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> R-AS2OEROENFIEEERRBRTICDLT,
FMODB @ Web -1 >4 — J T - X & K U BioStation
Viewer ZRWZ#ETNMTHONIZ. BEMRFROREIEZE
BNITDEHIC, —EDMD RF VI awv MEEICH
9B FMOSTETESNIEE/ED cpf J7 1)L (IFIE &
EDEBHENENESNIZT 70IL) K5 1 DOEIF
g cpf T 71 ILDIERRZE TV, BINF cpf D71 IL%E
B zEREINC.

EARLELUT, HHE25ROENE. BNERHGFREZ
EHDEI0RZBADIEMMNHD. Fa—bHMUTILE
DT 2T — MERRENSEBBORIFEICHET DEN
TEL,

RE . B8 K (KIRKRFRZREZATRD .
B8 T (EiIAFRREABICFATIRN) .
hNEE =—E8 (JLMKF)
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TNTNRMET L. KEFEERDHRALIE. SNEHN0RAIC6 TIL-—TCHOMNTIEE. BJIL-TENEN
TEEREZTV. 2BFEIICHIZDERRT « AHOvSa> EUTILIA LATOREMICERDEAT.
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ATF—FYTORSNIEEBICEEANST,. 8T —TOBTERRBRTIE. ERRERMTONZ. F(C.
S NLT A LR SO XGBoost 7 EDHMF B (C L DEFL FRIDER., SEEE SRR SN T DI DfR
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ARTF—HFVY>TIE WHREER —YEMBATED. EETETIMRRE - I>E21—FUY—X (Trusted
Research Environment; TRE) &, 7V >OxJH—EX (AWS) LICHEEL. BAOLYP I %ML,
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Sl BEET—5FD0T0/I\A(5F—-TH3 IMDC KRS, EET -5 OFMIREOTO/\145F —ThbD AWS,
ZUT, T—APAIFTA A M —ECNUTT—FYUNRESNZ. FIZRBRED/\>F v INREL
EEEC, MRICER—FEHEL. ZOBNRBZENS LT, 7—FHAI2F7T o A MBI TEDLDICT
BIEHICFE. SEBE. COLDIREET—IDT—FYV2OBMDBEHFNELELITONDZENEETHD.

COBEBBO LT, SIIEDER. T—FZRHEVZIZVLZHRRSE IMDC DRI - Bk, V5D RER
BIEBRICSHBOVWERZWEZIZIVY D170 —EX v/ \CERSTOKER. CBI F& 2023 FARBEMGRER
S5WNC CBI Z2BHBEOERICODLIDFSEERL LTS,
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BIEODFONRT A IRDTEYSa> Tl FTEAERFOEEFEIAKID "Development of a Prototype
of voice-operated VR Molecular Design Environment" [CDWTITHERVVZZEWZ, IEEOARIESIEET )LD
SBhaek. SRERORRZEAL T, KDESRNICIRIEFCEIEFRRIEICKD VRRIEZBEITDIIHHRT.
FRETCHBITDIHADERNEFENDIEDTH o lce RICERRRZFDEHKR—BEIETAKD. "Deep Learning-
Based Deconvolution of Confocal Laser-scanning Fluorescence Microscopy Images for Enhanced
Visualization of Giant Vesicles" [CDWTIZREXWIZWZ. BTFOEERTHIEARTTILD=ZRTHEE
[CDWNWT, HERBEMIBEGRN S VR [CL> THAREGZEDIFEZME LI EMNRES NI, REICEHER
TEXFODFI T JF (Yuhui ZHANG) EA M5 "Large-scale VR Molecular Rendering for Co-creation
Environment" ODZREREWZEWz, =LA T>S2ZFIALT. VRICKDUTILIA LRDFEIAFT =D
2D EFIR T BHAR T, 100 FAIFLANILDOERRL >AF U DI %TEEICT BEDTH DI,

BEDODNNAAA D TARTATADETYZ I TIE. TTRBARAZDOHEFKEZTA LD "Application of
Machine Learning Models in Prediction of Disease Therapeutic Target Molecules Using Gene Expression
Profiles" M BEZEWNZZWz, BEFRAT —FERVWCHMEB CKDBES - NERDSDELFE
BAEIDTVILITVIALTHD., BBEOKRES -5y bO/\UF—2 3> - FAES 5y MREEOFHERE, 7
ROERIHIEBCHFIEINDICRIRIZ >z, RICKREE BEHEBEETALD. "Gene prioritization using a
genetics-led approach for target discovery of ALS" D BEZWZEWZ, BFERIERIZRELEE (ALS) (CEH
29—y NEZRDESH. GWAS - eQTL T —F(CT2 )\ DB —REDRBAR EDAIEBIERRECHEAEDE
EBEFTSA AT« - A12FTVIRDBED, BLFRY ND—UFMCKDA— NI 7 S —FEERTOR
HRE, TREANZXLWEES—TY MCDWTOEREIFEICEER CTHD ERUE. REICRILKFDKZ
B2= AMM5 "Elucidation of trajectories from healthy state to mibyo and disease onset through large-scale
specific health checkup data" DZRKEXZZIZWVE. RIEAT 1 DILATINDDEEZT —F =BT, R
TRREEMN SRR - BIR(CEDFE CTORBZEADNE THAT - AIFE T IERNFECDODVWTOITHEECTHD. K
HURIRAFRTNEE T — S DFENICBVWTERRY—ILTH DTz,

HEEH 40 BOSNMNH D, EHRXT A AHYSIA>2RXNDITIENTE. CDBEHHB/OLT. KBRE -
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2 I\OBDEERS LEECBRIDIRIED T ZER T D VAE ZE > IZF UVETBEFEEBNUE L.
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53BP1 HIRODEEETIILOBECDVWTRERL., EHOEGISRAzECHtETS I LERERLUFELL,
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[CHUT. R XAREUEZRAVWTHRE T DEHOYMEBEE O FEMEDRRKRELZ1T DD FEEEMKITAIC DL
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BRFEZREL. ERICEEMERTEZEAR (EGFR) ZETI/IL—XREUVIREFEOBAFGEEZRERUE U,
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ERFEONRFI—D(CEUTZOMBEREEERL. £ERFEDORFI—D(KRDSNDEMZDRFAC
DWTHEKRENFELEZ.

003-06 Haris HASIC %c4 (BRI EKXY) [MEEMERRIETAIC. TSTA> MISEFADZEERAZE
FIATRZET. BNRSNIZERT —FIRN—XOP TEFAEE SSHERE Z M LT IFRMDIFECDLNT
RBREINFELE,

003-07 B8 T4 (FBIEFIATA) N5 FMO EBICKDETEEDT —5FX— X THD FMODB DERFTDET
BRIMESECDWTIRENS DUz, SBOT—FBREICLD FMO STEFT —HDIRR,. O, LEE(C®IIS.
BT — N BIRAEOEEEMER EDDFICHITIAREICE D TERRIY —RERDIENPFITEEY,

v 3> ERZELUTEMR 60 RUUEDHCTEMWEREE. BDFEMRVBEERRHSRAMTDEARR E(CDUVY
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Aty 3> TRENID 7 2DFRESC. BIRCHITDTEFRIMOBECASH 2 ZBNMVWZEEERD
FEamnMTHONE LIz,

04-1 Mochammad Arfin Fardiansyah Nasution K (KFK)
SEEANSZE., SARS-CoV-2 Nspl4 methyltransferase &. ZDPAER| & DOBE/ERICE T 3R RTER
rIRE SN,

04-2 Suyong Re & (NIBIOHN)
RIF REASFOMHECZENZRET DD, IERART I BONENRIBEAMEB N E>SUIFAT
DRRZEIRE SN, DRMERHIR DIAH SAEREFIBRRA OB EIEF N,

04-3 A% (F5h K ERIX)
AEERE (qBH2) DIEHQMIRIFHECRICHIBZA SN CT S/, QDPR-NADH-qBH2 &4 D 53 F &
HFZZaL—2a2ZKEERAL. BERZHAINIC,

04-4 JWFEY K (RIX)
{LEMIEEIRT Y SOFHEEMT N E]EE/R DeeplyTough DRIERZNE I D FEZRFT SNz, BREBHDNR
B, 92\ OBIBEDESETDER. REBHRZMADZEOEERRREZ RSN, ORREREEZRE.

04-5 Al BA K (EHRH)
BEDOMD =1L —>3a>#HRIE (CBIHM) DBNZINZ. 21 ML TWEEZSEIFRMD OFEH]
& U TIEENBEZ ORI RRZ R 2 IRAE N SR WV IZ T 3 EANIRFSIEBICR> TV EDT L S8,
11, 12 BHEDMFICHEBED.

04-6 A F K BKRXEHUHD)
MAP2K6 M N K 43 FREDRAZ LD p38 aEDIBEFR(CDWT., F 2 /(OB EEERBFEN DD &
ZZX BN TLVD IDR OEKF ERRFIRRBOBRIC DL TIRET 4. MAXS EUNEIRAELE(C K DIBERS > )C
D DFMIMBEZFEIRE TH D B RSN,

04-7 Yifan Hu KK (Wuxi Biortus Biosciences Co., Ltd.)
EIH/RMEEZ D PROTAC BBEAD cryoEM ZiRET SN, SRS D 2 &ICRKkIN. &5(C microED A
TR CARATH D EERENTT.

#9 40 LOSHNE TR —MDZEROTOIN. ARG\ DELR
DESZBERHBIDZENTEFT UL, THEESNIZTES®
SMEBOER. ERICSRDVWEZLEWCAREG®RE, BB
EEER(CCRD TR U LR T

RS FE EX (KIEERRILFERAS).
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2023 fFFASOmMAERE

001-02 GLDADec: Guided LDA deconvolution enabled us to identify cell type
proportions
Iori AZUMA, Tadahaya MIZUNO, Hiroyuki KUSUHARA
Laboratory of Molecular Pharmacokinetics, Graduate School of
Pharmaceutical Sciences, The University of Tokyo

002-04 Application of Machine Learning Models in Prediction of Disease Therapeutic
Target Molecules Using Gene Expression Profiles
Narumi HATANO', Mayumi KAMADA', Ryosuke KOJIMA!, Hiroaki IWATA®,
Yasushi OKUNO'?
'Graduate School of Medicine and Faculty of Medicine Kyoto University,
’RIKEN Center for Computational Science (R-CCS)HPC/HPC- and AI-
driven Drug Development Platform Division

003-01 De novo inhibitor and activator design from gene expression profiles via deep
learning and Bayesian optimization
Yuki MATSUKIYOQ', Chikashige YAMANAKA', Yoshihiro YAMANISHI"?
'Department of Bioscience and Bioinformatics, Faculty of Computer
Science and Systems Engineering, Kyushu Institute of Technology,
*Graduate School of Informatics, Nagoya University

004-04 Study Improves Performance of Pocket Comparisons Using Machine Learning
Risa SHIOZAWA, Masakazu SEKIJIMA, Nobuaki YASUO
Tokyo Institute of Technology

005-02 Structural and Computational Insight into Dynamics and Intermediate State in
Activation of Orexin 2 Receptor
Shun YOKOI™?, Ayori MITSUTAKE®
'Department of Physics, School of Science and Thechnology, Meiji
University,
’Structural Biology Department, School of Medicine, Stanford University
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006-06 Transformer Encoder-based Generative Adversarial Network for Design of
Polypharmacological Drugs
Kasumi YASUDA!, Chen LI*?, Kazuma KAITOH"?, Yoshihiro YAMANISHI'*
'Department of Bioscience and Bioinformatics, Faculty of Computer
Science and Systems Engineering, Kyushu Institute of Technology,
*Graduate School of Informatics, Nagoya University

007-06 AdaSplit: an adaptive dataset split method
Nathan Robert LUGG, Thomas PEACOCK, Joel C FORSTER, Ross Henry
JOHNSTONE, Benjamin INGLEDOW, Koki SHIMADA
SyntheticGestalt

008-05 High-Resolution AFM Imaging of DNA Structures: An Approach via Cycle GANs and
Virtual Reality Integration
Xiaoran HU" >, Qing LIU?, Gregory GUTMANN?, Masayuki YAMAMURA!,
Akinori KUZUYA?, Akihiko KONAGAYA> *®
Tokyo Institute of Technology, Kansai University, *Molecular Robotics Research
Institute, Co., Ltd, “Keisen University, >CBI Research Institute
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2023 FENRX MRRASY—E

P07-02 Automation of building ML prediction models using in-house data and
development of prediction result response applications
Kan SHIRAISHI', Takayuki SERIZAWA' , Ryo KUNIMOTO"?
'Medicinal Chemistry Research Laboratories, R&D Division, Daiichi
Sankyo Co., Ltd., *Discovery Intelligence Research Laboratories, R&D
Division, Daiichi Sankyo Co., Ltd.

2023 FXRRRY—E

P01-10 Applicabilities of Neural Network Potential to Predict ligand-RNA Interactions

Hiroto ASANO!, Hiromu MATSUMOTO?, Shu OHNO?, Yuma HANDA'?,

Asuka HATABU', Daisuke TAKAYA', Kenji IKEDA', Yu-Shi TIAN',

Kaori FUKUZAWA', Kato KOICHIRO?
'Graduate School of Pharmaceutical Sciences, Osaka University,
’Department of Applied Chemistry, Graduate School of Engineering,
Kyushu University, *School of Pharmacy and Pharmaceutical Sciences,
Hoshi University

P02-11 Comprehensive structual analysis of PROTAC mediated ternary complexes using
enhanced conformational sampling methods
Genki KUDO!, Takumi HIRAO?, Takatsugu HIROKAWA®*,
Ryunosuke YOSHINO>*
'Physics Department, Graduate School of Pure and Applied Sciences,
University of Tsukuba, Master's Program in Medical Sciences, Graduate
School of Comprehensive Human Sciences, University of Tsukuba,
3Faculty of Medicine, University of Tsukuba, *Transborder Medical
Research Center, University of Tsukuba
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P03-06 Computational-Model-Based Machine-Learning Prediction of Regioselectivity in
Organic Reactions: Application to Electrophilic Attach to Quinone Derivatives
Yusuke TSUTSUMI', Manabu SUGIMOTO"***

'Graduate School of Science and Technology, Kumamoto University,
Faculty of Advanced Science and Technology, Kumamoto University,
*Institute of Industrial Nanomaterials, Kumamoto University, “Center for
Green Ammonia Research, National Institute of Technology, Numazu
College

P03-11 Investigation on the Transformer's learning process of chemical structure
comprehension
Yasuhiro YOSHIKAI, Tadahaya MIZUNO, Hiroyuki KUSUHARA
Laboratory of Molecular Pharmacokinetics, Graduate School of
Pharmaceutical Sciences, The University of Tokyo

P04-02 Development of efficient process to extract SAR knowledge from literature by
using CCR algorithm
Kosuke TAKEUCHI, Takayuki SERIZAWA, Takahisa SHIMIZU, Shuhei UESUGI
Medicinal Chemistry Research Laboratories, DAIICHI SANKYO CO., LTD.

P06-06 Identifying suitable AlphaFold2 protein structure models for improved structure-
based virtual screening
Keisuke UCHIKAWA, Kairi FURUI, Masahito OHUE
Department of Computer Science, School of Computing, Tokyo Institute
of Technology

P08-10 PROTAC molecular linker design using fragment linking method
Ryota ISHIZAWA, Masahito OHUE
Department of Computer Science, School of Computing, Tokyo Institute
of Technology

P08-15 Application of Parallel Cascade Selection Molecular Dynamics for generating
virtual screening models
Takumi HIRAO!, Genki KUDO?, Ryunosuke YOSHINO?*,
Takatsugu HIROKAWA®*
'Master's Program in Medical Sciences, Graduate School of Comprehensive
Human Sciences, University of Tsukuba, Physics Department, Graduate
School of Pure and Applied Sciences, University of Tsukuba, *Division
of Biomedical Science, Faculty of Medicine, University of Tsukuba,
*Transborder Medical Research Center, University of Tsukuba
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P09-04 A Graph Based Method of Pattern Mining for Spatial Transcriptome Data
Ayaka MAE!, Shigeto SENO?, Hironori SHIGETA', Yu-Chen LIU?,
Sangeun KIM?, Daisuke OKUZAKI?, Ryoichi MORI?, Hideo MATSUDA'
'Graduate School of Information Science and Technology, Osaka University,
*WPI Immunology Frontier Research Center, Osaka University, *Graduate
School of Biomedical Sciences, Nagasaki University

P10-04 Establishment of the precise early prediction models of low-birth-weight for term
and preterm birth groups based on genetic and environmental factors
Satoshi MIZUNO', Satoshi NAGAIE!, Gen TAMIYA', Shinichi KURIYAMA',
Taku OBARA', Mami ISHIKURO', Hiroshi TANAKA?, Kengo KINOSHITA',
Junichi SUGAWARA', Masayuki YAMAMOTO", Nobuo YAEGASHI',
Soichi OGISHIMA®
Tohoku University, “Tokyo Medical and Dental University

P10-08 Elucidation of Mortality Triggers Using Temporal Predictive Models
Tatsuki YAMAMOTO", Yuzuha TSUJI?, Minoru SAKURAGI?, Yuji OKAMOTO?,
Mayumi KAMADA?, Yasushi OKUNO?
'Faculty of Medicine Human Health Sciences, Kyoto University, >Graduate
School of Medicine, Kyoto University

CBI2023 Like! Poster Award

P01-12 Interaction analysis of IL-10 receptor complex using MD and FMO calculations
Toma MIYAGISHI', Kenta KAMIMURA?, Yuma HANDA"?,
Midori TAKIMOTO-KAMIMURA'®, Mayumi ENDO *, Koji OKUWAKI?,
Yoshiharu MORI®, Shigenori TANAKA®, Yu-Shi TIAN?, Daisuke TAKAYA',
Kaori FUKUZAWA!
'School of Pharmaceutical Sciences, Osaka University, °School of
Pharmacy and Pharmaceutical Sciences, Hoshi University, >CBI research
institute, “PRISM BioLab, *Graduate School of System Informatics
Department of Computational Science, Kobe University
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Sivula, T.; Yetukuri, L.; Kalliokoski, T.; Kasnanen, H.; Poso, A.; Pdéhner, I. Machine Learning-
Boosted Docking Enables the Efficient Structure-Based Virtual Screening of Giga-Scale Enumerated
Chemical Libraries. Journal of chemical information and modeling, 2023, 63(18):5773-5783.
https://doi.org/10.1021/acs.jcim.3c01239

BHROICEMZEATABBER D V-0 TSUDERE. RyFICEDIN=FvILR
DYU—Z2JCFETEFIRSIRBEERSMFITND, #ERDIN—=FI)LROU—-Z2TFETE. 54
TSUETOAEMCHUT RYFIT®ITDOICOH. PRERME. STEREDDORNSHEZMDTND, H
WEB (ML) ZFR ULV —ZOFEEABIRES A TS UDEEMH St Uiz —E L& (Sxd
LT RYFIZITV. BN RYFIIFT—FZ RN —Z20F7—-FELUTERAL. SATTURK
DRYFIRAT7EFUTDFETHD. €DEH. MLROU—Z2J(FERDFEL D BRI TR
DYU—Z20NTED. SO #IRFBCLDIFHRAT—ILSATSUDMERNR/I\—Fv)LAIYU—
ZIODRUFI—DCDNT DRI ZBNT B

EEBE. MLAOU—Z2JFED—DTHD. macHine leArning booSTEd docking (HASTEN) %=
RAWTFART—ILSATSUIEHUTMLRIY -2 %T0, RO\ —F v I)LROU—-Z>2TF
EMD—DTéD Schrodinger Glide DIER LB UTc, MR I/I\TIET S ARERNRU TS AL AR
O> (SurhA), 2oV GEEFF—T (GAK) D2 D, TL TSI SUICIE Enamine REAL lead-
like screening library(15.6 {818 ) Z#IR Uz, 5TEHERX—/\—T>E1—4®D CSC Mahti. Puhti Z
AU,
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BIFIEHASTEN (L&D MLROYU—Z=2JDD—0TJO—Tdh B,
1. REAL lead-like screening library @ 15.6 EEDIEEYINS 0.1% 2525 LA TESN
2. BENALEMTH U T RYF IR A7 ZHE (BEDRYF>T)
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Fig.2
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EZDEBOIEECHATZEVNDSTHTHE L FE—HBICAEBSLTHEVWEWLWSEIFENEVEEULET,
OA TlERA(CHRAIMEEYMDOERK(ICEDEAHE Uz, FTHEDDIFEIRICTK D TLWBDR/VAFUMNS
DIFETHFHFRYFY —ILFEERDEFMEEEHK TT . COLEBELDRIFIEIAICIE. SHETUVSA
RERD, RAEFHARE 10 BEFEEEZRNRZ TOCIIS—FIIL—TDOIRT v —(CR>TLE LU,
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DI —TOHBEHBE(CR D TEZT S, FAF—DDEECR DM > TWLWELE, ZNETHIAG. LW,
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& FDA DBEZREZ (T, FH APL (EDMF ZE&< E2ANSIBHRIERDFEFA. IFILEI>2 hDH%E
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THERH U TNET, HEF Evotec (FBLTHREOEL(CREEZEEHUTVWELEDT. BFEDICEEDE
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NICHE> T, ITICTOCRIEZDTIL—TZBN TOWEADAEERR(CA RTLABEBOTNEEL
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RODFUZ. INEBDTI T (IR TSITA FEWND KD A ZsHD Reduced Complexity
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NICIEBRTED, HFEMAEER. XBMRRE., EEBHREDI DR NIRBI D ENHEKET,
feEZE BEEEHQIL—ILCEDOWTRBER RSN TUVWKRBEDERM, TOEEZIFTal,
TENHEICO—O2HICKDFHFENRTDRON. EREE (JLEHEER) 2L <SOCHEHEEDER
ZRDOHBERRBROM—BERERACHONDET., KRFBFESLIFICELEFST. FMO DET PDB D5 > /X
IEEEWOTHD E. BICIEIDNSETR IO RN D IEIEHENIREEERAN S B CBICESED T
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5TY, TIMS, BIREDKFICOOIELDSIC/I\—REVDT MOEFE—NSED THDRITNIERD
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BEODZ(F, 48DV > EA—HRY NTDIRRNWT., 16CPU AFDISAI=EEDFE U, UFVIR
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FA(E 3 D-RISMER EDBFEDOHECNZI T, MDD =1L —2 3> TROEKDDHEZTDIRILF—
=Y DA EEREBEORDZB TCELHEELED. KZEZELUIZE QM O—-J & FMO ZAa»E&htETH
=D, WBAWNWBRRPDAEHUTHELULEN, BARBMNNREITEVWDSEDERDIFTBZENEERFEEAT
Uiz,
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INAFURCESULT20F6E2/12C3. BRDEROEITENEUBOTETHUR, KAMRL
=, —ABS5UZE U TWERIICEHSHNIRIEDERNME TEZDTY ., BEAFTUINST IR
TAEERERD ST A H—EIREZFE > THLLUTWELRED, EIRED U DEH. KRE(CA
FUZANNSTIIHIGICITEEEDILDICR>TEE U, NMEMERICAFFLTESS(CLTE. Bsl®
A EIMCVWDDTIFEE (CRDFERA. —ADFORICIEFBENDIRBEH ST, FFPORIFEZRR
UET. =T, BIELZEURITNERDEEA. FADRRIZED 50 ZBX TLELEN, HIEEDRERS
EBEEHDIDENS., ECHTEODTESIBEADELIEFE > TVELE. COHWRIAHEREIC
FIBBHINET. BIELZ U TUWEHIRIE 2 E<SWE2 2 EBWVWEITH. ZOM. BARDEEPEDK
ANTIEBZFTIFTELD, IRTEHETFSECTEHNRSNTUEN, BEAAYEI1—-(CTSED T EFHE
FEATUR. I—2122 hEBUTEHERIEAUTURZ. ADETTWEESA, EEEFHOTULE
Web Lt (C Schrodinger H'#U < EHRICA T+ XZHE. Application Scientist #E2%£ LU TWBDABEIC
EEDFUE, VIRNIITDFTOZAIIYR-EWDSEHIETI N, Schrodinger DEARDBE A
(& Evotec TRIEHBEIATRZ LIz &EED/I\— hF—E% < AHEDTELFDHEFKRTIEIRVIATE. Fdb.
AIEMRDRDICBZIF U, ZDWF, FACED TEERL D ZDIF. Tz FH2FEEHIC Evotec D CADD
JIL—TDOREEHKE Schrodinger (CERREL TWLWES ETY . AR EROHEBIREENT I NIESMNS
T, ALK EEQRBEFE>HYE1—ZERIFEIZITT. oI R<BARTHZEB?CENHERZDT U,
ZDCZAICE. BAISHAFIUIANS [HBRIEGEHRADISIEN. BRICIH TS ENHDDN? |
REEFUMIBNBELIICBRDTUVELSSWVWTINS, ZNIZFEICRDETIC. ZOMITBIFHAEDS &
WMTEDBNTES UTeM/FIUXEBNBDEFACEDTE. BECE>TEETEDBWTETUR. BB,
25 FFICUIZDERIUKLSIC, EH DO UNASHZ/ B US> CTAEARCR > TEZDTY,
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9. BXRICIBDOTET : WaterMap £DHEWL

BANE O CTETHSEEZTDERK CI . TNETICH. ABDPRBTIHINDZEFEHDFELLEMN &
HTHEATHDE., ETEEDTDEDELSICERIFRA. BEORTEREFEFTDICHEEEDIADEZR
Fth. RE—H—ZH U T RICEBSSEUVUTVWDAZRTEHBMITTHIFEFA. TLR—5F—I(C
FOEHEERIMSHBABLTHOVNESDOPREE T DI LRED DI T, BEUNTESEEERE
NMRERA. BEDEESATZEDY =17 IUEENTZE (FUEE LUK TERZITNEREN T, BX
[FHURR R, ERUFET, BICERENZESIROME LNERAN.

BIEEIARE. Schrodinger DERRA T4 A (E4 ATRSY—KULTWT, #AEZ5 ABOHETULRE. (EH
D 4 ANl& Schrodinger DY J b T 7 DRFE EHR— MCRVLVMEBRZEFDAEND T, ZBRENTZEHE
DUNIBVWADIFEWNCETER> TVWBLDICRAF U, ABEFIRMHR—rEWDS KD &ICh<
Schrodinger MY J b T 7&ED TRAIMNFE RS EZP°DREV, EWVWDZ&ETRDFELUE, VI DT
TDAOIN\ZEELULS —SHEAFENDIDEZS EEBo>TUOERAIICEETERBIMVIERTLUR. TEZNR
5(E. EWSZETEEDIFIZDA WaterMap T9 . WaterMap ([CDWTIE. &>/ OBDRE DKL
BEOBITEDTIDILE U TAFURICWESEAIMNSEELTVWE LR, TIMS, STV IRIT
VZBRICEZDRENFICADIEDEIARERFEETLUR. B&DEZDEICHSED DM, Harvard X
FD G. M. Whitesides D5 > /\IEDKHCRET D —EDAFHI T . FF(C. “Is it the shape of the
cavity, or the shape of the water in the cavity?” Eur. Phys. J. Special Topics 223, 853-891 (2014)
[FEENRR TUIZ. CDEMNS. DZUIE. Schrodinger DBE AN SKBEESNILEBPPES T
BUTEEBEORIREZE S >\ OREOKIVREOFERZIDOCLTEE(FES LTV ASZIRD
FURZ. ECH<ARMNPARDFE, SETHERIDOMRM O EEGRRO UK HNRICIANTET
FRDRED ECANBDFEHA. FICEIRICTED TLBDIE ERATO MABETO 7 b &EDHREIH
. “Water-mediated recognition of simple alkyl chains by heart-type fatty acid-binding protein.”
Angew. Chem. Int. Ed. 2015, 54(5) 1508-1511. T9 ., &HDE=D DB - /\L)LiEE%=EFD FABP3 D
RCIHICRAAFNTOT « —ILDORIRD TZKDF DI S A ZIBDIAL & & TR DIRIRI/RBERHES &
OFEEZTIBEIC T DD FEILDICIE, EBETDEMNDTY ., £D3ITDLTWLSBDEIC, Schrodinger
FRHOMHNZRT CEHIRILF—EBIECLDVUL S REYUIN\IBEDIEHRT T+« Z5« FllZa]
BEICT DY —ILDBRICEDEHEDHE U, FEP+ EHENDCDFAETIE. 7HICEZ 1) BIHES
72T, 2) BKFIDZR. D 2 DO DIGHEOHEANTIESDFEIN, To50 EFHEiESNTLT.
EBICEREDOBVWFELZEVWAET, TNICIMA T, RETIEY/I\OXRAEDBFNGR pH DEVER
BRUZT0 M BEOEERB IR EBEDIRE D K DIMMEEEDBIMMEE SN TW T, DD FRMEEE
BICEIREIFSIRDI AN SDFEEND UT DR EN TR HRFZEIEICR 2 Z ENHERDDIFARE
(CEERCETY, CTHE, SHTEAET U IDMAERITDIZENELB>TEH UL, BXE.
BNDFHEOAFR#N DAL — S UTZRADASR, LWDIETRBOD D FER#IRR Th DR EHiADIE
BERICITEAEWZDE. £<BSENRUECETERLS T, ANEBROKISREDOZERL T (CEENE
B Ao

10. EVWZBEDZERE

BREINET, SHETHDRMSEEDZHICHAFIZLTND, ERUEZEREEALERNLD
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[FHODFBA. TOVSEDBFRPODHA UNEERRVDICE. FADEVZIERAREEBHELTNDELD
TY. FEIVWDDBZIFEDRICEFNH UL, REAXFTHEF 2. BEEUAFTHIEKMEZDMFRZ U
TWEUEZ. FICRIIHBRFESL. —UIREZEHIVWATURZ, RICEREL/EFTEEENHO(C
EMMDST . ROABHEECKPATREBB OOV, 7205, EETUR. REFSADSBT
HDINESZEDHFR(E. XD OPHERN, EENTORBRAET, BICEDEHZEIRWNVRRET UL,
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WMNWC B, RIGEATESSEEVWDSESREBE>VNODTVNSEDERA. FEEVLWDSDIEIZBAREBDIEE
BOoTWEURZ. COMPEBODERER(E. FAICR (KFA) (LT DaFREIR O EIEXFIFE Uz, LU,
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HADSMCHERZH UEESE, SHNSTDERCRBOEFENNN > TLELE. TDE, BFEOIIC
HIZRADR (F, [HARIRE. ECTHENIEICLUTENEDRNEBRODTVET] EEVVKDZEDSTY,
CORDEEN, SHHROBRBEHESHIROFICADE UL, RHICRS5UW—=T. B&ELTHL
£, HhDEZRMOEIINE. Fo>ISRATUR.
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CDASALF CBIEFDEDEETIMNS, AK, BVWHREDHISADINMNSDFv )75
TIUDKDR. RNEICEALATTHINEBDTLLSIINE. ADEVWCEDNZEDX S EEIZR
TR EFETERBRIFEA. BHENIC(E. BRROXEDENED, RN2Fv—RETESTDIOAYVEN
ENSLVWCERFNWKBSEEITZOTULL DM, CZTHRMNEARL [GHE] ZENR L THIDEENH D
TL&EDIM. DT DEDCRUDBERICIE. ROWAFUREFTRADVNHEINMMBEAEENHD LR
WET, B BSADFVrUT, AEFESADED, BRDES LS CESNELVDIELEBNET,
INEPHNKESHEWNWEHDEFEA. TNHARAYE-ZEEXE AyE—2TLL DD,

CBI EFORIOS AIBHEE

SAES 2L —F a4 > H—RRESHOHRIEE(C [FADF+ T ZA~RDDEENETDOH HEFE
35 FEERE~] DFA MLT. CEEDOMEDSHCDVWTTHR/LUTCESTELR.

MRS AL 2010 £(C Evotec @1+ XH'5 FMO % (Fragment Molecular Orbital method $%)
DRIFEIGANDORRZEX . CBI Z2BHREDRICIRNE UL, REEGS 1L —FT 0 > H—HOBXREAT.
Senior Principal Scientist & UTCSERHRTI N, TORVRBIZNREBREZBREICIHEC(E Z<D
AMBIETIAENTNET., IRSTADFvUPICE. Z<DEFICED TRHRETIEMNED(EHSNTL
F9!

HEOBETFRICHEMELTIE. BEFHUWREPCRERESFTET . £z —#ECEULTTE
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NS EFREDHREEDSHHIASTRAS., BULKZRICIZDEEZEBEIELT
EDFET,
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HEAN 1 REEL (PRTSARE®). P = (Meiji Seika T7ILNW) . FFREZ (B—=M).
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(2) 10:35-11:25 TQSimulate : EFHETRESI =L —>3>%2FZX 3]
BIF = (QSimulate tt)
(3) 11:25-12:15 T[Combining positional analogue scanning and free energy calculations for
rapid progression of hits to leads|
Dr. Mark Mackey (Cresset 1)
(4) 13:15-14:05 T[BFHBSFEEEERAZZRBLUILA > UIRIEDIZOD. EFLETAEZ
SERUSTEEDER ]
B Xy (FBFIKZE)
(5) 14:05 - 14:55 [ RIEMARDLEDHODFENFI ZaL -2 3> 7 —FZANTHRFE ]
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#&(C QSimulate HDIBIFZHELD, EFEEEBWNVES 2L —2 32 (CDVWTITHERVEELE, B
CHIFBDEFCFOEEHICET IIHADE. 2FLF (QM/MM) Z{E> 7z FEP ETEY 7 b QUELO DIE &,
ERABHBOEEICLIBEBR LEOFZTBNMVEREWE, £, 7AXRVUY-—XOHE-EEERIS =1L —
= 3> QuValent EZRBNVZIZVVE,

RIC. Cresset #£@d Dr. Mark Mackey h'5. FEP OEARFIE Pros. Cons (CDWTIHEBLZ/ZE. FEP =
HIR(CRITI B EHVEIEER Flare X2, Spark. Blaze W\ T2@#DY T MO T PESEBNMLEZVLE, GUI (&,
IA—H=TJL > RU—REERERODTHD., AIFEARISER LIV EBITHBAVEREWZ, FYI NI 7%,
COVID 3CL protease FAZEFIFAT/RX E TERICEEMERRITERAL. TOEMEZRLTWLZIZVL.

BIIXFZOR)IAMEENS(F. FFHRBGFEEEEROBEECDVWTIBEWNZZV . FITRERMRIE
HASFRMBEFRICDOVWTIHBUVLEESE., RICENSZEIRT DO FREMEEERLS (molecular interaction
filed, MIF) STESECDLTITIBNAVVZIZEVZ, REICERDMZELLIY D distributed electron charge £5)L%&
fEo>T/\OF U EEZERR T DFHCEERWZEV,
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COBEEBD TREHLEB U EITET.
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