hreading — C@O@PPlaboratory

» Threading compl ements sequence to sequence alignment
» Performance of the model on known,structures

»Using the program to identify unknown structures




Using C@OPP

d LOOPP Web server:
dE-mail notifications (status, \\WVeb pagewith results)

4 Input sequence format FASTA
Download FASTA from PDB




L @OPP Inpllparameters

d "BLASTP sear ch for.sequence homologs

1. Max. number of homolog sequences
1 = noBLASTP search
N>1 = kegps N homologs including,the original sequence

2. Customized min./max. segaidentity between query and homolog.

d  Secondary Structure Predictor (JNET): post alignment filtering

-ve scores : bad correlation with' LOOPP S 'secondary Steucture predictions

0.0 as threshold




LO@RP alignnienteptions

d - all
accepted from LOOPP results for homologs; they are translated
to query seg. align,using BLAST results.

a

. all accepted from L OOPP results for
homologs; corresponding query sed."LOOPP aign. will be
reported if available, otherwise homologalign. will be trandated
to query seq. align. using BLAST.

d . only align. above
threshold in query seg. are aceepted from hOOPP¥es. for
homologs; corresponding query“seg. LOOPPalign. will be
reported




Mere L OORRparameters

d Maximum length differ ence: maximum allowed difference in
length (% of query length) between query and homol og.

d Maximumaumber of eutputted matches.

1 Type of the output fermat
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LeORFX (L. pannellli ORFX alleles)

LpORFX (L. esculentum OREX alleles)




Example: Miegleni(lmioc)

ImbcIE@OPP esults; default parametersy(10iemol ogs)

1mbc L OOPP resultsi(NorBhA S°




Combinaieral Extensiony(CE)Method

Protein Engineering, Vol 11, 739-747

Algorithm that,i nvolves a combinatorial extension of,\AFPs

AFP: aligned fragment pairs from,the two proteins based on local
geometry.

Other approaches involving dynamicprogramming and Monte
Carlo optimizations attempt global, optimization of the alignment.




Combinaenal Extension(CE)}- continuing

Threshold for structure similarity: 3.5
Root Mean Square Deviation (RMSD) between C alpha atoms over thelength of the
alignment), maximum: 5.0

TWO CHAINS: and
CE z-score= 5.7, Rmsd = 1.7 A

and
CE z-score=6.1, Rmsg="2.3 A




LOOPP TR CAEASP

CrticalbA ssessment of Fully Attemated Strticiure Prediction

Servers:
Summary:

T0138

CE (1dbw:A — 2fsp): Rmsd =2.6A, Z-Score= 6.1

10147

CE (1byk:A — 1spb:S) Rmsd'=8.1A Z*Score = 4.1

CE:




