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“Ecnu Tbl 3HaelWb
CBOEro NpPOTUBHMKA
M 3Haewb cebs, To
Tebe He HY)KHO
0ecnoKouTbCs O
pe3ysibTaTaX COTHMU
cpa)xeHun.”
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KopoHaBupycbl — Haluu NnoBceAHEBHbIE CNYTHUKW

KopoHaBupycCbl NOAy4YUIM CBOE Ha3BaHME 1N3-3a
OTPOCTKOB Ha MX MOBEPXHOCTU, CO30at0LLLNX

KOpOHOBMOHOE ObpamMiieHue.

CyLLecTByeT YyeTblipe poga KOPOHaBMPYCOB: a, B, y 1 6.

KopoHaBupychl yenoseka Oblsin OTKpbIThI B cepeguHe 1960-x.

Linpkynupyowme B nonyndauun  KOPOHaBUPYCbl  4YenoBeKa,  3a4acTyto
Bbi3biBatowine obbiuHbie OPBW, npuHapnexat nogcemenctsy Coronavirinae
cemenctea Coronaviridae wn HocaT HasBaHusa 229E (kopoHasupyc a); NL63

(kopoHaeupyc a); OC43 (kopoHasupyc B); HKU1 (kopoHasupyc B).



KopoHaBupycbl — Haluu NnoBCceAHEBHbIE CNYTHUKW
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* VlHoroa KOpPOHaBMPYChl, UWPKYIMPYIOLLME CPEeAu XMUBOTHbIX, MOFyT nepenaBaTbCs YesIOBeKY.
Takne BUpYyCbl OCODEHHO OMnacHbl, MOCKOJIbKY Yy YefioBeka elle He ChOPMUPOBaHbl MEXaHU3MbI

bopbbbI C NHPEKLNnEn.



COVID-19 — TMOBAJIbHOE 3ABOJIEBAHMUE
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Data last updated: 2020/10/27, 2:11pm CET

’;' % '.o
Choropleth Bubble
Map Map

Deaths

Total

357,704

new cases

/

43,341,451

confirmed cases

_

1,157,509

deaths

Explore

e
Y

Sourc

Globally, as of 3:11pm CET, 27 October 2020, there have been 43,341,451 confirmed cases of COVID-19, including
1,157,509 deaths, reported to WHO.

(Ha momeHm 3:11 PM CET 27 okmsibpsi 2020 2. @ mupe Hacqumsbiganoch 43 341 451 nodmeepx0eHHbIX criy4aee
COVID-19, 8 mom yucne 1 157 509 cmepmenbHbIx ucxodoe, no 0aHHbiM BO3.)



MupoBble NpoeKTbl FPa)kaaHCKON HayKu
no 6opbbe c SARS-CoV-2

GOVID MOONSHOT SPRINT 4
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st i el Eterna empowers citizén
scientists to invent med[cine
through molecular design.

You play by solving puzzles using RNAs, tiny
molecules at the heart of every cell.

Help us Fight Coronavirus

Contribute funding, compute power, or expertise to help develop a COVID antiviral
Check out our new data
Activity Data ()  Structures [I2)

OpenVaccine: Eterna takes on COVID-19

t's been an incredibly busy time at Folding@home HQ, with a huge number of majc With the onset of the COVID-19 pandemic, the Eterna project is
’ ming together at the me ume: Between (he looking to harness online gamers toward a solution. Their mission?
a Major update Lo the organization To develop mRNA vaccines stable enough to be deployed to

nload and play Foldit and you can help researchers
oronavirus! The most promising solutions will be
everyone in the world and not just a privileged few. For more info, Nashinaton Institute ;"” Pre l»:m Design in Seattle

see the anr ement and crowdfund
COVID-19
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DHUGH

ts. Itis free to piay and not-for-profit. To get started, download

NHTepecHble NpoeKTbl, NpUBeKaloLme WNPOKYo ayagUTOPUIO K MOOETMPOBaHNIO DENKOBbLIX MULLEHEN
(Moonshot/Fold@Home, Foldlt), paspabotke PHK-BakuuH B urposon popme (Eterna), MmogennposaHumto manbix 6enKos,
CNMOCOBHbBIX NHIMDONPOBATL CBA3bIBAHNE BUPYCA C KNeTo4YHbIM pelentopoM HocuTens (FoldIT) u npoekTrnpoBaHuio HOBbIX

MHIMOUTOPOB B MHTepakTMBHOM dpopmaTte (Moonshot/Postera).

Bce atun NPOEKTbl XOPOLWO N3BECTHbLI N NaBHO XOPOLWO 3apekoMeHO0oBaJ1N ceba B Hay4HOM COO6LLI,eCTBe.
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CnoBeHckMe NpoeKTbl rpaXXaaHCKoON HayKu
no 6opbbe c SARS-CoV-2

COVID.SI

"COVID.SI" - npoekT, NO3BOMAOWMNA LLN-
pOKOM ayauTopuu y4yacTBoBaTb B Oopbbe
NPOTUB  KOPOHaBUpPYyCa, [OeNsaCb CBOUMMU
3HAHUAMU U BbIYUCIIUTESNbHBIMU PecypCcamu.
[MpoekT HaueneH Ha wuccnefoBaHWe ONO-
INOTEK  MOJIEKYSIAPHbIX  COEOMHEHUNn U
CoOoencTBMEe MOMUCKY JieKapcTBa OT KOPOHa-
BMpPYyCca MpW MNOMOLWM BbICOKOMPOU3BOAN-
TE/IbHOrO BUPTYasIbHOrO CKPUHMHTA.

https://covid.si

it COVID-19
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[MpoekT "Covid-19 Tracker Slovenia" cobu-
paeT, aHanuanpyeT U NybnukyeT AaHHble O
pacnpocTpaHeHun kopoHasupyca SARS-CoV-
2, npnunHel COVID-19, B8 CnoseHun. Mol xo-
TUM NPEeACTaBUTb ayaAnToOpUKU Nydmn obsop
MaclITabHOCTM MNpobneMbl U  FPaAMOTHYIO
OLLeHKY PUCKOB.

https://covid-19.sledilnik.org




FNMOBAJIbHASA NMPOBJIEMA TPEBYET

FMOBAJIbHOIO PELUEHUA

Kak Mbl
NpeHTndunkaumnsa Bmecte mbl Pabota B
MOXeM | Pesynbrathl
3aga4u " cubHee npouecce!
NOMOYb
Hecl)opMaanag BCTpeYa I_IepBOHaqaanoe BOBJieHeHne

CoBmecTHOe pabouee coobuiecTsa
npocTpaHcTBo B IHTepHeT

O O O

N3yueHne nutepatypsbl - coobwerHmns B CMW TMopgroTtoska Beb-canta NpoekT opobpeH

[ToproToBKa coLManibHOM ceTU Hay4YHbIM COODLLECTBOM
M YaCTHbIM CEKTOPOM



COVID.SI:

KnueHTtbl pnga pacnpeneneHHbIX BbIYUCNIEHUN

@
- o SCIENCE COVID-19 V1.4
Settings And Statistics eN@ ) s | ourPartners covid si SCIENCE COVID-19 V1.4
Detected CPU Threads: 4 - v bel Centrtna Tehitha Knjtnics Univaree v s o i
. - 2 \ 'Your capable of using 8 simultaneous threads, how many o
Define power utilization f—J @ @R T o
XTx xix Research ©
Run infinitely? W ) ant to c omatically when done calculating a packag (y/n)
‘ X > 7 nealink Nealink %
Display Screensaver? ~ N
5
Package Processing Time OH OM 265
9 i 0000. z2

Packages Processed Total °° 5 462
Operation Log

e
Processing Engine Status:  RUNNING
Checking for messages

Current tly Active Threads. Pre-start cleanup done!
0
£ Target number acquired: 1
CPU Utilization: .
0 100 Fetching Statistics

Program Runnin: g Time 0D OH OM 595 Target data acquired.

Remaining packages for processing: 462677 Package number acquired: 43034

Package data acquired.

@ __|> Package splitting done.
R L Starting docking for package: 43034

Mebi paspaboTtanu GUI-knmnenT gns Windows n CLI-knnenTtbl gns Windows, MacOS un Linux. Bo Bcex
KIIMEHTaxX NoJib30BaTe b MOXET YCTaHOBUTb YMCJIO MOTOKOB, KOTOPbIE OH XOYeT BblAeNNTb NPoeKkTy. B
GUI-knreHTe ecTb Takxke onums NnepekitoYeHns Ha CKPUHCENBEP, KOTOPbINM AEMOHCTPUPYeT

doTorpadum CNOBEHCKNX AOCTONPUMEYaTeNbHOCTEN.

VIHcTpykymm rno ncriosis3oBannto kaneHt-cepsepHou cucremsr COVID.SI goctynHe Ha c/ioBeHckom,

GHITTMVICKOM U PYCCKOM S13bIKaX.



Target

COVID.SI:

NMpocmoTp pesynbratoB Ha ocHoBe WebGL - NGL Viewer

FLPro swWuu

Display options

O Show anly skeleton of the protein
O Show sidechains of aminoacids

® Show target with surface

Target: 46 Ligand : TO

Welcome to Ligand Viewer.

Here you can see how a ligand (red) is docked onto a target
(gray). This is essentialy what our missions are all about —

finding ligands that dock onto the target as best as they can.

Ligands that “fit in” are the best candidates for further

processing and potential laboratory and clinical trials.

When you want to see how another ligand is docked, move

the slider above the viewer box.

Commands:
- mouse left button hold + mouse move = rotate target
— mouse middle button scroll = zoom infout of target

- mouse right button hold + mouse move = pan target

— “R™ key = reset view (whole target image displayed)

- “I” key = slowly rotate target on/off

Mbl nocTosiHHO pa3pabaTbiBaeM HOBble
MHCTPYMEHTbI A9 aHann3a pe3yibTaToB..
Ha AaHHbIM MOMEHT Mbl COXPaHAEM B
6aze gaHHbix MySQL 10 000 nosunymm
LOKUHIa AN8 KaXgou MULLEHM,
yrnopsiAoyYeHHbIX No obLlen oyeHke
SHEepPrun CBA3biBaHMS.

[lporpamma npocmoTpa Ha ocHoBe NGL -
OY€Hb MOJSIE3HbIN MHCTPYMEHT A4
MccnefoBaHUsA KOMMIEMEHTaPHOCTU
MeXay PeuenTopoM U UraHaOM.

Mbi HamepeHbl Ny6IMKOBaTh
n3bpaHHble pe3ysibTaTbl HALLUX MUCCUMN
B popmMaTe OTKPbITbIX AaHHbIX.



COVID.SI:

NMpumep pacnpocTpaHeHusa uHPopMaLnM O NPOEKTe:
cobpaHue CSA (Accounauum rpakaaHCcKou Hayku) B anpene 2020 .

The Citizen Science Association
Law and Policy Working Group proudly presents:

COVID Webinar #2: All Hands on Deck! Citizen Science and Serious Games Tackle Covid-19
Speakers:

The Eterna OpenVaccine Challenge
Rhiju Das, Associate Professor, Stanford University

Protein-folding citizen scientists tackle Covid-19 with Foldit
Firas Khatib, Assistant Professor at the University of Massachusetts Dartmouth

Covid Near You
Kara Seawalk, Boston Children’s Hospital and Covid Near You

COVID.SI: Citizen science project to fight against NCOV-SARS-2 by distributed computing
Crtomir Podlipnik

Safecast and Responding to Covid-19 through crowdsourced data
Angela Eaton, Safecast Americas Director



COVID.SI:
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Spread the message. Stop the virus.

Wash ofien Coughinte Donttouch Awvoidcowds Stay inside

42,202,245 28,551,855

https://covid.si/

https://covid.si/en
https://covid.si/ru

PacnpocrpaHeHune undpopmauum o npoeKre: Beb-camT

Mbl mogrotoBunn Beb-calT ANA MpeseHTaunu npoekTa
COVID.SI. Beb-canT copmepXuT KpaTkoe onucaHue
npoekTa, KJto4YeByld WHPOPMaLMIO O HALIMX MUCCUAX
BUPTYa/IbHOMO CKPUHWHIA, pe3ysbTaTbl WM CTAaTUCTUKY
BbIMOJIHEHUS MPOEKTa.

Ha Beb-camte Takxe ectb pasgen bnor/HosocTty;
noXasnyncra, npucbiflanTe HaMm CBOW CODCTBEHHbIe CTaTby
ons nybnmkauum Ha CNOBEHCKOM, aHTMIMNCKOM  Wan
pycckom a3bike Ha agpec info@covid.si.

[lpucbinanTe, noxanyncra, KOMMeEHTapUM, NPenNOXEHUS

M KpUTUKY Ha agpec info@covid.si.




Cratucruka npoekra COVID.SI

Home Team Blog Results Stats Quick Start Presentation
Slovenscina Pyccrmit

DOCKING STATISTICS

(Updated: 2020-10-27 @ 20:10:01)

Number of successfully docked packages

61 1.265 36.997 728.502

in last 60 minutes in last 24 hours in last month since May 13th 2020

These numbers mean number of succesfully uploaded results to server. Each time a client returns results, it had had to dock 1000 molecules beforehand, some
of them 50 times.

Number of computers docking

18 26 96 270

in last 60 minutes in last 24 hours in last month since May 13th 2020

Only successful communications with the server are included. Last hour number can deviate due to some clients needing more than an hour to finish docking the
Y g
package and to return the results.

[Mpu TekyLLen Npomn3BoaUTENBHOCTN MOXHO NpoBecTu ckpUHUHT 10M coepnHeHnn ona 2 MmyweHen 3a Hegento.

[oTpebyeTcs bonblue roga ons CKPUHUHIA MUNMapAa COeANHEHUN O OAHOM MULLEHMU.



Cratucruka npoekra COVID.SI

Home Team Blog Results Stats Quick Start Presentation
Slovenscina Pyccrmin
Search Search
Nr. of CPU threadsy Nr. of computers s Client ID 5 os s Uploadss Last Contact ]
40 1 TO9WMRQRS0HBZXFD windows-GUI 7384 2020-10-27 20:08:41
32 1 54d961db97f0420ea3778713a2b5878b Linux-CL 4261 2020-10-27 20:05:57
12 2 9e255372038644ccalBdo97cb27cesla Linux-CL 212 2020-10-27 20:08:41
mn 1 60fd5e413d4cac8b883c0e537d208fd4 Linux-CL 1949 2020-10-27 20:08:01
10 1 fri-lrk-su2 Linux-CL 1853 2020-10-13 11:16:03
8 5] fri-lrk-su2-2 Linux-CL 1851 2020-10-13 11:16:23
5 1 JTTGVTSNTOMOQXZIN Windows-GUI 1602 2020-10-2719:5312
4 . T4ROLDTS51UOMBMEW windows-GUI 14471 2020-10-27 20:10:44
3 1 DKRJ42IJBRRQX6E15 Windows-GUI 1404 2020-10-20 13:58:02
2 3 fri-lrk-su2-3 Linux-CL 1280 2020-10-10 14:24:39

Mbl Tak>ke OTCNexXnBaeMm, Kakme KOMMbOTePbl B MPOEKTe Hanbosiee akTUBHbI. [Tonb3oBaTenn MoryT
noeHTudunumnposatb ceon komnetotep no Client ID, yto cooTBeTcTBYeT Npasunam GDPR (O6wemy
pernaMeHTy 3almTbl NEPCOHaNIbHbIX AaHHbIX).



BupTtyanbHbIN CKPUHUHT - TOUCK NOAXOASALLEro
KJ1I04a K 3aMKY

[lpoTOKON BUPTYaNbHOrO CKPUHWHIA Ha OCHOBE 3HAHWUSA CTPYKTYPbl MULLEHM MOXOX Ha MOUCK KJ1t0Ya,
KOTOPbIN OTKPOeT 3aMok, B Onumnuinckom baccenHe, 3anosiHEHHOM KJllo4aMu Bcex GoOpM 1 pasMepos,

6e3 rapaHTnmM, 4TO NOAXOOALLMMN K104 BOODLLE HaXOANTCA B 3TOM DaccewnHe.



AcneKkT 3aMOK-KJ1I04

KOMIMJIEKC
MULWIEHDbL-JIUTAHL4

BEJ1OK-
MULLEHD

CneumnduuecKkoe cBaA3biBaHMe 3H3MMa (onpeaeneHHomn Yactn benka-mulieHmn) ¢ cybectpatom (NMraHaom) MOMKHO
06BACHUTL NPU MOMOLLIM aHA/I0TUKM C 3aMKOM 1 KAKOYOM, Briepsble npeanoskeHHon B 1894 r. dmunnem
duwepom. B 3Toi aHaNorMm 3aMoK - 3To 3H3UM, a KAKY - 3To cybcTpaT. ToNbKOo onpeaeneHHbIA Katou
(cybcTpaT) NoaxoamT K 3aMOYHOM CKBaXKUHe (aKTMBHOM 06nacTu) 3amKa (3H31ma).

http://chemistry.elmhurst.edu/vchembook/57 1lockkey.html




AcneKkT 3aMOK-KJ1I04

BogopomHas " =\
cBsa3b (BC) “

S
s
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Salt bridge
HDoHop BC

AxuenTtop BC
. JiunodpunbHocTb

3HaHMe O B3aMMOAEWUCTBUM MeXAY JIMFraHAOM U BeNIKoOM KpUTUYECKW BaXXHO AJ1S MOHUMaHUS
buonoruyeckoro oTeeTa JNuraHda. PaspaboTka nekapcTB Bk/tovaeT B cebs NpoeKkTMpoBaHMe

MOJIEKYJl, KOMMJIEMEHTapHbIX No ¢popme U 3apapy OMOMOSIEKYISPHON MULLEHW, C KOTOPOW OHMU
B3aVIMOLEMNCTBYIOT, U, CefoBaTeIbHO, CBA3bIBAIOTCS C HEW.



Xnmuyeckoe NpoCcTPaHCTBO — 6€@CKOHEYHbIN UCTOYHUK
XUMUUYECKUX CTPYKTYP L

nature
insight

chemasal ypase

Kirkpatrick, P., & Ellis, C. (2004). Chemical SN NH,
space. Nature, 432(7019), 823.
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Bubnuoreka ¢ MUNIMapaoM CoeAUHEHUMN

MonekynsipHble 2D-cTpyKkTypbl U3 MHOXECTBa
KOMMEpPYECKMUX N akafeMUYeCKMNX MCTOYHNKOB DOblinn
obbeanHeHbl B 00LLYyt0 BnbnunoTeky, NnpoBepeHbl Ha
HanM4YMe oWnDOK, NOHN3UPOBAHbI U MOCYXKMIN OCHOBOM
ons solymcnenms 3D-cTpykTyp.

Il \Vicrosoft
Hl Azure

Co3paHune bubanoTekn okasanocb BO3MOXHbIM bnarogaps:
| FVF
mn Microsoft

HPC-pecypcbl u nopaepixka

Balloon

Mikko J. Vainio and Mark 5. Johnson (2007) Generating Conformer Ensembles
Using a Multiobjective Genetic Algorithm. Journal of Chemical Information and

1. Santeri Puranen, Mikko J. Vainio, and Mark S. Johnson (2010) Accurate
conformation-dependent molecular electrostatic potentials for high-throughput
in silico drug discovery. Journal of Computational Chemistry, 31, 1722 - 1732.




“CrpaTterus 6es3
TaKTUKU — 3TO
CaMbIi MeAJIeHHbIN
nyTb K nobepe.
TakTuka 6e3
cTpaTerum — 3T1o
NPOCTO CyeTa nepen,
nopaxeHuvem.”

CyHb Li3bl



3oonapk 6enkos SARS-CoV-2
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CrtpykTypHble 3D-Mopenn n aHHoTaunm GyHKLMN BCcex BenkoB, 3akoanpoBaHHbix B reHove SARS-CoV-2.
CTpykTypbl Dbl cMOZenvpoBaHbl B nabopaTtopum npod. Zhang npu nomouwm c-i-Tasser
(https://zhanglab.ccmb.med.umich.edu/COVID-19/)
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Muwenn, otHocsswneca k COVID-19, uccnepyemobie B Hawen meroamke

ID Mmuwienn  benok OpraHusm MUCTOUYHMK CTPYKTYPbI Kon PDB

1-21 3CL Pro SARS-2 CHUMKN MONEeKYyNAPHON ANHAMUKM

26-34 Spike Protein SARS/MERS/SARS-2 Kpuctannorpaduueckne ctpyktypol  2AJF,2DD8, 3SCL,
5X58,6ACK,6LZG,
6M0J,6M17,6VW1

35-37 DHODH Yenosek Kpuctannorpaduyeckme ctpyktypol  41GH,4JTU,40QV

41-48 PL Pro SARS/MERS/SARS-2 Kpuctannorpaduueckme ctpyktypol  2FE8,3MP2,40W0,
6W9C,6WRH,6WUU,
6WX4,6WZU

49-50 FURIN Henosek Kpucrtannorpaduueckne ctpyktypol  5JXH, SMIM

51-54 Methyl Transferase SARS2 Kpuctannorpaduueckne ctpyktypol  6W4H,6W61,7C21,7C2J

55-56 E Protein SARS / SARS?2 NMR/omonoruyeckas mogesnb 5X29 (SARS)
5X29 - Tomonorua (SARS?2)

58-59 PL Pro SARS?2 [[lomonornyeckme Mmogenm Ha ocHoBe 3E9S

Ha ocHose 5E6J
Ha ocHose 6W9C

Tabnuua 1: MuweHun, oTHocAwmecs K COVID-19, nccnegyemole B Hallel MeToAMKe.
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Crparterunsa 1: npegoTBpaTtuTb NPOHUKHOBEHME BUPYCA B KJIETKY

TakTuka pa3paboTku Monekyn, NpefoTBpaLLaoWmx B3aMumMogencTemne
mMexxay wunoeugHsim 6enkom SARS-CoV-2 u peuentopom ACE2 unu gp.:

*  CKPMHUHT BUBAMOTEKN MafbiX MOJIEKYJ C LLeJIbIO MOUCKA COegUHEHNN,
CBSA3bIBAIOLWMXCH C akKTUBHbIM LeHTpoMm (RBD) SARS-Cov-2;

*  CKPMWHUHT BUBAMOTEKN MafbiX MOJIEKYJ C LLeJIbIO MOUCKA COeQUHEHNN,
cBA3blBatoOWMxXCa ¢ MHrMontopammn ACE2;

« [lpoekTupoBaHMe Masbix NENTULOB UK BenKoB, NpenoTBpPaLLatoOLLMX
CBA3blBaHWE LUMNOBMOHOIoO Beska c peLenTopom Xo3saunHa.

* [lpoune peuentopbl X035IMHA, KOTOPblE, BO3MOXHO, BOBJIEYEHbI B
npoHnkHoBeHue Bupyca: TMPRSS2, GRP-78, CD-147.

PeuenTtop
ACE2

Komnnekc ns 6enka SARS-CoV-2 S n peuentopa
xo3snHa ACE2. VictouHuk - Zhang Lab,
peHaepuHr ¢ ncnonbzoBaHem YASARA.
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Crpaternsa 2: npeaoTBpaTUTb BbIXOA BUPYCa U3 S3HAOCOMDI

JInsocomoTponHble areHTbl, HalueJsieHHble Ha
3HAOCOMAaNbHbIN/Nn3ocomanbHbin pH

Tepanusa xopoLwo n3sectHbIM NekapcTeom oT manapuun CQ, kotopoe
SBNSETCS IM30COMOTPOMHBIM areHTOM, akKyMYJTMPYIOLLMMCS B KUCITbIX
opraHougax, Takmx Kak aHOOCOMbI W JIN30COMbI, M HENTPaNM3YOLWNM nx pH.

dHaocomasibHble/IN30COMalibHble MHFTMOUTOPLI NpoTeasbl

NHrnbrpoBaHne KaT@NCUMHOB, 3HO0COMasbHbIX U JIN30COMaJsIbHbIX
LLUCTENHOBBIX MPOTEas, UrPaLLMX BaXKHble POJIN B paspyLleHnn benka B

XO[e PasfINUYHbIX KJIETOYHbIX MPOLLECCOB, BKJIHOYAA SHAOLNTO3HbIN NYTb U
ayTodarutio.

MHrnburopbl KNaTpuH-onocpeaoBaHHOro SHAOLMUTO3a

[Tonck HOBbIX MHIMOUTOPOB KJIATPUH-ONOCPELOBAHHOIO 3HAOLINTO33,
KOTOPbIN ABAAETCS OAHWUM N3 KKOYEBbIX MEXAaHU3MOB MPOHNKHOBEHUS
BMpPYCa B KJ1IE€TKM XO3AMHa.




CrpaTterus 3: 06e30py>kutb BUPYCHble NpoTeasbl

-~ Bupyc ucnonb3lyeT cBou npoTeasbl AJid NpeBpalleHus

~
WD ) u3HauyanbHO  TPaHC/IMPOBaHHbIX nonuGenkos B
o . mee T Q) $yHKUMOHaNbHbIe Monekynbl 6Genkos. Ha paHHbIN
? v oE MOMEHT Hanbosiee MHTEHCUBHO MCCNeayeTcsa npoTeasa
{ 3Hponentupasza C30 winm 3c-nopobHas npoTteasa
~ + _ (3CLP™). D10 umcremHosas npoTteasa knaHa PA no
) S <~ knaccndmkaumm MEROPS.
Takum obpasom, MeTofbl MHITMOUPOBaHNA NPOTeas UMetoT
‘ BaXXxHenLee 3HayeHe B |/|HF|/|6|/|pOBaH|/||/| XKN3HEHHOIO
PR P ; LMKNa BUPYCa, U KoYeBble NOAXOAbl 3AECh CheayoLLne:

TN R WA -  MpoekTnpoBaHue ManbixX MOJIEKYJ1-KOBaJIEHTHbIX UHTMOUTOPOB
T -  MpoekTnpoBaHue ManbiX MOJIEKYJI-HEKOBAJIEHTHbIX UHTIMOUTOPOB



CrpaTterusa 3: 06e30py>XuTb BUPYCHbie NpoTeasbl

Pl

Cy$:5S
PRD 002214 (PDB ID: 6LU7) OEW (PDB ID: 6Y7M)



P




CrpaTterusa 3: 06e30py)XuTb BUPYCHbI€ NpoTeasbl




Crparterus 3: 06e30py)>kuTb BUPYCHbIe NpoTeasbl
Nouck coegnHeHn B xummnueckoum BeceneHHom...




CrpaTterusa 3: 06e30py>XuThb BUPYCHbie NpoTeasbl
Pe3ynbTaTbl TEKYLLEro uccnenoBaHus...

~
=0

2Oy

Xnmunyeckme coeMHEHUA rOTOBATCA K BMONOrMYecKom oLeHKe.



Crparerus 4: nHrMbupoBaTb apyrme noTeHumnasbHblie
TepaneBTU4YeCKNe MULLEHN

BupycHbin 6enok E nmeet gnnny 75
aMUHOKUKCOT 1 0Dpa3yeT neHTamep,
MrpatoLLMM POSIb BUPYCHOMO TPaHC-
obonoyeyHoro 6enka. OH PyHKLMOHMpPYET Kak
MOHHbIN KaHan, ckopee Bcero ansg Na+, a Takxke
npencTaBnseTcs BaxkKHbIM A1 BbIXO4,a
BMPUOHOB N3 KJIETOK.

LLinnoBuaHbin 0enok

TpaHcmembpaHHas npoteasa TMPRSS vinu
cepunHoBas npoTteasa. SARS-CoV-2 ncnonbayet
peuenTtop ACE2 ons npoHUKHOBEHWNS B KITETKY
n cepuHoByto npoTeady TMPRSS2 ons
NPUMUPOBAHUS LUMNOBUAHOMO berika.



BOINC-npoeKkT ckopo byaeTt ooLienocryneH:

S1iDock(@home

SiDock@home test Project ~ Computing ~ Community - Site - Join Login

What is SiDock@home test?

... more

ﬁ COVID.SI is a citizen science project to fight against SARS-CoV-2 by distributed computing.
SiDock@home is a BOINC-based extension of the project COVID.SI to engage the BOINC community into

News is available as an RSS feed EIIES]
the drug search.

You can help with your computer. With the help of BOINC, you will download a subset of compounds on your
computer, examine the compounds in the context of the studied target and send the results to a server where
they are collected for later analysis.

For account creation please use a Crunch_4Science invitation code. It is not needed when registering by
BOINC Manager.

Windows application requires the Microsoft Visual C++ Redistributable for Visual Studio 2019.

Join SiDock@home test




Komanpa npoexkta COVID.SI ot Bcero cepaua
GnarogapuT y4acTHUKOB 3a NOAAEPIKKY U MOMOLUb!

BmecTte mbl 3¢pdekTuBHee B 6opbbe ¢ 3TUM
rnob6asnbHbiM Kpusucom!

Cnnacmnbo Bam 3a BHUMaHMe.



