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1 Extracted pockets from protein surface(red parts)

1

[2], [3]

1

2.

eF-site[4]

2.1

CASTp*1[5] CASTp

1

*1 http://sts.bioe.uic.edu/castp/

2 Graph represention of protein surface
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3 Overview of proposed method
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G′
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4 An example of summary graph

CURE[9]

3.2

I

I

I

α

α I

si ∈ τ

p1, · · · , pn

I

α I

I

G SG

SG ≺ G SG

SV (SG) SG

SE(SG) ∈ SV (SG) × SV (SG)

sv ∈ SV (SG) sv c(sv)

sv G NUM(sv)

(su, sv) ∈ SE su

G sv G

NUM(su, sv)

I SG

( 1 ) I

NUM(sv)

( 2 ) I

NUM(su, sv)

2 I SG

c© 2016 Information Processing Society of Japan 4

Vol.2016-MPS-108 No.32
Vol.2016-BIO-46 No.32

2016/7/6



IPSJ SIG Technical Report

5 Search summary graph for similar graph

SG ≺ G G I
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2 Ligands and protein groups?

Ligand Protein

MTX1 3dau,3cl9,1e7w,1d1g,1df7

BTN2 3g8c,2zsc,3ew2,2c4i,2f01,1bdo,1stp

UMP3 2jar,2qch,2bsy,1seh,1f7n

STI4
3k5v,3hec,3gvu,2pl0,2oiq

1xbb,1t46,1opj,1iep

DAN5
2vk6,2f25,1z4v,1w0o,1rv0

1v3d,1usr,1sli,2qwc,1eus,2sim
1 methotrexate
2 biotin
3 2’-deoxyuridine 5’-monophosphate
4 4-(4-methyl-piperazin-1-ylmethyl)-N-[4-methyl-

3-(4-pyridin-3-yl-pyrimidin-2-ylamino)-phenyl]-

benzamide
5 2-deoxy-2,3-dehydro-N-acetyl-neuraminic acid
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