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DALIDIRSE

DALI

PROTEIN STRUCTURE COMPARISON SERVER

About PDB search PDB25 Pairwise All against all Gallery References Statistics Tutorial Download

http://ekhidna2.biocenter.helsinki.fi/dali/
PDB search

Compare query structure against Protein Data Bank.

STEP 1 - Enter your query protein structure

Structures may be specified by concatenating the PDB identifier (4 characters) and a clﬁr['j:lgtifl'b(_l ?ﬁe%—_og altfrnafivew nﬁ:l__y u IQadAF%%
w rORGpload file | BH8... | 77 LISEREN TV ER A

STEP 2 - Optional data

You may leave an e-mail address for notification when the job has finished. The job title is used as subject heading in the e-mail.

tin — EPE-

shimizu@bi.a.u-tokyo.ac.jp

1\\ .
STEP 3 - Submit your job )(_)I/T‘I\ l/Z%)\j]
e Tsubmit1%5) v

If the same structure has been submitted recently, you will be redirected to the result page of the previous instanca
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http://ekhidna2.biocenter.helsinki.fi/dali/

DALID#RZFERRODMH (1)

BEIA—IL
Dali job finished: actin

5% shimizu@bi.a.u-tokyo.ac.jp

@ Liisa Holm <luholm@sans-17 .biocenter.helsinki.fi=

Dali results in http://ekhidna2.biocenter.helsinki.fi/barcosel/tmp//1atnA/. Results are deleted after one week. This is an automatically ger

D5 ER T
Results: 1athA

Chain: 1atnA

« Matches against PDB25. Correlation matrix
Matches against PDBS0

Matches against PDB90

Matches against full PDB

Download matches against PDB25
Download matches against PDB50
Download matches against FDBI0
Download matches against full PDB

Results will be deleted after one week.
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DALIDHRZERRDH (2)

Results: 1athA Results: 1atnA

Chain: 1atnA Query: 1atnA

_ _ _ MOLECULE: ACTIN;
» Matches against PDB25. Correlation matrix
« Matches against PDB50 Select neighbours (check boxes) for viewing as multiple structural alignment or 3D superimpc

Each neighbour has links to pairwise structural alignment with the query structure, and to the

« Matc ' PDBESO
= Matches against full PD [ Structural Alignment| ® Expand gaps [3D Superimposition (PV) | [SANS | [ PANZ | [ Pfam| [Reset Selection |
« Download matches against FDB25
» Download matches against PDB50 Summary
* Download matches EICIEI?HS': PDBI0 No: Chain 7 rmsd lali nres ®id PDB  Description
« Download matches against full PDB [(11: latn-& G2.9 0.0 372 372 100 PDE HWOLECULE: ACTIM;
[12: Tolf-¥ B2.0 0.1 372 372 100 PDE MOLECULE: SKELETAL MUSCLE MYOSIN IT;
Results will be deleted after one week. [13: Talc-2 B2.0 0.1 372 372 100 PDE  MOLECULE: SKELETAL MUSCLE MYOSIN IT;
[14: Zwd9-0 BZ2.0 0.1 372 372 100 PDB  MOLECULE: TROPONIN C, SKELETAL MUSCLE;
(19 Tolh-Y 62.0 0.1 372 372 100 PDE MWOLECULE: SKELETAL MUSCLE MYOSIN IT;
AL — 5 S (6= TmBg-W 62.0 0.1 372 372 100 PDE  MWOLECULE: SKELETAL MUSCLE MYOSIN IT;
3'5 rFa ‘\%Fﬂo)t\y I\h\%é (7= lolh-8 62.0 0.1 372 372 100 PDE  MWOLECULE: SKELETAL MUSCLE MYOSIN IT;
PDBO)% /rs bﬁ.l._-l_% [18: Tolc-3 62.0 0.1 372 372 100 PDE  MWOLECULE: SKELETAL MUSCLE MYOSIN IT;
H:I -~ X [19: Tolg-B G2.0 0.1 37 372 100 PDE  MWOLECULE: SKELETAL MUSCLE MYOSIW IT;
A, Fir =~ S, ~ L Z\ [110: Tole-8 B2.0 0.1 372 37¢ 100 POE  MOLECULE: SKELETAL MUSCLE MYOSIN IT;
B *%H?J:T v ”tit 037] (111 lole-4 B2.0 0.1 372 372 100 PDE MOLECULE: SKELETAL MUSCLE MYOSIN 11;
N + —_ (12 Zedy-D BZ2.0 D.1 372 372 100 PDE MOLECULE: TROPOMNIN ©, SKELETAL MUSCLE;
%b\*ﬁ%ﬁ}ﬂﬁlhi*‘vfll\é [113: Tlol9-6 BZ2.0 0.1 372 372 100 PDE MOLECULE: SKELETAL MUSCLE MYOSIW I1;
§ N AN [I14: Tolb-1 BZ2.0 0.1 372 372 100 PDE MOLECULE: SKELETAL MUSCLE MYOSIW I1;
ZZ\* 779‘_/§*§ = {$&L—C 15 Tolb-7 B2.0 0.1 372 372 100 POE MOLECULE: SKELETAL MUSCLE MYOSIN I1;
S AN - “w - [J16: Tolf-5 B2.0 0.1 372 372 100 PDE MOLECULE: SKELETAL MUSCLE MYOSIN IT;
= /U—C[" %)T‘&)t JI\L’T‘ 17 Told-3 B2.0 0.1 372 372 100 POE MOLECULE: SKELETAL MUSCLE MYOSIN IT;
PR o _ [18: Tole-3 B2.0 0.1 372  37¢ 100 POE MOLECULE: SKELETAL MUSCLE MYOSIN IT;
;‘5(11'“/3“/77 07 A>(3£1000 19: tnde-162.0 0.1 372 372 100 FDB WOLECULE: SKELETAL MUSCLE WYOSIN I1;
TN - [120: T1ol89-1 BZ2.0 0.1 372 372 100 PDE MOLECULE: SKELETAL MUSCLE MYOSIW I1;
HSILLAATlIZEYRLZELY C)21: Zuwdu-J B2.0 0.1 372 372 100 PDB MOLECULE: TROPONIN C, SKELETAL MUSCLE;
[122: Zed8-G BZ.0 0.1 372 372 100 PDE MOLECULE: TROPOMNIN ©, SKELETAL MUSCLE;
12?9 1ale-7 R* 0 01 979 QI ooann PRE o MOLECINE - SEFIFTAL MHLTTE MYOASTHM TT -
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DALIDIRZRFEEDH (3)

Results: 1athA

Chain: 1atnA

» Mat | DB25. Correlation matrix
s Matches against FDBES

» Matches against PDBS0

« Matches against full PDB

« Download matches against FDB25
« Download matches against PDB50
« Download matches against PFDES0
« Download matches against full PDB

Results will be deleted after one week.

PDB50(%. 50%E2 5| — B E
DHYEA T TR EREZTRY
BRULN=T—42 vk
FELLDOE | IFHIF SN S

EoavoTOTAIE2341
E31LTEYR
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Results: 1athA

Query: 1atnA

MOLECULE: ACTIN;

Select neighbours (check boxes) for viewing as multiple structural alignment or 3D superimposition. The li
Each neighbour has links to pairwise structural alignment with the query structure, and to the PDB format

| Structural Alignment | Expand gaps |3D Superimposition (PV) | |SANS | | PANZ | | Pfam| | Reset Selection |

Summary
No: Chain £ rmsd lali nres ¥id PDB Description
[J1: 4pl7-A B0.4 1.2 346 382 87 PDE MOLECULE: ACTIN.THYMOSIN BETA-4;
[J2: Belb-B 44.2 3.2 36h 387 48 PDE MOLECULE: ACTIN-RELATED PROTEIN 3;
[J3: 9chy-L 42.4 2.0 354 404 38 PDE MOLECULE: RUVB-LIKE 1;
[J4: Babo-W 41.68 2.3 358 431 31 PDE MWOLECULE: CHROMATIN-REMODELING ATPASE INOBD;
J5: Bahg-W 41.3 2.2 354 433 32 PDE MOLECULE: INOBO ATPASE;
[CJf: Tzww-G 40,1 2.4 359 422 27 PDE  MOLECULE: TRANSCRIPTION-ASSOCIATED PROTEIN;
[J7: Boof-J 40.1 3.0 358 447 27 PDE MOLECULE: CHROMATIN-REMODELING COMPLEX SUBUNIT IESEH;
[J8: Gfml-J 38.1 3.0 357 503 27 PDE MOLECULE: RUVB-LIKE HELIGASE:
[J8: Bawb-J 38.1 3.0 357 G477 27 PDE MOLECULE: RUVB-LIKE HELIGASE:
[J10: btec-D 38.1 2.6 3b1 428 22 PDE MWOLECULE: ACTIN-RELATED PROTEIW 7;
[J11: Bgej-R 37.2 2.7 348 M1 26 PDE MWOLECULE: YACUOLAR PROTEIM SORTING-ASSQCIATED PROTEIW 725
[12: dhgl-4 37.2 2.2 346 436 18 PDB MOLECULE: ACTIN/ACTIN FAMILY PROTEIN;
[113: 7z8i-F 36.9 2.0 276 279 5B PDE MWOLEGULE: ARPT AGTIN RELATED PROTEIN 1 HOMOLOG #&;
[J14: Betx-H 36.5 1.8 317 326 31 PDE MWOLECULE: RUVB-LIKE 1;
[J15: 4fol-4 36.3 2.3 357 602 22 PDE MWOLECULE: ACTIN-RELATED PROTEIN 8;
[J16: fznl-J 35.6 3.0 328 379 29 PDE MWOLEGULE: ARPT AGTIN RELATED PROTEIN 1 HOMOLOG #&;
J17: Biem-G 33.3 3.0 352 366 28 POE MWOLECULE: RUVB-LIKE 1;
[J18: dcem-k 31.6 3.2 308 336 12 PDE MOLECULE: ROD SHAPE-DETERMINING PROTEIN MREB;
[119: Tagk-h 31.5 3.4 366 387 49 PDE MOLECULE: ACTIN-RELATED PROTEIM 2, &RPZ:
(120 3wee-h 28.7 3.9 331 428 18 PDE MWOLECULE: ACTIN-LIKE PROTEIN ARPS;
[J21: Baba-ll 28.6 2.8 3b2 690 21 PDE MWOLECULE: CHROMATIN-REMODELIMG ATPASE IWOS0;
[122: TVagk-a 27.2 3.3 354 M8 37 PDE MWOLECULE: ACTIN-RELATED PROTEIN 2, ARPZ;
(J23: 3Jcin-h 23.5 3.6 FAE B4R 11 POB MOLECULE: HEAT SHOCK PROTETN HOMOLOG S5E1S
[124: 2fsk-B 22.7 3.0 273 324 15 PDB MWOLEGULE: HYPOTHETICAL PROTEIN TADS83;
[J25: Tkrw-h 22.6 3.5 290 608 15 PDB MWOLECULE: CHAPEROWE PROTEIN DNAK FUSED WITH SUBSTRATE PEPTI
[J26: becl-& 21.2 3.2 285 379 11 PDE MWOLECULE: ALP7&;
27: Bizr-1 21.2 3.9 277 349 13 PDE MWOLEGULE: PUTATIVE PLASMID SEGREGATION PROTEIN PARM;
[J28: 4daZb-k 20.5 3.2 2h7 386 1Z PDE MWOLECULE: CELL DIVISION PROTEIN FTSA, PUTATIVE;
J29: B8x1i-B 20.2 3.8 276 369 13 PDE MWOLECULE: PARM PRESENT OF GEWOME OF DESUFITOBACTERIUM HAFNI
[130: Tgbg-A 20.0 4.2 269 388 12 PDE MOLECULE: CELL DIVISION PROTEIN FTSh;
[J31: 4jBf-4 19.8 3.3 295 551 14 PDB MWOLECULE: HEAT SHOCK 70 KDA PROTEIN 14/1B, HSCTO-INTERACTIH
[132: 3jsB-A 19.2 3.9 2Rh 321 14 PDOE MOLECULE: UNCHARACTERIZED PARM PROTEIN;



DALID#ERDHI (4)

4i8f AFT 4> (HEAT SHOCK 70 KDA PROTEIN 1A/1B, HSC70-INTERACTIN )
DALI PDB50 31D EYR
R —EE: 14% RMSD: 3.3A 5515 E 206 E T7SA AR

No 31: Query=latnA Sbjct=4j8fA Z-score=19.8
back to top

DSSP
Query
ident
Sbijct
DSSP

DSSP
Query
ident
Sbijct
DSSP

DSSP
Query
ident
Sbijct
DSSP

DSSP
Query
ident
Sbjct
DSSP

DSSP
Query
ident
Sbijct
DSSP
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PSI-BLASTOFIA (1)

National Library of Medicine

National Center for Biotechnology Information

BLAST ®:» blastp suite Home RecentResults Saved Strategies Help

blastn blastx tblastn tblastx
Enter Query Sequence

i , gi(s), © cClear (2] .
B —— J7A4 )LTactin.fasta] (72F> (PDB ID: 1atn)

YELPDGQVMIGNERFRCPETLFQPSFIGMESAGHETTYNSIMKCDIDIRKDLY ANNWVMSGG From l:l

TTMYPGIADRMOKETALAPSTMKIKIAPPERKY SWVWIGGSILASLSTFQOMWITKQEYDE - I
AGrsiviR 4 T[] L1

Or, uploadfile ' [gm || Jo.¢)LhS@REhTLERA. © : :
Job Title [ TATN_1[Chain AJACTINIOryctolagus cuniculus | Protein Data Bank proteins(pdb) .
Enter a descriptive title for your BLAST search 9

Standard Protein BLAST

BLASTP programs search protein databases using a protein query. more... [ Resetpage | [ Bookmark |

Non-redundant protein sequences (nr)

__| Align two or more sequences @

RefSeq Select proteins (refseq_select)

| Choose Search Set

q Databases (@ Standard databases (nr etc.): () Experimental databases Reference prDtEir‘IS (rEfSEIq_pFEItEiFI}
Compare [ Select to compare standard and experimental database @ .
: ’ Model Organisms (landmark)
Standard . . .
e — — UniProtkB/Swiss-Prot(swissprot)
+ [ Protein Data Bank proteins{pdb) v
Organism = Patented s(pataa)
Optional | ||—| exclude
Enter organism common name, binomial, or tax id. Only 20 top taxa will be shown e Prﬂteiﬂ DE_T_E_ Baﬂk prDtEinSNh}
Exclude || Models (MXP}|[__| Non-redundant RefSeq proteins (WP) |_| Uncultured/environmery =
Optional Metagenomic protemnsienv_nr)

r PS I-BLASTJ %*E’fﬁ Transcriptome Shotgun Assembly proteins {tsa_nr)
Program Selecjiew
Algorithm astp (protein-protein BLAST)

’PSIBLAST (Position-Specific Iterated BLAST) Data base [j: [ Prote| n Data Ban k

; PHI-BLAST (Pattern Hit Initiated BLAST)

() DELTA-BLAST (Domain Enhanced Lookup Time Accelerated BLAST) p rote i n S ( pd b ) J E % *R

Choose a BLAST algorithm 9

B Feedback

Search database pdb using PSI-BLAST (Position-Specific Iterated BLAST)

|_| Show results in a new window

Nnte: Parametar valuee that diffar fronm the default are hinhlinhted in vellow and marked with & cinn

BAIOIINDBEDOEEET VY O




PSI-BLASTDO#FIA (2)

%;ET%L)EL,'I @ E O)%E%
escriptions i i

Graphic Summary

Taxonomy

Sequences producing significant alignments

118 sequences selected

‘ Number of sequences 500 @ ‘
=45 L]3 B A r
Download Select columns ¥ Show _ (2]
GenPept Graphics Distance tree of results  Multiple alignment MSA Viewer

Sequences with E-value BETTER than threshold —

PSI-BLAST iteration 1

select all 117 sequences selected

Scientific Name

TOFUNSHBERING

ISOMETRICALLY CONTRACTING INSECT ASYNCHROMOUS FLIGHT MUSCLE [Oryctolagus cun...

The X-Ray Crystal Structure Of The Complex Between Rabbit Skeletal Muscle Actin And Latruncul...

gelsolin G4-GB/actin complex [Oryctolagus cuniculus]

Structure of the Phactr! RPEL domain and RPEL motif directed assemblies with G-actin reveal the .

Structure of the Phactr! RPEL-2 domain bound to actin [Oryctolagus cuniculus]

Crystal structure of actin in complex with lobophorolide [Oryctolagus cuniculus]

Chain A _Actin,_alpha skeletal muscle [Mus musculus]

Structure of bare actin filament [Oryctolagus cuniculus]

Atomic structure of the actin:DNASE | complex [Oryctolagus cuniculus]

Chain A _ALPHA ACTIN [Oryctolagus cuniculus]

Cryo-EM structure of actin filament in the presence of phosphate [Oryctolagus cuniculus]

Uncomplexed Actin [Oryctolagus cuniculus]

Rigor myosin X co-complexed with an actin filament [Oryctolagus cuniculus]

Crystal structure of an actin monomer in complex with a chimeric peptide of Cordon-Bleu WH2 mu...

Mus musculus

Oryctolagus cu...
Oryctolagus cu...
Oryctolagus cu...
Oryctolagus cu...

Oryctolagus cu...

Oryctolagus cu

Mical-oxidized Actin complex with Gelsolin Segment 1 [Oryctolagus cuniculus]

IEEEEEEEEEEEEEEEEE

Chain A,_Actin, alpha cardiac muscle 1 [Sus scr@}]'

AR G — Am

Oryctolagus cu..

Oryctolagus cu._.

Oryctolagus cu. .

Oryctolagus cu...

-

Max = Total
Score | Score
v -
Ty T
776 776
776 776
776 776
775 775
75 775
T4 774
T4 774
T3 773
Tf3 773
E
T3 773
T2 T2
m T

Ternary Complex of Ac-Alpha-Actin with Profilin M@m@ m@g_%é@ *ﬁ %@ ' Tit, 77
LAV I AN BFEE LI

Query

Cover
-

99%
99%
99%
99%
99%
99%
99%
99%
99%
99%
99%
99%
99%
99%
99%
99%
99%

P

value
b

0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0
0.0

LY

Per.
|dent
b

100.00%
100.00%
100.00%
100.00%
99.73%
100.00%
100.00%
100.00%
99.73%
99.73%
99.73%
99.73%
99.73%
99.46%
99.46%
99.73%

98.92%

FEEREEEN

372
37T
375
376
376
M
374
373
373
3rr
376
375
37a
3rr
3T
375
3rr

Accession

Select

blast

KN E<E<E<NECE<NCECNCNCR NN

Used

to  Mewly
build added
PSSM

Ay \’75031%

_\\'J/7“

10



PSI-BLASTOFIA (3)

select all%ﬁiﬁﬁies;slrﬁﬁde Skip to the first new sequence PSI-BLAST iteration 2
oossirE Select Used
Description Scientific Name Ma | Total \Query | B Per. |Acc Accession O | @ | Newly
- - Scire Scire Cn:er vaLue ldim LE-H PSl  Bbuild added
blast  PSSM
Chain A, _Actin-1 [Acanthamoeba castellanii] Acanthamoeba castellanii 606 BOG 99% 0.0 9245% 375 4EFH_ A . (]
Chain A, Actin, alpha skeletal muscle [Oryctolagus cuniculus) Oryctolagus cuniculus 606  BO6  99% 0.0 100.00% 377 TUBK A Q
Chain B, ACTIM _ALPHA SKELETAL MUSCLE [Cryctolagus cuniculus] Oryctolagus cuniculus 606 G606 99% 0.0  100.00% 376 4B1U B [
Chain A _ACTIN, ALPHA SKELETAL MUSCLE [Oryctolagus cuniculus) Oryctolagus cuniculus 606 606 99% 0.0  100.00% 377 AL A (]
¢
Chain R, Actin-related protein 5 [Saccharomyces cerevisiae S2880C] Saccharomyces cerevisiae S288C 209 336 98% ge-61 2490% 755 BEUS R Q
Zhain H, Actin-related protein 5 [Homo sapiens) Homo sapiens 187 326 9T% 2e-53  26.27% 607 GHTS H Q
Chain B, Actin-like protein ARPY [Saccharomyces cerevisiae S288C] Saccharomyces cerevisiae S288C 172 81%  Te-43 1951% 439 4I6M_B (]
Chain A, .Amin-relatedﬁg@[%%; L) K L-—C L%@l? 0);(:'597121»39’% :Ef@ 17.11% 593 4F00_A ()
Chain B, Actin-like protein ARPS [Saccharomyces cerevisiae] Saccharomyces cerevisiae 157 157 81% 3e-43 17.98% 467 5TGC B @
Chain U, Actin-like protein ARP9 [Saccharomyces cerevisiae S288C] Saccharomyces cerevisiae S288C 157 157 81% he-43  17.98% 467 6TDA U @
Chain A, Actin-like protein ARPS [Saccharomyces cerevisiae S288C) Saccharomyces cerevisiae 5288C 151 151 81%  7e-41 17.98% 476 IWEE A @
Chain U, Actin-related protein 8 [Thermochaetoides thermophila] Thermochaetoides thermophila 897 897 V1% Te-19 1483% 747 3A5D U @
Chain A ACTINACTIN FAMILY PROTEIN [Pyrobaculum calidifontis JCM 1... Pyrobaculum calidifontis JCM 11... 801 801 90% 8e-16 19.90% 432 4CJ7 A ©
Chain A ACTINACTIN FAMILY PROTEIN [Pyrobaculum calidifontis] Pyrobaculum calidifontis 97 TF9T7 90% 1e-15 1990% 455 4B0OL A %)
Chain A, Actin-like ATPase [Faramagnetospirilum magneticum AMB-1] Paramagnetospirillum magnetic... 61.2 612 90% 8e-10 1590% 347 5I¥YG A @
Chain A, _Actin-like ATPase [Paramagnetospirillum magneticum AMB-1] Paramagnetospirilum magnetic... 604 604 90%  2e-09 1590% 347 5LIV A @
Chain A, Actin-like ATPase [Paramagnetospirillum magneticum AMB-1] Paramagnetospirillum magnetic. .. L 601 90% 2e-08  1590% 347 5LIW A @
Chain C. Actin, croplasmic 1 Homo saofms\/glue > Q.00 MFREZEFE R (2 {,45 4 454 6% 2806 9565% 23 GICV C [
Chain Y, Actin, cytoplasmic 1 [Homo Sa”'%?’l"/ﬂ “JQQ.‘// \O%@EQ% L;"&L §39 439 B%  7e06 9130% 23 BVE3 Y ()

BAIOIINDBEDOEEET VY 11



PSI-BLASTDO#IAH (4)

Sequences with E-value BETTER than threshold —

B3 select 3"231[, r&gu:les $il1s-lel:| E Skip to the first new sequence

PSI-BLAST iteration 3

R7 X093

Description
-

Chain A _Actin-1 [Acanthamoeba castellanii]

Chain M, _Cell shape-determining protein MreB [Geobacillus stearothermaophilus]

Chain C,_Actin, cytoplasmic ] [Homo sap

Mreb, JR2%

Chain ¥, Actiny

Chain ¥ _Actin,_cytoplasmic 1 [Homo sapiens)
Homo sapiens]

o B RDBE ST 5 19 EDEVE

Chain A Heat shock 70 kDa protein 1-like [Homo sapiens]

Chain A HEAT SHOCK COGNATE 71 KDA PROTEIM [Homo sapiens]

Chain A HEAT SHOCK-REL ATED 7OKDA PROTEIM 2 [Homo sapiens]

EEEEEEEEEEEEE

Chain A HEAT-SHOCK COGMNATE 70 kD PROTEIN [Bos taurus]

(< <]

Chain A _HEAT-SHOCK COGNATE 70 kD PROTEIN [Bos taurus]
Chain A _HEAT-SHOCK COGMNATE 70 KD PROTEIN [Bos taurus]

Chain A, HEAT SHOCK-RELATED 70 KDA PROTEIM 2 [Homo sapiens]

<< <

Chain B, Actin, gamma-enteric smooth muscle [Homo sapiens]

Scientific

Mame
-

Acanthamoeb...

Saccharomyc...

Chain U, Actip-like nroteirl‘.-f«‘[iF'Q [Sa;c:nh TOMmyces cerevisiae S288C]
Chain A Actf- :Eﬂtemﬂ!'\lp@ i rL Lﬁ:ga%SLGBéL\1 l/J‘T Qghgry

Geobacillus 5.

Chain M, Cell shape-determining_protein MreB [Geobacillus stearothermophilus ATCC 7953) Geobacillus 5.

Homo sapiens
Homo sapiens

Homo sapiens
Homo sapiens
Homo sapiens
Homo sapiens

Homo sapiens

Bos taurus
Bos taurus

Bos taurus

Homo sapiens

Homo sapiens

Max

Score
-

590

65.4

65.4

DS *ﬁﬁ/m/liﬁaﬁ T

435
435
427

473

442

435

435

435

435

435

435
38.5

Total Cluery E Per. ACC.
Score Cover  value Ident Len
- - b - -
590 99% 0.0 92.45% 375

1749
2T
65.4

65.4
458

Tor’

435
435
427

473
442
4315
435
435
435
43.5

435
38.5

98.92% 375

8204 Je-51 18.11% 467

@1 Be-40 18 11% 476

9204 4e-11 16.38% 340

92%  de-11  16.238% 347
1e-06 555}%

B\ HE),
Be-06 91.20% 23

6% 1e-05  91.230% 23

A% 2e-05 9130% 23

T1% Je-05

50% 3e-04

570 Se-04

57% 5e-04 17.47% 404

T4%% Fe-04 1581% 386

50%  He-04

50%  Se-04

57% Ge-04

5% Ge-04 400.00% 22

15.96% 408 A
16.42% 386 _A

17.47% 387 A

16.92% 386 _A
16.92% 386 A

17.47% 640 _A

Select Used
Accession ngl DLG;M EN:;Iz

blast | PSSM
4EFH A ]

L
"GC B -
6TDA U ]
IWEE_A ]
7ZPT W ©
8AZG_M @
BICV_C L
BV Y ]
V2 Y ]
BICT E ]
BWK1_Y ]
3GDO A @
SAQN_A @
SEPD_A @
3123 A ©
ANGA A ©
1NGB_A @
1ATR A @
SFPN_A @
6JAT B @
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PSI-BLASTDO#IA (5)

Sequences with E-value BETTER than threshold —

PSI-BLAST iteration 4

= .
B3 select a"%;%isﬁﬁ?es %Iﬁ_@lelde Skip to the first new sequence
PP Lo Sy f R iy mm

o Select Used
Zait Name | Score |Soore [Cover |vakue | 1ot | Lan | Accessonl [ | o | New
- M A A M blast PSSH
Chain &, _Actin-1 [Acanthamoeba castellanii] Acanthamoeb... 571 571 99% 0.0 92.45% 375 4EFH A Q
Chain A _Actin,_alpha cardiac muscle 1 [Sus scrofa) Sus scrofa 565 565 99% 00 98.92% 377 TUHT A Q
s s sy P
Shgin P\,l—i_EA SHEECK 70K JA F:ROTEIN‘H Hogo sapiensg] R S . Homo sapiens 187 187 83% 2e-55 1429% 304 SAQW A @
hg\? .Tre sh ﬁ}htﬂ‘ﬁ-{}éo EE] eri'{/ \7 ﬁh\ t ‘J I\ Homo sapiens 187 187 83% 3e-55  14.29% 408 2JKU A @
Chain A Heat shock 70 kDia protein 1A [Homo sapiens] Homo sapiens 187 187 83%  4e-55 1429% 388 5BM9 A @
Chain A, Heat shock 70kDa protein 1A variant [Homo sapiens] Homo sapiens 186 186 B83% Ge-55 14.29% 378 BZY1 A @
Chain A Heat shock 70kDa protein 1A variant [Homo sapiens] Homo sapiens 186 186 83% Ge-h5  1429% 382 4108 A @
Chain R, Actin-related protein 5 [Saccharomyces cerevisiae S288C] Saccharomyc... 193 331 98% Be-55 24080% 755 BEUS R Q
Chain A Heat shock 70 kDia protein 1B [Homo sapiens] Homo sapiens 186 186 83% 9e-h5 1429% 386 7F47 A @
Chain R, Actin-related protein 5 [Saccharomyces cerevisiae S288C] Saccharomyc... 193 331 98% 9e-55 24080% 7V44 EETS R Q
Chain A Heat shock 70 kDia protein 1A [Homo sapiens] Homo sapiens 186 186 83% 1e-h4  1429% 388 5BFM_A @
Chain A HEAT SHOCK-RELATED 70 KDA PROTEIM 2 [Homao sapiens] Homo sapiens 190 190 83%  3e-54 1520% G640 SFPN_A (]
Chain A Heat shock-related 70 kDa protein 2 [Homo sapiens) Homo sapiens 184 184 83% 3e-h4  1459% 387 4FSV A (]
Chain B, Heat shock 70 kDa protein 1 [Homo sapiens] Homo sapiens 184 184 83% He-54 1368% 382 2DZE B @
Chain A Heat shock 70 kDa protein 1418, Hsc70-interacting_protein [synthetic construct] syntheticcons .. 187 187  83% B S I e T I N n L)
EﬁﬁC" LUACTILL FELINY PRGTE Ewub_aculu‘rp calidifontis JCM 11548] Pyrobaculum ... 184 184 90%  1e-53 19.41% 432 4CJ7_A (]
Chain A ACT ﬁAbTﬁJ:g@PR | TF'vrtFaculum calidifontis] Pyrobaculum ... 184 184 90% 3e-h3  1941% 455 4B0QL A (]
Chain C, Heat shock 70 kDa protein 1A [Homo sapiens] Homo sapiens 186 186 83%  Te-53 14.29% 641 FEKWT C @
Chain B, Actin-like protein ARP9 [Saccharomyces cerevisiae S283C) Saccharomyc... 182 182 82% 1e-52 1964% 439 4i6M_B (]
Chain A, Heat shock 70 kDa protein 6 [Homo sapiens] Homo sapiens 177 177  83% 3e-51 13.41% 403 2FE1 A @
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PSI-BLASTO#aRDHI

4j8f AFx A~ (Mreb From Thermotoga Maritima)
PSI-BLAST®MA4[al H O#YiRL TE 5

Chain A, Heat shock 70 kDa protein 1A/1B, Hsc70-interacting protein [synthetic construct]

Sequence ID: 4J8F ALength: 561Number of Matches: 1

Related Information

Structure-3D structure displays

Range 1: 84 to 386GenPeptGraphics

Next Match

Previous Match

Alignment statistics for match #1 Score Expect Method Identities Positives Gaps
187 bits(474) 1le-53 Composition-based stats. 47/329(14%) 102/329(31%)

42/329(12%)

Query 38 RPRHQGVMVGMGQKDSYVGDEAQSKRGILTLKYPIEHGIITNWDDMEKIWHHTFYNELRV 97

+ V. M V o4+ + ++ K+ M T E+
Sbjct 84 KFGDPVVQSDMKHWPFQVINDGDKPKVQVSYKGETKAFYPEEISSMVL----TKMKEIAE 139
Query 98 APEEHPT--LLTEAPLNPKANREKMTQIMFETEFNVPAMYVAIQAVLSLYASGRT-—-—-—-—- 149
A +P + P ++ + T+ + ++ + + AG

Sbjct 140 AYLGYPVTNAVITVPAYFNDSQRQATKDAGVIAGLNVLRIINEPTAAATIAYGLDRTGKGE 199

Query 150 -TGIVLDSGDGV--THNVPIYEG-YALPHAIMRLDLAGRDLTDYLMKILTE---RGYSFV 202
++ D G G + I +G + + L GD + L+ E R +
Sbjct 200 RNVLIFDLGGGTFDVSILTIDDGIFEVKATAGDTHLGGEDFDNRLVNHFVEEFKRKHKKD 259

Query 203 TTAEREIVRDIKEKLCYVALDFENEMATAASSSSLEKSYELPDGQVITIGNERFR-CPET 261
+ + VR ++ + +S ++ +E D +I RF
Sbjct 260 ISONKRAVRRLRTACERAKRTLSSS---TQASLEIDSLFEGIDFYT-SITRARFEELCSD 315

Query 262 LFQPSFIGMESAGIHETTYNSIMKCDIDIRKDLYANNVMSGGTTMYPGIADRMQKEITAL 321
LF+ + E ++ +D K + V+ GG+T P +  +Q
Sbjct 316 LFRSTL--------- EPVEKALRDAKLD--KAQTHDLVLVGGSTRIPKVQKLLQDFFNGR 364

Query 322 APSTMKIKIIAPPERKYSVWIGGSILASL 350

+ P+ 4V G ++ A++
Sbjct 365 -————- DLNKSINPDE--AVAYGAAVQAAI 386
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PSI-BLASTE (S

o PSI-BLAST:
Position-Specific Iterated BLAST
EKFADT el L

o 5> )\OBRF|DO/REO> —RRY—)LTC.
FXDERE(CEFRITIIINZIRETETDX
DI(CBLASTZHLIR U CERET =N
- EFOEY | ZERE(CREDITIET

- 1BET —AINR—XICH U TRRZEITI 1L,
"‘E{LM%JL_%':E’_DQ 2INTEDEHINMMRERSND
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PSI-BLAST&EDELTA-BLAST

PSI-BLAST DELTA-BLAST
HTURS BRZIPY STIURS
ol SO 74
ISR KA1 SR %
NFTATSAY  RAFTNTSAY
Xk XUk
LD E 0774V 0itE
JOJ7140 tl JO0771I)0 1
BIRR | SRR
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AV,
e EERTH )\ UEDEEZRE I DIC(FEFHE &
FHennELETD
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AlZ{EOEiBEETET U >

e AlphaFold2
- Google@%@ﬁ%f@%DeepMmd*iLJ:Za
- A )I\OBOEETET Y >0 TEHEAIN4EE
- A—=T>V—-X (TJO0Z LZNE)
o AlphaFold2 CFAI LIZ2(RElL L D52 \DEBDE
Cl el AN QN
- https://alphafold.ebi.ac.uk/
o Sx3ThR(FAlIphaFold3
— LB ET )L Z{EFE
- S )\IEEDNA. UK REDHBIERDFA
e 15 IRMDGoogle ColabFold (AlphaFold2/X—X)

(Z. Google 77T MHISGNIEEEICHATESD

— https://colab.research.google.com/qgithub/sokrypt
on/ColabFold/blob/main/AlphaFold2.ipynb
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https://www.nobelprize.org/prizes/chemistry/2024/popular-information/

THE NOBEL PRIZE

The Nobel Prize in
Chemistry 2024
Summary
Laureates

David Baker
Demis Hassabis

John Jumper
Prize announcement
Press release
Popular information
Advanced information

Award ceremony speech

Share this
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THE ROYAL SWEDISH ACADEMY OF SCIENCES

The Nobel Prize in Chemistry 2024

Chemists have long dreamed of fully understanding and mastering the
chemical tools of life — proteins. This dream is now within reach. Demis
Hassabis and John Jumper have successfully utilised artificial intelligence
to predict the structure of almost all known proteins. David Baker has
learned how to master life’s building blocks and create entirely new proteins.
The potential of their discoveries is enormous.

They have revealed proteins’ secrets through
computing and artificial intelligence

How is the exuberant chemistry of life possible? The answer to this question is the existence
of proteins, which can be described as brilliant chemical tools. They are generally built from
20 amino acids that can be combined in endless ways. Using the information stored in DNA as
a blueprint, the amino acids are linked together in our cells to form long strings.

Then the magic of proteins happens: the string of amino acids twists and folds into a distinct
— sometimes unique — three-dimensional structure (Figure 1). This structure is what gives
proteins their function. Some become chemical building blocks that can create muscles, horns
or feathers, while others may become hormones or antibodies. Many of them form enzymes,
which drive life’s chemical reactions with astounding precision. The proteins that sit on the
surfaces of cells are also important, and function as communication channels between the
cell and its surroundings.


https://www.nobelprize.org/prizes/chemistry/2024/popular-information/
https://www.nobelprize.org/prizes/chemistry/2024/popular-information/
https://www.nobelprize.org/prizes/chemistry/2024/popular-information/

2021 BREAKTHROUGH OF THE YEAR

Protein structures for all
Al-powered predictions show proteins finding their shapes

BY ROBERT SERVICE

BREAKTHROUGH OF THE YEAR

v

Science 2021-12-16

In his 1972 Nobel Prize acceptance speech, American biochemist Christian Anfinsen laid
out a vision: One day it would be possible, he said, to predict the 3D structure of any

protein merely from its sequence of amino acid building blocks. With hundreds of
thousands of proteins in the human body alone, such an advance would have vast
applications, offering insights into basic biology and revealing promising new drug
targets. Now, after nearly 50 years, researchers have shown that artificial intelligence

(Al)-driven software can churn out accurate protein structures by the thousands—an
advance that realizes Anfinsen’s dream and is Science’s 2021 Breakthrough of the Year.

Protein structures could once be determined only through painstaking lab analyses. But
they can now be calculated, quickly, for tens of thousands of proteins, and for complexes
of interacting proteins. “This is a sea change for structural biology,” says Gaetano
Montelione, a structural biologist at Rensselaer Polytechnic Institute. David Baker, a
University of Washington, Seattle, computational biochemist who led one of the
prediction projects, adds that with the bounty of readily available structures, “All areas
of computational and molecular biology will be transformed.”

Proteins are biology’s workhorses. They contract our muscles, convert food into cellular
energy, ferry oxygen in our blood, and fight microbial invaders. Yet despite their varied
talents, all proteins start out with the same basic form: a linear chain of up to 20
different kinds of amino acids, strung together in a sequence encoded in our DNA. After
being assembled in cellular factories called ribosomes, each chain folds into a unique,
exquisitely complex 3D shape. Those shapes, which determine how proteins interact

«_ 7 . | 1 1 1 | - 1 - -1 11
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v ColabFold v1.5.5: AlphaFold2 using MMseqs2

Easy 1o use protein structure and complex prediction using AlphaFold2 and Alphafold2-multimer. Sequence
alignments/templates are generated through MMsegs2 and HHsearch. For more details, see bottom of the
o notebook, checkout the ColabFold GitHub and read our manuscript. Old versions: v1.4, v1.5.1, v1.5.2, ¥1.5.3-paich

Mirdita M, Schiitze K, Moriwaki Y, Heo L, Ovchinnikov S, Steinegger M. ColabFold: Making_protein folding
accessible to all. Nature Methods, 2022

> Input protein sequence(s), then hit Runtime -> Run al |

1] query_sequence: ‘ PIAQIHILEGRSDEQKETLIREVSEAISRSLDAPLTSVRVITEMAKGHFGIGGELASK ‘

» Use : to specify inter-protein chainbreaks for modeling complexes (supports homo- and hetro-oligomers). For example PI...SK:PL...SK for a homodimer

jobname: ‘ test ‘

nun_relax: ‘ 0 - |

 specify how many of the top ranked structures to relax using amber

template_mode: ‘ none i |

e none =no template information is used. pdh100 = detect templates in pdb100 (see notes). custon - upload and search own templates (PDB or mmCIF format, see

——io
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ColabFoldIC k3 1E&EFH (2)

coO ©) AlphaFold2.ipynb o i & O
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i— +I3O-F +FFEAR FZJCOE— EweE ey v + Gemini

Q v ColabFold v1.5.5: AlphaFold2 using MMseqs2 @Eﬂ X DEEANT
(FASTAFE 72 & TlE 7

{x} Easy to use protein structure and complex prediction using AlphaFold2 and Alphafold2-multimer. Sequence ) )

alignments/templates are generated through MMseqs2 and HHsearch. For more details, see bottom of the /\
& notebook, checkout the ColabFold GitHub and read our manuscript. Old versions: v1.4, v1.5.1, ¥1.5.2, v1.5.3-patch @w $§ _E;;&IJ %@’é% —’Z;)C\:J:g
O Mirdita M, Schiitze K, Moriwaki Y, Heo L, Ovchinnikov S, Steinegger M. ColabFold: Making protein folding r A ‘t B 7
accessible to all. Mature Methods, 2022 J T I: )J - T ?
A—TyhDEESIZE A S @aﬁuoaﬁrs DIZFARNT D)

> Input protein sequence(s), then hit Runtime -> Run al | flu-na.fasta

(> query_sequence: l[: FEMIWDPNGWTETDSSFSVRQDIVAITDWSGY SGSFVQHPELTGLDCMRPCFWVELIRGQPKENTIWTSGSSISFCGVNSDTVGWSWPDGAELPFSI ]

« Use : to specify inter-protein chainbreaks for modeling complexes (supports homo- and hetro-cligomers). For example PI...SK:PL...SK for a homodimer

jobname: flu-na ] :)s% élj] ('—;—Qiis !-flu-najl/f:>

0

num_relax:

« specify how many of the top ranked structures to relax using amber

template_mode: | none v

 none =No template information is used. pdh100 = detect templates in pdb100 (see notes). custon - upload and search own templates (PDB or mmCIF format, see

notes)
d—FoFw
> OB « 319 N 1
> Install dependencies
=

© 1-rozx
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ColabFoldIC K3 1E&EFHl (3)

coO ©) AlphaFold2.ipynb o 15 & Q
I BE FTr BA 906 WL ANLT OE T AT

—  +3-F +>F2b | ESqTCaE— B . Pey v |+ Gemini

= TIWFTINTSA A IMSA)DE—R AV o BT

Q © MSA options (custom MSA upload, single sequence, pairing mode)

x) nsa_mode: | mmseqs2_uniref_env mmseq2_uniref env(T 24 /LK) -

. pair_mode: | unpaired_paired unpalred+palred (7_77]_)[/ |\) - l

()  "unpaired_paired" = pair sequences from same species + unpaired MSA, "unpaired” = seperate MSA for each chain, "paired” - only use paired sequences.
d—FoFExw

© Advanced settings

nodel _type:

auto A l

e if autn selected, will use alphafold?_ptw for monomer prediction and alphafold?_multiner_v3 for complex prediction. Any of the mode_types can be used
(regardless if input is monomer or complex).

3 . l

num_recycles:

e if auto selected, will use nun_recycles=20 if mode! _tvpe=alphafold? _nultimer_v3, else nun_recycles=3

recycle_early_stop_tolerance:

auto - l

o if auto selected, will use tol=0.5 if model tvpe=alphafold? multiner v3 else tol=0.0.

relax _max_iterations:

200 v l

» max amber relax iterations, 0 = unlimited (AlphaFold2 default, can take very long)

greedy - l

pairing_strategy:

<>

* zreedy = pair any taxonomically matching subsets, conplete = all sequences have to match in one line.

=
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ColabFoldI(C Kk d1E&EFH (4)

cO ©) AlphaFold2.ipynb om0 Q
JrTIL BE Fr BA AL WL ANLT EEREETEFTATLE

—  +3I—F +F¥2b | ESqTEaE- #BE ey v |+ Gemini
Q © e zreedy = pair any taxonomically matching subsets, caonplete = all sequences have to match in one line.
Sample settings
) _ - |
« enable dropouts and increase number of seeds to sample predictions from uncertainty of the model.
O » decrease max_msa 10 increase uncertainity
o max_msa: | auto M ‘
nun_seeds: ‘ 1 M ‘
use_dropout : D
Save settings
save_all: D
save_recycles: D
. - :t R — N
swveto_snste_srtve:(0 J—— $5R%GoogleR 54 T RHET 3
« if the save_to_google_drive option was selected, the result zip will be uploaded to your Google Drive
dei: | 200
 set dpi for image resolution
Don't forget to hit Runtime -= Run all after updating the form.
J1—tFoEr
<2
> Run Prediction
=l
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ColabFoldI(C Kk d1E&EFH (5)

coO ©) AlphaFold2.ipynb o w2 B Q
I BE TR BA Z90A WL AT EEREECTE AT LT

—  +3J—F +FFZt [ vl P | e BE . yxy v + Gemini
Q > Run Prediction
{x] O display_images:

oo J—koF=ER

> Display 3D structure

O rank_num: | 1 i |

color: ‘ IDDT v|

show_sidechains: |:|
show_mainchains: []

O—FoFExR

> Plots

© —ro=x

> Package and download results

(> If you are having issues downloading the result archive, try disabling your adblocker and run this cell again. If that fails click on the little folder icon to the left, navigate

to file: jobnane.result.zip, right-click and select "Download" (see screenshot).
<>
J—FoFER

=
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ColabFoldI(C Kk d1E&EFH (6)

CO) © AlphaFold2ipynb o #E 0 Q
T BE ExT B TEHFEETIFHATLE

o= | +IO—F +FFEIb Ctrl+F9 BE . wwy v + Gemini
Ctrl+Fg
Q —
v ColabFold v1.5.f R&EQULZ=T Clri+Enter
{x) BIREEE =T Ctrl+Shift+Enter
. Easy to use protein structu EOTILEER cirlep1o Mfold2-multimer. Sequence
alignments/templates are ( details, see bottom of the
0 notebook, checkout the Co v1.4,v1.5.1,v1.5.2, v1.5.3-patch
Mirdita M, Schiitze K, Mori Making_protein folding
accessible to all. Nature M
A1 LhEEEERLUTHIE
> Input protein sequi
T DT TERES
4 (> query_sequence: 1SFVQHPELTGLDCMRPCFWVELIRGQPKENTIWTSGSSISFCGYNSDTVGWSWPDGAELPFSI l
v aLnER
» Use : to speci Uy 2EER supports homo- and hetro-oligomers). For example PI...SK:PI...SK for a homodimer
jobnane: flu-t l
nun_relax: | 0 -
» specify how many of the top ranked structures to relax using amber
template_mode: | none M
+ none = no template information is used. pdh100 = detect templates in pdb100 (see notes). custon - upload and search own templates (PDB or mmCIF format, see
notes)
J—FoFER
© O R =T « N I T B

5 ° Install dependencies
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ColabFoldIC k2 #EiEFH (7)

coO ©) AlphaFold2.ipynb o uE 0 @
I B|BE FTEr EBA SATA WL ~NLT OE T ATLIE
«— +I—F +>Fz2h KSqJcae— v N e 4 Gemini | A
Q o M J—FoFER
X L
%) > Run Prediction
G
;/5 [5] display_images:
o
(|
J—FoER
S~ Downloading alphafold? _ptn weizhts to .o 100%] NN =.47G/3.47G [01:37<00:00, 38.1ME/=]
2024-09-09 07:47:00,126 Running on GPU
2024-09-09 07:47:00,496 Found & citations for tools or databases
2024-09-09 07:47:00,497 Query 1/1: fluna_306ba (length 385)
COMPLETE : 100% | N 150/150 [elapsed: 00:02 remaining: 00:00]
Sequence coverage
800 1.0
700
0.8
600
&
o
3
500 A :-
§ - 0.6 5
<] —
T 400 5
3% -
w
300 - 0.4 é
S
o
[ :
200 A 0
0.2
<> 100 A - —
EI 0 T T T T T = = T 0.0
0 50 100 150 200 250 300 350
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ColabFoldIC k5 #i&EFH (8)

o ©) AlphaFold2.ipynb o 45 & @
JrIL BE TR #BA TYTA WL ANLT OE T AT

— +3-F +FFzb  FSqJEIE- v S 4 Gemini | A

Q u\;» 4] J—FoFr

pLDDT{&:
"> Run Prediction (8T 20 F DRSS 5 EFRIOEEAS
= 05A 1A 2A 4 ALIRIZHZEIE DT

il

- J—FoFEx 0) %iﬂ“ ﬁE

2T 2024-09-09 07:47:04,091 Setting max_seq=51%2, max_extra_seq=2809
2024-09-09 07:48:16,352 alphafald?_ptm_model 1 _seed 000 recycle=0 plLDDT=78.7 pTH=0.829
2024-09-09 07:48:59,215 alphafold?_ptm_model _1_seed 000 recycle=1 plLDDT=B5.1 pTM=0.086 tol=1.48
2024-09-08 07:49:41,437 alphafald?_ptm_model _|_seed 000 recvcle=2 plLDDT=86.2 pTM=0.893 tal=0.603
2024-09-09 07:50:24,035 alphafald?_ptm_model | _seed 000 recvcle=3 plLDDT=87.2 pTM=0.899 tal=0.501
2024-09-09 07:60:24,036 alphafold?_ptn_model _|_seed 000 took 187.5s (3 recycles)

colored by N-C colored by pLDDT

<>

=
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ColabFoldIC k3 #5&EFHl (9)

> Display 3D structure

3\?1 [8] rank_num: ’ 1

Sl \ IDDT

(4]

plDDT: mmm Very low (<50) Low (60) 0K (70) Confident (80) mmm Very high (>90)
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ColabFoldIC Kk 315&FiH (10)

¥ |Plets PAE (Predicted Aligned Error): 2D D&M
% W o-Fosx HOREYTT A EINT=EZTDIREXD T I
14%0)»\% (A)

Plots for fluna_906ba PAED 7%

b1

rank_1 - rank_3 30
20 20
10 10
0 0
Sequence coverage Predicted IDDT per position
800 1.0 100
700
0.8 80 1
600 >
g
500 068 8 60
g 18-
$ 400 § &
o T T
& Loa 8 & 4
300 1 N = —3— g 0
MSADQEFDAN—ZFE—FFE || — £ FEEDpPLDDTIE
g _
200 4 0 204 rank_2
0.2 —— rank_3
- — — rank_4
300 —_— — — rank_5
T — 04— T v r T " : ' '
0 He— . - . Y — 0.0 0 50 100 150 200 250 300 350 400
0 50 100 150 200 250 300 350 Positions

Positions
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ColabFoldIC k2 E&FAl (11)

Ao O0—RD IS 1Zzip T 7 A LD EREN D
GEUD AT LE L, LT OELEET)

> Package and download results

- NN |

0% ©  Ifyou are having issues downloading the result archive, try disabling your adblocker and run this cell again. If that fails click on the little folder icon to the left, navigate to file:
jobnane.result.zip, right-click and select "Download" (see screenshot).
J—FoFEw
fluna_s06ba_env
[ 7] cite.bibtex
fluna_906ba.result.zipz R 5 | configjson
- | ] fluna_206ba.a3m
E@ fluna_soeba.csv
@ fluna_o06ba.done. tut
fluna_s06ba_coverage.png
fluna_%06ba_pae.png
fluna_806ka_plddt.png
fluna_s0eba_predicted_aligned_error_v1.json
fluna_206ka_scores_rank_001_alphafold2_ptm_meodel_4_seed_000.json
fluna_206ba_scores_rank_002_alphafold2_ptm_meodel_3_seed_000.json
fluna_s06ba_scores_rank_003_alphafold2_ptrm_model_5_seed_000.json
fluna_206ba_scores_rank_004_alphafold2_ptm_medel_1_seed_000.json
fluna_s0eba_scores_rank_005_alphafold2_ptrm_model_2_seed_000.jscn
ran k O O 1 0) P D B 7 7 /r ) l/ % Hy *?QE: —_— fluna_906ba_unrelaxed_rank_001_alphafold2_ptm_model_4_seed_000.pdb
o fluna_206ba_unrelaxed_rank_002_alphafold2_ptm_model_3_seed_000.pdb
fluna_s06ba_unrelaxed_rank_003_alphafold2_ptm_model_5_seed_000.pdb
fluna_20eka_unrelaxed_rank_004_alphafold2_ptm_model_1_seed_000.pdb
fluna_s06ba_unrelaxed_rank_005_alphafold2_ptm_model_2_seed_000.pdb

B log.txt
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Downloading "fluna_906ba.result.zip":




AlZ{EO>IB&ETT YUY

SARS-CoV-2A4 ‘/7°I:I TT7—t rcsb_pdb 6LU7.fasta
° 2023-08-03 02:56:25,371 Setting 5]2 extra seq:94 ~ —
» s o Iﬂéﬁ e R AFIAODHEFATHL

el 1 velezl

el_l s dUUU vele=1 pLODT=88.1 oTH=0.812 tol=1.18
2023-08-03 02:58:13,703 alphafold?_ptn_nodel | seed 000 recycle=2 pLODT=8B.8 pTH=0.815 tol=0.645
2023-08-03 02:58:40,346 alphafold?_ptn_model _|_seed 000 recy:lezi pLDDT=89.7 pTM=0.829 tol=0.3
2023-08-03 02:58:40,350 alphafold? ptu_node! _|_seed_000 took 122.7s (3 recycles)

colored by N—=C colored by pLDDT

,

D_QD_Q_Q_

UTIE—HI(BEXSEET)

EEEE (ERICE>TRESIN=FEE)
EETILEBEDEDZEL, —BEH»
[£.1.205A (2665% &) . £{K(X3.019A

(30674 2) MM Y ke R (Blu7)
FE: ETIVEE
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AlZ{EOEiBEETET U >

ANESOEY ADDHEFEEDHT) rcsb_pdb 4HHB.fasta
° 050503 0408 58,727 iTEﬁ;?i‘2333??.igf_v"”fﬁfﬁ‘}[ajiii3333 recycle=0 pLODT=01.4 pTHE0.870 ipTH=0.864 é?l/{_‘/%{ﬁ%

\

\

3_nade| _! d
[+ 2023-00-03 04:10:28,440 alphafoldZ_nultiner w3 model 1 _seed_000 recycle=! pLDOT=83.5 pTH=0.911 ipTH=0.093 tol=0.036
2023-08-03 04:11:58,605 alphafald?_nultiner _v3_nodel _1_seed 000 recycle=2 plDDT=83.4 pTM=0.9 1pTM=0.878 tal=0.0881
3_node | _! d.00

2023-08-03 04:11:58,607 alphafold?_wiltiner_vd_wodel | _see :g B toak 300.85 (7 recycles) COlabF0|d‘:/—\ j] -d—é &% ‘j: R
EFIA%ITRY>TAR

colored by chain colored by pLDDT

UTIE—H(BEXSEET)
HREE (ERICK > TRESA-HEE)
EETILEBEDEDEIT. —BE ST
0.437A(1455% 5)

KE: #E5a1E & (4hhb)
Zf: ETILEE
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X & FrR

A2 JIVIZYHINIDO A SZZH —CDOEFTILEIEES

=) RwA

20U, REROESHEBISEEERUTHED

JAS =S —TDrSIL, flu-na.fastalCd B

N ColabFoldlCABD U, @&EZETU>TT S
SAZT)VEEFO—REZ T, ER&AlFE. ALY =E)ILY >
f£t8 (Oseltamivir Phosphate)

PubChem™T.

=5)
w3

SFZTILDIENATIRREL., BEZHISI D

IS &S = J)L%=ESwissDockZEFHWTCT RwF> 093
>0 UTEkER SRS ESE (PDB ID: 3CLO)

ZChimeraX ({tddDYV I b THIKLY) ZAHWTLEERT B

5 ) L& %= AutoDock (SwissDockdDR_R—=DHID A
—1—) [CANTDEIS—(CIRDEEENBDIN. TD5H
&ld. EZFIUELEMMEES LU TCUOVRW I A S =45 —CDiEiE

7z )

-~ LUTHELL

LN T Rw3
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T 7 ILEEE (T3 L TAttracting Cavities (Af8]) Z#@A L 7-fEE
. Quey Ligand

Ligand OP(0)(0)=0.CCOGC(=0)C1=C[C @ @H](OC(CT)CC)[C @H](NC(C)=0)[C @ @H](N)C1

Target fluna_906ba_unrelaxed_rank_001_alphafold2_ptm_model_3_seed_000 pdb
Method Attracting Cavities 2.0 H.C
Date December 16, 2024, 9:52 am UTC W
0 o
Parameters:
Box center:  -7-0--7 Sampling exhaustivity: medium Number of RIG: 1 o CH,
0=—P—0H
Box size: 25-26-25 GCavity prioritization: buried CH,
OH H;N Y o
If you publish these results, please, cite the following papers: HEN cH

Bugneon M, Rohrig UF, Goullieux M, Perez MAS, Daina A, Michielin Q, Zoete V. SwissDock 2024:
major enhancements for small-molecule docking with Attracting Gavities and AutoDock Vina. Nucleic

Acids Res. 2024

Rdhrig UF, Goullieux M, Bugnon M, Zoete V. Aftracting Cavities 2.0: improving the flexibility and
robustness for small-molecule docking. J. Chem. Inf. Model, 2023 S HG 4) O @

Inn2DFEIEZXF L CTAutoDock (BfA)) Z @A LR — BiE. EEI2EELAL
Ligand

Ligand OP(0)(0)=0.CCOC(=0)CG1=C[C @ @H]{OC(CC)CC)[C @H](NC(C)=0)[C @ @H](N)C1

Target 1nn2_modified pdb
Method AutoDock Vina He
Date December 16, 2024, 10-:06 am UTG W
0 0
Parameters:
Box center: 91-93-66 Sampling exhaustivity: 4 TH CH,
. 0—P—0H
Box size: 24 -24 - 24 | /[/CH]
OH HaH Y ]
If you publish these results, please, cite the following papers: H% ch

Bugnon M, Réhrig UF, Goullieux M, Perez MAS, Daina A, Michielin O, Zoete V. SwissDock 2024:
0

major enhancements for small-molecule docking with Attracting Cavities and AutoDock Vina. Nucleic
Acids Res. 2024

Eberhardt J, Santos-Martins D, Tillack AF, Forli S.. AutoDock Vina 1.2.0: New Docking Methods,
Expanded Force Field, and Python Bindings. J. Chem. Inf. Model., 2021 S#H O 4) 'S @




N . N S . _ —4 —
~ oy & T HREER O ChimeraXiZ £ 4 KR
ChimeraX® 3~ > KT, lopen result.dock4 format swissdock] & A 77

7=72 L. result.dockd DT 4 L7 b UITER (pwd2 <> KT, ChimeraXD1EZEF
TAL7 MUZERBIEL, £ Z(lresult.dockdZ & < )

Command:| open result.dockd format swissdock

JHY FOEHDOER (F—X) ARRIND [File] > [Open] T
- = « receptor.pdb’ 15 TE

File Edit Select Actions Tools Favorites Presets Help

Home | Molecule Display = Nucleotides = Graphics =~ Map | Medical Image | Marker: Right Mou:

00)]
BB w B SSJOL M ELMQ
op Recent Save  Snapshot Sp Show Hide Show Hide Stick Sphere Ball ~ White Black Simple Soft Full  Inspect
movie stick
Background Lighting
Log
viewdockx #1.1-138
Name D ® %
It dockd group 1O

ViewDockX Table (name: 1)
Graph Plot Add HBonds Add Clashes Save

structures <

EEERS

M RATING ID FILE_NAME CLUSTER_MEMBER _CLUE ;:( g—%@%ﬁ thﬂi%L_ <PDBID
" - 3CLO) % Fetch by IDTEHTAIA A,
-a  Matchmaker TS ELER)
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