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AMMWHOKNCNOTLI

AMMHOKUCINOTbI COCTOSAT U3 atomoB. ObLas CTPYKTYpa aMNHOKNCJIOTbI.

H
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Okcunaun poBaHNEe METUOHUHaAa

CH, CH, CH,
S S=0 0=5=0
| | |
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NMpobnema cBepTKM Oenka
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CyuwecTByrowme peLieHus

substrate 2
substrate 1

st

enzyme

AMS (2012)

GPS (2008)
KinasePhos (2007)
PPSP (2006)
PredPhospho (2004)
Scansite (2003)

COPA(2008)
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Llenb

Hay‘-II/ITbCFI npeanckKka3blBatTb BEPOATHOCTb OKCUMOUNPOBAHUA METUOHNHA.

3aaaum

1. HawnTtn goctoBepHble AaHHble
2. Hautu s3HauyMmble nNpeanKTopbl
3. [logobpaTb onTUManbHbie METOALI U NapaMeTpbl
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[NaHHbIe
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PDB
L_—
-

PROTEIN DATA BANK

4

TpeTndHaa cTpyKTypa

v/

[1aHHblE

)"

MeTkun knaccos
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[MpeankKTOpLI

Hanbonee 3Ha4YMmbie NpeauKTopbI:

Tunbl coceaewn

PacctosHmns 0o cocenen

[ocTtynHocTb pacTBopuTtento (SAS, SES)
BTopunyHasa cTpykTypa
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MeToabl

Pewatowee nepeso
CriyyanHbin nec
BycTuHr Ha nepeBbax
SVM
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0.85

0.8

0.75

0.7

0.65

0.6

CpaBHeHUe 3pPEKTUBHOCTU METOA0B

0.68

Pewatoulee gepeso

0.785

Cny4yalHbIK nec

0.715

BYCTUHT Ha JepeBbax

0.816

SVM
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0.82
0.81

0.8
0.79
0.78
0.77
0.76
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0.74

3aBMCUMOCTb 3PEKTUBHOCTU OT YMUC/1a COCeleM
0.816
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0.813
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B Chy4yalHbIK nec
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8

0.77®.776
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Cnacn6o 3a BHuUMmaHue!
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Moa6op napameTpoB peLualoLlero gepesa

minsplit

Performance of ‘rpart’

-0.64
4 -0.65
3 -0.66
2 -0.67

= ..

0.01 0.02 0.03 0.04 0.05 AUC =0.68

cp
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ROC-kpuBasa anga npeackasaHus Ha TeCTOBOMU
BbIOOpKe ANA pellaroLwlero gepeBa

0.4 0.8 1.0

True positive rate

0.2

0.0

| I 1 [ |

0.0 0.2 0.4 0.6 0.8 1?[} AUC =0.737

False positive rate 15/13



NMNoabop napamMeTpoB cny4YyamHoro neca

Performance of ‘randomForest’

14
-0.74

13 -0.75

-0.76
12

nodesize

-0.77
1

-0.78

10

AUC=0.785
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ROC-kpuBasa onga npeackasaHus Ha TeCTOBOU BbIOOpKe
Ansi cny4auHoro neca

1.0

0.4 06 08

True positive rate

0.2

0.0

| | | | | |
0.0 0.2 0.4 0.6 0.8 1.0

AUC=0.767
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3aBUCUMOCTb OLLMOKKU OT YMCNa AepPeBLEB B Nnecy
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NMoabop napameTpoB OyCTUHra Ha AepeBbAX

A

n.minobsinnode

40

35

25

20

1.0

1.5

2.0

Performance of ‘gbm_wrap'

|
2.5

interaction.depth

3.0

3.5

4.0

-0.68

-0.69

-0.70

-0.71

AUC=0.715
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ROC-kpuBasa anga npeackasaHusa Ha TeCTOBOU BbIOOpKe
ANA OyCTUHra Ha aepeBbsAX

| .
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True positive rate
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False positive rate



3aBUCUMOCTb OLLMOKK OT Yucrna gepeBbLEB
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cost

NMNopnbop napameTpos SVM

Performance of 'svm'

-0.70

-0.72

-0.74

-0.76

-0.78

-0.80

-0.82

AUC=0.816
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ROC-kpuBasa onga npeackasaHus Ha TeCTOBOU BbIOOpKe
ana SVM
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False positive rate 23/13



