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Chem-Bio Informatics Society (CBI) Annual Meeting 2017

"Drug Discovery and Development
Pioneered by Data-Driven Research"

Dates : October 3 (Tue) — 5 (Thu), 2017
Venue : Tower Hall Funabori (4-1-1 Funabori, Edogawa-ku, Tokyo)

Conference Chairperson : Katsuhisa Horimoto (AIST)
Organizing Chairperson : Takatsugu Hirokawa (AIST)
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<Co-organizer>

NGO Personalized Medicine & Healthcare

<Cooperated by>

The Japanese Pharmacological Society

The Physiological Society of Japan

Japanese Safety Pharmacology Society

The Japan Society for Industrial and Applied Mathematics
The Japanese Society for the Study of Xenobiotics
The Biophysical Society of Japan

Information Processing Society of Japan

Initiative for Parallel Bioinformatics (IPAB)

<Supported by>

The Japanese Society of Toxicology
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<Exhibition Booth>

Elsevier Japan KK

FiatLux Corporation,”
ATTRIBUTE CO., LTD.

MOLSIS Inc.
HULINKS Inc.

Kobe City,”Foundation for Biomedical
Research and Innovation

LEVEL FIVE Co., Ltd.

KISHIDA CHEMICAL Co., Ltd.

OpenEye Japan Co., Ltd.

Research Institute of Systems Planning, Inc.
X-Ability Co., Ltd.

World Fusion Co., LTD.

NABE International Corp.

Kyoto Constella Technologies Co., Ltd.”
Affinity Science Corporation

Schrédinger L.L.C.

Mizuho Information & Research Institute, Inc.
Dassault Systemes Biovia K.K.

HPC SYSTEMS Inc.

Namiki Shoji Co., Ltd.

FUJITSU KYUSHU SYSTEMS LIMITED
CONFLEX Corporation

<Sponsored Session>

Dotmatics Limited
OPT Holding Inc., DataScienceLab

NVIDIA Japan
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<Luncheon Seminar>

MOLSIS Inc.
Patcore, Inc.
HULINKS Inc.
Dotmatics Limited

RIKEN,“Japan Pharmaceutical
Manufacturers Association

OpenEye Japan Co., Ltd.

Biomodeling Research Co., Ltd.

<Advertisement>

MITSUI KNOWLEDGE INDUSTRY CO., LTD.
Chinou Jouhou Shisutemu Inc.
X-Ability Co., Ltd.

Mizuho Information & Research Institute, Inc.

<Contribution>

ONO PHARMACEUTICAL CO., LTD.
TATHO PHARMACEUTICAL CO., LTD.
Teijin Pharma Ltd.
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<Conference Chairperson>

Katsuhisa Horimoto =~ AIST
<Organizing Committee>
Charperson:  Takatsugu Hirokawa  AIST

Toshihisa Ishikawa
Takayoshi Okabe
Shinichi Katakura
Takatoshi Kawai
Akihiko Konagaya
Takeshi Sagara
Yuji Takaoka
Yukio Tada
Shigenori Tanaka

Hiroshi Tanaka

Kaori Fukuzawa
Teruki Honma

Takashi Mizuma

<Planning Committee>

Yasushi Okuno
Hiroyoshi Toyoshiba
Shigeyuki Nishinaka

NGO Personalized Medicine & Healthcare
The University of Tokyo

DAIICHI SANKYO RD NOVARE CO., LTD.
Eisai Co., Ltd.

Tokyo Institute of Technology

TATHO PHARMACEUTICAL CO., LTD.
Dassault Systemes Biovia K.K.

The Chem-Bio Informatics Society

Kobe University

Tohoku Medical Megabank Organization/
Tokyo Medical and Dental University

Hoshi University
RIKEN

Matsuyama University

Kyoto University
Takeda Pharmaceutical Company Limited

Sumitomo Dainippon Pharma Co. Ltd.
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IT-Booster by Using Omics Data in Drug Discovery and Development:
Exodus from Gambling World

EA BA

Katsuhisa Horimoto

ENHRAREAEXETRERER ARSI FIOI7()VTHR I 2—
Molecular Profiling Research Center,
National Institute of Advanced Industrial Science and Technology
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BIERIT, TAr ) ORRIZE X %, 60 k& b HMiu S EME e 2 R > TR S D
k% TE LW ICHIET 5, hSR—2DbEmE o0 5 Z i, e THREE
E¥CThs, £z, EEMORER - BEEOEMHIITINZ, 204 0@ THEETND), T
2B H &G x OREEIENREZ L T D, ZHECTORABKEMOREIX, 20 4
B OFRIE->T2EbEZ D, AMMHBORGD &0 ) F v 70 6RO A B
B2 A LT S 720 DOt E R85 )28 WEEEELTHR & T 5 2R ERMOMBEND
ROEFEARIZBNT, FEOMEEZ LML T, KbkiFonTngd, 20Xy 7
IR RBENZ D L THEED 2IBRIZBN T, BRo—kbz B4 GHE - FR) &
FiX, Ao —FRBLEEZD,

AIERIZB T 2HEBZOISHICBWTIE, EiZ2o07 7a—F»13dH5, —20HLEY
OYEALFLIEEICER T 2IEAPHEET 7u—FTh o, b o —20HbEWIC L DM
N FREDEALICER T AV AT AEEZT o —F Th b, BiglL. Bttt EmyE
DY FREE ST DML L bIihE o7 MEHEII Y] OT7 Fa—FThY,
BT ClE—AbA Y — R T OIRGRIC IS & | BB X VXV B O 5y THEE I L B i E D
WATHEOICHEBZEFEICLIVTIA U T5 2 L THEKICHEODIT 5 &2 HTH D,
BEIL, IFEOA I v 7 AEFTHAT E & IR E Y, MIENIZH D807 Do FREOZEARIZ
AHEB L, HABRGAHR TOZEDON TOE Y — i~ % HREI I vy &5
KeTH7 70 —FThsd, EERICERT HHRNS FHEES & LEmEGICRKT 5%
BZEH LT, RUE I REEY = 2RmT ke, HHWTEABICL2EH % F v
BT BELIRANE = BRI ERET Z LI L5 TRIBRICH O DI 5B 2 Th 5,

Forxix DHAIRIER S v 7 | OT7 7 u—FT & - CTHFZEBI% & BRI O )5 (2B 53
LEREBM NS TTA LV EREE L, AT T A I EIC 3OO ORI, 1)
F I v I AT = Z D DERRIEREZTE R LT FRIROEMAL S A D = A 72 EIEENOPE B O
DT EHEET HHEM. 2) BEROS AN O ERREEARET D (K7 T URTY
a=27) B, MBS LT, EROSFZNS ZOIEROBEHEEBEZHRET S
(RZ v 7L AFa—) Hiff, 3) 2 FAHIRCEKREHRS L XM G5, dFEhwEA 2
a7 0aY RaE AN~ — I —EREMTH D,

INHDOEMWN, EOLIICABEOX v T ANLDOBEANZERT 500, £DAY v
RNELT, EDHE - BB v A& T 250> (REREAEME & =2 2 MHIED . 38410 BTk
Dy m LT 50, & FEhfl % S L2 ORI DWW Cigm T Do
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Importance of “/n silico” in drug discovery research

ME E£—
Keiichi Masuya

RIFR)—LEX =4t

PeptiDream Inc.

BIBEIFZEIC I WT, BRARAIKY —7 Y RBBLTE TN LS Ebhl TV,
unmet medical needs OBLANDITERR Y —7 v N Tho THAIEKDOB AN O IX
undruggable TH V| 1RO Fikim TIIMEO MRS bEW S 2 b AT Z & K
HThHDZ LIFIEFITEZ Y, OV EKRT, AIBEMERENMA D AIkTnD b
ZHND, B, TEERICIFEMTOR TN D X 287 - 237 A PPDILEAICE
WX, HTS ECTHRBLEM A T Z LD TEH L <, —#ofis ik o £ < HEW
LTWRWORBETH D,

AFHETIE, WL DD FEBIE I in silico B AR D ED X 5 ICAIBEIFIE A 1T
WDy b LI EE T D IO L b,
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HIEZM A - EMEER S HRAIP) L 2—D#E T
Introduction to RIKEN Center for Advanced Intelligence Project

#ll 7

Masashi Sugiyama

BILEMER ERHNERESWR L I—ERKE XKERFTEES L EHER
RIKEN Center for Advanced Intelligence Project /
Graduate School of Frontier Sciences, The University of Tokyo
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PSR T i AN BERE AR (AIP) & o 2 —%. SCERME AIP 7 u = 7k ORFZEHL
MELT201 6FEZITHREIIN., H-ICBE LB ARBA 7 0 A2 OISR E &2 BldE L

i L7z, AIP o % —TliZ
- YL AR I 7 L — 7
- HEFR MR A ST 7 L —
- fEEICB T A N THREE v — T
D3ODDITN—TZFEL, Hax B Ky - - 7y 7 FEdEfEL T
- REEE 2 D AL HAEHIF OB %
HANHFUCEE DY A = ZABFZED ALIC L 5 HH
« BARDE R L TV A IEERRED AL X 5 ik iz
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- B ATFERRFEAM - T =2V A =T 4 A DB
WCHY ATV ET, AR TIE, AIP B ¥ —0OfE#h%E ZHAM L ET,
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Al for Science and Engineering :
How to accelerate scientific research and technology development by Al

idH# B—
Junichi Tsujii

EiARMAREN EXBIBREMRRT ALHERRE2—
Artificial Intelligence Research Center,
National Institute of Advanced Industrial Science and Technology (AIST)

BN OFEICI, B8 - BRICK DT — X OE, BEInNT— X 23T 57
D OGP DOREZE LN 5 | 2 ODMMIMNRIEEIC L s T b TS, 1 9Hfo
BENO ORI R EEIROERIX, 20T —XOERBEVI AR NAT vy T OlfEE, B
OB OEMEOBEIE, by SHE T B E DA UM Z itk o T, EROE
HERTDHZ Lol L LD, 7T — X EEOREE X 2 5 EROBIZEDO FED
LU EST, WK ERT — &, BT — 22 EA T Lotz —J7, BRI
BNz DMEEEMOIRE a2 =r—2 a UFEOEREIL,  WRARHBGH O EHE
EV | BRI OB & X X D HER ORI R A S ST o s b o T,
ZokHT, BFEHAEZZDR N AT v Tl by T E D200 MEE XD T —H
EHER ORISR ERT, MFREEEAORD I TR TE RN D Lo TN D,

—J7, BUEDO NTHREEMTIL, BOME D X 572 — 2ot R CIX ARAGEEZEET S
VAT LEEVHTZENTE, EREBOMRICENTYH, HMEORNEZBR DY
AT LABESENSOH D, HDHWVIE, FFEODH TOEEZK CIX. ABOERMELY HE
N2 AT DY AT ANREATND,

Hi2 LT, BEONTHEEEMIL, 7 — % & MR OB 728 KITHILT 2 72 0 O HiffF
EIRN D DDIEAI MO T 1 7T A RIRRRER N D RE R L Fai®
W DL H1C, BRART—% LMfoOERENS ., REOHGHEHEET 5 L 5 2 NTHEE,
HDHNT, Dl b, TOX D REEE T T AN THRRIZARETH A 5 ?

AR TIE, ML Z2 s, NLERBEEMAF FHAROM7E 2 £ D X 5 ITHH§ 2 0
AigwmT b Ll D,
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Decoding brain information from human brain activities

e s

Toshio Yanagida

FHEEMR#E RERBEEMEMIREL2—(CiNet)
National Institute of Communication Technology (NICT),
Center for Information and Neural Networks
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FASFTIE T % CiNet 1% 2011 2 NICT (RREA) . KREIKRF., [EERESBE ST
WFZERT (ATR) 25 4:[F U TR 2 ¥ L /R APNICE S, S vk Lz, BIE, 300 &
g (CRAEZGTe) N MMAFZEZ FOICHFZERI R 217> TV Ed, O Ze iR T,
t MMIEEID G SR E AR 2 & T, E D791, CiNet ([ZITHFFEHIZ 7TMRI 1 A,
3TMRI3 &, MEG2H., TLCUZT 77 MMIEE 2 ERREIN, v VFE—F 7R
bt M MIEEN R — 2 OGN ATREIC 72 > TV E ., F£72. 10 5 ALLEOMIEENT — X
ST — 2B WZ DREET —H A NT @ (AL 7 A hXy R) GRS 2T A
HEGH L CTWET, AU, b MIMIEEGEI, T CIEHER h Y 7 T 208 T, K
BOIEENT — % OfffTix, IWKOT—X U T 70T o THEESCHEIF, ERFo Al
=L HHFELTITo TWVET,

HARBY IR A fRT L E 77, BAREIE 2 il & L Ch X 72Rfic, ED L9 72K
G SZ — 55| ZEZT0EFHIIL, ZNEET LT HZ LTSI LE L (mra—
RETIV), LT, MEENLIRRAEARHE (FTa—R) T752ENRTEHEITRY
FLZ, EHIZ, HEERET, ZOARMEHT L TCWSINEXEE L TR ML
BRI LE LT, Zoft, KRE, 8. WA, MR, 2 U272 SICBES 2 MES)
NG —v (N F~—T—) ZRETHILELTEDHLHICh-oTEE L, BT, M
H@E~—2AZ, FT7 U~ (RUGEER) ZEVEERWZD, R & L o RYATEHL9
TR EN 2N O ERT 52 b TE A9 ITR L1,

b MRS A B < FEIE. B MO AEZRHT 2 A = 23 b 6540, IT R
ERICKESEHNT D EEZONETA, ZOMERBEOMRIIO#EIL, iiiZE o BT
—% BEFEOT—2IIHEVHEZRN?) ZREICHE L, T T 20020 > TWET,
ZOTDITITAEFEL bEEE L, REERERBEES, AMOMBROT AT A EEE
DR ADRIT 4 T AN TANEY INEHE T,
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Utilization of human in vitro proteome in drug discovery

nE E#

Naoki Goshima

E s HRMARENE R TR AR

National Institute of Advanced Industrial Science and Technology

BIERICBWC, 72 ) AT AT V== TETRABSNTACED N ED/RA T = A \THEAT
HMERLNCL, ZOEHA D=L EZHETHZ LIIBOD TEHEETH S, £z, o FEE
E LT SNIALEWN, BRIDONRA T = A IZEA L TWE 0, MDA Y = A 122 5 2
L0EET DI ZELHHEDZ L TH D,

BE, 2o DLEYIEROBHTIZIImRNA 265 L Lic b T A7 U 7 h—Mfiffr, %
RIBBLIOY Vb Z v R B ERET AT 0T — AMEN REEME ERET A A X R —
LEMTEDFIH ST 5,

FexlX ERRo X O b EMIER O I ke a2 h Licfilno ) VB biEtEs 7 a7 74 Y
VIO AT L EERE LTS,

Fx X, ZNETICE FEIETD80%LL EE I NN—FT D b XU EREEY V— (HUPEX)
EHEL. B AR T A —LD0ERIZKE LTS, MilaEkO DT v 74— A
BN — 72 2 R BERECHER SN TV AR ATHIICAKR LA v E hr Y eT4—Aik
B—Ig B R T BN SN TWD (K1), e T4 — L% U-eER 217 2 B4,
Y= a7 —ABnETHY a7 bB L ERE LT EREETHDL EELTND
Rk 1D, A, oA e rerurd—2&2FA L CHilio U VB biEEEZ 7 e 7 7 A
Uo7 HEN AT 5,

(1) ZERITHIE 2 2 IR
JUERRVKE) TRE L 72/]
F—r, ANIFA e b
IaT A= L ERT,

MRV Y EBLEEE T e 7 7 A U o I A EIOTDIc A v ke T a s —aERKIT L
eoaTA T VA BER L, 20T e T AT LA, ERETOMIEO T A E— b (%X
F—¥EEE) & ATP 2L, 7 LA LT UBLRIEZITV., U VBBt SN2 v s g
B VBEHUR TR EIT OO TH D, Vb EZ T o RN TE R RA T o A AT L,
AR AT 2 A DI BHLEDNRAT =4 BIEHAL L TV DD RSAT =2 D ED AT v 7 £ TIK
PEAL L TV D 2 G HRIENT L. BB OMILD S 7 F VAREDWREZ V) U biEE T 7 7 A 1
VITTDHIEMAHETH D,

INETOFI v I AT OL S ICHIIROME &Y ER&T 54 I v 7 AR LT —MREmE L,
IR DR SR ETENE 2 MRANTET 2 LWEIY ODF I v 7 AR E VD ZENE R D,

AHFE TV VBGIEE T 0 7 7 A U o TR O & AR 2 -T2 AT D Tl
FICIFAIEKICB T A, v E ba 7 a T4 —ADIERIEICOWTEET S,

(3CHik 1)

1)Naoki Goshima et al.: Human protein factory for converting the transcriptome into an in
vitro-expressed proteome. Nature Methods. 5 (12):1011-7 (2008)

2)Yukio Maruyama et al.: HGPD: Human Gene and Protein Database, 2012 update. Nucleic
Acids Research, 40(D1): D924-D929.(2012)
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Whole—body and Whole—brain Clearing and Imaging
towards Organism—level Systems Biology

LA HRC
Hiroki R. Ueda
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HRKFEEFRARTH/BELEHARRR
The University of Tokyo/RIKEN (QBiC)

2000 FHlHE D KPR T ) LEEHIRTE 2 BRI 73 F 0> DRI~ DR E 2 31T 2 Al
¥ BEETFENEE LT, T JMIESS VAT AR T e — T35 T b
~DOMEREDAMBLLDOEMFIZA R TH D b OO/ B AR ~DREE O AEMBLGE~D I H
FEEL VY, AR S EROBEE ISR T 5 v AT AR T 7 a —F 2R T 57012,
HIRR B g —C O AN DML N M BEAR R K CTH 5D, £ 2 TH A 1T, ARG Z LD & BN
b U 1 MR s CRlsR C & 28N ORI ICER D fHA T2, Fox A3BAYE L7z CUBIC i1, &
BAAL 23 RIS 70 I 22 B s I G el 2 7 2 T b a— U K B G FEBREEIC L 0 &L
T 5 LT~ ARKREE OFHRLZ MR THIO THEIT D Z LIk L7z (Susaki et al,
Cell, 2014, Tainaka et al, Cell, 2014), k4 iX, CUBIC {EDFRi o/ 7 4 —~ L A « 4N -
M « FHRMEOE S 2 S SITENTTDIC, HEOY 7% EBNICHHE TRE 72 FHE
B2 72 FIEOBSICI Y A, B LA A=V v 7T — &  E YR i o6 LT L
VAR —vard 58T, F-EBOMIEEI A LA BT 5 R RN e Rk
DOFRIZH I LTV 5, 20K Ml 2 A 7o afia s, fia & @R opsEIz i
WCTY AT ARFE R T e —F e UL 5 - AR - EER - R SO RS
DEZEIR LT, S%OEBRPIHEGF S5,
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Ueda, H.R. et al, Nature 418, 534-539 (2002).

Ueda, H.R. et al, Nat. Genet. 37, 187-92 (2005).

Ukai H. et al, Nat Cell Biol. 9, 1327-34 (2007).

Ukai-Tadenuma M. et al, Nat Cell Biol. 10, 1154-63 (2008).
Isojima Y. et al, PNAS 106, 15744-49 (2009).

Ukai-Tadenuma M et al. Cell 144(2):268-81 (2011).

Susaki et al. Cell, 157(3): 726-39, (2014).

Tainaka et al. Cell, 159(6):911-24(2014).

Susaki et al. Nature Protocols, 10, 1709-27 (2015)

. Sunagawa et al, Cell Reports, 14(3):662-77 (2016).

. Susaki and Ueda. Cell Chemical Biology, 23(1):137-57, 2016 (2016).
Tatsuki et al. Neuron, 90(1):70—85 (2016).

Tainaka et al. Annual Revieew of Cell and Developmental Biology, 32:713-741
(2016).

Ode et al, Molecular Cell, 65(1):176-190 (2017).
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Simulation for drug discovery including protein dynamics and cellular environments

¥H A=A
Yuji Sugita

HLERARATE BER S FHFEHRE, BB iTHES, Z8/F QBiC. EEHF AICS
RIKEN Theoretical Molecular Science Laboratory, RIKEN iTHES, RIKEN QBiC, and RIKEN AICS

AN CEAEDIERBLT 22X R L1, O TEMFOREZBEO—D2TH D,
X B A S AT > NMR, 54 CIHMRIRE T BMEE Xt &+ L —¥— (XFEL) %
T STARRESEEANT N B ATAT O T E o, ITFEORIEMATOREIX, L RERERR
DFESEORE (KIRE FHEME) . EREOEEY (I 7 2 (XFEL), MR E
HENAHEEIZE 2 252 (in-cell NMR) 72 &, AR FETIIARAREE TH o728 L
HRZ G 27, —J, BB Oy 8 )7, QMMM BHR G [E U &5 7R
B CHIZE A TR Y | ERIVTFIE & OERH 2 WIS R IERPI G620 5,
TR FICB T 2 ERITH LWEEORY - RICESSENRETHLIN, HEATFICE
WTHH LWETEROBRSE & EOMEEZ T2 BLT A7 LT XAE YT FY =T O
FIZKD ZLMEZ, FAEOFE T N—T"TH 2011 FNOBEH LI A— R—a B a—F
[H OFAIZENT T, Lo a5y 7 b7 =7 GENESIS(Generalized-ensemble
simulation system) Z FHUZBHFE L, B ®E L L RBIBR A/t L T D, 2V 7 K
U =Tk, WHIEHBEZDEATO T AT ALEZEAN LT TR, VU DSy
FEN )R EDYERT W T IEIC K DR EETR R String 1EIZ X A MEIEZAL
TREE DT 72 ERf 2 TebRER Fi D, 7V —Y 7 ho =T & LCABPTH D, FRTIERIT
ANFRE T > 7o M 53 FIRMED B A EH ORIE S HEREIC G- 2 DB AT~ D720l T3]
ECAI T THIED V10 EAZ2FFCTET V7L, LI TEFEEICL-
TyIalb—varzfiol, TOXIRMIFEICE » T, FENARYITHY I2WHIKEN T
DEBEOHKEES A FI 7 X, HELORE - M, BEEEMMAAIERZR ST 5 E#R
DG OLNLIEPEEINT, 4% BT XS & FEROEEIZ OV THEm L2V,
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BIREEZDT/LT—2DOBIRKER
Strategic Usage of Genome Data to Open New Era
of Drug Discovery and Development

Rk ZFd

Tatsuya Ando

BRHERIEXE) UY—F PREBRIEI=VF (/R—TFTAT (AR
Innovative Biology Laboratories, CNS Drug Discovery Unit, Research,
Takeda Pharmaceutical Company Limited i

HORR BTRIREEBA S D IR 1T, MOREITEEAENZ LR O TV D, K& e
H DO —DIZERRRERIC 1T 2 BE OMRZW I ET b5, THREOF TH RS
(. B2 RETHRIER 2R LR OBERDBEIR T —#HOgik (A7 F7 LH) %
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A data—driven innovation challenge in first—in—class drug discovery
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Patient data—intensive translational research in a pharmaceutical company
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Deep Learning in Drug Development: From discovery to creation
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Discovery of Functional Molecules and Materials
by Artificial Intelligence Techniques

=1
Koji Tsuda

RIRKZE/ DM S/ AIP
The University of Tokyo / NIMS / RIKEN AIP

LLOWRREFFOFT- 01 - MEZHRFTT 52 L1k, BP0 - EEENICKRERERE
Fpo, EEAeRRE L L, B - ¥ X0 8RR EOEKRES T, &R -8 Ty -
TR EOMREME ., AR CEERK D THEBLEM R ERFT NG, XA X
{ERF T v REEFR 72 & O N AR AW BEREREHT, EFFERZEDT0D
D, RIEERFER - EEERITRE L TVD EITE 200, AT, BRx 2t R ok
BN, 7T v 7Ry 7 At V) il U ECH A A EEERT D, &
DI, T =D OBMTE . WRARZEM A RINRRET DR T v ) XA Wik
RI2~ & WA 2 TE RIS %éﬁéﬁéﬁﬁﬁ ®ﬁﬁ@ﬁ$Abﬁ B/ = ¥ A s %}
B FHRIEDRT 5 2 & 2t BRI — AR 2D b OAREMRE PR B,
4 S OIS A @k\@%ﬁf/%L%ﬁO/J3/'7W7ﬁﬁﬁﬁ$®ﬁﬁﬂﬁ\
TUT N RERIZE D RNA BLAIRR G2 & o A6 28~ 5,




I-06
T3V AIVREBHFEE CIRASBR LK H

Data science and machine learning analysis of foods and metabolism
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Integration of Automated Design and Synthesis Boosts Drug Discovery
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In silico drug discovery by machine learning and data—driven drug repositioning
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Development of ligand—binding free energy calculation
including structural flexibility of protein

BIg
Hiraku Oshima

BILPHRAT £ERVATLHARES—
RIKEN QBiC

HOREROWREBEEZ AL LIe Y T FEGBAMEO FRIA Py X7y Ialb—vay =
SREESE R P2 RO TE AT TV D A, 2SO FETIIEEZRRIESLE Y O
EIEONREDEREICE ENTE 6T, BREETRIIIRIEHE LWIREE L TE-oT0nb, +
DI, FEED b WML L O AAEH A ZBE L= 2R+ 81 /1% (MD) #H5E O L
WEESTWVD, R, BAEIZY Y FREEICHEOA B R F—BI i et g~ &
LT 2D, VA FOMEBMMEL EREICEES 2720121, MEFRMELBE L, o
R—=ZADTREZEDR—RIZBITHEEEHT RV —OF R L EEICITONERH D &
EZoD, Foxld, BALFEATR AR A CHE LTS MD V7 hy =T

[GENESIS| % MW T, sk E2 S8 L7230 BWGHEIEOBRS - INH 217785 T
W5, AiEETlE, Srckinase & VU Y ROFEEIZK LT, generalized replica-exchange
with solute tempering (gREST)%: & replica exchange umbrella sampling(REUS) % % #i
HEDELERFT MD 22 lb—y a3 0280 U By MEAR =D &7 78 - 7= s 5
ZHWET D, gRESTIETIX, VY REBBPEOHEEH A FOREZ A —LT5Z LI
FoT, VH YV FLEABOFMA EHEED LN TE L, M TO/ER—XDF
BUZREh L, #EETA POFRMEIIERDOFIELD b Ry X 702 RE < mbEsd
HT EWbholz, FoNTERER—ADNOREHHZ RV —ZIEfEICRED 572912,
HHT /L ¥—EH (FEP) %4 8I/f GENESIS [CHEALTEY ., ZOMEIZONTHIA
T 5, £lo, VIV FERICK 2EBEBELEMEOZEE, kot REUS I TH LI
e HHR T L F—HIED O PRI L 72 EFIIC DN T bk 2 TETH D,






ARV — Ry
$S-01~SS-03

Chem-Bio Informatics Society (CBI) Annual Meeting 2017

vay

(&5 : 87 /B Fukuju/Togen)

SS-01

Ky b~7 47 A

Motmatics — HLiR - RLAIERAITEEB M THEA > 7
T AT A a— 3 ]

10/3 16:00-17:30

§S-02

MRt A 7T bR —NT 4 v F—=E Y A T ATR
(=T ) R= g« 7T 7 Ry —2H N THIRE
WFSEBA%E

10/4 16:30-18:00

SS-03
TXET 4 T AR
[GPU IC L BAIHE « T4 7V A 0 ZA~DER)

10/5 15:30-17:00

Vw\ed7—F\VSEN



Vw\ed7n—F\VsEN

[csl%‘é 2017 EAL ARV H— szza/]

B#EREF : 10 B3 8 (A) 16:00-17:30
215 | 27 —K—)ViRE 2F EEWE
FE: Fy 707X

Dotmatics -
iF BRI EMEEERIIREANTARITAVARY ) 2—3Y

mEE I ZTHEX. VILE - LT

Uik - REERIERMIZE A RE - ST 57—V 70—k, 2RET—2EHNHDOZEMNE O AHY%
ETY, THICSHOMETOY 17 FTIEEREZBA. AREREAOHEERY FT7—0%2EBLCTRES
NBTEDZLGEO>TETVEY,

LH L. ZLOMBEETIET— 27 7 e APBELE LW MObEhfe T —2RX—RICREE
NTWBsH. FHRPEERY—IVICIEEFERXFIVEY FBRBETHY.,. THA Y —IVIZRIEED
BENICERTZIRVATLERTIVBBENATVET,

Dotmatics V7 bV 27 XA/ — &, ThoDMEISHAL, BRFELUTERSTFOERL LT
FEEEE. RV)—ZVI77—29hBLUCRREEISTIVFRAI)—Z5y b 7OT77LIVET
DAY=V F7— 70— DH5PBERETHD_—X%EHLT. Y—LLAIKKEIN A>T+
RTAVAV ) 21— aVaERIHTHTEEZENELTVET,

DFEMFEEIE. DFEMFEEDRREEFSHR/— MIEEEKL. DNA. RNA. 2 V/I\VE., k.
ADC. 75 A K, #ifatk. BLUCI—Y-—EBORLLGIVT1 TR L. INSDIVTA T4
BIDBER%ZECERT B 1-8IC Bioregister ZFERIT AT EHTEEYT, £few I—F—ETNS5DIAT
DIVTATADY T ERRL, XNy 2—%270—tL. BRELURRBREEEL. 2N\
VEEE/OCRAEEB TSI ENTEEY,

RV —ZV 5 DOMEEIE. TL—FBKUETL—IR—RDT7 VA1, BESIUHRAZLT v
ts7abra—=Ib. A= T7av T4V, TL—b)—=E—BLUTL—bLA7T bORR7TO R
JIVEEERTEXT, OV a—ravid,. \MAVTYRI)—ZVTPERYT—2 DB
EDmFEME Y R— I*?'%T.:Mt:%ﬂlﬂﬂ’ﬂcﬁ'ﬁ%:?h'(bia'o

BN F—Tld. Y—LLRICHEESINLY 7 oz 7hH, RBREEDT—7 70— ICHER
H%Fa'il’eik'ﬁakh%ﬁ'ﬂ'%ﬁzﬂu’DL‘T#E%E%EHEH (OF: 3

Japan
Phone: +81 3 6895 7390

Shinbashi Tokyu Bldg 3F  4-21-3

Shinbashi  Minato-ku Tokyo
105-0004 Japan



Chem-Bio Informatics Society (CBI) Annual Meeting 2017

dotmatics

® ® O knowledge solutions

A
K
>
1
k
t
4
v
3
>

Japan

Phone: +81 3 6895 7390
Shinbashi Tokyu Bldg 3F  4-21-3
Shinbashi  Minato-ku Tokyo
105-0004 Japan



N w\ e 7—F VSN

CBI & 2017THEKRE ARV —Fky T ayv
BRetF 7 v AdA—NVT 4o v F FT—EYF AL AT R

T A=A ) R—=vay 77y FY—RH N THEED R
HEF : 2017410 A 4 H (k) 16:30~18:00

£8 U —FR— VIR 2F B EIE

R EEF KX T MR-V T 4 )

[
A v a LT, ATARERN DT REARIC 517 5 A L B O BH - BN ST,
FIEAY B & SRR TR AR LS b, BRRA R OB EHT S,

A=A
SS-02-01 #BlilE B 2 —~rva v ¥ary—var - 773 RKY—v o7 - £85H)
B A ORESKF/BALFH 5T
SS-02-02 [ NTHIEEMIZEICRIT DA —T A/ _"—T 3 )
wiE F BRREEL T NF =T 4 v T/ R/ BACER G/ S AR
Fok v F —WFRET/ SR R SR )

PREYIFT—4 - A\THIRRICLBBIERARICARRADT —FFA T2 T AN - ISTRY -2 IY-EX&FALERZAN?

HARAXS5,000%4

F—IYLI>7 1 A NRERE
AIRIBA—T > ) R—23> - T3SV RITA—LA

Swg

/ emem ey s F—HYAIFT1 AN
7 =S M SEROBHRLL

5 - 1T

\ \
A, A
p \
Y, \
\,
\ \
\
1
1
1
AN 1

ATEFILBAS P, At

BHREHAT FR—IT 1 >0 T—HFPBALI AT
T102-0081 RR#BFRHAXMEFL6ZFEF  https://deepanalytics.jp  mail: deep-analytics@cg.opt.ne.jp



Chem-Bio Informatics Society (CBI) Annual Meeting 2017

[EF]
SS-02-0l:ta—~vrarytas—Yary 773U RI—v 7 - £855H

B E Afi (Hisashi Kashima)
RERFERFHAR BCFEHRRFTEF ML AR Z—
EEFEICREFESINDFTFEON LHBEEMOFRITZE L, A bFH0Em T Efka 72 0B B0 TR T89IC
FREHANED i, Fox ORI FEFRREINLTWD, LHLERL, I E b > TALHENRD H WD A

WCBWTAMOHMEZBEATLE ) LEZXDDIRLRLRITHAS I, o, TWONZED LI RANKD &
LTH, TRNETITFELERWVEASKEA DT L —I AN —2 LB LETHES 9,

ta—vrartar—varéld, 40 NTHESIN CIIRERREE . AHONE2M TRIRT 5 &
IBRFTHY ., NLARMEOH -2 FmtEE LT, £z ERLOMBE~DOBREMDO VUL DL LTHER ST
W5, AEH T, TEERLTCELIITRY =V 7% 7Ty b7+ —0E LT, NTAEEE A OEM
W) L CRIBEZ R T 5 72 O DO HIERS. #E2 R BITON TR T 5,

Vw\ed7—F\VSEN

SS-02-02 : ALHBEMBIZBIFTAIA—T A4 /) RXR—Va v

% F (Shigeru Saito)

BARIS T bR AT AV FoE P AU 2T R/ BBEKRE ATMEREEY 5 —/
548 A BRI o 4 — BRI /BALE AR W8 A RERE R BFSE T o & — /LR SR T

ToTHIZ XV AERESND Yy 7T —2 &2 NLHRRIC L k3 5 2 & TS A ST 2 Ak8 0, 5
7B E RV SO H D, PTHERICE T D A IHEHITROEA SN TWDHEED 1 >TH D, — K
ELTHRIIEIC AN THEER R 2 1D 5 72121 3 DOMBERMENFET D, 1 D HITHRAZFHEREZ A LT
WHZETHY, 2OHBIRENPOSRERT —FOEETHY . 3ORITEIEERNLMEL LT 2%
BT (Fig) DIFETHD, ZD3ORT X THii> T U THEHFIZR N TN 0 — 0 F 4 5 lhett
WD, LNLRBRG, ZROOERZTXTHRAITHIZ D DIIES TITEN, 150 ELE LTS ¥ —3
v MEEOY Y =GR, ThbE” 770 Ky —v 277 OIERPRALND, AGEETIE, —imicBir 5
INHDRMEMH L, TA 7V A = A, EEOHRLR S TREEHEK TR CRIIZR ) 2o D =
EERBIFET 2, WIT, FHEDED TV D REOEERMI - BRRIKT — % 2368 L7 ALAREAIME., FFC K7
v 7V RT v a = T ERIERFRINCRIIAT S MR AERBN T 5. &L, AARRROT —ZH A =0T 4 A
NDZ TRy —=2 o FHBAERAE LTS, AFRMERICIEN TS, YR 4TS IS K Dando N ke
BRAFED b L RE ATt 7EBR O et i+ 5.



Vw\ed7n—F\VsEN

IXET(7ERIEH AR Y —Rzvia>
[GPU (CLBEIE - A THA T AND SR

EEmAFETE—D0FEIC 1000 {SLb 2000 BEHEDNIEABERE 10 FLU L ORFEHAR
ZEIDEENNTHED, FERENIIE1-H—-321L -3V IBBFEDRINRDOEINTVET . Ffe
T Al OERISEENEFOTED, ERERH O E SRz P LCTBRAMENROASNTVST—T
SV FEHAGNEFOTVET,

NVIDIA (2006 E(C GPU ZNAETE(SERAI3IGPUIE1—T(> 7 |OHEAEL T CUDAZFER
LEUR. CNICEDEFEDEF T GPU ZEARAUCEREOE R EOEDEA N AIZEL. SHTIEEETE
FHOT7TVT—23>0 GPU (CLEERAEICHIEUTVWETD , S5(GAFEE GPU (C&BT4—T5-Z2JF
ENSUR(CEEMZIEL, BURRM NP E SR Z VDR 2 RO EF CEIN A ERE LS, Al
B GATYA IO AT BEOMFTBIEEFO>TVET,

Atw3a>T(EFI NVIDIA O GPU A€ 1—FT12ET4—T5-Z> ) Bt O&FIRIEZ BN T DL
EBIC NVIDIA NEE DI EAIEM I TR ITHA IO AR B TOERSEHCEEZEBITUET,
EB(C 2008 FE(CHFR(HEBRIF T GPUAR—/N—TIE1—49—([CEB ALV TCERZEIIANTUWRERR T
KELD, BIIBIANGAE LR LZRIE(CTEIEES, AlER - S/ ITYA IO ADEFCHIFBKRIEE GPU
RIBERAORAIGRCOVTI #BEIEEEY,

J0J3A:

[NVIDIA GPU F4—=J'5—Z=YJ)BISD BN ESAITYA IO AN EFADEDAH |
WWAZK IXETATEBER I9—T5AXBEED S THA IO RSB R —Sv—

[ AY— PRIZEICHATF SN BGPUIC K HEEIE]
BISIRAN RRIZFEKRT RIFERAMRIRMAF A¥—MIFEMFRIZYd 12yhR-HEHIR

[P FITRIES LU AT ) AERICHSITDRMECPUSTEDEH ]
ML = RRIEKRT BRETFR 2%




Chem-Bio Informatics Society (CBI) Annual Meeting 2017

SAT Lt
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(GPUFP16)

GPU XEY 128 GB (GPU 8 ED&ET)

Tensor 17 5,120 N/A
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CPU 2x Intel Xeon E5-2698 v4 2.2 GHz (51 40 J7)

SATLAE) 512 GB DDR4

AN = Data: 3x 1.92 TB SSD RAID 0
0S: 1x 1.92 TB SSD
ST SR 2% 10 GbE, 4x InfiniBand EDR
VINIT7 Ubuntu Linux 0S
DGX #£22 GPU R34/C
CUDA Toolkit
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SAT AR
GPU 4x Tesla V100
JEE%RE 30 TFLOPS (GPU FP64)
60 TFLOPS (GPU FP32)
480 Tensor TFLOPS (GPU FP14)
GPU XEY 64 GB (GPU 4 BO&ET)
Tensor J7 2,560
CUDA J7 20,480
CPU Intel Xeon E5-2698 v4 2.2 GHz (20 J77)
SRATLXEY 256 GB DDR4
AN =2 Data: 3x 1.92 TB SSD RAID 0
0S: 1x 1.92 TB SSD
ryhD—-4 2x 10 GbE
FARTILA 3x DisplayPort, 4K BRAKE
VIko1y Ubuntu Destop Linux 0S
DGX #22 GPU RN
CUDA Toolkit

www.gdep.jp www.hpc.co.jp \-Nww.hitactho.jp
SOLUTION
Panasonic
www.hpctech.co.jp http://www.panasonic.com/jp/company/pstc.html
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Lipid in Health of Brain & Mind
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Noriko Osumi
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Tohoku University Graduate School of Medicine
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What is a point for controlling serum uric acid and gouty attack?

*F HFKF
Kiyoko Kaneko

WRAF RED BROTEHARE

Laboratory of Biomedical and Analytical Sciences, Faculty of Pharma—Science, Teikyo University
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Let’'s aim at the wonderful silver generation by sodium restriction and exercise
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Junko Umezu
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Minano—machi, Saitama government office
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About Air Quality and Health
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Kiyoshi Koubuchi
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Head of the secretariat
General Incorporated association of Japanese Houses To The 22nd Century
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“Healthcare” is a key factor to activate local cities in Japan
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Toshihisa Ishikawa
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NGO Personalized Medicine & Healthcare
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Computational toxicology and artificial intelligence (1):
Basics of artificial intelligence in computational toxicology. Past, present and future
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#RXEHt 12237 —4 In Silico Data, Ltd.

}ER FHIL Yoshihiro Uesawa
BAEERIKZ Meiji Pharmaceutical University

1. HESHZRICHITIAIMBEDES LR
BH EXER Kohtaro Yuta
H#=RXEtt 122137 —4 In Silico Data, Ltd.

A v A KB EMERAL OMIFE B Tl B DALFE R BT/ 2 — Bk (O
FARMY w7 R) L ALHRE Ob—A_X—28) NORT7Fun—FL LTRSS TE,
AFEH TIE, A ) 2K DA WEMEFHEO I SOV T HEICE L D D,

2. ATHIBEL—ILR—RB) (2L B EME M X T L : Derek
EA FBHE Mogi Kunio
FERTI/V)1—23 0 XK L1t ITOCHU Techno-Solutions Corporation

N\ ed7-=XNad—y\d

3. SMBEEE YT T—2ZRAWV - ATHEEICLIR R B RLETRFERR
FAY I (AI-SHIPS Oz o)
f8]R ##B Kazukuni Fukuhara
REEZES Ministry of Economy, Trade and Industry
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Selected Oral Presentations
(Molecular recognition and molecular modeling)

EFL—4—: HJ FEE Takeshilshikawa (HBHE)
RIEXZ Nagasaki University

IUE BT Kenji Yamagishi
BHAKZ Nihon University

1. [P1-06] Flexible Docking using Replica—Exchange Molecular Dynamics Simulation
Suyong Re
RIKEN Quantitative Biology Center (QBiC)

2. [P1-10] Validation of Epigenetic Therapeutic Target Proteins for Homogenous
Assay Performance
Masato Yonezawa
Active Motif Inc., Carlsbad CA, USA

3. [P1-12] Finite—size effect on the charging free energy in the alchemical
perturbation and “warp drive” method
Toru Ekimoto
Graduate School of Medical Life Science, Yokohama City University

4. [P1-23] Comparing two molecular dynamics simulation trajectories in terms of
residue—residue interaction
Chie Motono
Molecular Profiling Research Center for Drug Discovery, AIST

5. [P1-36] Interaction Analysis between Beta—Secretase and its Inhibitors by
Fragment Orbital Method
Norihito Kawashita
Faculty of Science and Engineering, Kindai University

6. [P1-39] Characteristics of Biomolecule Dynamics under the Crowding
Environment of Cytoplasm Discovered by Massive All-atom simulation and
Big—data analysis
Isseki Yu
iTHES Research Group, RIKEN

7. [P1-44] Structure and Dynamics of RNA Aptamer to Human Immunoglobulin G
Hisae Yoshida
College of Engineering., Nihon University
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Selected Oral Presentations
(Emerging new technology)

ETL—4—: IMNE® BAE Akihiko Konagaya
HRIEKE Tokyo Institute of Technology

1. [P5-01] Thermostability Prediction Model for Protein Single Point Mutations Using
Machine Learning

Chie Imamura
Toyota Central R&D Labs. Inc.

2. [P5-02] Complex Network Approach for Characterization of Protein Secondary
Structure
Shohei Konno
Hokkaido University

3. [P5-08] ChemiSpadon: an SNS—based platform for human—assisted chemical
space exploration
Kazuki Z Yamamoto
Isotope Science Center, University of Tokyo

4. [P5-03] Reconstruction of self-assembly structure of microtubules
Ryuzo Azuma
Tokyo Institute of Technology

5. [P5-04] On Being Scientific
Tomokazu Konishi
Akita Prefectural University

N\ ed7-=XNad—y\d
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Advanced Measurement and Analysis

BlERE

AR, PURESRS, RREIRM R E O, FEIRGOBEPEA TS, EREGS T2 X—X
W L7z b OERMT X 0 B TERFo 0 TEEZ R3O T, BIRIZBW T, £0
UL 72D, RT3 —H A Mk vy a Tk, KRELDOIFFEE I TRt T — < I TR RV
72<,

AP0 3 TR, ARBIERO I NT VX MMED D 3 DOEIFIZOWT, IREWEL, &
WOEARFIESAE KT 0 DIX D TEREZ B2 5 4032 V= TR OV T
RBERNZTEL<, 2 NH O & EAE OB AR 725k, MlamiEgz o va—2 — 2@t
DAEDFIEITONWT, {3sFEW=7E<, 3 ABOEREELA (v 7)) bk, S5 7-H
B h N LHIBEIC S0 S8 BB EAT 2 2 RIS FIT T 272007 T v N 7 4 — LI OV THIFE SR
WL

%0 3 I, FTHLOIEMENRE - ZRVEORHE R & U CTAMRGHA & BN IFRE X 2 B i
IZOWT, THREBWZEL, (X COICERRLAE GERI) Mo, flaX—27T vt A &%
ETITH)FEafeL 95 THill~A 7 a7 LA H#H 2o oW TRIMWEEL, 2 AH
DIIFEIG A ERID 2251, Bt LW AORIBZEHE L L THI SN2 0 A R
VTR U208 A O HEFERECIS RE D RR BB AR & SEIREHIZ X 0 B E DML D 7 & 7 L 41
WZHY AT DWW TRRN L, 3 NBOHKBESLACGH R NLIEE, T /R Th
HNA TV RUKRY =20t MBS ABMBIZRT 22 RE2F W72 <,

AP C TR N 272 < B « B0RS FE 7n AR PRGN & # o lin 2 N — 2 & L7 H o
AN & OHWHEIC R U TR IEER W =R 2 720,

EFL—4—: BHE #W— Seiichi Ishida
EiEE LB LB EMZRT, National Institute of Health Sciences

Z MR #58 Hisashi Tadakuma
K KZE TEEHEZERT, IPR, Osaka University

1. RIVFAS—ILERR IV RVEDERSRM RN F A A—D2T
Multicolor bright luminescent proteins for bio—imaging.
5K FE  Kazushi Suzuki
RRAZXZERBE LR
Graduate School of Arts and Sciences, The University of Tokyo

2. HiRE{GERITEMRNSY X T
Techniques of cell image processing and cell tracking
{& & Sho Sanami
KXEXRMRHX =
Dai Nippon Printing Co., Ltd.

3. %é%ﬂﬁ‘é’&%ﬁﬁ LIzS5179 MO RABMRERIT IS FREGREIT TSV T4 —L4
L3
Development of an Al Image Analysis Cloud Platform for Life Science Research
ER B Ko Sugawara
ILEYEL KSR
LPixel, Inc.

4. B E&YRRES FEMRICEATIRMEEDRA

Intracellular Delivery of Functional Molecules into Mammalian Cells from Interface
#kHE B2H Satoshi Fujita

EERMRERERN NAFAT AL &EIHITANNAA

Biomedical Inst. and Advanced Photo—Bio Lab, AIST
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5. XD RS ILERN=NAMKRRRS AT LD
Optical cancer cell separation system from photodegradable hydrogel
@ A Shinji Sugiura
EERMKRAMER BIZEERE
Biotechnology Research Institute for Drug Discovery, AIST

6. NATYYFYRY—LDEFFRAA BRI TSI Z R
Inhibitory effect of hybrid liposomes on the growth of liver cancer stem cells
mHK HE Yui Komizu
SWPRFRFRTEHHTFR
Graduate School of Engineering, Sojo University

N\ ed7-=XNad—y\d
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Selected Oral Presentations
(In silico drug discovery)

ETL—4—: FKB/ T— Shinichi Katakura e BEF] Takatoshi Kawai
F—=4 RD /\—L kX EHt I—Y%A&H
B T Yuji Takaoka ZH =it Yukio Tada
B )— S RTF LR -INAAE T &%t CBI =& E#EBE
L 4B Noriaki Hirayama G &R Takatsugu Hirokawa
HEBXKZE EEHMREWMER
152 E Kaori Fukuzawa (9B E)
EERKZE

1. [P2-05] Improving 3D-QSAR in AutoGPA using Gaussian—distributed
physicochemical descriptors
Yoshirou Kimura
Life Science Department, MOLSIS Inc.

2. [P2-07] Construction of FMO IFIE—-database
Chiduru Watanabe
RIKEN Center for Life Science Technologies

3. [P2-09] Using multiple molecular fingerprints for improvement of drug activity
predictions
Yusuke Matsuyama
Tokyo Institute of Technology

4. [P2-12] Quick and precise homology modeling method of GPCRs
Mika Nabeno

Mitsubishi Tanabe Pharma Corporation

5. [P2-13] KampoDB: An integrated platform for mode—of-action analysis and
repositioning of natural medicines
Ryusuke Sawada
Medical Institute of Bioregulation, Kyushu University

6. [P2-17] The Contribution of Entropy in Drug—Protein Binding
Takeshi Tanaka
Interprotein Corporation

7. [P2-19] Computer simulation—based prediction of drug—induced arrhythmia by
evaluating repolarization reserve
Shingo Murakami
Depart. of Physiology Sch. of Medicine, Toho Univ.

8. [P2-21] A Genetic Approach to Deep Leaning in Prediction of Molecular Properties
Yoshinori Wakabayashi
BY-HEX LLP
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AIVIRERBHNEECANCEZAD—ERIEDRED=HIZ—
About principles of OMICs ——for the future of drug design—

FRERE:

I v I AT —=HE, EVMOREARNZEER ZRO WL, I7ahbvw/ e ETITbs4MD
FHEFBOZERMEITA I v 7 AT = F LOHIMUIKRE W, 5T, I v 7 AT —F Z T
D Z LI Ko TEMOBHME I 2B 2 B L SRS SR D L) Z Lk HFgEgt & LT
HRTHD, L, I v 7 AT —=F ARDPIEFIZZHENORETHY | ZHLETOHREDT
Ta—FE, BT T OBELRENFLTH T, K7+ —TA My a vy OBEIL,
TR EE 7y - ORMPFIEZ B/ & 2 AP LIRS BR L A v 7 AT OB 2 FTik 4
LFEHNVICTLHIETHD, BEEFORKREEZD &, 20X D AR 72 BIEIC KT 2 5m
WHETHY AROT7 =D A My a Tk, MEEROEANTENERITH D LB
ZTW5,

Omics data determines the basic behaviors of 1iving organisms. The diversity of various
behaviors of organisms ranging frommicroscopic to macroscopic properties is exceptionally
larger than omics data. Therefore, it is natural as a research policy to understand the
complex behavior of living organisms by analyzing omics data and lead to applied research.
However, the omics data itself is very diverse and massive, and the approach of research
so far centered on the construction and retrieval of big data. The purpose of this focused
session is to consider this unresolved problem, which is extremely difficult, from the
theoretical point deeply and make it a clue to overcome the current state of omics analysis.
Considering the future of medicine, discussion on such a fundamental problem is necessary,
and we believe that if we can share the problem consciousness in this focus session, it
will be successful.

ETL—42—: ZEE H#ll Shigeki Mitaku
ZHEBRKEZLEZHIZ Nagoya University Emeritus Professor
JEN &R Takatsugu Hirokawa
ERTRESFIOI7AIV I HELL 42—
Molecular Profiling Research Center for Drug Discovery, AIST
#% & Bl— Soichi Ogishima

HAKRE RALATAHIL - AH N OHE
Tohoku Medical Megabank Organization, Tohoku University

N\ ed7-=XNad—y\d

1. Y95/ LICHKBDINE 2 DIRE)
£ R Shigeki Mitaku

ZHERELEZHIZ Nagoya University Emeritus Professor

BIETERZ NI EHDWVIIREMEM R EDOF I v I AT — 22 E 2 5 L% Hx OHRED
P, R, (R, Bl EE2ENCBARM T 21T 5 2 S < MR T — X BRENVILAFIE
~LE NS, TNETREBIE, 7/ LSO 32— RERERS 5032y NI Ere—
DOHALE LT, 2 TOEMTILEORY GF 2 OFH) 2T L2 A TE, £
DOFEFR, o— FfEelR e 27 2 7 BEESIZIE, FNENmEN 2 Rt s R CIEFICEn
W H Y . L 2 FHEOBRFBELS BRI o T s Z L ickniffvwiz, —5 T
=9 &, XU UAF RHROIKRIRY &0 H Oz — REEEO DNA L~V TORF &
BHEUNTED—EDIHEVITEORFERFELTNDLDTHDH, EYMDOL AT AE, £
OFFO FIHEEN T G- SN2t D TH Y, 2 OB BT 5 Z LT, Mgz dihe L
el EBICAT v T v T hHLEL NS,
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2. REAIVIRT—HICEIKERREMLASVDORNAIS FORED T A

ZH &S Ryusuke Sawada LU FH# Yoshihiro Yamanishi
FLMKZE  Division of System Cohort, Medical Institute of Bioregulation, Kyushu University

=LA L S WIDEER &3 5 7 2 B OBEREIZ /4 5 AE DRI R 2 RIET 5
LTRSS 2 EERE TH D, EALEM OGS L e e LSS0 h, 1
AT 25 —2DER S N7 B LTRT TR MO R Z "B (72— > 1)
(R AR 2 ORI S D LER DD, A TIE, BlaFEEH T 227 DT b
—LlEH BInT/ v 7 F U RRE BRI L) LILAWIEE N T A7 U T b= LlE
#H (& MERE~OLEWEIN L) OBAWIT 217V, EELERHE SO L HEIER 2 ]
7 BT D LEF D RLTE AL R 2 X L TP 5 FiE 2 B3 Uiz, 24 HI30Es T aek
BOTPRA~DIEABI BT %,

. TEYDOE 2 DRBINEREADE

£ R Shigeki Mitaku

ZHERZELEZIZ Nagoya University Emeritus Professor

EMOFE 1 OFEL X592 FTH7e, a RURICESZBE O DNABYINS T X/
Bl (22 R0 E) 28 LW REMCHBEDOFITH D, AMEEDAL VT —~ [F—
S BREVRIBFFEA P < B ) 1, 208 1| OJFBIZESS BHFROT 7'n —F % I HITH
BSHEI2ETDHHLOTHD, T LT, AFEETIZ, A HOWVWTOFE 1 L—D2HOD
AR CI 725 2 OJFBL A LIS, EIREMEN ED L D ITETEX 20 oW TERT 5,
7 ) AEAYNE, e DB R EERERZ LTS (B 1 OFR) LR, £y AT A
D=y N THDHH LT BEDIH., TibbEY R EOEER IOy iR =
v FOMBIEREZHEFANERL TS GE2DFEE), LT, F I HDOBMD L~ L
WZBTDEFEN, 7/ ADNA D L-JLICEBITH X7 UATF RRZEMONEX Ty — ok
WIHTETRIINTWD, £ LT, $ERIFENE, REREELT 7 ARSI GH D Z L iFmD
THEL 222 72D, RHEE TIIE/S— Y T ILEF ) LEH DO AN Z T )V — T & %
EEME, B, ZIRNTFRBREOMEERRD L&, 2<HMART I rn—F L LTREL
TtnWEBZ TS,
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Computational toxicology and related topics

FERS :

FHRFEVES: (Computational Toxicology) DHFZE/ BFI3AR & IRFE TFIESCHNA N ORI N D,
A ENIAFHIEAICEWERIZRT 5 QSAR O I L 2 BIERMAITICET 527 7o —F ORELE N
7-77< . F7=. Dr. Jordi Mestres 21X, HiDOA >V aFiEd AW oms & . Ak
B 2B HIC DWW T O A W 272 < B 2 B L 8 A Bl S 4172 WC10 TOF LKA & WC10
TRESNTA V) il T —~ TOMEEICET 2 H®E 21T,

ETL—4—: HH #&EKH Kohtaro Yuta
#RXEHt 12237 —4 In Silico Data, Ltd.

}ER FIL Yoshihiro Uesawa
BAEERIKE Meiji Pharmaceutical University

¥ 3 Atsushi Kanou
At TR

1. EESKOEMERT—FICEICEE B E B /AR
KFHF $iF Junko Nagai
BRAEERI KRS BRRRZEFIZHZEZE Department of Clinical Pharmaceutics, Meiji Pharmaceutical University
#HEEILEANRBUMRFESX BERFESELRR FEXF
Department of Pharmacy, Social Welfare Organization Saiseikai Imperial Gift Foundation, Inc.,
Saiseikai Kurihashi Hospital

BRRBIGIZ B W T, EIELOFEME L IXTICRIERTH 5, FriC, HHRODRWIEERF (5 <
O SN TELEERMLIHTDIFEERLRRAEHR L) I LT, in silico FEIZL DT
HNXEGRE EAE RS RAE 52 DATREMEN KRE W, 22T, —flE LTH =Y AER® QSAR
T R 5, — 05, —Miak CIXERM T R VIEMBE G B RME T — 2 N— AN EHK
PR AR O IC L VBRI TV D, KT =2 X—2DffTIc L, EELORIEA
DR KOS BUEIAZBE T 2 0 7 2 B 7= i 9E 61 & OF 8 TR T 5.

2. CHEMOTARGETS CLARITY: AN ADVANCED ANALYTICS PLATFORM FOR
PREDICTIVE PHARMACOLOGY AND SAFETY
Dr.Jordi Mestres
Chemotargets, S.L.

N\ ed7-=XNad—y\d

The recent explosion of heterogenous data for millions of small molecules in a range
of diverse areas of relevance to drug discovery offers a wealth of opportunities for
using that data to build predictive models for pharmacology, safety and therapeutics
but also poses challenges to develop advanced analytics tools that allow for visualizing
its complexity in a highly compact and interpretable manner.

In this regard, Chemotargets CLARITY is an advanced analytics platform that allows for
linking chemistry, pharmacology, and safety data. You can use it under multiple
scenarios:

- Asapure analytics platform: to interrogate and visualize all pharmacology and safety
data known on all your internal small molecules, if internal proprietary data from
projects is linked underneath, or on any other small molecule present in any database
from public sources or licensed from third-party vendors
- As a predictive analytics platform: to predict the pharmacology and safety profiles
of small molecules, drawn or uploaded as smiles or sd files. It uses 10 different
ligand-based methodologies exploiting both public and patent data. Useful to anticipate
unexpected off—target pharmacology and to perform target deconvolution of phenotypic
hits
- As a predictive analytics platform and model builder: to predict the pharmacology
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and safety profiles of small molecules, using the internal ligand-based target and

safety models provided by the platform, and to have the ability to construct models

from data of your own molecules and/or third party databases. Best option to ensure

t hat all models are derived from data on small molecules that cover your internal

chemical space

During the seminar, several use cases will be presented, covering:

— Extraction and visualization of pharmacology and safety data for small molecules
available in public and patent databases

— Prediction of the pharmacological profile of an early small molecule hit from HTS

— Identification of potential safety liabilities due to the predicted off-target
pharmacology

— Prediction of metabolites and their pharmacological profiles as a source of safety
liabilities

— Exploiting the analytics tools provided to extract signals from all data generated

. WC10 #FXR. Sk

SH EXKER Kohtaro Yuta
#=RXEtt 4122)aT—4 In Silico Data, Ltd.

WC10: 10th Congress on Alternatives and Animal Use in the Life Sciences 28 8 H 20 H
-24 BIKEOTT M THES LD, ZOFRIE3FEEIC—EIFE LD SO T, FilE
(WC9) 1FF = axu R "FT DT T/ T 2014 FEICRE SN, HRIIAFRTKYEICET
DHEEAT I, A#HE TIL, GHOFEER L WCI0 DFRICHET HHWEEIT .
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E5E ASVIRBNICETHREERERRXRS
The 5th Working Group Meeting on Omics—based Analysis

BERE:

I KTV ATZ YT h—ATaTAd—Lh - AR —b%2Z00ETHAI v T 2T
I RS — 7 o U TR 2L U LT AR O KR L E - T A
FORIRLTES R R POSTICREEZ L5 LD, CBI =2 THEL OMFEE
ARy 7 AFRNTIZ IS  ERSCAIE, fRREE e ST T A2 D TR Y | EERFHE D
BNIRNY D0B D, T TARE Yy a VTR I3) NAFA L TH~T 47 ALZTDERIEA]
DRAY =B TBR NI DTV AIEEDO R AEFICTRE W& S5G2NE 22
ZTCRI U BN TOMEE OEELAZRO . T HT I T7T0EOa TR L —v g VEORK L e
IFENTH D,

ETFL—45—: EHi B Kaoru Mogushi
JERE KRS #HAMKEZH AEF

Diagnostics and Therapeutics of Intractable Diseases, Juntendo University

1. TA—=F 53— T % INAF AT 4HILIZIFEIIZEES H
O%ifE RE.HJII B—.=% & Hirohiko Niioka, Seiichi Tagawa, Jun Miyake
KRR -ERTZHAER -EREIIEIRTS— Graduate School of Engineering Science, Global Center
for Medical Engineering and Informatics, Osaka University

wEEE (7 —77—=27) PAEEREN 2 TS, EEEZEDTND, B
R TARZ RIS TR, S FT 7 )P —RERIIRERRT v V2 LT
W5, BEOANT ) MRL R CT Eif, JHEE G, DNA ORI & O TERE I ktlT 5 K&
DT —=E05, AIESEZCEROD HIHFREZRY BT HEORENPRECTH D, FHELHEE
0 X MR e ST E D N WA R TH D03, T X U X TEREL T DR
H7e EOBBUTIZ NN D OB TH A 9, A TIEEI o7 o 2@l L7-nwe B 2 5,

2. BEFRERAIOIZAINDT4O—J —LBRIFICESEEM OB ESEBR L RIZE A
&M @R Michio Iwata
HINKE EERBEEZHZEFR Medical Institute of Bioregulation, Kyushu University

JRRE A = X WS BB OR RO B O @t O BRI, Bl 2B oA
\CEFET D, ARFIETIE, Mie BAICx LT, REBSRNLRBE T RAT a7 7 A Vit
EL, BRMOT 4 U— Y — AT AT o7z, £, EEFRNBETRE a7 7400
TR AT F v B U — 7 RN T, KRB R BAESO B O LB PSS D s R B
NE—=ZBWALMNT LT, IZ, ARG E LT, EYISE@n R 0 7 7 A L L RIR
FRELAER TRILT 7 7 7 A V% i3 2 W BIE OVERE &2 SIS RRGE L7z, I, RO
R TR BUALINEZ W TR ONEE TR ZAT 2 72O OF LUV EIEEZRE L, 20fH
EE R LTz,

3 WEAITHTHEFER- BRENELT 5 — 2
BB &KLY Yayoi Natsume
EEEEEE-FEWER N2 TATTHRTAS YR

Laboratory of Bioinformatics, National Institutes of Biomedical Innovation, Health and Nutrition

WA, MBI E DMERIRIEIC 5 2 D B OV TR AICHFZEEN B Z Zsbu T s, F72.
RS & Vo 7o AETEEESOE & OIFERIEDEWIZ E > TIHNMEENE(LT 5 FH L
ODMTRDH2H Y, b TR (REB) IRRE) TEWNMER] THEEEE] THE R
NEDLICEEEZRIFLHS> TWVAEDONEHLNICTAFEEFIREI W, K v g Tk,
INFTOaRr— MFENOLELNIZZRERT — X 2N L., FICRITHERE bR L =7 —
B R—= A DRERIZ OV THEN T D,

N\ ed7-=XNad—y\d
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[EXmMPREL ADMETINE OEHE

Selected Oral Presentations
(Information and computing approach for drug design and ADMET study)

ETFL—4—: KM # Takashi Mizuma (HHE)

WLKZE Matsuyama University

BAHE F— Seiichi Ishida
ENEELEBLELEMZER National Institute of Health Science

1. [P4-12] Development of an informatics system for predicting drug— induced liver
injury: 1. An ontological approach for structuring knowledge of drug—induced liver
toxicity
Yuki Yamagata
NIBIOHN

2. [P4-17] Genome-wide analysis of DNA methylation and gene expression patterns
in human iPS cell-derived hepatocytes
Seiichi Ishida
National Institute of Health Sciences

3. [P4-20] A prediction model for photolytic half-lives of chemicals
Yumi Matsuyama
Osaka University

4. [P4-21] Computational toxicology of cardiomyocyte gel image
Kei Kuramoto
Daikin Industries, Ltd.

5. [P4-23] On/off targets based toxicity prediction analysis and Verification
Kosuke Negishi
Elsevier Japan KK
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FHRALFZR AL BREH RO RATHR

Frontier of the research on infectious diseases using computational chemistry

BERE

HFEODIE LWV T Ea—2HROMERE | Fii- B me 7 V3 X AOBRRIZL - T, &t
FALRIIE S - 22 G 0AMBEOTFICB N TH, EFRMRMETE L E#H I >oH D, —
77 HIERIRIBZALo N AN AL 5 B AR B O ZE b & | ZREHB DFEIEIC L 0 | Ffx 7o YE D
BERNE 2 OFITIZHS TEY  E ORI AFENE L E 72 T X7 b W B e o — o
LWz D, Kty va Tk, FHEALFERH U COEGYENFZEIZERD fA TV D AT Tl
W2 & RS OMFERER L A% OBREIZ OV Cikim T 5.

ETL—4—: AJIl & Takeshi Ishikawa WE ER Kenji Yamagishi
RIF K= Nagasaki University HAKZ Nihon University

[R)Il &R Takatsugu Hirokawa
EERMB AR National Institute of Advanced Industrial Science and Technology

1. '74ILZ§EIE&T§IQ¥(D*EE1'I5FFW@*E:E‘I‘%ﬂ—"?ﬁo)%ﬁﬁ
H+& % Manabu Igarashi
tiEERE NERHL @RS Y —F 22— Hokkaido University

ITAE, AL - FRBLRYLE S HE A TR A L A%@@ﬁ&ﬁofméo_m& FEALE
TRC, FAEY LT L T EMAEN e MR L CE 2 D5 ANBIRRYYETH D, A
BRIGEEYYE O T - Sl IE, BRFICBIT D2WEEOEREZH LT L L bIC
DI FERE T AR ET AN 2R EGMICEMT 2 2 ERNEETH D, Fxld _nif
ATV P TAIVA T 4aTANA, 7T ET A )L A %a@?%wxma T DOk
‘%\%%ﬂ#%?%%%w(%ﬁﬁ%ﬁb\ﬁﬁ@%ﬁﬁﬁ 15 TR B 5 D R B R RE
K%béﬁ%@%%%ﬁof%toit 77%/@%ﬁ%%% JEYYEXRICE T D=

S OBFEIZIANT . SEAEEEIZEES < 5 m#%ﬂﬁ_ﬁwfwé AREETIZ, ULV
%EEEk@E Y& OMEAERZ P, IO EEZ NI 5,

2. FIEAL—avERVETVA LR D REQRT: TV R BEORAZEIELT
lu4< Bia5E Norifumi Yamamoto
FEIERY ITHE SAIEEE Chiba Institute of Technology

7 z“/fﬁ 1T NBRILBEGYE ORI TH 1 | /\) /77\G_EE.FUE‘ WDTF ) Ao B X778
N — MIETREMED REERIC A UT-th, BEAEENEET LT a4bﬁ%
%S:ﬂbﬁkb Hulj\? CIETHETRIET D, 7)2”/7*0)% JamfE ik, B O —E5y
e LTl e i AR (PrP*) R TA~OBILEIEIE LT o &E %ﬁok%z%ﬂfw
Do L2 T U A IR O % ifA 2 720 O BEE /e FHH 0 1 PrPicd 5 A3, Z D Prp*
DOHEE IR AE A BARE I [RE T 2 FIEIIHESL STV R, ABFSE T, Pre*OfET ICHL Y #H7x
7)¢/ﬁmmw%%%5w ITHZEEARRLCWS, ZOHMEERT LD, XX

B OGS 7SS A T T AR E LT, Z UV EO T RIEEIZE S I — 2V ERS
ﬁf@WM)&%ﬁt %%Lto$WA$%@%Ltﬁ% PrP*ofF e LT, 7
Vg 2RI O—ENAY v 7 ADD v — MMIEEEE LS 72 2 MERRE 2 17 & 7>
2 L7,

N\ ed7-=XNad—y\d

3. RIBREFIZHITHBREEA D) IREDOEA
Al && Takeshi Ishikawa
RIBXZKRER EREFLESHZER Nagasaki University

INFE TRIFGRFETIE, EREFREGVTER, B EEMEAT, B X OVeumatfime v ¥
—WHLER ST, BYYEDA ) FfIEEAED TE 7o, KEHETIEET, 260D
FHANZ DWW T HEICHE T STV Wictk, 77 7 A v Myf#E (FM0) EZ2 R Lizht
~Z UV TEEMDOBRIZ OV TR LT 5, @ani RN DIV A A PR
ZAHEI9 %5 SERCA L RREND ¥ v X7 E a2 ET D80 O%EHEE 2. FMO 512 X D34
AR N HELS Z L EAE LTV D,
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SMBANWRT T EREFE-1
Participatory Healthcare and Rapid Learning—1

BERE:

BE, ~VATTIZBWTL, By 7T =4 Al ~OELREE->TEY., ICT BEDS A
HEOHIEIELEAIZR> TS, L, P—EROHENLAD L TNHIEFE(LDME
DICHE 72\, WRIZHK D DL, AIEFENIET 2R~V R 7 &Rl 228 O A DL AGA
HTHD,

ICA (NPO AW A S—FRHFZEAT) 1. WAL R T 2 S 1T 5 BN~ L 2 A 712 F
AIZHL Y $HTe B N 2 D T D, Box DIPIO BARIL, EROAGEZ ML Ly T3IZH 5
X571 (Non Pharmacological Intervention, W& L T NPI) | ZVEHA T 570 &R 724t
#iZ Platform ¥ T 52 & THDH, ELENEIHATL T, £ X D A ATEH L7-4FJEIC
HobEfHieZ ETH D,

ZD=ODOUERHFRE L 28 H 5, TOHFTHANE ATHBEHR L TWHWDLONR, RO 2 5D
#HTHD

(1) VAT T OHALTH B EMEFMITORE 2 PRI FE_RB A5 D,

(2) MEAHERIEZ ICT 2VEHT 5885 (ICT Literacy) #3815 LT A< 0,

Fexid, 29 LA E THEFEEOV AT A, HHWEERE, H25W0E7 7y b7+ — A
(Rapid Learning System/Ecosystem/Platform)| & WA TV 5, HUEZE OfH A%~V A7
TN A ATeEEEE 1, Rapid Learning Healthcare & WO & LT, KETIX T TITAL R
WMENTEY, BYMA~OERIEE > TV 5,

ZOHEFE LI 200 vy g OFPETIL, Rapid Learning Healthcare O % S nfl~ L
AT ORENOHRT 5 & & BT, HEHITREEREFENTT 5,

ETFL—45—: B ZE Tsuguchika Kaminuma

NPO ;& AN A /\—#EBFZ R Institute for Cyber Associates

1. 2BIEERCATLER?
HEc 1§ Hiroshi Tanaka
HHRERER KZE Tokyo Medical and Dental University

2. =GB
BADREBZRICBEL /558

PR EF L TCUL, UTFOV A bE2ZTELSZE0,
http://join-ica. org/ws/171004. html
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SMBANIWRT T EREFE-2
Participatory Healthcare and Rapid Learning—2

BERE:

ICA 1T, MBI~V R T OFEBER E LT, @IE IS WEA L LIZBIRED 3 RTFE5IC
BbE b > TV 5D, BRI, B, BRI, BRA, I X D EEENE . S DICRAER
E~OREESCHER R LI L DRIERL, BNAIKRERTE (cancer survivors) ~O 3, KRR
B2 PREEDOREE Diets ORYE L fEHRMED R | & IR 2 O & LI s AR
XOWRRETHD, TOERKE LT, 200 OIEE % T 2 FMEEREE Platform O %
HIOHEIZ L TWD, TOFENLIER LTWS DO GNMENZETH 5,

HAE, THENANE O & B A~DRIPH Y Microbiome and Health and Disease] (ZBS9 DH4f
FRlE, HEANTHESR, JER, TMEL T 5, £, 2206 E6NTL 28T, Fx BELE D
STWND EROFEREIKIZEFR L TWA T TRVAEEENE LERL TEOEE A bRk
LTHLIENTELRBEADOHF TCHDL Z D, Ll &9 LICHBEIEHT 57
DIZIE, EEE THASINE BTN, IBNHE & O/ & EBICE T 2 a2 Bl Iz 8] 75
PVENRH D,

2T ICA X, IBRMITRIE L T D Z OO R % [IENHIE 27 & LT o
77 WhgeE . — RO ERBZRE . Proactive 72AEEE (HAWTEE) 2, HuRlzEE LT
BOl=bOFEREBIZENEDLLIRT Ty 73 —LOH%EE, ICA D [BINA~LVAFT | 7'h
Tl NOEHIOEET Ebtol®?//a/f . FOARSCHEIRIUC OWT%ﬁlﬁﬂ
T 5, ZOAEEERT IO, %Wm-%ﬁ&%mW®ﬁ FHRHMZE 2T TR, T—
A A = R B AR %&ﬁ%%@ﬂMﬂmﬁ 5, ZHUIOWTHLEEET 5,

ETL—4—: FBHE PW— SeiichiIshida
EIIEZELERELEMER National Institute of Health Sciences

hH A Kenta Nakai

B K The University of Tokyo

EE 1. ERXRFARCTOEEFERNSH-BRBERREORE

EE 2. BRHETEOEREE D2K Y14 I X (Translational Bioinformatics) A DE K

N\ ed7-=XNad—y\d

FEZ X E L CIE, UUTFOHY A FETEIZIN,
http://join—ica. org/ws/171004. html
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FFESHZE)—F7I/0ORX
HABMMERRBEFSNE

Computational toxicology and “Lead across”
This Focused Session will be held in collaboration with CBI (Chem—Bio Informatics
Society) and JSAAE (Japanese Society for Alternatives to Animal Experiments)

BAfERE

{EEWHBI DT TE T — R7 7 a2 O@EAIZE DLEMOEMETHAERB SN TND, =
DY — K7 7 v AMbEY LR & AR H SR 2Bk Th 5 17L& I 7= FriE
PHTH)ICHSWTEREND, ZOFEHENGDS X 912, HU LAY O ELHE P YD
HEFETHRART 7o —FnHY), ZORTOFmMENERICR D, RBLAEICIZY — KT 7R
AT B eE 2 BT D, (BSR4 EU L& B CRied CE 272 REACH [CB89 5 &
A W2 OB MIZWCI0 TRESINTZ U — K7 7 v AEEOHFEREFIZ OV THREEZIT O,
RIS, ZINOEER L —FEICEHEFMEAICE T D k4 2 ESCHN AR ICET 25 21T 0.
RBART A=A Ny v a NI AR ERNRESZS L OWERETH D, B ERN
BIESETIR, YURD L U= 77 mx” oA LIGH., BIEB LS %AW
Tikim SV D, EWE LT, ARBFESEHICBLR S 2 FIXB & iz,

ETL—45—: HH %KBEB Kohtaro Yuta
HEXEH 12237 —42 In Silico Data, Ltd.

FIE BHE Yumi Akahori
— BB EEAN LB EZCHESE Chemicals Evaluation and Research Institute

1. TSP RICHE TS read-across DFERA({R) |
F¥E BZ=E Yumi Akahori
—BEAEEAN LB ITEFZCHERE Chemicals Evaluation and Research Institute

2. REACH [CET31LEMBEIVRVFHEDEZS — T—EAFLEHIDIC
{EH H#  Sosuke Hanai
EFHIRIMER  Hanai Risk Research

LW E OREEBITETIET T T BEO NS L 8 O IR A 725 O M A 3 &
EChDH, ME 10 FERON TERM ST X7 REACH OFSHAIZIL, T—F BRARE L TWAEEE
DOXLD FIEEET, FRRE 2 L AL, REACH TRDO LNDLFHMI & F—% . FREOHIH
A B A T —=ZAFO=HDO TR (TR adaptation. EVERIFND) 2 MH+ 5, EHIT,
ZHOAEWE Z T 7207 ) AT — X DIER b &y AT ANFEEZOILFE CTIRE
SN TWDRCKD B OB ZFEITT D,

3. WC10 TOU—F7I/RRBEERERDHE
&H ¥EAXBB Kohtaro Yuta
#BHXet 41>2)3aT—4 InSilico Data, Ltd.

WC10 (the 10th Congress on Alternatives and Animal Use in the Life Sciences) TXZF
SNV —=F7 7 v AT LRRICOVWTHRET D,

4. ETESMEFELEMR

AARIZEIT Dt EEEFHICET 22K EIT 2. T —<IEH T TV RenD T, £
S DMFEEDH 2 INLDERRE 2, BERZ W15 7-<{E2%,
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[INAA A TAITAOREZTDERICHINEH OBEHER

Selected Oral Presentations
(Bioinformatics and Medical Application)

ETFL—4—: B Bl— Soichi Ogishima (AHE)
WAL KRBERAILATAHIL - AT HHRE

EH# = Kaoru Mogushi
IERE XFHBDEIEBBEME L 2—

1. [P3-01] A Graph Genome Browser
Toshiyuki Yokoyama
Dept. of CBMS, Grad. Sch. of FS, Univ. of Tokyo

2. [P3-03] Target Genes and Pathways in Drug Development for Rare Diseases in
Clinical Trials
Ryuichi Sakate
Nat. Inst. of Biomed. Innov., Health and Nutrition

3. [P3-05] Construction of a Transcriptome—based Toxicity Prediction Model of
Adjuvants
Natsuko Kishishita
Laboratory of Mockup Vaccine, NIBIOHN

4. [P3-07] A system level investigation to unravel mechanisms and potential direct
targets of the osteogenic small molecule TH
Mochammad Ichsan
Department of Bioengineering, University of Tokyo

N\ ed7-=XNad—y\d
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HESHPEATIMEE(2)  SHEEE YT T—3ZALN = AIMEEIZELS
KRBT RFERETOD I (AI-SHIPS 7OPHH)
Computational toxicology and artificial intelligence (2): Al-Substances Hazardous
Integrated Prediction System (AI-SHIPS) Project

BfERE :

T, NTHREZ EETHICEA T2 5ENEE > TV D, RFFEEE TIISEE LY TFEMHT
By 77 — & & H W72 N THIEEIC K 2 R AR 2 v Tl kB 7 e o = 7 b (AT-SHIPS
7uaYxZ b :PL-MEAN) ] ERIA LT, Ry v a TSR ERET D2 EICLD
(BB DY A7 FioER A BT 70 =7 FOBE L N THBEDRHE RIS OV TR
LTCW=72<,

ETFL—4—: MiE 2 A Kimito Funatsu
HIRKZE The University of Tokyo
}ER AL Yoshihiro Uesawa
BR;AZE R K% Meiji Pharmaceutical University
#H }EKER Kohtaro Yuta
(¥R) A>T —%4 In Silico Data, Ltd.

1. BREERETASE 'SHEEEY) T 2RV AT HEEICIIREBRABEREMT
1 F % BA%E (AI-SHIPS) ”IZDLN T
E® XE Fumiaki Shono
IR KZE The University of Tokyo

U, NTEREZ B TIHNCEA T 2R ENE £ > TV D, RIFEEL CTITSEE LY [#
PHEEE Y 75T — % 2 AW N TG L 2k iR 22 FIERE 7 e Y =7 b

(AT-SHIPS 7u <=7 )| #BA LT, KE v a v CIISERMEREET A LI2Lb
(L D) A7 FliOER A2 Bis+T 7 n Y7 OB L N TAEEDf S iz >\ T
WAL TWEEL,

2. BBREGEEXRMEOHEFTADRATT
{8788 13X Yoshifumi Fukunishi
EERM SR National Institute of Advanced Industrial Science and Technology (AIST)

WEOYIL, R, wIEOFHE T, b o & bbb T VIR, KM, IR, K%
BB EOYHETH S, ZhbOEIL, HRMARICERIN TV, KiZETRTh
I ARV IAEN D 'ITD R IREEN R T TELZEZE S Lgdiud, F8b L
WV, BRI DT, BHRT Y r—F 2 BEDRWERZR S LRI A S ITEE T
EON, R FMICEERNAE LR > TN D, 4 F TOEE DO MAZFFEIT LIz,

3. AILEMTR ~SRTLNDADBRRMS~
ILA ET Shinji Yamamoto
AT LEHERIZEFT Research Institute of Systems Planning, Inc.

Wt DRRER L 7o NS X Al O— IR AT v T EZBI L, VAT AT ZAORR
Mo, AL BRRICBIT 28T — 2 0EEMNAZBFEL LET, TO#K., tox2] X° ChEMBL 72 &
e DT —5ty NOFET =2 20 EMTT 28k~ 2 FIEOY 7L a— Raigftd
HAK LT F— RRZED DeepChem 72 = 7 MIHOWT TR LET,

4. ELEDAIHMBEZE XA SREWMDFETHTETDER
HIE 8hiA Koji Maruhashi
HRAEHELTEHALEFT Fujitsu Laboratories Ltd.

AGREH T, EHEOA I HIFOTZ > KT 5HFUJITSU Human Centric Al Zinrai” %3 %
HATHACOWT, Fiog8 i 2o, @HAOFER 222N B/RNT 5, BRI
X, FEHD Deep Learning TIXEHANNEETH o 7=, BB ICEHEL R AT — & O 4y FE R
R ARE S DOORMNY BRT T T 7T — X ORI FTREA T HIF IS oW T, K
HHEFAIT D,
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% 6 EEMNELERRRS
AN AHIDE AL EH

Individualized medicine for cancer therapy

RS :

B ORI, BE OB &« AFRIREE - A OREBIZE S < EBbER &8 U TT
bivsd, BIEEETa X2 BRI 2 5 ORISR, B, mIREFAE IS W TREBBER
PHERE L TN D, EEBY CITEBUBER D -2, SA F~— I —FEOFEOZW . R
IS TBFEFHOBRIN, U A7 BFEICES S HEFGZO T, &GEEDOEBUL EMThin
TWD AN B ABNERRIC 7 4 — 1 A % & CHRIBR B EB L OWFR OG0 ik 2 1RO D,

ETL—432—: it & Mitsuhiro Nakamura
IFRBERKE EERIEIRS Laboratory of Drug Informatics, Gifu Pharmaceutical University

1. Ez\fﬁiﬁ’é‘%%éh@ﬁfﬁl:%ifzHﬁ%tﬁﬂi&ﬁ’éﬁ%tbf:ﬁ?*&%ﬁ‘]%ﬁ%i?
T
B F3F Kazuyuki Hidaka
TFATIABERK S ATAHIWNTIZT7—RXARE ATAHIL Y AT RER

Medical Science, Medical Affairs, Astellas Pharma Inc.

PR () (3, BET O S E S EABAERE L 20 BAET B, I, TR DG T
B OMRHTAE L <R L, A AR 8 ICH IO B\ 5 TS DB I S, 0
SEUBIRITI E <5 L IR L TG, AT, BErkic CHRBRBTE 00 M B Ot i 2
Q& LT PR O B & RHL I O BLAD DR T 5.

2. EREERICAIT-RBSAF-ZHEORRBLTEORE
HZE 5F Ryoko Takubo
oy R EE K &4t Chugai Pharmceutical co., Itd

AR CIX, 0 FEESEDOBRR & & i, T, BT = v 7 RA v MEEEELPLE L
To N ASIEFIED B L, 8 OBIE A RSB RIB I S W T IRIE OB E O A B L&
~OBENEE - TWD, SENEL, T ENEL OB AGEREEZN S OZKEOBIIC
DWTHEINT D & & HiIT, 1B - BT OEMELIZEED, NGSRU & v RS 47V —% v
RHAPHC~DFRERIZ S\ Tl TV & 720,

3. [RERBRIGH oA T-ERLEEDER
¥t HiE Mitsuhiro Nakamura
I BER K EELBEIRE Laboratory of Drug Informatics, Gifu Pharmaceutical University

REmAEITE N OATERE & BIRAERLS  BIRBS TL < OB A O G EOFFEIZ
LINDHIEETH D, RILTHEA SN TWBHIN AT Z G, A CEOFR G &I
DRt &2 L7z, DuBois O, RO, mEB DO, Boyd ®l, KU Mosteller D7
EOfix ODEEFEHBEXOMAICE LT, BETHRY ST WVWE Yy v 73— 2035, (Bt
DAKNIO PG BT DR EmERE X ORA, i & AbFEIERE, 2017, HIRH)

N\ ed7-=XNad—y\d
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€I5749 2 AVEEMERETIVORBRELAEADEHEZEELE-HR

A new era of zebrafish research: towards establishment of disease models and
application to drug screening

FERS :

BT T 7 0 v valie hERUBFHIM TH Y KDDL Y Dfias O - fERE7 E D
%< DFETE hEeDEHEZL>TVWET, FEET T 74 v 2DBIEFDB L L 80%T, b
N7 DCIFAET DT ERUEE 2 b0 L O THLH EEZ LN TWET , ZDDE
TT7T7 4 vy ali b MEETOBRESCEDREICLDEEEMNTT 570 0T VEREM &
L CHRAFTHZEICHNONTWET, 2O 73— H Ay arTlE. BT 974 v ak
ATt MEEB I OZICEET 2 AMBR~4— b7 7 U — . i ZMEE AR LSE (ALS)
~E R L ORI IE e MEROBKIOIEEIC ORI L 9 LRI L TV 5 FiER S
DOFETHREDFEERM L, Zhic o0 TEm Lz E g,

EFL—4—: JIlE #&— Koichi Kawakami
E LB R AT 8 A T 3T SR

Division of Molecular and Developmental Biology, National Institute of Genetics

1. [XCHIZ:ETF70vPakldE?
JIIE #&— Koichi Kawakami
E BT 2R AT WA R A T T ERFY

Division of Molecular and Developmental Biology, National Institute of Genetics

2. F—rO7PC—0FEEEBMEN DEEMICRIETREGFRTO—T O
T ER Hideaki Morishita
RRARKEZRZREZRARR D FEMESE
Department of Biochemistry and Molecular Biology, Graduate School and Faculty of Medicine,
University of Tokyo

3. INBRABAA—DUTBMICKYALNILEIRMD M AL FERRE
BB X Tohru Ishitani
BERZEARRAGHER BARKECATLOE
Lab of Integrated Signaling Systems, Institute for Molecular & Cellular Regulation, Gunma University

4. MABEETS71v>2ERAL= in vivo (EEMRI)—=25
BEHE BEA Yasuhito Shimada
SERFREREZRMRHHKEEEZNE
Department of Molecular and Cellular Pharmacology, Pharmacogenomics, and Pharmacoinformatics,
Mie Univeristy Graduate School of Medicine

5. €754y 2 ALS ETILERL= TDP-43 S DEMNEDER
#J)I| 155 Kazuhide Asakawa
E BT ZE AT O HA R A T ERFY

Division of Molecular and Developmental Biology, National Institute of Genetics
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BT THE=E

EYHRE-SEOFTATSvI+—LEBRELT
BIEXBA U IARTIIRAVATLEETOS /O
Platforms for ADME/Tox prediction
Introduction to AMED project “Construction of drug discovery informatics system”

BERE
R 2T4E 10 ALV, AMED 7' u v =7 b TR PEA v T ~T 4 7 AT AT LR I8
AL —hKLTz, 207y ME, EERLBEBEEZIT ) L TRMERWIEYENRE - 20O RIE A
NIRRT D700 TFNT T v b7 — LB ERETHZEAAEE L TR FHlT—#
ODLLY% THTFIEOBIE, THIET /VORBEEL 5 EM T CEMT 2B TH D, 2 H 1L, MEE
W EHEx vy O LR A Ry EhRE, iTEM. DO 3 SOFEEHY LTV D
REMAE BN L WS HiwT 5 TETH D,

ETL—4—: XM *E Teruki Honma
H{EZ AT RIKEN

1. SREBT—EOMEETIVTICEIEMERET RS AT LOEE
kO BT Kenji Mizuguchi
EEEME-EE-REWMEF National Institutes of Biomedical Innovation, Health and Nutrition

el DEtEO PR E R Lozl EERLO D DlEas~DOBITE, T72bbiK
WENE DN VAT EEZBND, ZI§712/:£& FCix, AT —H =20, &
FRL 723 ERE R T A — X L —EDEBRSEM: THIRIC E&?%Lf:‘iﬁﬂﬁiﬁﬁ& ERA LT —#
R—AEHEEL, TOT—HIZKESLKET IV VI VAT AORBEEZRITL TS, £, 4
LI LD . RENT —HDONESCHROT —ZBEORABLER L S>OH D, KAty
2 T, BEICB# L T\ AT —F RXR— R L KFEERE T A — X D TRV AT LAOBLRIZS
WTHRET D,

2. FEEFRDOIODLUIARTAVRL AT LEEICET WK
IUE 8 Hiroshi Yamada
EEEM-EE-FEMZEA National Institutes of Biomedical Innovation, Health and Nutrition

SAFH R MENTREE I X ERL OB IEB KOHHRORO ERO—>TH D | RIS DZHhHRP
BRI L O 2RO D FRICAIBR RIS W CRIHATEEZS in silico BL W in vitro
TR ORERRS BENTWD, A7 2y =7 T, B ML E O iPS
A SRAT G 2 O TS L 72 R B s TR O T — 2 B FEE T~ — 7 — O fE
MradTo, Sk~ — I —BEE HAAALTEFEE TR AT AOMEE B L T\ 5, KRes
TiX, WFRRHE O ERRN 21T 5 & & BICEHRATRFOFE & FHE S OW Cilgim L72u,

N\ ed7-=XNad—y\d

3 AVIARTAVREVZAL—LaVERELEZENOESE TRV AT LDOESE
AM JE Teruki Honma
HIEZ AT RIKEN

BT, L i@ﬂiﬁglffﬁé hERG T > RV ORET — # 1% blndlng/patch clamp &
B CREPEDS 5000 14, FEMEIL 30 HHERRERE STV D, £, ZIEWI¥ T D hERG D
TR S DR E STz, ARFHE T, %M%T»@%fmiwkmmﬁ$#®%ﬁ?~
2R T oL L LB, BRFTOME FEOFIHCH BRI 7O EZITY & bz
L—yarbifH L, AEROBG TR TE 2 THIET VOMELZBRE LTS, ¥ HIE
THEF L ES I ab—a OB ESBDOTTEIZHOWTHEMNT 5,
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* CBI %4 2017 fE KRE~DBNIEEENPVEETT,
HEF: 2017410 A 2H (H) 12:45-17:00
BT - 2 U —R— Ui BB

BB E ALEWICBET 25 R ConECc TZ4aet (F) ) OREEMENREE - T
BYO, Ay Va (aryva—4%) [2ks et (%) b omEEEARHICEE
STWET, BUE, A1V 2 X pMExee () iy A7 A0S, A
KTHIR/ BEENLTVWET, OOV AT AEZRSITIEN L, FDHEFFIHKE
THITE, VAT LAONEE FICEE L CHIHT 5 ERMLETT, ZOREE RS
<UFHEDCB 1 %42 2016 R T 22tk (FhE) FHlisE s A7 &) fhsRe 2B L,
%L OFxDBMERGE Uiz, SFEELEELFEFEOBRE T, ENTRE,JBEIh T
LY AT AOMME R L ET, SEEITHIC BN E, BT VAT LD
THHETELTRBY £

LBV DOREMEFME VIR —OBEMEZAE L TN TYH, ERFHENRRS7-0, 72& 2
A CEARHZERA L TWTS, FOBENRRR 720 Ll 2 D2 AT L3Ik A k8%
ALTWET, INHDOV AT LAORSERRT 5 Z L1k, RO B WLV MAE1T
MO TEERFECTT, ENTIHEBEINTHH250 TZett (B FHb X
BYAT AN RICE LEESIIENTERFEELEEA, ZOMBE LY, 12>z
2 K D ZRMRHI SR Y AT LOREBIONEFHBE B L TV E &< FLET,
F7o. BESH CITHBEARE AT LD 7Ly MELHEINET, #HEe 7
Ly P CURATLAZBREL, RO ANLEEINDCB I FRRRBREIYL T, Mrov
2T AT A RMEREMASE A HET — A TOFEEICLY . & HITEVEHE S ATHE
T, BT v R RIETER N EELFLET,

TWHIINWTEEE LI 7TV AT LADRGE /ARSI Z OS2 0 £ U CTHEFLB L BT
ij«o
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MASHE V- RFRT7a2—Va
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OOFF-X : ERWEEMET 77— —E R
et vz
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A&t 'L
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(SR S e
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H WFF:2017410 H5H (K) 13:30~17:00

% BT XU —h— ViR 401 g

E OB 204 (GeER)

AR EHATR L2, AIMRTE L R dEE] 1 Jaewoon Jungl, ZEFOE 12

1. B AWICRT R R R A TR - KL R AR B E T — A, 2. BRI A A o A
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Chemotargets CLARITY: An Advanced Analytics
Platform for Predictive Pharmacology and Safety

<<FEHEE>>

Dr. Jordi Mestres (President, Chemotargets, S.L.)

<BE5>>

The recent explosion of heterogenous data for millions of small molecules in a range of diverse areas of relevance
to drug discovery offers a wealth of opportunities for using that data to build predictive models for pharmacology,
safety and therapeutics but also poses challenges to develop advanced analytics tools that allow for visualizing
its complexity in a highly compact and interpretable manner.

In this regard, Chemotargets CLARITY is an advanced analytics platform that allows for linking chemistry,
pharmacology, and safety data. You can use it under multiple scenarios:

® As a pure analytics platform: to interrogate and visualize all pharmacology and safety data known on all your
internal small molecules, if internal proprietary data from projects is linked underneath, or on any other small
molecule present in any database from public sources or licensed from third-party vendors

® As a predictive analytics platform: to predict the pharmacology and safety profiles of small molecules, drawn
or uploaded as smiles or SD files. It uses 10 different ligand-based methodologies exploiting both public and
patent data. Useful to anticipate unexpected off-target pharmacology and to perform target deconvolution of
phenotypic hits

® As a predictive analytics platform and model builder: to predict the pharmacology and safety profiles of small
molecules, using the internal ligand-based target and safety models provided by the platform, and to have the
ability to construct models from data of your own molecules and/or third-party databases. Best option to
ensure that all models are derived from data on small molecules that cover your internal chemical space.
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“The Cloud is the only place for Computational Chemistry”

Gregory L Warren, Anthony Nicholls, A. Geoffrey Skillman

Many parts of the computer-aided drug discovery (CADD) process are a perfect
match for the Cloud. The first is the increasing requirement for large “on demand”
compute resources. This is because CADD calculations are becoming increasingly
complex and are being applied to larger and larger datasets. Second, modelers
interact with both biological data and the chemists creating compounds.
Communication and data sharing between these separate groups can be difficult.
Last, computational chemists frequently need to test or develop new and better
CADD methods, which requires appropriate validation datasets, resources for
testing and analysis methods. The Cloud can solve all these problems. This
presentation will show how the new OpenEye cloud platform, Orion, provides
rapidly scalable compute resources, easy to use yet secure communication and data
sharing between groups, and a workflow approach that allows for rapid
development, testing and deployment of new computational methods.

OpenEye Scientific Software Inc. ROA=">74 - Sv N %R EHICONT
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oriOn

OpenEye Scientific

A Cloud Native Platform for Computer-Aided Drug Design

Orion is our reimagining of computational drug discovery and design powered by the cloud. It
includes all of OpenEye’s software, extensive tools for data visualization and communication, useful
data sources and task-oriented workflows, all in a robust, scalable, cloud environment. Orionis a
‘cloud native’ platform in that all elements of Orion reside on, Amazon Web Services (AWS):

« Easy, scalable, maintenance-free

- Access to hundreds, thousands, or even tens of
thousands of CPUs

+ Unlimited storage and archiving via reliable
networks

 World-class data-security. Access directly through
the customer’s relationship with AWS, or indirectly
through OpenEye

Features
- Scalable environment via Amazon Web
Services (AWS)

« Access to ALL OpenEye computational
software and toolkits

« Results sharing via chat and text-like
environment with access privileges

« Easily handles large-scale
computation including data analysis
and file handling

» Seamless access to third party code

Www.eyesopen.com

A US Headquarters East Coast Europe Japan
9 Bisbee Court, Suite D 225 Friend St., Ste 201 Josephstr. 29 Sankaido Building 8F
Santa Fe, NM 87508 Boston, MA 02114 50678 Cologne 1-9-13, Akasaka
USA USA Germany Minato-ku, Tokyo
p—— SCIENTIFIC +1505 473 7385 +1505 473 7385 +49 22156936601 107-0052 Japan

+03 6441 3707
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