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Structure Diagram Skeletal Topology Atom/Bond labeled SYBYL MOL2 format Pharmacophore labeled
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U U 7T T\ X 2 ITb&le & v X 7 B OFLE % ] 5 BRI IXBEAF O FE R AT 72 38 2L
PRI A AN D Z N2V 205G BICERFERFE CILEM T 0, £724 7 ED
—RIEE IR L CZ O ERAT 2 &V RICESFEEEO S WE—7 7 S Y DX X T ERT
EEZXDI LIRS TLEWMHAEEARY NI =21k T I VRX R IET7 710D
T )T = a ra BEANT DS TR L AR OMEATIZRAE LT LE D TRt @, T LA,
HAEHAZRAL S5O BRSNS T T 7 A M ERry hToOar 27 N EERK
T DD O TR & BT RS A A D SIVTHEEHA DR DT s L x
7o1E D DHELREV43], ZOFETRHSNTZARRESEE T O—D2—2/3/hSWNWT7 7 7 A
YEEEISZWEEDT I VBEIIONT THY T X LN b GBI TICHHBLL Y 5 b O
Toh DA, A7 10,000 3 HEE ST OAE DO EGHE /Y% — 2 (GRASP Fingerprint) & 72 5 & | KZ
BRRANZ LT U B _XT M EEH L2 WSTIIEHB LS5 0nWb DO TH D, 2 b Eksy
T & Z O X7 — 1T DrugBank 7 — Z I DL F A4 BMRET H T LY XA KD S
NTEEHLDOTHLIN, XX EDT —4X—ZPDB THEA YU TV PRI TWAHEEH
X7 D H B DrugBank (ZFFEE LARWVFAE/EA LT THHILLTWZ L bERSNTEY, £HE
RERPEAR AAER O —IREEEIC X DR O FEEMZ RB T 5 b D LB X TWD, §w Tk,
FERICHEH SN TR b AEBEA T BED 2 LT IE T O 7 7 A% ORI E~D~
v B 7' R>, PubChem BioAssay @ [VEMESH U | L5 140,937 f#l & Druggable Genome D H:#E %
729 6,919 fH D 2 X7 B D4 975,243,103 X7 (22T, DrugBank DR 11,219 8 A /EH
TR D BN 10,000 #55H5E T O AT AR OFELE LI LT > T b,
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5. BHYIC

AR TlEFe x OWFFE[4]1 DT 512 B D L HAERFE AAF T O JE2C >V TR L7z, KRB
N—=2DAY ) —= T[44]. BWEHR—ZAD R 7 Y —= Z[45], 72 EHEVER TR 1ZHELE
ORI FEFNRE SN TEN, BELEFEFEETOFETH Y . GPCR O LIKHEENZE
DHER[46] % B2 LTS EAEMNFE AER OREEA MENT[47]. ZEEMEZFRIA LX) —
VN9 D AAEH OBEEE FiRI[48] 7 EEIBRIBR O EN R E STV D, FIATE 2 EEE
72T — 2 O L EAZN QSARM-QSAR)DBARE % & 6>, At DIFWMIT AT ORI L v %
AR AR OB RPERBIC O W T O T Z & AR L2 0,

i

HEOHKSE 2 THEE L AARESBEE TSR b N EERa A Y FETHE E
LTEMRETBEOF 2 [T KREBHE L ET, Afa TR LRI RE RFE O B g R A,
HRKFORBZEAE L ORI E LTEBINZLDOTT, £, AROBESTAEIL,
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FERRICBITS 871%] EWVWH Y —VOFEVE

TAT T ARG Fl A6

1. FC®HIC

FEAIROBMBRIZBN T, FaxIEFIIRA R EICRER L RTNER L0, KAl
I H Z 181 % & . Medicinal chemist 72 & |3l 4 3T K » THUAG S U7 & £ & E e 8m 2 M
U, HEETETEAIRE  (Structure-activity relationship, SAR) DM 2 iRAx 5, (LAY DOVEENECEE
WY& W o T M PEIC A E W . ADMET (Absorption, distribution, metabolism, excretion and
toxicity) . in vitro E HIZIE invivo DT — X ZEE L TV <IWET, BRI 3712
S HIEMEOHE R, Off target (2% 9 DIEMEDIRIN, HAI L L COENITZMEE O 552504 14
FHD,

FEDALEDE 2 OEIRICK L TR ZHET H 02, ETEMERDL X N7 LA
ER 23 0N H D AEMIL A EAER 2 X7 & O EAERENT 247 5 E LR FE LS L
Tik, R\~ 7 A€ (Surface plasmon resonance, SPR) . EZR45 3L (Nuclear magnetic
resonance, NMR) . X #i S & MEHT . 22 A4 6 E (Differential scanning fluorimetry, DSF)
SROBAIE 72 CRE A R RIENRINTE 5, £ 9 LTS b 2R OF T, 2WIEO—FTH 5%
TEMBRIE (TC) kAR % = v # )L v —2 K (Binding enthalpy, AH)% %A L 7 MHIE
TELME—DOFIETHY | AEBRICB W CIEFICR ) 2y — IR 0 1E5[1]. S 61T, bEwR
R Z NI EDTNY v 7 REECD LIRS | WIS DIBEERTH L Z & b RO
—DEFERLI,

ZIZTIEH. ZOBGIEEICEREZ Y T, G SN bEm—IER Z N7 RO BEAERIC R
LEN)FNT A= L6 OME L DR, &5 WIEE 2 b b EMEGEL D FiE & Z DR
REOCNDILEMOET)F T 07 7 A VITDNT, WL D0DOR &2 2T THI L7z,

(i) (ii)

AG = AH -TAS |¢

Favorable force
. kcal/mol
SNo b&dhAbMon s»o

<

N
N
>

-16

M1 EX-EHE OANIJEBEEEACBI A=A A —RUO=V brbE—%E,

@) FEH-ERZ T BOFREEBIFO6, .tk RO¥BZ 7 7i32hZih, & o Gibbs HETX
N¥— (AQ)., = LVE—ZEE (AH), BXOxzr e b —2{b&E (—TAS) ZRd, RFoRANL,
TUANE—R Ty hr -0 FHA~D)Z/RL, A+ B = AH, C+D = -TAS &7 2%,
G)KGTRTIER Z R 7 IALE RS LB A U Dk 72 B b, A~D TRTZNZEN DO H13L
Toi@Ey : A, KFEESE. Van der Waals ZEDOffi 4 F A./EHIZ & % Favorable 72— > ¥ L ¥ —% 5. ; B, i
PEEREOBIEEEFD, &5 WITBERSHEERICE S T2 L2k D Unfavorable 72 # LB —%F
5., C, EIZBKIEDOBIVABEFNIZE S Favorable 72 =2 hr b —%FE ; BXOD, #AICEI X7 &
WU H v ROz & 5 Unfavorable 72 = b e B —% 5, A©D, BECIIHEHBERICH D,
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2 IR )LLE—¢T o MOE—DLRBE
CEW—IERy % X7 O EAERIL, Gibbs DHBH T R L F—RKIZ L > T TOREICH D

bahd,
A G=-RTIn (1/Ky) = AH — TAS

ZZTCTAG IIMHAEMREZ DA
HTRLX—2EThY | FEEaBfE
ERITIERVIZ E. HDWIEED
MAEERNEETHDITEAICK
TWMEETRT, AHITHEART Z1
V-2 E, AS A= by
— LB &Y, ITC & WA
TEFRfENT TIx ) H o R—HEH) 45+
M ofEAHTME (K) NEES S,
ZOENS EXRTRENRDSTRT
DN EGD Z kD, T
bbb, MAEMEOEETH S A
G 2z N0 —TH (AH) L=
raE—IH (—TAS) 2%+ 5 2
EFEEEE D, TIL, ZHBHDOfE
ZEORHICAFKICH BT IER
WDTEA D I,

& 5165 D Lead optimization %
Bz LK, ALEY—EER - E OF
HEHOD= A A — x> hat
—FHEIZLLTOKICEBELE I A (K1
Z ),

EET XNV —THITEN E O
FEMEEZ KT HIHETHY ., Al
REWETHDITEY o F—E
B3 FHOMEBEERNRIGTH S
Z BT, ALEITAT B Uit
FENKFREE. A A HMREER.
MG FAHEAERH . DI van der
Waals SO FfE 4 43 7- WA A AER I BY
H & =546, £ 0O HIX Favorable
72 (TRbbAICKEW) = H L
vt LTS, Ll
MWD, ORI A EH IR
kR HA VIR &
PRIAE A = 2 VX — NI K&
WA . 2L Unfavorable 72 (4
RHOBIEICREW) =L —%
fbE LTH NS,

—J. = hu bt —IH (—TAS)
THHBEEZKMTHHATHY, A
WCREWIEEZOHHERE WD
LAY, L L VT E R 7k

fluvastatin
pravastatin
cerivastatin
atorvastatin
rosuvastatin

AX (kcal/mol)

Statins for HMG-CoA reductase

Indinavir
Saquinavir
Nelfinavir
Ritonavir
Amprenavir
Lopinavir
Atazanavir
Tipranavir
Darunavir

o

AX (kcal/mol)

-15

HIV-1 protease inhibitors

Etidronate
Clodronate
Pamidronate
Alendronate
Ibandronate
Risedronate
Zoledronate
Minodronate

o

AX (kcal/mol)
&

-10

Bisphosphonates for FPPS

M2 IHhETXERTINZEKAOENS VX7 ~OREERNE,
H. Rk ROBYZ 7 7ixFEnEh, #E6 O Gibbs BHT X LF—2YL&E (A
G, TUHNLE—EE (A, BXOxr b —21{kE (—TAS) %
RY, DG IMG-CoA BITEEREARITH D A X F U8, HIV-1 T 7T
—PHEREE, K77 A2 V20 UERAREESE (FPPS) HERITH S
ERAT 4 AT 4 % — MEOFEA BN F 51T, RPADILEWE EFHIC
AR INTFHEAITH 5 [2-5],
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BIHET D H O LITR S 220, ALADNBKEIME 24 L TWIZE . T OBK IO B
WEEW K FAI AN 7T &L, E DKy T 53 8RS L 7= B HE DS Favorable 72 (3720 HAIC
KW =y b=l LTINS, AR 7 v MNICEY RSN KG - 2bE8n
HLHELEGALRETH D, 720, B EERBERIIMEAH H D OVITEER 2 v X7 O
EERZTCLIEDLILOTHY  ETITEHREORE DI S0, FEICHEILEDH D0
X & 7 OFEEIIZ L7225 T, Unfavorable 72 (T2 bbIEICkRE W) = b —Z&{ke
LTHND,

ZOEIE, AL E—RORT L b —FENETNERT AT S OME LTER S,
Favorable 72 = > # )L ¥ — % 5% 5 % % Optimization 7% Unfavorable 72T k1 B —% 5.4 A7
L.z — s b MG AERRA RN T D, FT B Z 37Tk S8
MERFECLTH-ATH, TOZ L AN E— v ha b —FHEONRT v AT ERICFET D, Fox
.29 LEEEOAREEO TN LIF L LTEN T r 7 7 A LV EFFLEMERT LRI
X7 5720,

AN DB R BN T 0 7 7 A NV EEZDH ET, ZhETIC BT SRIALA R Il -
TEXEOY ZRIETZ EITRWHENBANRW @I L AT o — VIIERFEE CTH DL A X F
Y. HIV-1 777 —EHEA, BHL X IEOIRKEETHLE AT + X7 % — Ml (BP #l)
DENFEHNT a7 7 A NEK2IZFE EDTER-5] VTN AT AT DN TH LWARRIE L 725
TW5, TNL3FDOEERLOANZEN T 7 7 ANV EREXTHDL &, TNENREDOEITLD
5 H OO, First in class Tid Favorable 72> s B —HEDZ N, = b o B —EREHTR 0 FKHF )
2\, L L7 R bR IE0s & T iz L7223 o> T o Z L B —BRENRL A~ L 28{k L, FRIC AR
S #U72 Best in class [ZITWVEEAITIX, ZOMENRFAINTND Z ENEIZHTH D, FADE
BI~DIRVEEZ R T Z LT HAALTH L0, HENE OFmWRRME, T70bbx o # L e —5
HRUOMEEZA L TNWDHIZELEETHLIZ LE2, ZORITRTHOTHDH, 25 L ErXA
XY T T IR RE R 2T AR R E A LT SE T OB HE ORI B HELE T A F5EE B A 7 <
7206, T]e TIHEBRIZITZ O LEE ED X5 ICHATHIER WO, S barse o B4R E] %
FRICHBE BV ZRICEB L, WAL VRN T D,

3. tE&PYRBELLLEBAE
3.1 EERMARICEITAITCOER

Sarver b (% L = [HERIOWHIAIERIZI T D SAR IZOWTHAE LTV 58], L= Xy
RERASHPAN S5 END T ARG X U7 0T 77— T, 2 OHERTEMEEDOEEICHW
LD, XTI, LB ERER S X7 OILFERREERENT & ITC 1T & 2 #5681 # Ml % FIl
T 5 2 & THEMRAIZT A 2Bk L Tk v . Drug Optimization (2 X 5 bE¥-AE 1 O
AR OZ PR FRIB SN TV D,

3IWC—EHDILEMDORERES1F L RE3{LEHDO L = L OREEREA A 7R, Compound 1
IXAH 73-9.5 kcal/mol &= hu B —BEVRI DR A H T 2{LEMTHL DD, EDOBFIME
(Kg) 1X3.5uM & Hefgiag, HiEmEEICH 2% &, Compound 1 V7 I /B Y I UK
ITEBDOKBREEEZER L TEY 2 Favorable 2= h B —F 5 L 72> T\Wb Z & I3
Thbd, — 5. MFHIOREZRBAKERY Y v THD S2 K7y FBILOBEI/NEZ S3 7
Ry b (S3%9) 1ZZEDEETHY, ZNHDORF v M &S Z LI Xk BAPEo @ L3 RiA
WHIEREBEZLNT, BTET VU U7 ORERN S Compound 2 AL S v, BlFntEsm £ L7
FER L 7oz, -14.5 keal/mol & FEF T Favorable 72> b B —FEMN DS FHlIfHmEniz A
MmN S3¥ 2 595 2 LT L Y van der Waals FHAE/EH 28 A EL7- = & 23y ©
ED, LLAans, WKRTZy M LIAD O A M7 e A BITEHELZ RV, T
2345.9 kcal/mol & V9 Unfavorable 2= b B —% 5 & LTHATWS, 20O b B—
FNT 4 — %I 5729, Compound 3 TIX 7 == VEEZHEALTEBY, Zhick-T
Compound 3 |E3 V) — XL =2 L OBFMEDN B S mWEEW & 72 - 72, Compound 3 O i i A
AR L&, Compound 2 THEA LA MU 7T aEidEbal S3¥ITHE > TV DA,
BEOHIEIAMUEZ T = =843 L= & van der Waals HEAERZ 35 Z & T, fEER
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M3 —HOV=VHEROKAENEL, RESEEHOL =V L ORKAEKRIAD LR8I,

@) %+ s kAo itEdE, PDB 22— RidZh i 2IKO (Compound 1), 2IKU (Compound 3).
J ¥ 2IL2 (Compound 1) CTH D, L=V DfEERT v bEFETRL, LAY & DKFEREEZEAD R
MTRLTCWD, {LEMDRFEILFEMEED VR IIENT A L DIFHREE G TR, () —#ED
L= UBREROMEEEE, (i) REMR L = UBER O EEE,

Ty MRV ESHTWERER (HHEOKWY) KoFa 7 ficimtit, Znn
Unfavorable 72> s B —REDWDICORN o7 BRIND, 0% b4 R #ELAR
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VURT Y LGEHEEE
Brief History of Japan-China Joint Symposium

Hiroshi Terada (Niigata Univ. of Pharm. and Applied Life Sci., President)
Guo Zongru (Instit. of Materia Medica, Chinese Acad. of Medical Sci. & Peking Union
Medical College)

Keynote Lecture
Discovery and SAR research of potent Keap 1-Nrf2 protein-protein interaction inhibitors
0Qi-Dong Youl2 (1 State Key Lab. of Natural Medicines, 2 Jiang Su Key Lab. of Drug

Design and Optimization, China Pharm. University)

Functional Equilibrium of Membrane Proteins by NMR
olchio Shimada (Grad. Sch. of Pharm. Sci.,The Univ. of Tokyo)

Invited Lecture

Discovery and optimization of a series of 4-aryl-piperazine derivatives as Akt inhibitors

Wen-hu Zhan, Xiao-wu Dong, oYong-zhou Hu (College of Pharm. Sci., Zhejiang Univ.)

Challenges in PPI Drug Discovery In Silico approach is a key driver for success

oKeiichi Masuya(PeptiDream Inc.)
Structural Modifi cation and Bioactivity Evaluation of Multi-targeted

Tetrahydroprotoberberine derivatives (THPBs)
oHong Liu, Haifeng Sun, Shenbin Zhou, Yu Zhou, Xuechu Zhen, Xin Xie, Jia Li,
Hualiang Jiang (CAS Key Lab. of Receptor Res., Shanghai Inst. of Materia Medica,
Chinese Acad. of Sci.)

Structure determination of GPCR for the regulation of signal transduction
oTakuya Kobayashi!23 (! Kyoto Univ., 2 AMED-CREST, 3 AMED-Platform for Drug

Discovery, Informatics, and Structural Life Sci.)

Application of fragment molecular orbital method for structure-based drug design

oKaori Fukuzawa (Sch. of Dentistry at Matsudo, Nihon Univ.)

Oral Presentation

Structural Basis of pH Dependence of Neoculin, a Sweet Taste-Modifying Protein
Takayuki Ohkubo?!, Minoru Tamiyal, Keiko Abe2, oMasaji Ishiguro!
(1 Niigata Univ. of Pharm. and Applied Life Sci., 2 The Univ. of Tokyo)
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Novel fluorescent probes based on turn-on strategy for the sensitive detection of B-Amyloid
deposits both in vitro and in vivo
Wenming Ren, Mingming Xu, Xin Li, Haiyan Zhang, oYouhong Hu
(Shanghai Inst. of Materia Medica)
Structure-activity relationship of pyrrolo[2,3-dlpyrimidine derivatives as potent HCK and
FLT3-ITD dual inhibitors for the treatment of acute myeloid leukemia
oYasuko Koda, Ko Kikuzato, Junko Mikuni, Akiko Tanaka, Yuri Tomabechi, Mikako
Shirouzu, Hitomi Yuki, Teruki Honma, Fumiyuki Shirai and Hiroo Koyama,

(RIKEN Center for Life Sci. Tech.)

Anti-neuroinfl ammatory agent is effective in Alzheimer’s disease animal model
Wei Zhou, Guifa Zhong, Xiurong Rao, Shaogao Zeng, Tianyan Chi, Libo Zou, oWenhui
Hu
(Drug discovery lab., Guangzhou Inst. of Biomed. and Health, Chinese Acad. of Sci.)

Structural requirements of cholic acid derivatives as the LXR ligands
Kana Saida-Tamiya, oMinoru Tamiya, Genki Sekiya, Kazunori Isobe, Ayako
Matsukawa, Akihiko Komuro, Masaji Ishiguro (Niigata Univ. of Pharm. and Applied
Life Sci.)

Discovery of pharmacodynamics characteristics by drug combination Study
Jiamei Guo, oYing Guo (Dept. of Pharm., Inst. of Materia Medica, Chinese Acad. of
Medical Sci. & Peking Union Medical College)

Feasibility of weighted fi ngerprint-based similarity as a ligand-based virtual screening tool

oYoshihiko Nishibata (Sch. of Pharm., Kitasato Univ.)

Three-step strategy for developing algal toxicity prediction models
oAyako Furuhama, Kazuo Hasunuma, Takehiko I. Hayashi, Norihisa Tatarazako

(Center for Environmental Risk Res., National Inst. for Environmental Studies)

Making a NTG-activity dictionary of bioactive natural organic compounds
oTetsuo Katsuragi!, Kazusa Noto!, Shigehiko Kanaya2, Yoshimasa Takahashi! (1

Toyohashi Univ. of Tech., 2 Nara Inst. of Sci. and Tech.)

Fragment-based drug discovery: Case studies on HSP90 and BRD4
oBing Xiong, Jing Ren, Lele Zhao, Dangi Chen, oJingkang Shen (State Key Lab. of
Drug Res., Shanghai Inst. of Materia Medica, Chinese Acad. of Sci.)

Biophysical cross-validation in fragment screening of fl uorinated chemical library toward

FBDD using SPR, ITC and 19F-NMR
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oSatoru Nagatoishil:2, Sou Yamaguchi?, Keita Kajita3, Etsuko Katoh4, Hiroyuki
Akyama’, Satoru Kanaié, Toshio Furuya$8, Tsumoto Kouheil,27 (* Sch. of Eng., Univ. of
Tokyo, 2 DDI, Univ. of Tokyo, 3 Nard Institute, Ltd., 4 Nat. Inst. of Agrobiol. Sci., NIAS, 5
Kishida Chemical Co., Ltd., ¢ PharmaDesign, Inc., 7 Inst. of Med. Sci., Univ. of Tokyo)

Discovery of Novel PARP-1 Inhibitors as Anti-cancer Agents
Haiping Yao, Ming Ji, Zhixiang Zhu, Jie Zhou, Fengming Chu, Xiaoguang Chen, Zongru
Guo, oBailing Xu (Beijing Key Lab. of Active Substance Discovery and Druggability
Evaluation, Inst. of Materia Medica, Chinese Acad. of Medical Sci. & Peking Union
Medical College)

Toxicity prediction by using gene expression profiling data
oHideko Sone!, Wataru Fujibuchi2 (* National Inst. for Environmental Studies, 2 Kyoto

Univ.)

in silico screening of brassinolide-like compounds
oAiri Sugiura, Seisuke Takimoto, Yuko Nakamura, Yoshiaki Nakagawa, Hisashi

Miyagawa (Grad. Sch. of Agriculture, Kyoto Univ.)

Current problems to develop three-dimensional structures of natural metabolites

oMiki H. Maeda (National Inst. of Agrobiological Sci.)
Investigation of the substrate recognition for cytochrome P450 1A2 mediated by water

molecules using docking and molecular dynamics simulations
oYurie Watanabel, Shuichi Fukuyoshi!, Masahiro Hiratsuka2, Noriyuki Yamaotsus,
Shuichi Hirono3, Akifumi Odal4 (! Kanazawa Univ., 2 Tohoku Univ., 3 Kitasato Univ., 4

Osaka Univ.)
Novel insights into enantioselective binding of IMiDs to cereblon using in silico docking

simulations.
oTakahiro MURAI!, Norihito KAWASHITA2, Yushi TIAN3, Tatsuya TAKAGI'2 (1
Graduate Sch. of Pharm. Sci., Osaka Univ., 2 Res. Inst. for Microbial Diseases, Osaka
Univ., 3 Grad. Sch. of Information Sci. and Tech. Osaka Univ.)

A method for annotating chemical feature around protein toward ligandbinding-site

prediction, based on 3-dimensional distribution function

oYasuomi Kiyota, Mayuko Takeda-Shitaka (Sch. of pharm., Kitasato Univ.)
Structural Expansion of the Lipid Ligand Lysophosphatidylserine Based on the Model of

Hydrophobic Binding Pocket of G-protein-coupled Receptor GPR34/LPS1
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oMisa Sayamal, Sejin Jung!, Sho Nakamura!, Masaya Ikubo!, Yuko Otani!, Akiharu
Uwamizu2, Takayuki Kishi2, Asuka Inoue2, Kumiko Makide?, Junken Aoki2, Takatsugu
Hirokawa3, Tomohiko Ohwada! (! Grad. Sch. of Pharm. Sci., The Univ. of Tokyo, 2 Grad.
Sch. of Pharm. Sci., Tohoku Univ., 3 National Inst. of Advanced Industrial Sci. and
Tech.)

Inhibitory effects of the bongkrekic acid analogues on the mitochondrial ADP/ATP carrier
Atsushi Yamamoto!, Katsuhiro Okuda2, Masato Abe2, Kenji Matsumoto?,
Takenori Yamamoto34, Kazuto Ohkura!, Hiroshi Terada®, Mitsuru Shindo2 and oYasuo
Shinohara34 (1 Suzuka Univ Med Sci, 2 Inst Mater Chem Engineer, Kyushu Univ, 3 Inst
Genome Res, Tokushima Univ, ¢ Fac Pharm Sci, Tokushima Univ, 3 Niigata Univ

Pharm Applied Life Sci.)

Poster Presentation

In silico screening for selective inhibitors for SHIPZ2 as a novel anti-diabetic drug
oShin-ichiro Ozawal, Hiroaki Gouda2, Shuichi Hirono! (* Sch. Pharm., Kitasato Univ., 2

Sch. Pharm., Showa Univ.)
Computational study of the interaction of a-1-C-alkyl derivatives of

1,4-dideoxy-1,4-imino-D-arabinitol with B-glucocerebrosidase
olzumi Nakagome!, Atsushi Kato2?, Noriyuki Yamaotsu!, Tomoki Yoshidal, Isao Adachiz,
Shuichi Hirono! (! Kitasato Univ., Sch. of Pharmacy, 2 Dept. of Hospital Pharmacy,

Univ. of Toyama)
Molecular dynamics study on the molecular mechanism of product-assisted catalysis in

threonine synthase
oYuzuru Ujiiel2, Wataru Tanakal, Mitsuo Shoji!, Ryuhei Harada!, Megumi Kayanumas,
Yasuteru Shigeta!, Takeshi Murakawa¢, Hideyuki Hayashi5 (* Grad. Sch. of Pure &
Appl. Sci., Univ. of Tsukuba, 2 Res. Core Unit, Mitsubishi Tanabe Pharma Corp., 3 Grad.
Sch. of Sys. & Inf. Eng., Univ. of Tsukuba, 4 Dept. Biochem., Osaka Medical College, 5
Dept. Chem., Osaka Medical College)

A docking model of HLA-B*13:01 bound to Dapson explains the risk of druginduced

hypersensitivity
oYoshio Kusakabel, Hideaki Watanabe2, Daisuke Kuroda?, Taisei Mushiroda3, Hiroaki
Gouda!
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(1 Showa Univ., Dept. of Pham., 2 Showa Univ., Dept. of Medicine, 3 Inst. of Physical and
Chemical Res.)

Fragment QSAR and Matched Molecular Pair Analysis of Gleevec Analogs against

BCR-ABL Kinase
oSeiichi KOBAYASHI, Akitoshi OKADA, Ryoichi KATAOKA
(Computational Sci. Dept., Sci. and Tech. Systems Division, Ryoka Systems Inc.)

Development of structural sampling for hydration structure around the protein, based on

3-dimensional distribution function
oShunsuke Chiba, Yasuomi Kiyota, Mayuko Takeda-Shitaka (Sch. of pharm., Kitasato
Univ.)

Study of racemization reaction route of the glutamic acid assisted by water molecules
oShuichi Fukuyoshi?, Tomoki Nakayoshil, Ohgi Takahashi2, Akifumi Odal
(1 Faculty of Pharm. Sci., Inst. of Medical, Pharm. and Health, Sci., Kanazawa Univ., 2
Faculty of Pharm. Sci., Tohoku Pharm. Univ.)

Studies on the total synthesis of Mollanol A
oShu Xu, Yaling Gong, Shipeng Zhang, Xiaolei Wang
(Inst. of Materia Medica, CAMS & PUMC, P.R. China)

Development of the DP-based genome sequence analysis system using the motif codon

reduced representation

oTakashi Kobayashi, Hiroaki Kato (Toyohashi Univ. of Tech.)
An application of the digital fi Itering technique to the Rietveld analysis with the noisy XRD

data from ‘longgu’, the dragon bone samples
oYu Kurozumi?, Junji Yamakawal, Masaya Kawase?, Kyoko Takahashi3

(1 Okayama Univ., 2 Nagahama Bio-tec Univ., 3 Osaka Univ.)
Interaction between tebufenozide derivatives and human P-glycoprotein based on classic

QSAR, CoMFA and docking
oKen-ichi Miyatal, Yoshiaki Nakagawal, Yasuhisa Kimura!, Kazumitsu Uedal2, and
Miki Akamatsu! (! Grad. Sch. of Agriculture, Kyoto Univ., 2 Inst. for Integrated
Cell-Material Sci.)

Structural comparison between wild-type and mutant N-acetyltransferase 2 using

molecular dynamics simulation
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oEriko Muratal, Shuichi Fukuyoshi!, Noriyuki Yamaotsu2, Shuichi Hirono2?, Akifumi
Odals3
(1 Sch. of Pharm., College of Med. Pharm. Health Sci., Kanazawa Univ., 2 Sch. of Pharm.,

Kitasato Univ., 3 Inst. Protein Res., Osaka Univ.)
Structure-activity relationship analysis of short helical peptides as VDRcoactivator

interaction inhibitors
oTakashi Misawal, Yosuke Demizu?l, Masaaki Kuriharal2

(1 National Inst. of Health Sci., 2. Tokyo Inst. of Tech.)
Substituted Benzothiophene or Benzofuran Derivatives as Anti-osteoporosis Agents Acting

on BMP-2 Upregulation
Si-tu Xue, Gui-fang Guo, Zong-ying Liu, Xue Li, Shu-yi Si, and oZhuo-rong Li
(Inst. of Medicinal Biotech., Chinese Acad. of Medical Sci. & Peking Union Medical
College)

Analysing selectivity through multi-dimensional activity cliff analysis
Rae Lawrencel, oMarina Takahashi2, Sumie Tajima2, Tim Cheeseright!, Mark Mackey?,

Martin Slater! (! Cresset, 2 HULINKS Inc.)

Effects of caffeic acid phenethyl ester derivatives on lipid absorption and accumulation
oNoriko Takahashil, Masayoshi Tsubuki2, Chuan Li!, and Masahiko Imai!
(1 Lab of Physiological Chem., 2 Lab. of Bioorg. Chem., Inst. of Medicinal Chem., Hoshi
Univ.)

Stereospecific inhibition of nitric oxide production in macrophage cells by flavanonols:

Synthesis and the structure-activity relationship
oWen-Jun Jiang!, Kan’ichiro Ishiuchi2, Megumi Furukawa?!, Tomoko Takamiya?,
Susumu Kitanaka!, Hiroshi Iijima! (! Sch. of Pharm., Nihon Univ., 2 Dept. of

Pharmacognosy, Grad. Sch. of Pharm. Sci., Nagoya City Univ.)
Structural basis for producing CK2al-specifi ¢ inhibitors: Crystal structures of CK2al and

CK2a2 with hematein
oMasato Tsuyuguchil, Akira Hirasawa2, Tetsuko Nakaniwa3, Atsushi Sakurai4,
Tsutomu Nakanishi4, Takayoshi Kinoshita! (1 Dept. of Biol. Sci., Grad. Sch. of Sci.,
Osaka Pref. Univ., 2 Grad. Sch. of Pharm. Sci., Kyoto Univ., 3 Inst. for Protein Res.,
Osaka Univ., ¢ Sch. of Pharm., Kinki Univ.)

Theoretical Study on Chiral Recognition of Amino Acids by Peptide Nanoring
Jo Takeuchi and oKyozaburo Takeda (Waseda Univ.)
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Computational study on complex formation between androgen receptor and carborane

derivative using molecular dynamics simulation
oKohei Miyamotol, Shuichi Fukuyoshi!, Kiminori Ohta2, Yasuyuki Endo2?, Akifumi
Odal3
(1 Sch. of Pharmacy, College of Med. Pharm. Health Sci., Kanazawa Univ., 2 Faculty of
Pharm. Sci., Tohoku Pharm. Univ., 3 Inst. Protein Res., Osaka Univ.)

Development of a desk-top tool ToxCalc for eco-toxicity prediction of chemicals
oInagaki Yoshitaka, Yamazaki Tomoya, Takahashi Yoshimasa

(Dept. of Computer Sci. and Eng., Toyohashi Univ. of Tech.)

Development of PharmCompo Database and Adverse Effect Analysis by ATC Codes
oNorihito Ohmori!, Hiroshi Horikwal, Takashi Okada!, Yasushi Hinomura?
(1 Sch. of Sci. & Tech., Kwansei Gakuin Univ., 2 Japan Pharmaceutical Information

Center)

Enantioselective Synthesis of regio-labeled gomisin N
oMinoru Tamiya, Ryouhei Magara, and Masaji Ishiguro

(Niigata Univ. of Pharm. and Applied Life Sci.)
Total sytheses of the non-peptide bradykinin BI receptor antagonist velutinol A and its

derivatives, the seco-pregnanes with cage-like moiety
oMinoru Tamiya, Nobuhisa Isaka, Takaki Kitazawa, Atsushi Hasegawa, Kazuya

Ishizawa, and Masaji Ishiguro (! Niigata Univ. of Pharm. and Applied Life Sci.)

Structural bioinformatics studies of the active site residues in estrogen receptor alpha and

beta
oKenichiro Fujiil, Shuichi Fukuyoshi!, Kiminori Ohta2, Yasuyuki Endo2, Noriyuki
Yamaotsu3, Shuichi Hirono3, Akifumi Odal:4
(1 Faculty of Pharm. Sci., Inst. Med. Pharm. Health Sci., Kanazawa Univ., 2 Faculty of
Pharm. Sci., Tohoku Pharm. Univ., 3 Sch. of Pharmacy, Kitasato Univ., 4 Inst. Protein
Res., Osaka Univ.)

Activity CIiff prediction of 7-substituted pyrrolo pyrimidine HCK inhibitors by docking and

quantum calculation of pKa
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Hitomi Yuki, Ko Kikuzato, Yasuko Koda, Junko Mikuni, Yuri Tomabechi, Mutsuko
Niino, Akiko Tanaka, Fumiyuki Shirai, Mikako Shirouzu, Hiroo Koyama, oTeruki
Honma,

(RIKEN Center for Life Sci. Tech.)
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/11l Activities /////

<&E>

2" International Symposium for Medicinal Sciences (35 2 FIEBEAIZK S R 7 b)

FH: AAREFS
=H#: 200693 H28H (H) FRI10FFED 17KF304E T
2% NV T g3kl TRy I ARV
(T 220-0012 HEIETHPE X A72 & 250 1-1-1  http://www.pacifico.co.jp/)

B2 5

R VRTT LT, AARIEFEE 136 £ (Bilk) ICBWTHES{EE & LTS
WET, BEOEFRIFEMNIEE ITFES OB RS NE2 R T 22— HRE LT
WET, FIRFC, BESFESPMSR, FHCT7 7 ORIZEMIEE O HA O & LT
BT 52 EbEKL, BERITEFETITONLET,

AL, AR ERFFEITIR > TV D CHBIFRDFNIE TH 5 Sofosbuvir (V 73/LF 1)
% Gilead Sciences f1: CHLr & 72> TBAFE & 4L7- M. Sofia fli LoD i b H W £9°, B
DFFRIFEMFRE I ORI 2D Z &2 MHF L TVWET,

Flo, R URT T LDORKE KB E LT Invited Poster Presentation 3% W £ 97, #
FOMEFEOEMALZ BRI E LT, ENOREERZE NF v —pFE, K7, HF5EHH»
HOEY 3D OREIEE B LW R U7 REE) 2252 < ORI RS %
REEHEL L THELET,

A= A A
Plenary Lecturer
1) Dr. Michael J. Sofia
Chief Scientific Officer of Tekmira Pharmaceuticals Corporation
Development of New Anti-HCV Drug for Hepatitis C, Sofosbuvir (Tentative)

2) Prof. Craig Lindsley
Vanderbilt University Medical Center
Allosteric Modulation of GPCRs: Leveraging Signal Bias

Invited Poster Presentation
BERESTd  (HAN 20 4, #EsL 20 14)
a7 T MIRERE., A—L_X—=TIZBEHW - LET,

BIMBER: FATES TR

F.l:ﬁ é’ﬁ'%
T150-0002 EEA KPR 2-12-15 AAEENEN  BARERS
2nd International Symposium for Medicinal Sciences
FITERAER  BILHE
E-mail: yokoyama@pharm.toho-u.ac.jp

http://nenkai.pharm.or.jp/136/web/en/
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