
Structure domain:
[ o

Uses for JNK: the many and var\ed

FuD\trates of the
an
B¥0oyevitch et al™ (.

@ 22 more

o Protein kinases, catalytic subunit Clashscor S

This website requwres cookies, and the limited processing of your personal data in order to function. By using the site you are agreeing to this as outlined in I agree, dismiss this banner
i and T
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HERDER
TITLE
COMPND
COMPND
COMPND
COMPND
COMPND
COMPND
COMPND
SOURCE
SOURCE
SOURCE
SOURCE
SOURCE
SOURCE
KEYUWDS
KEYUWDS
EXPDTR
AUTHOR
REUDAT
REVDAT
JRNL
JRNL
JRNL
JRNL
JRNL
JRNL
JRNL
JRNL
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK

TRANSFERASE 03-JUN-98  1JNK
THE C-JUN N-TERMINAL KINASE (JNK3S) COMPLEXED WITH MGAMP-PNP
MOL_ID: 1;

2 MOLECULE: C-JUN N-TERMINAL KINASE;

3 CHAIN: A;

4 FRAGHENT: RESIDUES 45 - 408;

5 SYNONYM: JNK3;

6 EC: 2.7.1.-;

7 ENGINEERED: YES
MOL_ID: 1;

2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;

3 ORGANISHM_COMMON: HUMAN;

4 ORGANISM_TAXID: 9606;

5 EXPRESSION_SYSTEM: ESCHERICHIA COLI:

6 EXPRESSION_SYSTEM_TAXID: 562

TRANSFERASE, JMK3 MAP KIMASE, SERIMNE/THREONIME PROTEIN

2 KINASE

X-RAY DIFFRACTION

XK. XIE,M.5.-5.5U

2  24-FEB-09 T1JNK 1 UERSN

1 08-JUN-99 1JNK 0
AUTH  X.XIE,Y.GU,T.FOX,J.T.COLL,M.A.FLEMING,W.MARKLAND,
AUTH 2 P.R.CARON,K.P.WILSON,M.3.35U
TITL  CRYSTAL STRUCTURE OF JNK3: A KINASE IMPLICATED IN
TITL 2 NEURONAL APOPTOSIS.
REF STRUCTURE u. 6 983 1998
REFN ISSN 0969-2126
PMID 9739089
DOI 10.1016/50969-2126(98)00100-2

RESOLUTION. 2.30 ANGSTROMS.

IJNK3 MAPK10
PROGRAM : X-PLOR 3.843
AUTHORS : BRUNGER

DATA USED IN REFINEMENT.
RESOLUTION RANGE HIGH (ANGSTROMS) : 2.30
RESOLUTION RANGE LOW (ANGSTROMS) : 30.600

DATA CUTOFF (SIGMA(F)) : 2.000
DATA CUTOFF HIGH (ABS(F)) : NULL
DATA CUTOFF LOW (ABS(F)) : NULL
COMPLETENESS (WORKINGH+TEST) (%) : 88.3
NUMBER OF REFLECTIONS : 16068

FIT TO DATA USED IN REFINEMENT.
CROSS-UALIDATION METHOD : THROUGHOUT
FREE R UALUE TEST SET SELECTION : RANDOH
R VALUE (WORKING SET) : 0.222

Wl W W W W W wwwwwhNN =

Human
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