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|Figure 1 | A schematic representation of the I-TASSER protocol for protein structure and function
predictions. The protein chains are colored from blue at the N-terminus to red at the C-terminus.
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演示者
演示文稿备注
SVMSEQ is a new algorithm for protein residue-residue contact prediction using Support Vector Machines. 
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SVMSEQ is a new algorithm for protein residue-residue contact prediction using Support Vector Machines. 
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演示者
演示文稿备注
M是在集群中的诱饵的数量，而Mtot是模拟中产生的总诱饵数。 
<RMSD>是诱饵的平均RMSD。 
Z（i）是通过LOMET(7)的第i个线程最好的模板的Z-得分，
Z0(i)是Z得分是程序指定的Z-得分，用于区分好与坏的模板的分界值。
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RMSD VS TM-score
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Submitted sequence

>your protein
MEGVGIDIIEIDRIBKSYQTYGDRFLEKIFTEGERVYCESKSNPYASLAMRFARKERAVAE
ALGTGIGELLEWKEIEMCRDSRQPQVVVPEALLCSLGVER

User-specified restraint

20 40 60 80 100
I I I I I
Sequence MFGVGIDITEIDRIRKSYQTYGDRFLEEIFTEGERVYCFSKESNFPYRSLARARFARKEAVARALGTGIGELLKWEETEMCRDSRQPOVVVPEALLCSLGVER

Prediction CeCCoCCCCCHAAHHAARTHH AR HCCCHRAREAHHACCCHARHATHERFHARCCCCCCC00CAS339355533530CC35335355CCCHERRCCOCT
Conf. score 979B8748983899999987336999986999999598T708778999999E8999995%998565765785704599985799970998689998729971

Download model 1 Download model 2 Download model 3 Download model 4 Download model 5
C-score = 0.66 C-score = —0.34 C-score = —1.11 C-score =—2.44 C-score = -3.34
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Consensus prediction of acyl-carrier protein synthase

2cq5A 1.1.1.100—  Acyl-carrier protein reductase
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(GO-score]
1124
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Biological process

GO term [GO scorel
GO000a05a) 1.124
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High confidence consensus prediction of Gene Ontology terms:

1. Molecular function: acyl-carrier protein synthase, Mg®* binding

2. Biological process: macromolecule anabolism, fatty acid
metabolism, fatty acid formation, carboxylic acid biosynthesis

3. Cellular location: cytoplasm




Identified analogs with similar binding site:

Rank PDE TM- HMSDEIDENaCW BS- | Download binding site residues on the predicted
Hit Sscore Score| complex model
1 1gagh 07626 225 024 085) 0.76 |Dow yd 21,22 23 24 25 27 20 42 44 74 96 97 98 99
2 2 A 08161 1.74 025 0.84) 0.71 |D¢ 19,2122 23 24 27 28 20 42 44 74 96 97 98 99
3 2Zhy81 07817 2.03 024 0.85] 0.71 |Dow 21,22 23,24 20 42 44 74 96 97 98,99 100
4 1wwxA 07626 238 026 0.86] 0.70 d 21,22 29 42 44 74 96 97 9899100, 101
5 1wjA 07252 249 028 p85| 068 ] 21,22 23,24 29 42 44 74 96,97 .58,99 100
6 pB 07248 225 027 0.83] 0.66 jDov 21,22 23 .24 25 27 28 20 .42 74 56 97 08 99
7 C 07617 231 024 0.87) 0.66 |Dow d 1,21,22 20 42 43 44 58 61,65, 74,84 95 96,9798
8 1gi6A 0B108 146 027 0.83) 0.65 |Doy d 21,22 23 .24 25 26 37 29 42 44 74 96 97,98 99
9 ZbpmAQFTEF 174 026 0.83) 0.62 D 19,20.21,22 29,31 42 44,74,96,97,98,99
10 20jA 07226 251 025 084 0.62 |Download 21,22 23,24, 29 42 44,74 96,97 98,99

Binding site residues in the model:
LEU:21 GLY:22 THR:23 GLY:24 GIY:25 GLY:27 VAL 29

ALA:42 LYS:44 VAL:74 MET:96 GLU:87 TYR:88 CYS:99 A Predicted binding site residues with highest confidence
L¥S: 106
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