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OCHOBHbIe 3Tanbl pacwndpoBkn 3D-CTpyKTypb

Il. BbiuncneHna n mogenupoBaHue

-
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ATOM 188 N LYS
ATOM 189 CA LYS
ATOM 190 C LYS
ATOM 191 O LYS
ATOM 192 CB LYS
ATOM 193 CG LYS
ATOM 194 CD LYS
ATOM 195 CE LYS
ATOM 196 NZ LYS
ATOM 197 N GLY
ATOM 198 CA GLY
ATOM 199 C GLY
ATOM 200 O GLY
ATOM 201 N LEU
ATOM 202 CA LEU
ATOM 203 C LEU
ATOM 204 O LEU
ATOM 205 CB LEU
ATOM 206 CG LEU
ATOM 207 CD1 LEU
ATOM 208 CD2 LEU

27 -35.123 77.795 11.208
27 -35.949 78.814 11.849
27 -36.907 78.113 12.808
27 -37.292 76.978 12.588
27 -36.706 79.638 10.758
27 -37.635 80.765 11.277
27 -37.718 82.122 10.499
27 -38.234 82.152 9.034
27 -38.418 83.510 8.535
28 -37.102 78.672 13.993
28 -38.068 78.114 14.937
28 -37.531 77.128 15.942
28 -36.321 76.902 16.023
29 -38.399 76.581 16.790
29 -38.000 75.559 17.744
29 -37.661 74.380 16.879
29 -38.320 74.195 15.864
29 -39.135 75.187 18.665
29 -38.918 75.630 20.108
29 -40.273 75.849 20.760
29 -38.051 74.608 20.847
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OcHOBHbIe 3Tanbl pacndpoBku 3D-CTpyKTypbl

N HakoHeU

ATOM 188 N LYS 27 -35.123 77.795 11.208
ATOM 189 CA LYS 27 -35.949 78.814 11.849
ATOM 190 C LYS 27 -36.907 78.113 12.808
ATOM 191 O LYS 27 -37.292 76.978 12.588
ATOM 192 CB LYS 27 -36.706 79.638 10.758

ATOM 193 CG LYS
ATOM 194 CD LYS
ATOM 195 CE LYS
ATOM 196 Nz LYS
ATOM 197 N GLY
ATOM 198 CA GLY
ATOM 199 C GLY
ATOM 200 O GLY
ATOM 201 N LEU
ATOM 202 CA LEU
ATOM 203 C LEU
ATOM 204 O LEU
ATOM 205 CB LEU
ATOM 206 CG LEU
ATOM 207 CDl1 LEU
ATOM 208 CD2 LEU

27 -37.635 80.765 11.277
27 -37.718 82.122 10.499
27 -38.234 82.152 9.034
27 -38.418 83.510 8.535

28 -38.068 78.114 14.937
28 -37.531 77.128 15.942

29 -38.399 76.581 16.790
29 -38.000 75.559 17.744

29 -38.320 74.195 15.864
29 -39.135 75.187 18.665

29 -40.273 75.849 20.760
29 -38.051 74.608 20.847
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NMporpammbl ana Busyanusauuuv n aHanusa 3D —
RasMol, PyMol, SPDBViewer, WebMol, .........ccooimmiiiecrc e



BpykxenBeHCKMN OaHK MPOCTpPaHCTBEHHbIX CTPYKTYp (PDB)
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a P ] - An Information Portal to B
] 1 = | 4 _
PROTEIN DATA BAN K as af Tuesday Oct 10, 2006 B thers =

Contact Us | Help | Print Page . OB 1D or ke d i Author

[ Home] azcch] Stuctucs Welcome to the RCSB PDB

- m The RCSB PCB provides a variety of tools and resources for studying the structures of biological macrom

. ] o their relationships to sequence, function, and disease.
- @) Tutarial About This Site

- W Getting Started The RCSE is 3 member of the wwPDB whose mission is to ensure that the PDB archive remains an intern:

b Download Files resource with uniform data.

P Deposit and Yalidate This site offers tools for browsing, searching, and reporting that utilize the data resulting from ongoing ef
p Structural Genomics create a maore consistent and comprehensive archive.

Dictionaries & File Formats . .
4 Information about compatible browsers can be found here,

p Software Tools
& narrated tutorial illustrates how to search, navigate, browse, generate reports and visualize structure

P Educational Resources '
newy SIte, [This requires the Macromedia Flash plaver download.]

- B BioSync

P General Information Comments? info@rcsb.org
- B Acknowledgements
- B Frequently Asked Questions
Molecule of the Month: Cytochrome p450
@ Known Problems

FReport Bugs/Cormments

If vou have a headache and take a drug to block the pain, you'll notice th:
of the drug wear off in a few hours. This happens because you have a pow
detoxification system that finds unusual chemicals, like drugs, and flushes
yaur bady, This system fights all sarts of unpleasant chemicals that we ea
including drugs, poisonous compounds in plants, carcinogens formed durin
and environmental pollutants, The cytochrome pdS0 enzymes are our first
defense in this chemical battle,

- Minrp



Protein Data Bank

OpfHa 3anucb (JOKYMEHT) COOTBETCTBYET O4HOMY 3KCMEPUMEHTY MO
onpeaeneHunto NPOCTPaHCTBEHHOW CTPYKTYPbI MakpOMOEKY bl UNU
KOMMJSieKca MOJIeKy

ApXxMBHbIN BaHK — 3a cogepXaHue 3annucm oTBe4varoT aBTopbI
COOTBETCTBYIOLWEN PabOThI

CoBmMecCTHO nogaepxmnsaetca yHuBepcutetom Rutgers (wtat Hblo-
xepcn); EBI (AHrnna) un BIRD (Institute for Bioinformatics Research
and Development, AnoHns)

Appeca B VIHTepHeTe: hitp://www.rcsb.org/pdb,
http://www.ebi.ac.uk/msd/ , http://www.pdbj.org/ .

CainTbl cHabXXeHbl NMONCKOBLIMU CUCTEMaMMU

Bce 3anucu oTKpbIThl 4N KonupoBaHuda Yyepes FTP


http://www.rcsb.org/pdb
http://www.ebi.ac.uk/msd/
http://www.pdbj.org/
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Ona cpaBHeHUA

Bcero He coBnagarowmx

O61BbeKT BaHK < -
nocnepoBaTesibHOCTEN nocnepoBaTe/IbHOCTE

3D-CTpyKTypbl 6€MKOB PDB 56 800 35 361

Tocnenoareniocra | UNiProt | 9 696 103 2 429 533

nocnenosarensiocra | EMBL | 62 093 719 4 105 954




3anucb PDB

* peHtudmkatop 3anucu (PDB ID, PDB-kona)
Buaga 1XYZ (undpa n tpn 6ykebl/umndopbl)
Hanpumep: 1B8I, 9ANT, 10MH

* Kaxgasa 3anmcb coaepXuT KoopamHaThl LLEHTPOB
aToOMOB (B HEKOTOPOM MNPOU3BOJSIbHOU CUCTEME
KOOpAMHAaT) U ConpoBOXaatoLLyo MHOPMaLIUIO

* Kaxgaqa 3anmcb eCTb TEKCTOBLIN haunn
cneunansHoro doopmata (PDB-dopmar)
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STRUCTURE OF THE PURR-GUANINE-PURE OPERATOR COMPLEX

MOL ID:

®opmaTt PDB-avna

(DNA-BINDING PROTEIN/DNA)

1;

2 MOLECULE:

3 CHAIN: A;

4 MOL_ID:

2;

5 MOLECULE:

© CHAIN: B;

PURINE REPRESSOR-GUANINE-PURF-OPERATOR;

DNA

(AACGAAAACGTTTTCGT) ;

7 ENGINEERED: YES;

8 BIOLOGICAL UNIT: HOMODIMER

MOL_ID:
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RasMol
ab initio

http://www. rasmol.org/

[ & XXX X-RAY DIFFRACTION [ [f=0 <

Fle Edit Display Colours Options Settings Export  Help

&) RasMol Command Line E]@

Ea=Mol Molecular EBenderer M
Foger Sayle, Aucn=t 1935

Copyvright (£) Roger Sayle 13932-13593535

Wer=icwm EZ.7.2 February 2005

Copyvright (£} Herbert J. Bernstein 189598-2005

*** Bas "help notice" for further notice=s **+*
Miakle to £ind RasMol help file!
Da=Mol:-

Btom: EDE 18952 Group: LET Z43 Chain: A

PEa=Mol> =elect CA&

10 atom= =alacted!

Fa=Mol> =pace=£fill

Ea=Mol> color gree=n

Pa=Mol:= I gt




[Tporpammbl paboTbl ¢ 3D-CTpyKTYpamu

* RasMol (Bn3yanmnsaunsa, nogrotoska
N300paxxeHnn N NPOCTENLLNN aHanma)

* PyMol (Bu3yanusaums, ka4yectBeHHas
NOAroToBKa U3obpaxeHui, bornblle cpeacTs
aHanusa)

* SwissPDBviewer nnmn DeepView (aHanu3 u
CpaBHEHME CTPYKTYp; BU3yanusauunsa yctynaer
RasMol n PyMOL)



RasmolL

YpaoBneTBoputernbHasa BU3yanmaauus;
AOCTaTOYHbIN Ansa OonbLIMHCTBA NOTPEOHOCTEN
CNEKTP CpeacTB aHanm3a

[TocnegHAa Bepcua 2.7.4.2

HecnoxeH ona ocBoeHuna, obnagaeT xopoluen
BHYTPEHHEWN NTOrMKou

[ocTyneH Ha cauTe hitp://www.openrasmol.org


http://www.openrasmol.org/

Busyanusauna monekynbl 6enka

OcToBHass Moaenb LLlapHupHas mogenb
( HanoXxeHne NPOBOSIOYHON U LLAPUKOBOW

npOBOHO‘-IHaﬂ MoAenb — KOBaJieHTHbIE CBA3N MeXOYy aToOMaMin |/|306pa>|<ar0Tc;| JIMHNAMU, COeEJUNHALWLNMN UX LEHTPDbI.

LapukoBas mogenb — atoMbl n306paXkatoTCcs LWaprkaMm, N0 YMOMYaHUIO pagnychbl LLAPUKOB NPONOPLNOHASIbHbI
paguycam BaH-gep-Baansca aTomos.

OcToBHas Mmoaenb — |/|306pa)Ka}OTCF| YCIOBHbI€ JIMHUK, COeNHALNE Ca-aToMmbl.



RasMol: ocHoBHbIe npuHLMNbI

* PaboTa nger B ABYX OKHaX: rpaddoUyeCckom U
KOMaHOHOM.

* B kaxablh MOMEHT paboThbl UMEETCS HEKOTOPOE
BblaeNleHHOe MHOXXeCTBO aToMoB. Bce
OENCTBUS NPON3BOOAATCHA C 9TUM MHOXECTBOM.

* Kaxxgomy 4encTBUIO COOTBETCTBYET KOMaHAaa,
Habnpaemas B KOMaHOHOM OKHe



KomaHab! Angd nameHeHus |/|3o6pa>|<eH|/|$|

backbone <4yncno> — ocTtoBHag MoAenb
wireframe <4ucrno> — npoBoONoYHaaA MOAENb

spacefill <yncno> - wapukoBas Mmogenb
ribbons <yucno> — neHTo4YHas MoAdersb
color <usem> — ysem 3adaemcsi c/io8OM

(red) unu RGB-koodom [255,0,0]
background <ueem> — usem @oHa

Jlrobass kKomMaHOa omHocumcs
MOoJILKO KO MHO>Xecmey 8bl0esiIeHHbIX amomos!



CuHTaKcuc obpalieHnsa K aTomam
(atom expressions)

ser70:A.CA - Ca amowm cepuHa 70 e uenu A
ser70:A.C? — BCe aToMbl yrinepoda B Ser/70 uenu A

* . CA — Ca aToMbl BCex oCTaTKoB

ser:A — BCE€ aTOMbl BCeX cepuHOB B Lienn A
Ser — BCE€ aTOMbl BCEX CEPUHOB

* A — BCe aToMmbl uenu A

[IpedonpedesieHHbIe MHOXecmea amoMO8:
all, protein, dna, rna, water, oxygen, nitrogen,
carbon, hydrogen, sulfur, iron, phosphorus ......




OcHOBHble KOMaHAbl 0OpaLLeHNs KO MHOXEeCTBaM aTOMOB

select <MHOXeCTBO> — gbideriumb MHOXecmeo

(u Hu4ez20 He Oename ¢ epaghud4eCcKUM OKHOM)

(npumepsi: select ser70:A,
select 70,27,156,
select 10-27)

restrict <MHOXeCTBO> — o2paHUYUMBbCS MHOXECMBOM
(=8blOeniumb U cmepemsb 8C€ ocmarsibHoe U3 2paghuy. OKHa)

(npumepsi: restrict ser70:A,

restrict 10-27,
restrict none)

define <uma> <BblpaxeHune> — cosdaHue HO8020
MHOX>Kecmea, K KomopomMy MOXHO obpamumbcs 1o UMeHuU

(npumep: define importantAAs 124:A, 178:A, 235:A

select importantAA
color red )



Onepauuu Hag MHOXeCcTBaMM

1. llornyeckue onepatopbl AND, OR, NOT

Onepauuna OR moxeT ObITb 3anucaHa Kak ",".

YnpaxHeHue
LokymeHm PDB codepxxum orucaHue cmpykmypbl, cocmosiwel u3 berika,

ppazmeHma [JHK u monekyn eodbl. Ymo nonyyumcs, ecnu 3adams criedyroujue
KOMaHObI ?

* select protein or dna
* select protein and dna
* select not water

2. Onepatop WITHIN(...)
* select within(3.5, his)
* select within(3.5, his) and water



Co3naHue noannucen v nacTukKu

KomaHOa omHocumcsi
MOoJILKO KO eceMy MHO)ecmeay 8bl0esiIeHHbIX amomoa!

label {<string>},

1o ymondaHuro <string>=%n%r:%c.%a,

a20e %n - umsi ocmameka, %r - Homep ocmameka, %c -udeHmugbukamop ueru,
%a - umsi amoma.

label off
backbone off



BBoa AaHHbLIX U cOXpaHeHUe pe3ynbTaToB

zap — Hayams 8ce 3aH080
load <filename> — 3azpysumsb ¢baiin ¢ koopouHamamu amomos

save <filename> — coxpanums criucok ebideneHHbIx amomos 8 gpopmame PDB
npmuMep:save h:\rasmol\my.pdb

write <filename> — coxpanums kapmuHky e gpopmame GIF
npmuMep: write h:\rasmol\picture.gif

write script <filename> — coszdams ckpunm-gpatin,
K COXalleHUI0, Takne CKpUNTbl HeYAoOHbI B paboTe, BNpodem, MoxeTe nonpobosaTsh. ..

script <filename> — 6800 komaHd RasMol us mekcmoeozo ¢patina



&t RasMol Yersion 2.7.3

/o

File Edit Display Colours Opltions Settings Export  Help

Jlyqywine noackaskm cm.
B camou nporpamme!!

Abouk RasMal, ., |
I=er Manual. .. |

&3 RasWin 2.7.3 Help

File Edit Bookmark Options Help

Enntents| ﬁearch| Back | Frint | | B

RasMol V2.7.3

Molecular Graphics Visualisation Tool
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