Kawdog npwreivng: 2RNM

AOMIKH BIOXHMEIA KAI XTOIXEIA BIOIIAHPOPOPIKHY

EPI'AYIA TOY KYPIAKIAH APIXTEIAH
A.E.M.:8326

KQAIKOX ITPQTEINHY: 2RNM (HET-S (218-289) PRION IN ITS AMYLOID FORM

YIIEYOYNH KAOHI' HTPIA: XOAH-ITAIIAAOIIOYAQOY OEOAQPA
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FASTA

MSEPFGIVAGALNVAGLENNCVDCFEYVQLGRPFGRDYERCQLRLDIAKARLSRWGEAVK
INDDPRFHSDAPTDKSVQLAKSIVEEILLLFESAQKTSKRYELVADQODLVVEFEDKDMKP
IGRALHRRLNDLVSRROKQTSLAKKTAWALYDGKSLEKIVDQVARFVDELEKAFPIEAVC
HKLAEIEIEEVEDEASLTILKDAAGGIDAAMSDAAAQKIDAIVGRNSAKDIRTEERARVQ

LGNVVTAAALHGGIRISDQTTNSVETVVGKGESRVLIGNEYGGKGEFWDN

ProtParam
User-provided sequence:

10 20
MSEPFGIVAG ALNVAGLFEFNN

70 80
INDDPRFHSD APTDKSVQLA

130 140
TGRALHRRLN DLVSRRQKQT

190 200
HKLAETETEE VEDEASLTIL

30 40
CVDCFEYVQL GRPFGRDYER

90 100
KSIVEEILLL FESAQKTSKR

150 160
SLAKKTAWAL YDGKSLEKIV

210 220
KDAAGGIDAA MSDAAAQKID

50 60
CQLRLDIAKA RLSRWGEAVK

110 120
YELVADQQDL VVFEDKDMKP

170 180
DQVARFVDEL EKAFPIEAVC

230 240
ATVGRNSAKD IRTEERARVQ

250 260 270 280
LGNVVTAAAL HGGIRISDQT TNSVETVVGK GESRVLIGNE YGGKGEWDN
Number of amino acids: 289
Molecular weight: 31978.2

Theoretical pI: 5.35

i i L CSV format |
Amino acid composition:

Ala (A) 32 11.1%
Arg (R) 20 6.9%
Asn (N) 10 3.5%
Asp (D) 23 8.0%
Cys (C) 4 1.4%
Gln (Q) 12 4.2%
Glu (E) 24 8.3%
Gly (G) 20 6.9%
His (H) 4 1.4%
Ile (I) 18 6.2%
Leu (L) 25 8.7%
Lys (K) 20 6.9%
Met (M) 3 1.0%
Phe (F) 10 3.5%
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Pro (P) 6 2.1%
Ser (S) 16 5.5%
Thr (T) 10 3.5%
Trp (W) 3 1.0%
Tyr (Y) 5 1.7%
Val (V) 24 8.3%
Pyl (O) 0 0.0%
Sec (U) 0 0.0%

(B) 0 0.0%

(Z) 0 0.0%

(X) 0 0.0%

Total number of negatively charged residues (Asp + Glu): 47
Total number of positively charged residues (Arg + Lys): 40

Atomic composition:

Carbon C 1403
Hydrogen H 2262
Nitrogen N 402
Oxygen 0 437
Sulfur S 7

Formula: Ci405H2262N402043757
Total number of atoms: 4511

Extinction coefficients:

Extinction coefficients are in units of M*' cm™®, at 280 nm measured in
water.

Ext. coefficient 24200

Abs 0.1% (=1 g/1) 0.757, assuming all pairs of Cys residues form
cystines

Ext. coefficient 23950

Abs 0.1% (=1 g/1) 0.749, assuming all Cys residues are reduced

Estimated half-life:

The N-terminal of the sequence considered is M (Met).

The estimated half-life is: 30 hours (mammalian reticulocytes, in
vitro) .

>20 hours (yeast, in vivo).
>10 hours (Escherichia coli, in vivo).
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Instability index:

The instability index (II) is computed to be 35.26
This classifies the protein as stable.

Aliphatic index: 93.18

Grand average of hydropathicity (GRAVY): -0.314
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ProDom

database: multiple alignments Graphical results and forms to other applications

Program: ncbi-blastp The following is the graphical representation of the HSP found by BLAST.
Please note that HSPs are sorted from highest to lowest scores, so that
lower scoring HSPs may be hidden.

Matrix: BLOSUMG62 o 100 200

|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|—|
Expect: 0.01 SO
Filter: seg

Align subsequence with ProDom domains, using Multalin
Domain ID BEGIN END

PD276029 | 19 287 Submit

PD127442 | 15 97 Submit

PDB082Y3 115 180 Submit

PDC6Y682 | 3 39 Submit

PDCOC1P8 | 110 submi

Domain 3D modelling using Swiss-Model
Domain ID BEGIN END

PD276029 | 195 | 287 Submit

PD127442 | 15 | 97 submt

PDB082Y3 | 115 | 180 Submit
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Domain 3D modelling using Geno3D
Domain ID BEGIN END

PD276029 | 195 | 287  submi

PD127442 | 15 | 97 submi

PDB082Y3 | 115 | 180 Submit

Top

HSP Results

Warning: Original output has been filtered to yield non-redundant similarities

blastp 2.2.26 [Sep-21-2011]

Reference: Altschul, Stephen F., Thomas L. Madden, Alejandro A. Schaffer,
Jinghui Zhang, Zheng Zhang, Webb Miller, and David J. Lipman (1997),
_quot;Gapped BLAST and PSI-BLAST: a new generation of protein database search
programs_quot;, Nucleic Acids Res. 25:3389-3402.

Query: unkwown
(289 letters)

Database: prodom2010.1 multiple alignments
45,292,438 sequences; 2,147,483,647 total letters

ProDom domains producing High-scoring Segment Pairs:

Position ProDom domain Score E value
3-39 #PDC6Y682 107 0.0002
15-97 #PD127442 451 2e-53
56-110 #PDCOC1P8 103 0.0009
115-180 #PDB082Y3 346 5e-38
195-287 #PD276029 470 4e-56

>PD276029 (Closest domain: Q03689 PODAS 186-287)

Number of domains in family: 9

Commentary (automatic):

SUBNAME: S REFERENCE FULL=PUTATIVE UNCHARACTERIZED FULL=SMALL 3D-STRUCTURE FULL=BIG
CDS FULL=PREDICTED

Length = 102

Score = 470 (185.7 bits), Expect = 4e-56
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http://prodom.prabi.fr/prodom/current/cgi-bin/request.pl?SSID=1463066591_4197&db_ent1=PD276029
http://prodom.prabi.fr/prodom/current/cgi-bin/ProDomBlast3.pl

Kwowog mpawrteivne: 2RNM

Identities = 93/93 (100%), Positives = 93/93 (100%)

Query: 195 ASLTILKDAAGGIDAAMSDAAAQKIDAIVGRNSAKDIRTEERARVQLGNVVTAAALHGGI
254
ASLTILKDAAGGIDAAMSDAAAQKIDAIVGRNSAKDIRTEERARVQLGNVVTAAALHGGI
Sbjct: 195 ASLTILKDAAGGIDAAMSDAAAQKIDAIVGRNSAKDIRTEERARVQLGNVVTAAALHGGI
254
Query: 255 RISDQTTNSVETVVGKGESRVLIGNEYGGKGFW 287
RISDQTTNSVETVVGKGESRVLIGNEYGGKGEW
Sbjct: 255 RISDQTTNSVETVVGKGESRVLIGNEYGGKGEW 287

>PD127442 (Closest domain: Q03689 PODAS 15-97)

Number of domains in family: 29

Commentary (automatic):

SUBNAME: FULL=PUTATIVE UNCHARACTERIZED REFERENCE S FULL=SMALL REPEAT FULL=PREDICTED
3D-STRUCTURE ANK

Length = 83

Score = 451 (178.3 bits), Expect = 2e-53

Identities = 83/83 (100%), Positives = 83/83 (100%)

Query: 15 AGLEFNNCVDCFEYVQLGRPFGRDYERCQLRLDIAKARLSRWGEAVKINDDPRFHSDAPTD
74

AGLENNCVDCFEYVQLGRPFGRDYERCQLRLDIAKARLSRWGEAVKINDDPRFHSDAPTD
Sbjct: 15 AGLEFNNCVDCFEYVQLGRPFGRDYERCQLRLDIAKARLSRWGEAVKINDDPRFHSDAPTD
74
Query: 75 KSVQLAKSIVEEILLLFESAQKT 97

KSVQLAKSIVEEILLLFESAQKT
Sbjct: 75 KSVQLAKSIVEEILLLFESAQKT 97

>PDB082Y3 (Closest domain: Q03689 PODAS 115-180)

Number of domains in family: 29

Commentary (automatic):

SUBNAME: FULL=PUTATIVE UNCHARACTERIZED REFERENCE S FULL=SMALL REPEAT FULL=PREDICTED
3D-STRUCTURE TPR

Length = 66

Score = 346 (137.9 bits), Expect = 5e-38

Identities = 66/66 (100%), Positives = 66/66 (100%)

Query: 115 DKDMKPIGRALHRRLNDLVSRRQKQTSLAKKTAWALYDGKSLEKIVDQVARFVDELEKAF
174

DKDMKPIGRALHRRLNDLVSRROKQTSLAKKTAWALYDGKSLEKIVDQVARFVDELEKAF
Sbijct: 115 DKDMKPIGRALHRRLNDLVSRRQKQTSLAKKTAWALYDGKSLEKIVDQVARFVDELEKAF
174
Query: 175 PIEAVC 180

PIEAVC
Sbict: 175 PIEAVC 180
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http://prodom.prabi.fr/prodom/current/cgi-bin/request.pl?SSID=1463066591_4197&db_ent1=PD127442
http://prodom.prabi.fr/prodom/current/cgi-bin/request.pl?SSID=1463066591_4197&db_ent1=PDB082Y3
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>PDC6Y682 (Closest domain: C7ZM97 NECH7 3-39)

Number of domains in family: 14

Commentary (automatic):

SUBNAME: FULL=PUTATIVE UNCHARACTERIZED REPEAT ANK NUCLEOTIDE-BINDING ATP-BINDING
REFERENCE S PRECURSOR

Length = 37

Score = 107 (45.8 bits), Expect = 0.0002

Identities = 19/37 (51%), Positives = 21/37 (56%), Gaps = 3/37 (8%)

Query: 3 EPFGIVAGALNVAGLFNNCVDCFEYVQLGRPFGRDYE 39
EP GI G L + G F NCV+ F Y R GRDYE
Sbjct: 3 EPVGITLGVLGLLGTFENCVELFAYFSASRSLGRDYE 39

>PDCOC1P8 (Closest domain: C7ZA77 NECH7 1-59)

Number of domains in family: 1

Commentary (automatic):

SUBNAME: REFERENCE FULL=PUTATIVE UNCHARACTERIZED

Length = 59

Score = 103 (44.3 bits), Expect = 0.0009

Identities = 22/55 (40%), Positives = 30/55 (54%), Gaps = 7/55 (12%)

Query: 56 GEAVKINDDPRFHSDAPTDKSVQLAKSIVEEILLLFESAQKTSKRYELVADQQDL 110
GEAV +N +PRF +D D+ 0 ++EE L FE + S RY AD + L
Sbjct: 3 GEAVGVNTEPRFATDNSDDITAQRVCRVLEETRLCFEGVHRLSSRYSPPADSRGL 57
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http://prodom.prabi.fr/prodom/current/cgi-bin/request.pl?SSID=1463066591_4197&db_ent1=PDC6Y682
http://prodom.prabi.fr/prodom/current/cgi-bin/request.pl?SSID=1463066591_4197&db_ent1=PDC0C1P8
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RAMACHANDRAN PLOT (Metd anoé xprion tou AoyiopikoU SPDB Viewer)

B | Ramachandran Plot £
il - ILE254

[=1]

(3t
120 - 30 B0

To Ramachandran Plot ,0nmwc¢ yvwpiloupe, eivat éva SLAypoppLo TO Omoio SEIXVEL TIC TIHEC TWV YWVLWV
Tmou umopel va uloBetnoel éva apvoll ,katd tnv meplotpodr] pLag moAumentidikng alvoidag , site
YUpw aro to deoud Ca-N (ywvia @-opifovriog aéovac) site yOpw amo to eoud Ca-C (ywvia Y-kadetog
afovacg). H meplotpodr) yupw omd TOV TEMTOWKO Oe0pd eival aduvartn, kabBwg autog Slabtel
XOpaKTHPo eV UEPEL StmAoU Seauou.

YTa TeETAPTNUOpLa TOu RP amewkovi{ovtal oL TIHEC TV YWVIWV ¢ Katl P yio S1adopeg eMITPEMOUEVEG
Seutepotayeic SopéG: To MPWTO AVW TETOPTNUOPLO o S£ELA AVTIOTOLXEL O aPLOTEPOOTPOWN a-EALK
(napott Fswpntika s@pikty, Sev Exel mapartnpndei ot npwrteiveg) , To deUTEPO OTN OElpd o B-
éAaoua, svw, TO MPWTO KATW TETAPTNUOPLO Oomd aplotepd ot Seélootpown a-éAtka. To teleutaio
TETOPTNUOPLO MEPNAUPAVEL UOVO YWVIES TTOU CUVERAYOVTOL OITOYOPEVUUEVEG KIVIOELC.

OL meploxég, Aoutdv, mou Pplokovial EKTOC TWV TEPLOXWV TWV EMLTPENTWV KWWAOEWV
(oupmepAapuBavopévou Kol ToU TEAEUTOLOU TETAPTNOPLOU) aAVTLOTOLXOUV Ot 1N 0pBEC Slapopdwoelg
OTLG omoieg ta dtopa mAnotalouv TMOAU Kovtd PETAEU TOUG. JUYKEKPLUEVA, TTANOLA{OUV TIEPLOCOTEPO
and 1o abpolopa Twv akTivwv Toug Van der Waals. ‘ETol, 0 QUTEG TLG TIEPLOXEG OAOL TA QUPLVOEEQ
eudavilouv otepeoXnkEG apepnodioelg, ektdg tng Gly, n omola & Slabétel mAeupikr aluciba (R=H)
Kall uropel va uloBetnosl Ywplc mpoPAnua omoladnmote amno T ywvieg ¢ kat P oe KABe TETAPTNUOPLO
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Kwowog mpawrteivne: 2RNM
tou Ramachandran Plot. TV autd to Adyo, MPOTILWVTOL OTI OTPOGDEG TWV TOAUTIENTLOKWY OAUGISWY,
kaBwg omolodrmote aAAo apwvoll Ba mpokaholos mapeumodion.

Aappadvovtog uroPn OAa Ta MAPATIAVW KAl TOPOTNPWVTAS TN Hopdr Tou RP pag, SLamoTwvou e Twg
TO QPLVOEEQ EKTOG TWV ETUTPENMTWY KLVIOEWV- TIEPLOTPOPWV Elval Ta EENG:

i)GLN -259 ii)SER- 257 iii)TRP- 287 iv)HIS -292 V)ARG- 225

Vi)LEU- 250 vii)LYS -284 viii)ARG -255 ix)ILE- 254 X)ALA -249

AkoAoUOwc napatiBevrar kot ot Gly:

| Gly-224 | Gly-242 | Gly-252 | Gly-253 | Gly-278 | Gly-282 | Gly-283 | Gly-285 |

(Znueiwon: O Gly oto RP amelkovilovtat HE TETPAYWVO, EVW ToL UTtOAouta apvoéa pe otoupo.)

Ta opvoléo mov g CUUUETEYODY OTIC EMITPENTES KIVHOEIS ATEIKOVICOVTOL LUE TPATIVO YPOUO, EVOD
o1 Gly ancikovifovtau ue kapeti ypoua. (Arsikoviletar povo to apuvoléa otny alvoioo A yio
Aoyouvg amAotntag)
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Kwowog mpawrteivne: 2RNM

AIIEIKONIXH AEYTEPOTAI'OYX AOMHY THY 2RNM

Me kiTpvo ypoua aretkovidovral o1 f-rnroymtés empaveleg (f-eldaouata). To npwteiviko
HOpL0 01008Tel ETIGNS, CTPOPES KAL U OOUNUEVES TTEPLOYES, AIAA OE O1AOETEL 0-EAIKEG.
(www.rcsh.org/pdb)
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