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KnnHndeckue padoThI



Kiaccnyeckas padoora

Unesi: Cpasuernue memooos
JleYeHusl.

1. Ilpemapar vs. Apyrou
[pernapar,

2. IIpemapar vs. KomOuHamus
IIPENaparos,

3. llpenapar vs.
HemennkaMeHTO3HBIM METO
JICUCHUSL.




JTanpl:

1. C6op manneix ([Jannsie ncTopuii OoesHy,
OITPOC IMAIEHTOB )

2. O0paboTKa JaHHBIX: pa30uBaeM MaICHTOR
Ha JIBC TPYMIIBI, CYUTACM OIHICATCIIHLHBIC

CTAaTUCTUKH, IPOBEPSIEM HA HOPMAIBHOCTb. VS

3. AHaIW3 NaHHBIX: CYNTAEM CPEIHHMC 3HAYCHHUS

CPaBHHMBAEMBIX IIOKA3aTeEH, IOATBEPK IaeM BeRt
HaJmuyue/orcyTeTBre pasauunii (t-xpurepuii o AWEUUMTST%H“” 7777
CrteronienTa, U-kputepuit ManHa — YUTHH)

4. JlemaeM BBIBOJBI. Po3yBacTaTuH

ROSUVASTATIN

Posysacmamury 10 me (mg) 10 Mr (mg)
30 Tabnetok




Mojenu MaluHHOIO 00y4YCHHUS
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JTanpl:

1. C6op mannbix (Jlannsie ucTopuii 6oe3HHy,
OITPOC MMALKEHTOB)

2. O0paboTKa JaHHBIX: pa30MBaeM JaHHLIC Ha
IBE YaCTU — TPEHUPOBOUYHYIO U TECTOBYIO.

3. Ha TpeHMPOBOYHBIX JaHHBIX 00ydYaeMm
MOJIEJTb.

4. Ha TeCTOBBIX JJAHHBIX MPEACKa3bIBAEM
3HAYEHUE 3aBUCUMOU TIEPEMEHHOMU.

5. OnenuBaeM 3(PEKTUBHOCTh MOJICIH,
J€JIAEM BBIBOJIBI.
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Teopernueckue padOTHI



TeopeTnueckue padOTHI
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In silico drug design
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MeTa-aHanaus
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CucTeMaTn4eCKu 0030p C BBIITOJHCHUEM METa-

dHAJIN3ad
JTANbI;

1. ITouck u oT6Op cTareii mo mpoodiaeme 0030pa

2. OT00p HanboIee MOAXOAAIINX CTAaTSH A1
BKJIFOUCHUS B 0030p

3. BeImoyiTHEHHE MeTa-aHaIn3a
4. Ouenka pucka npeasssrocta (ROB 2.0)
5. Onenka kadecrBa jnokaszareibets (GRADE)

6. BeiBojibl, opopmizeHne o030pa



In silico drug design

-

Moaean MalmnuHHOTrO
O0Oy4eHUS

=

-

IIpoekT KpyxKa




Mojenu MalluHHOIO 00yYCHUS

QSAR = Q + SAR

SAR = structure—activity relationship
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»Ligand based
»Target based

»Ligand +
Target based




Beibupaem “target” u “ligand

b

CtpouM mMojaenb papMakodopa

OT1OHpaemM MOJIEKYIbI, KOTOPHIE
B OOJIBIIIEN CTETIEHU MOIXOIAT
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TOKCUYHOCTHU

MonexyaapHbIN JOKUHT




High Throughput
Virtual Screening
| Structure-based ‘
3D-chemical
databases

(small
molecules,

3D-structure
databases ¥

Rational Ligand Design

Ligand-based [ Structure-based ‘
(pharmacophore (de novo ligand
modeling) design)

 Ligand-based )
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HaxonuMm cBoro mumens “ arget”

Therapeutic Target Database

D B Advanced Search ~ Target Group + Drug Group ~ Patient Data + Model & Study ~ Download ~
B |
Protein names Cross-reference (HGNC)
LA class Il histocompatibility antigen, DRB1... HGNC:4948. HLA-DRB1.

3 beta-hydroxysteroid dehydrogenase/Delta 5--... HGNC:5218. HSD3B2.
5-hydroxytryptamine receptor 1A HGNC:5286. HTR1A.

P28222 5-hydroxytryptamine receptor 1B HGNC:5287. HTR1B.
P28223 5-hydroxytryptamine receptor 2A HGNC:5293. HTR2A.
P41535 5-hydroxytryptamine receptor 2B HGNC:5294. HTR2B.

3 P28335 5-hydroxytryptamine receptor 2C HGNC:5295. HTR2C.




[ Chembl DB J

[ Mou cKpHuInT }

\Entry Protein names

1P43220 Glucagon-like peptide 1 receptor

P08634 Cytochrome P450 3A4

Q03431 Parathyroid hormone/parathyroid hormone-relat...
P10635 Cytochrome P450 2D6

P16473 Thyrotropin receptor

\P11473 Vitamin D3 receptor

'P00533 Epidermal growth factor receptor

Q12809 Potassium voltage-gated channel subfamily H m...

" MEGA/TTD mod




» PDB (https://www.rcsb.org/)

» UniProt (https://www.uniprot.org/)
» ChEMBL

(https://www.ebi.ac.uk/chembl/)



SMILES &

Simplified
molecular-input
line-entry system

(Yrporiennas cucrema
MOJIEKYJISIPHOTO BBOJIA-

Name

ethane

carbon dioxide

hydrogen cyanide

triethylamine

acetic acid D

cyclohexane

N1CCN(CC1)C(C(F)=C2)=CC(=C2C4=0)N(C3CC3)C=C4C(=0)O
benzene ' oo

ollallallallallollo




colab + © GitHub
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