Molecule modeling of EIAV RT
based on HIV-1

Group 12
Mem: ¥ ¥ FRAH %

y —

Bl A ORIt




outlines

1.General information
2.charactization of RT

3. preparation for modeling
4.molecule modeling
5.analysis

6.citation



1.General information

EIAV :the country cousin of HIV

same family ,same genus
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sp|SIV-cpz|537-1096
sp|HIV-1|600-1159
sp|SIV-agm.gri-1|608-1169
sp|FIV_Petalumal155-690
sp|FIV_San_Diego|155-710
sp|EIAV_1369|196-914
sp|EIAV_CL22_|196-914



41 Alignments | Download

Graphics Multiple alianme

™ splEIAV 1369]196-914

S-;aclquence_lﬂ: |c||é315 Length: 719 Number of Matches: 1

Range 1: 1 to 538 Graphics Mext Match Previous Match
Score Expect Method Identities Positives Gaps

304 bits(1013) 4e-132 Compositional matrix adjust. 234/545(43%) 323/545(59%) 11/545(2%)

Query 10 VELEPGMDGPEVEOWPLTEEEIFALVETICTEMEEEGEISEIGPENFYNTEPVFATEERDST 65
++LE G GPE+ OQWPLT+EE++ EI + EGKIS+ NEYN+F+F IEE+ 35
Sbject 1 IELFEGTMGPEIFOWPLTREELEGARETIVORLLSEGEISEASTNNEYNSPIFVIEER-5G 55

Query 70 EWRFLVDFRELNFRTODFWEVOLGI PHEAGLEFFFEIVIVLIVGDAYFSVPLDEDFREYTA 129
EWE L D EELNEK @Q E+ G+PHF GL E E +IVLD+GDAYF++PLD +FR YTA
Sbjct &0 FWRLLODLRELNKTVOVGIEISRGLPHEGGLIECFKHMIVLDIGDAYFTITPLDFEFRPYTA 119

Query 130 FIIPSINHETPGIRYQYNVLEOGWEGSEAIFQSSMTEILEPFEEQNPDIVIYQYMDDLYYV 189
FTIP3TH++ P RY +N LPOG+ SF I+0 ++ +IL+PF+++ P++ +¥YOYMDDL+V
Spjct 120 FTIPSTHHOEPDERYVWNCLEOGEVLSEYIYOQRTLOQEILQPFRERYPEVOLYOQYMDDLEYV 179

Query 150 GSDLEIGOHRTEIEELRQHLLEWGLTTEDEKHOKEPPFLWMGYELHPDEWIVQPIVLPEE 249
G353+ CH+ I ELE 1L G TFPD K Q+ PP+ W+GY+L P+ W VO + L
Sbjct 180 GISNGSKEQHFELIIELRATILEEGFETFDDELOEVFPYSWLGYQLCPENWEVOFMOLDMY 239

Query 250 DSWIVNDIQFLVGELNWASQIYPGIEVRQLCELLEGTEALTEVIPLTEEAELELAENRET 309
+ TH+NDHQEL+E + W 5 PG+ V+ + +G L + + TEEA+ EL EN E
Spject 240 ENPTLNDVORIMGHNITWMSSGVPGLIVEHIRATTEGCLELNQEVIWIEERAQEELEENNEE 299

Query 310 LEEPVHGVYYDPSEDLIARTOHQGOGOWIYQIYQEPFENLETGEYARMRGAHTNDVEQLT 369
+E YY+F ++++ E++ + T¥Y I @ L GE + VK L
Sbject 300 IEKNAQGLOYYNPEEEMLCEVEITENYEATYVIEKQSQO-GILWAGEEIMEANEGWSTVENLIM 356

Query 370 ERVOQRITTESIVIWGETFEFELPIQEE--TWETWWTEYWQATWIPEWEFVNTIEFPLVELWY 427
+2 + TESI GKE P FE+F EE WE + W +W+PE + +
Sbict 359 LLLOAVATESITRVGECFIFENVPFIEEQVMWEM-—-QEGWYYSWLPEIVYTHOVWVHDDWEM 416

Query 428 QLEFEPIVGAETFYVDGRANRETELGEAGYVINEGROEVVELTNTINQETELQATYLAT.O 487
+L +EF G T ¥ DG ++ G 4 YVT+ GR K L T+Q E AT +AL+
Spjct 417 EIVEEFTSGI-TIYTDGG—-EONGEGIAARAYVTSNGRTEQERLGEPVIHOVAEBMATOMALE 473

Query 488 DS-GLEVHIVIDSQYAL-GITQRAQPDESESELVNQIIEQLIKKERVYLAWVERHEGIGGHN 545
4+ +VHIVIDS ¥ I+ + IT+ + +EE VY LWVP HEGLI GHN
Sbijct 474 DTRDEQVNIVIDSYYCWENITEGLGLEGPOSPWWPIIONIREKEIVYFAWVPGHEGICGN 533

Query 546 EQVDE 550
+ O+
Spbict 534 OLADE 538
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3.preparation for modeling

1.Software
BLAST FASTA

2.Kownledgement of your materials
belongings special quality

shown above



4.molecule modeling

1.Tools




2.Result (patial)

Workunit: P000011  eiavrt - Overview

719
| I
|
click om model bars
Models: [1]]2] [3] [4] Print/Save this page as T
Model Summary Q
Gt Model information: Quaternary structure information: [details]»
fq.' -3 Modelled residue range:  1to 426 _ Template (2ops): HETERO DIMER
Y *'f- Based on template: [2opsB]= (2.30 A) Model built :SINGLE CHAIN
| Sequence ldentity [%]: 4019
- Evalue: 0.00e-1 Ligand information: [details]=
L gt Ligands in the template: PO4: 1.
S < Quality information: [details]w Ligands in the model: none.
S QMEAN Z-Score: -2 .52 |

logs: [Templates]s [Alignment]s [Modelling]«
display model: as [pdb]~ - as [DeepView project] - in [AstexViewer]s
download model: as [pdb)s - as [Despview project]+ - as [text]s



5.analysis

1. QMEANA4 global score(0-1)

QMEANA global scores: 7 Local scores
Coloring b id
QMEANscore4 @  Estimated absolute model quality (7] Score components (2] er?nor”ng y resiche Residue error plcrt'a
] X rmran ] |
) . Yty i U
| — J-f :-\lWl"ﬁU‘fb
062 . i ‘. r' ¥
N ik -gt“ , I s B B
B e s e [save pngl ks 0 200 _ 400
[save png]s
Z-Score: -2.52

Plot 1: [save png]&
Plot 2: [save png]s

Cnluripg (all chains): Energy profile: 7]
[save jpgl# [save pdbl#  [save raw scores]s



2. Local Model Quality Estimation: Anolea /
QMEAN / Gromos

anolea: @ on O off QMEAN: ® on O off  gromos: @ on O off

Anolea %E ]
I Y
10

Onean




(1) .Anolea

assess packing quality of the models.
(2) .QMEAN

a composite scoring function
(3) . Gromos

a general-purpose molecular dynamics
computer simulation package



3.0thers:
(1) .Alignment Output
(2) .Modeling Log
(3) . Template Selection Log



e Picture conformation




6.Citation (%)
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