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CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKIX 3ACOFBIB

ba3yeTbcst Ha eTalbHUX 3HAHHSAX CTPYKTYpPU O10JIOTTYHOI MIII€HI, K1
MOXKHa OTpHUMaru:

METOJIOM PCA AMP MIKPOCKOITI{




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKIX 3ACOBIB (COJI)

CTOPIHKHU ICTOPII
- Busnauenns OyJq0BM MPOTEiHIB METOIOM PEHTIEHOCTPYKTYpHOro aHamizy (miornooin 1958;
remorsio0in 1963; mizorum 1965)
- Komm’rotephi nmporpamu mosnekyssipaoi rpadiku (1966)

- 3acHyBaHHs CTpyKTypHOro O0anky nanux nporteinie (Protein Data Bank, PDB,
www.rcsb.org) (1977)

- Jlu3aifH KanTomnpiay — MEepIIoro JiKapchKoro 3acody, Bigkpuroro 3asaskun COJl (1977)

- BypxiuBuii po3BUTOK PEHTTEHOCTPYKTYpHOTO aHamizy Ta SIMP gk meTomiB mocimimKeHHs
OymoBH MireHel Jikapcbkux 3aco6iB (1980-1i pokwu)

- Po3BuTOK KOMIT’IOTEpHOI TexHIKU Ta nporpamuoro 3ade3necucHHus (1980-ti poku)

- Po3poOka metoniB BiptyanabHOro ckpuHinry (mokinry) (1990-ti poku)
- SAR 3a nonomoroio SIMP (1996)

= PO3BUTOK CTPYyKTYypHOI T€HOMIKH 1 IPOTEOMIKH, METOJIIB OJICPKAHHS 1 OYUCTKHA O10MOJIEKYT —
MIIIIEHEHN JTIIKapChKUX 3aC001B




PEHTTEHOCTPYKTYPHUI AHAJII3 I[TPOTEIHIB

BUPOIIYBAHHS KPUCTAJIIB — HAUBIJIbII TPYJOMICTKUI
ETAII




PEHTTEHOCTPYKTYPHUI AHAJII3 I[TPOTEIHIB

2 RCSB Protein Data Bank - Microsoft Internet Explorer

®aiin  Mpaska

9 Hazaa

Bua  WsbpanHoe

CepeHc

O WREG Prow owmme @ -5 @ -[JE B

Cnpaeka

Aapec: @ http:{fwww.pdb.org/pdbfhomefhome.do

v| Mepexoa  Ccbinkk 2

A
oo a memeer oF THe @ IPD B
3 An Information Portal to Biological Macromolecular Structures
o As of Tuesday Oct 12, 2010 at 5 PM PDT there are 68562 Structures €@ | PDB Statistics @
PROTFIN DATA RANK
ContactUs | rint [ TRRTR ) I T -
S
MyPDB ide - - -
e A Resource for Studying Biological
Register a New Account MaCr0m0|ecu |€S New Features
The PDB archive contains information about experimentally-determined SUEIE
structures of proteins, nucleic acids, and complex assemblies. As a member of Lytectfoatiras raisazad: o
Home 168 the wwPDB, the RCSB PDB curates and annotates PDB data according to !
News & Publications agreed upon standards. Website Release Archive: VI
Usage/Reference Policies
Deposition Policies The RCSBE PDB also provides a variety of tools and resources. Users can |
Website FAQ perform simple and advanced searches based on annotations relating to "
Depaosition FAQ ; AR % RCSB PDB News Hide
Contactlls seguence, structure and function. These molecules are visualized, -
About Us downloaded, and analyzed by users who range from students to specialized Weekly | Quarterly | Yeary
gat'eersl i scientists, 2010-10-12
xXternal Links il =
Sitemnap Hide Welcome Message Categorized View of
New Website Features Molecule of the Month
$ Deposition Hide % Featured Molecules (MotM Category View / Previous Features:  Hide
Al D i Servi MotM | PSI)
eposy ervices
Electron Microscopy Bk ;xplxe‘:e:‘hdolezle °_fu'e
X on ature ca ones,
C-a';iad\:at!ioNnMSRerver Structien|Wjewt of @‘ ’
S : Biology Protein
BioSync Beamline
Relat‘;d Tools Synthesis ® Latest Website Release
Molecule of the Month: ® Poster Prize Awarded at ECM ‘
Ab o S ® Analyze small molecule |

@ [oToBo

L6}

® WHTeprer




PEHTTEHOCTPYKTYPHUI AHAJII3 I[TPOTEIHIB
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SIMP-TOCJIJDKEHHS BYJOBU IMPOTEIHIB
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CTPYKTYPHO-OPIEHTOBAHUU JIN3AVH
JIIKAPCBKUX 3ACOFIB

KOMILJIEKC PEeHIH=aJIiCKIpeH

MeO




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKIX 3ACOFBIB




CTPYKTYPHO-OPIEHTOBAHUN JIN3AVH
JIKAPCBKUX 3ACOBIB — ITPUKJIAJT

I[TPUKJIA/L = PO3POBKA IIPEITAPATIB ITPOTU BIPYCY I'PUILY

Viral proteins
incorporated
into cell membrang




CTPYKTYPHO-OPIEHTOBAHUN JIN3AVH
JIKAPCBKUX 3ACOBIB — ITPUKJIAJT

HEMPAMIHIJIABA




HO

OH

AcHN

CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPUKJIAJT

PEAKIIIS, IY KATAJII3YE HEMPAMIHIJIA3A

co, OH £6:
0, . :
, Glycoprotein(lipid) HO ?H
2 ® Neuraminidase AcHN <
HO

or sialida B .
e - Sialic acid or

N-Acetylneuraminic acid
(Neu5Ac)

+ Glycoprotein
or glycoplipid




CTPYKTYPHO-OPIEHTOBAHUN JIN3AVH
JIKAPCBKUX 3ACOBIB — ITPUKJIAJT

KOMITJIEKC HEMPAMIHIJA3H 3 ITPOJYKTOM




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPUKJIAJT

KOMITJIEKC HEMPAMIHIJA3H 3 ITPOJYKTOM
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o..../

Glu-119




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPUKJIAJT

MEPEXIIHUN CTAH PEAKIII, 11JO KATAJII3YE HEMPAMIHIJIAZA
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CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPUKJIAJT

ITPOTUBIPYCHI ITPEITAPATHU — AHAJIOI'U IIEPEXIIHOI'O CTAHY
(Glaxo Wellcome, Biota)

HNYNH
NH,
Neu5Ac2en 4-Amino-NeuS5Ac2en Zanamivir (Relenza)
Ki (M) 4x1075 1C505-10 uM Ki(M)4x10°8 K; (M) 3x10~1"

1969 1999




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPUKJIAJT

KOMIIJIEKCH IHI'TBITOPIB 3 NA - JIAHI
PEHTT'EHOCTPYKTYPHOI'O AHAJII3Y

4-Amino-NeuSAc2en
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Glu 227 R Glu-119
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Zanamivir




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPUKJIAJT

KOMIIJIEKCH IHI'TBITOPIB 3 NA - JIAHI
PEHTT'EHOCTPYKTYPHOI'O AHAJII3Y
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CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIIKAPCBKUX 3ACOFBIB — ITPUKJIA/T

KAPBOIUKIIYHI AHAJIOTU = IHT'TBITOPU NA. TTOPIBHAHHA 3
[HEPEXITHUM CTAHOM

Methylene HO OH Methylene

Dihydropyran _
HO OH oxygen HO OH icostere . isostere
’ 5 COH
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AcHN HO
HO HO
NeuSAc2en (1) 1C5o 850 M (1) 1C5q 20 M
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AcHNS SEsh AcHN AcHN
C HO HaN H,N
Reaction intermediate (1) ICg0 6.3 pM (IV) Inactive




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIIKAPCBKUX 3ACOFBIB — ITPUKJIA/T

KPUCTAJITYHA CTPYKTVYPA a) 3AHAMIBIP
6) KAPBOKCAMITHUI1 AHAJIOT
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CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPUKJIAJT

KAPBOILIMKJIIYHI AHAJIOT - TAMI®IIY (Hoffman La Roche,
Gilead Sciences)

\_Q H
AcHN

NH;

R=H GS 4071
R=Et Oseltamivir (Tamifiu)

1999




CTPYKTYPHO-OPIEHTOBAHUI JTN3ANH
JIKAPCBKUX 3ACOBIB - ITPOBJIEMU

KOMILJIEKCH TUMIiAMJIAT=CHHTA3H 3
pPi3HMMHM iHTIOITOPpaAMHU




CTPYKTYPHO-OPIEHTOBAHUN JIN3AVH
JIKAPCBKUX 3ACOBIB - ITPOBJIEMU

komIuieke BIY=nporeasu 3
iHTi0iTOpOMA

BuaijieHO YepBOHUM = MOJIEKYJIa
BOIM




