S1 Data. I-TASSER results for the complete pB263R query sequence.
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I-TASSER results for job id S281013
[Click on S281013 _results.ar.bz2 to download the tarball file including all modeling results listed on this page]

(Click on Annotation of I-TASSER Output to read the instructions for how to interpret the results on this page)

Submitted Sequence in

>protein
MEDETELCFRSNKVTRLEMFVCTYGGKITSLACSHMELTKMLQIAEPVKALNCNFGHQCL
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Predicted Secondary Structure
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Conf.Score 9741016221 1221 71
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Predicted Solvent Accessibility
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Values range from @ (buried residue) to 9 (highly exposed residue)
Predicted normalized B-factor
(B-factor s a value to indicate the extent of the inherent thermal mobility of residues/atoms in proteins. In I-TASSER, this value is deduced from threading template proteins from the PDB in
combination with the seq derived . The reported B-fuctor p the figure ponds o B-factor of the target protein, defined by B=(
ere B the raw B-factor value, u and s are respectively the mean and standard deviation of the raw B-fctors along the sequence. Click here to read more about predicted normalized B-factor)
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p 10 threading templates used by I-TASSER
(-TASSER modeling starts from the structure templates identified by LOMETS from the PDB lbrary. LOME b p programs, where each
& program can LTASSER only uses the templates of the highest significance in the threading alignments, the significance of which are
measured by the Z-score, . the difference between the raw and average scores in the unit of standard d The templates in he 10 from the LOMETS,
threading programs. Usually, one template of the highest Z-score is selected from each program, where the programs are sorted by in the large-scale.
benchmark test experiments.)
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Sec.Str CCCCHHHHHCCC CCCCCCCCHHHHHCCCHHHHHHHCCCECCCCCCee ccceeessceesseece ceeee ccceeeeeecceeecc: cecc cecc c
‘Seq MEDETELCFRSNKVTRLEMFVCTYGGKITSLACSHMEL TKHLQTAEPVKALNCNFGHQCLPGYESLTKTPKKTKNHLRRPRKTEGDGTCFNSATEASTLFKDKMYKLKC L TEFKT KKFAALL KGKINIL TFLKDLISVHUQETLCVLPVPD.
1 3elkA 014 047 067 4.01 Download IPTLOWVATNLS KLDLKNIALR- - ARNAEYNPKRFA-AVIMR -- IREPKTTALIFA-SKHVITGAK - SEKSSRMAAORYAK LTHKL GFNA- - TFDDF KIQNIVSSCDIKFS: SYEELFPGL TVLLIFVSGKIVL
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3 4b0aA 0.6 0.20 074 3.98 Download SKDY EVDF EDEDELAD- ~GIVPTLQNIVATVTLG RLDLKTVALH- ARNAEYNPKRFA-AVIMR - - REPKTTALTFA-SGKMVVTGAK- - SEDDSKLASRKYARLIOKIGFAA- -KFTOF! SSYEELFPGL TVLLIFVSGKIVL “EF
4 2z8A 016 0.13 063 367 Download TGONIDL VCR--LSVPKVALLIFR-SGKVNC VYRL TFGSGKVVITGLKSEEDAKRALKKILDTIKEVQ- -
5 lusA 016 0.15 068 3.87 Download VD~ SKVKL FAQLDLEKVLDL- ~CPNSKYNPEEFP-GIICH- - LDDPKVALLTFS-SGKL LFsSGK LREL
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(2) Al the residues are colored in black; however, those residues in template which are identical o the residu in the query sequence are highlighted in color. Coloring scheme s
based on the property i non-p are colored in dark shade. (more about the colors used)
(6) Rank of tamplates ten threading
(¢) ldentt plates n the threadi query seq
(@) is i qt
(@ is equal by the protein.
() Norm. Z-score is the normalized Z-score of the threading ali versa
(9) Download Al the 2 »
(h) The top 10 above (in ) are from the following
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Top 5 final models predicted by I-TASSER
(For each target, LTASSER simulations generate a fstructural called decoys. To select the final models, 1-TASSER uses the SPICKER program to cluster all the decoys
based on the pair-wise structure similarity, and reports up o he fi g model sured by C-score that
iscalculated based on threading temp the bly simulations. C-score is typically in the range of -5, 2], where a C-
score of a higher value del with a h Vice-versa. TM-score and RMSD are estimated based on C-score and protein length following the corelation observed between

these qualities. Since the top 5 models are ranked by the eluster size, it is possible that the lower-rank models have a higher C-score in rare cases. Although the first model has a better quality in most
cases, it is also possible that the lower-rank models have a better quality than the higher-rank models as seen in our benchmark tests. Ifthe ITASSER simulations converge, it is possible to have less
than $ clusters generated; this is usually an indication that the models have a good quality because of
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(By right-click on the images, you e.g. modifying stopp s)

* Download Model 1

* C-score=-1.61 (Read more about C-score) « Download Model 2 « Download Model 3 « Download Model 4

. e C-score = -4.09 * C-score =-5

Estimated TM-score = 0.52£0.15
« Estimated RMSD =9.5:4.6A

Prot

s structurally close to the target

(Ater the structure assembly simulation, 1-TASSER uses the TM-align structural alignment program to match the first -TASSER model o all structures in the PDB library. This section reports the top 10
©

proteins from the PDB that have the closest structural similarity, .. the highest TM-score, to the predicted I-TASSER model. Due to the it have
the target. However, users are encouraged to use the data in the next section Predicted function using COACH to infer the function of the target protein, since COACH has been extensively trained to
derive biological functions from multi-source of sequence and structure featutes which has on average a y than the 1y from the global structure:

comparison.)

‘Top 10 Identified stuctural analogs in PDB

(Susk_ Rank PDB Hit TW-score RMSD? IDEN? Cov. Alignment
1 4b0sA 0711 149 0.162 0.749 Downioad
2 okA 0670 164 0.135 0.711 Download
3 IfiC 0664 145 0.15 0,69 Download
4 ImpoA 057 209 0.125 0.711 Download
5 Ini2A 0656 131 0.167 0.684 Download
6 3akA 0645 143 0146 0.677 Download
7 lpczA 0643 188 0.158 0.696 Downioad
8 2808 0618 168 0.161 0,662 Download
o 2qsL 0486 548 0061 0.753 Download
10 3100A 0481 566 0.057 0.760 Downioad
@ .
® based on Thk-score ofthe stuctural and known the PDB ibrary.
(e) RMsD?® ly aligned by TM-align.
(@ ioen Tt
(e) Covrep Thealign andis equal to the y alg gth of the query p

Predicted function using

(This section reports biological annotations of the target protein by COACH based on the I-TASSER structure prediction. COACH is a meta-server approach that combines multiple function annotation
results fiom the COFACTOR, TM-SITE and S-SITE programs.)

Ligand binding sites

Cluster PDB  Lig  Download
size N;

Click Rank C-score Ligand Binding Site Residues.

to view it Name Complex
1 027 34 1gwANucAcid Rep, Mult 52,54,90,91,108,110,113,115,117,157,158,160,200,201,205,207,217,219,229,232
2 023 29 1anbA Nuc.Acid Rep, Mult 49,50,52,89,90,95,98,104,106,108,119,120,160,201,202,219,221,223,225,227
3 002 2 5y8P NucAcid Rep Mult 50,97,108,119,202,219,221,223,225,227
4 001 1 2d50AZN NA  3537,53,59
5 001 1 3shyAMG NA 57,102
Download. by SVM.

Download the all possible binding ligands and detailed prediction summary.

« Download Model §
* C-score = -5.00
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Download the templates clustering resul's.

() C-score is the confidence score of the prediction. C-score ranges [0-1], where a higher score indicates a more reliable prediction.

(b) Cluster size is the total number of templates in a cluster.

(©) Lig ligand. inthe database

(d) Repisa inthe cluster, ie., the one lsted i the Lig Name column.
potential cluster.

Enzyme Commission (EC) numbers and active sites

(Sick Rank CscorefC 715C TM-score RMSD? IDEN® Cov EC Number Active Site Residues
1 0142 23A 0462 512 005906836312  NA
2 0441 llgh 0460 507 0039 0676312  NA
3 0141 2gsA 0481 545 006107416312  NA
4 0141 2u7A 0459 520 007306966312  NA
5 0141 lhoA 0477 548 005307386312  NA
(a) CscoreFC for P reC values range in between [0-1];
where a higher score indicates a more reliable EC number prediction
(6) TMscore stuctural auery and template
(©) RMSD® igned by Thk-allgn.
(@) IEN® i yaligned region.
sructural o the number of o

(&) o
by length of the query protein.

Gene Ontology (GO) terms

Top 10 homologous GO templates in PDB

™- PDB
Rank Cscore® ' RMSD?® IDEN® Cov

026 06471 151 0.14 0.68 3cikB G0:0003700 GO:0006355 GO:0006413 GO:0003743 GO:0003677 GO:0005488 GO:0006367
026 06638 145 012 070 [iiC GO:0003677 GO:0005488 GO.0006355 GO:0006367

Associated GO Terms.

026 06543 133 016 0.68 [ngma SQ:0000126 GO:0000500 GO:0006366 GO:0043565 GQ:0005488 GO:0070898 GO:0070893 GO:000565¢ GO:0070860 GO:0003682 GO:0006360
: . G0:0008301 GO:0051123 GO:0003677 GO:0005634 GO:0006383 GO:0005669 GO:0006351 GO:0006355 GO:0006367 GO:0005515 GO:0003702
06355 GO:0003677

026 06176 168 0.16
025 0669 164 0.14
025 06420 188 0.16
024 06569 209 012 0.71 Imp9A GO:0006355 GO:0003677 GO:0006351 GO:0005488 GO:0006367
044 04661 504 005 0.69 3ipzA

© ®NP o © N o

014 04770 548 005 0.74 1mon SO0080145 GO:0000267 GO:0009105 GO.0001356 CO10006542 GO.0005624 COL00M0007 00020012 GO10000166 CO:016674 SO.0008680

10 014 04812 566 006 0.76 3ng0A GO:0000166 GO:0003824 GO:0004356 GO:0005524 GO:0005737 GO:0006542 GO:0006807 GO:0009399

Consensus prediction of GO terms
Molecular Function G0:0003677 GO:0008135 GO:0001071 GO:0003702 GO:0005515

GO-Score 078 052 052 045 045
Biological Process  GO:0006367 GO:0006355 G0:0032196 GO:0006384 GO:0070897 GO:0044267

GO-Score 078 078 052 052 052 047

Cellular Component GO:0016591 GO:0000120

GO-Score 052 0.52

@ Cscore®© 1 range s [0-1] and higher values indicate more confident predictions.
(®) T™- "

(©) RMSD? s the RMSD between residues thatar sructurally ligned by TM-lign.

(@) IDEN® i the percentage scquence denty inthe siructraly aligned egion.

© Cov e @ divided by ength ofthe query proten

® 50 ofthe emplte

[Click on 8281013 _results.tar.bz2 to download the tarball file including all modeling results listed on this page]
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https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0070860
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003682
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006360
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0008301
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0051123
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003677
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005634
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006383
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005669
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006351
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006355
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006367
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005515
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003702
http://www.rcsb.org/pdb/explore/explore.do?structureId=2z8u
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006355
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003677
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006351
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005488
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006367
http://www.rcsb.org/pdb/explore/explore.do?structureId=1vok
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005515
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006351
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003677
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006355
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005634
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006367
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003702
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005488
http://www.rcsb.org/pdb/explore/explore.do?structureId=1pcz
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006367
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003677
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006355
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003702
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005488
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006351
http://www.rcsb.org/pdb/explore/explore.do?structureId=1mp9
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006355
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003677
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006351
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005488
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006367
http://www.rcsb.org/pdb/explore/explore.do?structureId=3jpz
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0000166
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0016772
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0016310
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0016301
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005524
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003824
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0016740
http://www.rcsb.org/pdb/explore/explore.do?structureId=1hto
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0030145
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0000287
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0009405
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0004356
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006542
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005524
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0040007
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0020012
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0000166
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0016874
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005886
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0051260
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005576
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005525
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005737
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0019003
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0050897
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005829
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0043531
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003824
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006807
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0009399
http://www.rcsb.org/pdb/explore/explore.do?structureId=3ng0
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0000166
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0003824
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0004356
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005524
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0005737
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006542
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006807
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0009399
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0016874
https://www.ebi.ac.uk/QuickGO/GTerm?id=term=GO:0003677
https://www.ebi.ac.uk/QuickGO/GTerm?id=term=GO:0008135
https://www.ebi.ac.uk/QuickGO/GTerm?id=term=GO:0001071
https://www.ebi.ac.uk/QuickGO/GTerm?id=term=GO:0003702
https://www.ebi.ac.uk/QuickGO/GTerm?id=term=GO:0005515
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006367
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006355
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0032196
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0006384
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0070897
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0044267
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0016591
https://www.ebi.ac.uk/QuickGO/GTerm?id=GO:0000120

