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J0—L c BIEBEROTO bR TRBICEAT 20FBNFELIaL—2a vk b8
%%) . Takefumi Yamashita 1 (1 Research Center for Advanced Science and Technology,
University of Tokyo). HEEH & Z|HE-HEEMKEEHERE - NMR, SHE#EZEE Protein:
Structure & Function: NMR & calculation., EfEHF S 1B1558

Free energy profile for binding of ADP to Hsp90 with molecular dynamics simulation (4
FEAFEIIaL—2a32I(2&D Hsp0 & ADP OFESHHBEIRLF—TOI77404I) .
Kazutomo Kawaguchi 1, Hiroyuki Takagi 1, Masashi Ilwayama 1, Megumi Nishimura 1,
Hiroaki Saito 1, Hidemi Nagao 1 (1 Inst. Sci. Eng., Kanazawa Univ.), AEHX EAE-Yt
| Protein: Property (I). ;&REZE S 1E1400

Database analysis of the degree of protein conformational changes in RNA-protein
interactions (RNA &2 VNV BDHREERRICE T2 8 VNV BEBELZILDOT -8 N—RfiE
#1) . Chihiro Kubota 1, Kei Yura 1,2,3 (1 Graduate School of Humanities and Sciences,
Ochanomizu University, 2 Center for Informational Biology, Ochanomizu University, 3 Center
of Simulation Sciences, Ochanomizu University), OEEHEX £@mEHREE, (AT =
7 ') >4 Bioinformatics & Bioengineering, EFEES 111412

Development of a force field of backbone dihedral angles for each amino acid using
Protein Data Bank (PDB T—2~N—XIZ&H7 I /B LICRBIELI-EEH_TANE) .
Yoshitake Sakae 1,2, Yuko Okamoto 1,3,4 (1 Dept. of Phys., Nagoya Univ.,, 2 IMS, 3
Structural Biology Research Center, Nagoya Univ., 4 Center for Computational Science,
Nagoya Univ.). RR 42— EHE#E Protein: Structure, EEHF S 1PT132

Molecular dynamics model of cofilactin filament (A7 4 LTV F T4 T A2 bDHBF
EHFEETILDOEE) | Tetsuya Fujii 1, Yasuhiro Inoue 2, Taiji Adachi 3 (1 Grad. Sch. Eng.,
Dept. of Micro Eng., Kyoto Univ., 2 Dept. of Biomechanics, Inst. Frontier Med. Sci., Kyoto
Univ., 3 Dept. of Biomechanics, Inst. Frontier Med. Sci., Kyoto Univ.), "X 4% — EHE#EE
Protein: Structure, ;EREES 1PT133

A Soft and Transparent Handleable Protein Model (ZEBA CEREME#HF --ERAEOEL
BN EHFER) . Masaru Kawakami 1 (1 Sch. Mat. Sci.)., KRR %2 — EAE#EE
Protein: Structure, JEE&ES 1PT136




8.

I-Stbom: A dataset of Independently foldable Structural Domains automatically
delineated from protein structures (I LTI A —IL FFTHBE R A A VT —EIR—XDIE
%) . Yuki Umezawa 1,2, Teppei Ebina 2, Yutaka Kuroda 1 (1 Dept of Biotech. & Life Sci.,
Tokyo University of Agriculture & Technology, 2Brain Science Inst., RIKEN), KRR % — 734
A4 2T 4T «4% R Bioinformatics, EREES 2PT001

Common structural / sequence features of proteins that share non-sequential structural
similarity. Kengo Sawada 1, Shintaro Minami 1, Geroge Chijenji 1 (1 Dept. of eng. , Nagoya
univ.). IRRB— NA A4 2T+ T 4% X Bioinformatics. /EEHS 2PT004

10.

PoSSuM: a database for searching similar pairs of known and potential ligand-binding
sites in proteins (PoSSuM: 2 U\ BEDBRMRE VEBENEEFHSHUELUMREDIZHD
T—4AN—X) . Jun-ichi Ito 1,2,4, Yasuo Tabei 3, Kana Shimizu 1, Koji Tsuda 1,3,Kentaro
Tomii 1,2 (1 CBRC, AIST, 2 Department of Computational Biology, Graduate School of
Frontier Sciences, The University of Tokyo, 3 Minato Discrete Structure Manipulation
System Project, JST,4 National Institute of Biomedical Innovation), /RX 2 — /A4 *+ A 27
+ < T 4 Y R Bioinformatics. ;EEES 2PT005

11.

Development of method for predicting carbohydrate binding site using support vector
machine ($R—rRY 2—7 L U x AN REEBEESHEFTRFEDOMS) . Masaki Banno
1, Kentaro Shimizu 1 (1 Grad Sch Agricul. life sci., Univ Tokyo), KRR A2 — N4 F A 2T+
< T 4 % X Bioinformatics. JEREES 2PT006

12.

Some characteristic features of non-sequential structural alignment: difference between
sequential and non-sequential alignments (EEFIIEFZR|IB L2 VNV BBET M4 A ¥
FDMHE) . Tatsuo Mukai 1, Kengo Sawada 1, Shintaro Minami 1, George Chikenijil (1 Grad.
Sch. of Eng. Univ. of Nagoya), RR 2 — /AL XA > T+ < T« % X Bioinformatics. ;EzE
&S 2PT009

13.

Analysis of Domain and Non-Domain Interactions in Protein-Protein Interaction Network

(BERE - EREHEEARY FT—YI28F 3 FAL D RUVIERA A UHEEERADE
#1) . Komori Satoshi 1, Sarai Akinori 1, Fujii Satoshi 1 (1 Kyusyu Institute of Technology).
RRE— NNALF 42T+ T« % R Bioinformatics, HEEEH 2PT102

14.

Integration of Structural and Biochemical Information into Protein Interaction Network (%
Fry b=V T 5BEFEREEEERABROMSE) . Yuji Kawakami 1, Akinori Sarai
1, Satoshi Fujii 1 (1 Kyushu Institute of Technology). RAZ— NA A A 2V TAI T4V R
Bioinformatics, JERE&ES 2PT106. p.s122

15.

A study of molecular dynamics simulation on Photosystem Il protein (& BEZERE PSII
DHRFEFMAFEL T2 L— 3 V) . Koji Ogata 1, Makoto Hatakeyama 2, Taichi Yuki 2, Waka
Uchida 2, Shinichiro Nakamura 1 (1 RIKEN Research Cluster for Innovation, 2Tokyo
Institute of Technology). 7R X %2 — F& R Photobiology: Photosynthesis. ;ERE&E S 3PT232
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21.3. T—ER—X VYT IITFHEDT IR/ FooO0—FH, visit¥

. TR, FUra— -
YV — L4 KE visit % L | W5
(1) PDBj ks R ~— s : 14,030,736 | 2012 4R
(xPSSS/ PDBj-Mine)
(2 PDB Archive (FTP & rsync | # V> m— ¥ : 2012
I Xk B —ER) 22,788,917
(3) PDBj kv 7 _—¥ T 7w 2 2012 4
HEERR : 138,816
HAGERR : 94,880
iR ERERR ;- 8,252
BARPERERR - 2,721
HE[EREIR : 2,651
(4) PDBj %kt — 7 7 A% 258,236 2012 4%
(5) | PDBj-BMRB 7 = 7% A1 k T 7 2% 5,961,707 | 2012 4EFE
(6) SeSAW (v —Y—) 77 A% 2,683 2012 4E
(7) GIRAF (7 7) 7 7 A%k 5,072 2012 4 FiE
(8) MAFFTAsh (v 7% v =2) | 77 & 2% : 2,770 2012 4 fiE
9) eF-site (=744 1) T U A%k . 88,826 2012 4E
(10) | eF-surf (=74 —7) T U A% 447 2012 4E
(11) | eF-seek (=73 —7) 77 A% 128 2012 4EJE
(12) | jV (PDBj Viewer) ABY4 | 727 & 2% : 9,466 2012 4EJE
]\
(13) | ProMode (7mE—R) 7 7% A% 107,819 2012 4FJE
(14) | SEALA (SEquence 77 A% 7,052 2012 A&
ALignment Analyzer, &7
7)
(15) | ASH (Alignment of 77 A% 1,957 2012 4%
Structural Homologues)
(16) | eProtS (Encyclopedia of 77 A% 394,236 2012 FJE
Protein Structures, { —7
o v R AR AR )
17 | MoM (Molecule of the T 7t A% 438,179 2012 4EE
Month)
(18) | Protein Globe T 7 A 5,048 2012 4E
(19) | Sequence Navigator 7 U A% 19,192 2012 4FJE
(20) | EM Navigator T 7 A% - 5,848,932 | 2012 4EFE
(21) | CRNPRED (7> 7L 77 2H 7,284 2012 4EE
K)
(22) | Spanner (A/%7)—) 7 7' A . 3,883 2012 4
(23) | SFAS (Sequence to Function | 77 & 2% : 4,695 2012 FJE
Annotation Server)

KRB ORI 0 7T A, BIOT—FRX—=2ADT 7 A, ¥Uru— N B
KIE &~ Lic, PDBj @ b v 7= ORI MR 2 ARFZEBHIEA TR &t % & 2010
F4A~10 ADT 7 & AFUTHGER CIX 71,349 81 CTH v | H AGEIR T1X 66,643 R TH 5,
2012 FJE TIFHFEIR, BARGEIR & 12232 0 OB R 65 il 2 DA MMZDOWTIE,
T 7 2AEE OB TR L TH DD, eF-site (=71 k), MoM (Molecule of the Month).
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ProMode (7'mE— k)., SFAS (Sequence to Function Annotation Server) 72 &, 77 &
ZEBPRKIBIZHM L TERY | BT —FZ_N— ZAREFFEHRER TR EEICERLTND Z
LERLTWD,

2.2. RERTROVEFAZRROMBRTORERR

2.2.1. BIRD # T 5HAEZE T, BIRD THYMALRBEICEE L -tARMAR R ORBREK
ReRERRE (BRNOHARELEDHRRAR~ARRLEF)

ARFGERAFEAE T 14,2011 4 4 HIZIST A AW A = A7 —H2 _X— 2% % — (NBDC)
IZE-oT TEAEMHET — 2\ 7 OEBRNIEE LAk FEIRIRSN, BAERA
EHiET — %37 (PDBj) OF¥EAMEAICE KR (201443 HET) THD, NBDC
DT T T LTI FHCT = _N—=2AOREIC S E N2 & HH Y PDB & NMR
TG MO T — 237 (BMRB) OF — & X—2ADHEEE - ABIZIMA T, BEvrT 4 v
7 7= THA R AV, LG T —F X—2 L OFEAIIC L D EIRAMEERE D PRI E
TOMERRBEIT) e aIvrarb i, BiZ, Evr T4 w7 « U7 TOERET
#+—~ v FTo& % RDF (Resource Description Framework) % f\>C PDB & BMRB 7
— & % 5tak L7z PDB/RDF & BMRB/RDF Z{XFEMIEE D 7 V—7RH L, S 512 EBI
X Wisconsin KFOMFZEHE &1 7) L TR b LR, BUETIZEN LA HEAREL LT
BRI TSI TWD,

2.2.2. BIRD#TRICRRSIAT-|/IXJVX +

M. Lim, T. Kim, J. J. Sarmiento, D. Kuroda, H. V. Dinh, A. R. Kinjo, K. Amada, S.
Devadas, H. Nakamura, D. M. Standley (2011) Bridging the gap between
single-template and fragment based protein structure modeling using Spanner.
Immunome Res. 7(1), 1-8 (1 Apr. 2011)

Ashwini Patil, Kenta Nakai, Haruki Nakamura (2011) HitPredict: a database of quality
assessed protein-protein interactions in 9 species. Nucleic Acids Research, 39, Database
issue, D744-D749.

E. Kanamori, S. Igarashi, M. Osawa, Y. Fukunishi, I. Shimada, H. Nakamura, (2011)
Structure determination of a protein assembly by amino acid selective cross-saturation.
PROTEINS, 79 (1), 179-190.

Daisuke Kuroda, Hiroki Shirai, Matthew P. Jacobson, Haruki Nakamura (2012)
Computer-aided antibody design. PEDS 25(10), 507-521.
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# Akira Kinjo, Haruki Nakamura (2012) GIRAF: a method for fast search and flexible
alignment of ligand binding interfaces in proteins at atomic resolution. (2012)
Biophysics 8, 79-94.

# Akira R. Kinjo, Haruki Nakamura (2012) Composite Structural Motifs of Binding
Sites for Delineating Biological Functions of Proteins. PIloSONE 7 (2), e31437.

# Akira R. Kinjo, Hirofumi Suzuki, Reiko Yamashita, Yasuyo Ikegawa, Takahiro Kudou,
Reiko Igarashi, Yumiko Kengaku, Hasumi Cho, Daron M. Standley, Atsushi Nakagawa,
Haruki Nakamura (2012) Protein Data Bank Japan (PDBj): maintaining a structural
data archive and resource description framework format. Nucleic Acids Research, 40,
Database issue, D453-D460.

# Berman, H.M., Kleywegt, G.J., Nakamura, H., Markley, J.L. (2012) The protein data
bank at 40: Reflecting on the past to prepare for the future, Structure 20(3), 391-396

Tsuchiya, Y., Nakamura, H., Kinoshita, K. (2012) Discrimination between biological
interfaces and crystal-packing contacts, Advances and Applications in Bioinformatics
and Chemistry 5(1), 99-113

# Berman, HM., Kleywegt, G.J., Nakamura, H., Markley, J.L. (2013) Mini review: The
future of the protein data bank, Biopolymers 99(3), 218-222

Sato, J., Kozaki, K., Handa, S., Ikeda, T., Saka, R., Tomizuka, K., Nishiyama, Y.,
Okumura, T., Hirai, S., Ohno, T., Ohta, M., Date, S., Nakamura, H. (2013) Protein
experimental information management system (PREIMS) based on ontology:
Development and applications, IPSJ Transactions on Bioinformatics 6, 9-17

# Berman, H.M., Kleywegt, G.J., Nakamura, H., Markley, J.L. (2013) How community
has shaped the protein data bank, Structure 21(9), 1485-1491

# 1 ATEOBBE B ORI EE B EERRL L LTRELE b0

2.2.3. HIRBARMRORME O EFRE % 5T - €& 517

PDBj TIIHAR DK 1/4 OB gRT — &# OFRENINEEL Tl L, ERE S FET — 2~
— A DELEE - MERF - BELZAT O EEMBEO—R A2 O FEREMIC R o TWD, F,
wwPDB (EEAEMIET — 230 7) OO A "—Th 25 KE, BRIND 7 —793%f
i L7ino 7= RDFALICWH RS EFET L, ik L7z &Y PDB/RDF % X U BMRB/RDF 73
HRIERED 7 +—< v b LTERASNEMA SN TN D, YLEO X Sz, R ORE
. BEEMICE TS TV D,
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2.3. BEOHEZEEMARICES TIHRRAARROFAKE. RERREOELD

PDBj % 2001 FFLARE, AWFZEBRFE A0 L C. B AENARE T — 2 "0 7 OEE L E ED
T&E 7, XBAEE TN, NMR I X2 SiikfgiET — % <X—2 (BMRB), 3 %&tE
BAMEES G Y & (EM Navigator) #/1x %5 Z 12X 0., PDBj I IR EEH 4
DE LEEAEREDOEHR~OAY 0L L TORERERRE 21 -+ o 1cmo7z, £,
TRT — A R AR HRERE . TISREOBINC LY | EREEOFR Y — R & LTS
TR <, BE, fTY — & LCORABIEN > Tb, BIRD #& T NBDC OF —
St H—PDB] DR —X N ERE L, RELERELEZED D, £72, PDBj O ¥
Urn— FigRE, x OEBEERT = X—2ADYR, HLWVEE2—T OHRRE, T—
AR—=A V7 =T L LTORERITSHAAFHEOENCT SORANS DU E
HAEICED LN TERY . ZNHOFAFE LML T\ 5,

3. HAREARICE ZREDOHFEMNM., HENRUBEFHLEIHR

3. N"AFALVITAIT 4V RGBRUSA T A TV RAGHOHAR~OER

311 NAAAVTART 4 D AFBORAR~DEMK

HAMg 7 — % ThH 5 PDB OFfEIZxT L PDBj TH#E®D b LAk 4 @b ORI, 1FE A
ERTDONRAFA T H=T 4 7 AFRICHEBE @ E 5 2 6 T\ 5,

F 72, A TRH% L7 PDBML, PDB/RDF %05 —% 7 4 —~ v b, £/ D7 4 —
~vy MZHlo 77 =213, BE~r T4 v 7 - U= TT—2MEEED DA A1
THRT AT ADEE L IR o> TND,

ST, B Lo T — % Ofhry — (Bld EEED~ VT TN« T T A4 A | -
V=)L, BB OWRER Y — v BT 4+ — v ROER Y — /v FEERs S (VT R
FEAEAL) O — L Bl FREMEIEORR Y — 72 L) ZBFE LART 2 Z &I
L0, BV MEESHED T )T —a VOB R, SATA T F=T 4 T TR
L7z,

BIREMRIZHTZY | EBEWFIHEONIZIIL S, BT E30, 00T SicZzbo
THEY A FOREEITH LY 7 My =TT — XX ADRREICEEE X D &
Bbhd,
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31.2. SATYAIVRDH (NAFAA 2 TART 14 VRSN PTOM., BESFSE
DHEER~DEB

PDBj 13RI T — X X=X L LT, 74 7 A = AEIZHD | RO L-~Urd
WEZEE T L. MR R OB HIZBEE T 2R AEICET 2 MEFRaetdt L, 24y
FOAEMY BETF LY. BRAEMTORBICKDERWVIEREREY 5 25T TV D, (&
WHE AL TWATF — A R— 2 Th D 2 ENFICEETH5,)

BAYE L7cHil T — & Oty — v (BAI EED S NVTF TN T T4 A B« V=)
JERIBLS DPRIR Y — v JERL T 4+ — /v FOERR Y — v B S (U T2 RRSEHEL)
DY —, B FREEDORE Y —L 2 L) 12X 0., BY-iE—-EeEnT /7
—va ERERME L, IBIE, TAT I v ZHEE OB b EEMEFICK LT
HY — VAR L, ISAFZE AR S LRI, K0 BT 2T Y — L DB FE A~
JCoREEHC LB L b,

EAE OREECHRE 2 5 it L7z TeProtS: & v /_ 7 B m Al i) o, Bk
O 15 A 05+ ORAAGEROAICEY  BAEOAEMIGEEIT R TEKE 2 —MRITHEIT
L., #ELERICHEER LT,

3.2. AMEROED S>SMBIEEDERHRER

3.2.1. AERARIZSMLE=HAEEODXFYYIVTTYT
AAFFERAREICSIM L= T, TR Y Y a V2B HEIT 84\,

3.3. #HEMRUEFHLHR

3.3.1. ARBARMESKEOLMHARMEE, £EF T, WAICAITTRAEEIREL
|

212 DIHD FE=FICL DT —FR_R—=R V7 "7 = T5OIERFEH ] TRLIZE I,
PDBj D& HE ORISR HITER % 2B CRIH ST\ D, —filZ &Il R FRT
BES PR SERL OIS H — KBz O 7 NV — T D3RR (NMR) JEIC K- C G ERE &=
# (GPCR) DfHT&AT o129t %, GPCR ITEEAEO T, BFDOESED ¥
— 7y FVEAEOF TRLEIEN SN TVERFTHDLELELIT, 4B LI EH A
W —Gy e LTHEHINTWD, AIEESH CIIFHICEEREAE CTHLITHLEDL LT,
FEM R STARMEE D AT ITEE L <. REZ OB IZN TV, RiEIZR > Ttk &
GPCR-V 7 & REERD 3 IRTeHEIED X BN 72 EDFHEIZ Lo T B MITR > TE T,
U #% 51X GPCR @ NMR #iliEg7 —# & | PDBj IC&E I N OBEAE OMIET — 4
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BT HZ LT, TNETHER Y —5 > M Th oo Z OEE A EOBIR 72 2 8) 2 fif i
LTWo,

ZOXIRAMAIZEY, TNETRBROATIT> Tz GPCR O Y Ty REEHIa v B
a—HERNWET v a A RT T a—F LD ENRTEDL LT T Lid, A
EIZORERA T Vb i, MBEREEEOWEET R OIZE D TIT AIEEEI 2 v
72 Endomorphin-1 O FE~T7F RLHFSE | 132 ORFEH 2B THD, ZD X 52 PDBj 7—
HZR=2F, T LEREWD, ARG F 250 (OFEwT. Ay 3% &
B AR ORANRERIELE L CTFEEL TR Y, B AR
VERERZ R LT TN D L E R D,

3.3.2. TOfth, ARMARBRES R, BHFNLEIHER - BRI OLEMNSHIL., TREM
PDBj IZ L » Tt SN2 EAE OV EIL, Bk on FE=FIC K50/ 12
Hd D L OITHA 2B TR STV D, ISR B2 F D% < IXRFHEOMIEE I
DD THDHN, BRETITZDORRENRT HZ LIFIEFITDI0D, PDB) Ik - T
XN 2 EAEONHFHEEZ BFICRHALTEBY, 3 TIETA 794 = ABEpEZEIC
Lo THERRFEEIZRIZL TWD, 4% b, Hilfom ke & bIizzoRMITiE~ IR
WHETRIND,
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Y R bk
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Nakamura, H. and Hase, T. “Higher Order Structure Contributes to Specific
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# Berman, H. M., Burley, S. K., Chiu, W., Sail, A., Adzhubei, A., Bourne, P. E.,
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Westbrook, J. D. “Outcome of a Workshop on Archiving Structural Models of
Biological Macromolecules” Structure, 14, 1211- 1217 (2006) (f£#id V)

Standley, D. M., Yonezawa, Y., Goto, Y., Nakamura, H. “Flexible docking of an
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(2006) (&EFEH )

#* Berman, HM., Henrick, K, Nakamura, H and Markley, J. L. “The worldwide
Protein Data Bank (wwPDB): ensuring a single, uniform archive of PDB data”
Nucleic Acids Research, 35 Database issue D301-D303 (2006) (#Fid» V)

Tsuchiya, Y., Kinoshita, K., and Nakamura, H. “Analysis of homo-oligomer
interfaces of proteins from the complementarity of molecular surface, electrostatic
potential and hydrophobicity.” Protein Eng Des Sel., 19, 421-429 (2006) (#x#i & V)

Tsuchiya, Y., Kinoshita, K., Ito, N., and Nakamura, N. “PreBI: Prediction of
biological interfaces of proteins in crystals.” Nucl Acid Res, 34, W320-324 (2006)
(EHdH V)

# AKTEE ”eF-site ZFH LIZBSREMSN.O TR, "4 4T 7 )ad—C vy —F L,
6, 444-447 (2006) (Fi#H V)

Katoh, K., Toh, H. “PartTree: an algorithm to build an approximate tree from a
large number of unaligned sequences.” Bioinformatics, 23(3), 372-374 (2007) (&
a0 )

Akutsu, H. and Takayama, Y. “Functional roles of the heme architecture and its
environment in tetraheme cytochrome c.” Acc. Chem. Res. 40(3), 171-178 (2007) (%
G D)

Shen, Y., Takayama, Y., Wei, Y., Harada, E., Eiichi, N., and Akutsu, H. “Refolding
of mis-folded recombinant cytochrome ¢3 with strong cation exchange
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K., “Docking of protein molecular surfaces with evolutionary trace analysis.”
PROTEINS, 69, 832-838 (2007) (#7td v )
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