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New Frontiers on Chromosome
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1st IPR x WPI-PRIMe BioSim Talks
- An IPR seminar series supported

by WPI PRIMe and ASPiRe

Sandhya Tiwari (KB K)
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[ Collagen-collagen interactions:
Triple helix to helix-helix to
fibrils |

A6 7H19H

2ndIPR x WPI-PRIMe BioSim Talks

Sandhya Tiwari (KB K)

9 - Dynamic docking simulation using
gREST
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10 Talks - How to use elastic network
models to study protein flexibility
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=YE
A 648 H 20 H Christoph Nitsche 113l £& - Jefemfs CRBRK)
13 Time to Shine for Constrained
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14 Talks - Review of recent MD
simulation methods for calculating
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the Study of Genomic Structure and
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The 8th LLPS Symposium/The
Biophysical Society of Japan Joint
Seminar “Toward establishing

LLPS research systems”

Masatomo So (F{#BK)
Kiyoto Kamagata (I & K)
Ryo Kitahara (37 iy fifi K)
Tomoshi Kameda (AIST)
Yoh Matsuki (KB K)
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6th IPR x WPI-PRIMe BioSim
Talks - Deciphering viral protein-

protein interactions using

AlphaFold

Sandhya P. Tiwari (KR K)
Ai Shinobu (KB K)
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7th IPR x WPI-PRIMe BioSim

Sandhya P. Tiwari (KR K)

20 Talks - Dynamic docking using Ai Shinobu (KB K)
Multicanonical MD
afe64 11 A 11 H (EAWft I+ —] BERREDD AH ER (%K)
21 T Mg - SHE R Mg BEsh (LK)
N R (8 K)
af 6 11 A 22 H | 8th IPR x WPI-PRIMe BioSim Sandhya P. Tiwari (KK K)
Talks - What can we learn from Ai Shinobu (KB K)
22 SAXS data? An example of
complementary analysis with MD
simulation
SR 64412 H 6 H 9th IPR x WPI-PRIMe BioSim Sandhya P. Tiwari (KK K)
03 Talks - De Novo Membrane Peptide | Ai Shinobu (KK K)
and Protein Design: Bridgein
Classical and Modern Strategies
M 64 12 A 13 H (&0 IF—-]1 VR —2 -8l | HFKR Tt (KBKK)
24 R AT L%y 27T 5 WEAN (7 v 74 VLK)
HHE ER CRBCR)
464 12 A 18 H | The 5th ASPiRE Seminar - T FHE CRIRK)
Modeling Plasticity-led Evolution
25 by Developmental Gene Regulatory
Networks: Overcoming Modern
Evolutionary Synthesis
4f 64 12 H 20 H | 10th IPR x WPI-PRIMe BioSim Sandhya P. Tiwari (KR K)
26 Talks - What can multiscale Ai Shinobu (KB K)
simulations reveal about
biomolecular dynamics?
ASM7H1HA10H 11th IPR x WPI-PRIMe BioSim Sandhya P. Tiwari (KBRA)
27 Talks - Introduction to Molecular Ai Shinobu (KB K)

Dynamics Software, GENESIS
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12nd IPR x WPI-PRIMe BioSim
Talks - Massive Replica Exchange

Sandhya P. Tiwari (KR K)
Ai Shinobu (KR K)

28 Simulations on Fugaku to Sample
Protein Kinase-Inhibitor Binding
Landscapes
A7 2H19H (EAWt I —] HEiEr o255 | WM I CRBCK)
29 # NMR @ik 10 E 7 -2 v a | AKEE (JBfLK7 7 —~)
v 7 —NMR 238 < o0 7B R AL
D /I FEHEE —
S 74 2H25H Physical Biology Laboratory AR CNITN)
Seminar - Advanced Platforms for
30 Biological Testing: Bridging the
Gap between In Vitro and In Vivo
SM7THE2H260H 13th IPR x WPI-PRIMe BioSim Ai Shinobu (KB K)
Talks - Computational Biology Sandhya P. Tiwari (KK K)
31 Across Scales: From Pathway
Modelling Tools to Cell-Level
Simulations
SM7HE3H3H 14th IPR x WPI-PRIMe BioSim Ai Shinobu (KB K)
Talks - Multiscale Modeling in Sandhya P. Tiwari (KK K)
32 Cancer Research: Integrating
Spatial Dynamics and Intracellular
Regulation with Agent-Based and
Boolean Network Approaches
HM7THEIA16H [EEWft I —] %3 5 Notch | B i (KBIK)
33 T F ARG e Bz (el 37 K)
RARTE— (RBROR)
aM7H#3H17H 15th IPR x WPI-PRIMe BioSim Ai Shinobu (KW K)
34 Talks - Practical tools for preparing | Sandhya P. Tiwari (KK K)
and running MD simulations using
GROMACS
o743 H26H 16th IPR x WPI-PRIMe BioSim Ai Shinobu (KK K)
Talks - Unveiling the biological rare | Sandhya P. Tiwari (KFxK)
35 events using Parallel Cascade

Selection Molecular Dynamics

Simulation
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SR 64E5H 21 H-22 H

3rd Joint International
Symposium of NSRRC and
IPR, Osaka Univ.—
Establishment of Structural

Biology Network in Asia

Chun-Jung CHEN (NSRRC)
Atsushi NAKAGAWA (IPR)

SR 646 H 14 H-15 H

2024 Joint Conference on
Protein Science — Korean
Society for Protein Science
(KSPS) & Protein Science
Society of Japan (PSSJ)

Young-Ho Lee (KBSI)
Masaki Okumura (Tohoku Univ.)
Tomohide Saio (Tokushima Univ.)

a6 11 H7TH

Japan-Taiwan Bilateral
Seminar on
Crystallography: “Frontier
of Crystallography”

SEAM PR (CRBRK)

AM741H15H-17 H

IPR International
Conference 2025 in Awaji
Island

Akira Shinohara (KPR K)

(6) WFFEZIEFEE

® <7 F FREMET — X X — AR
XEkT — &% ~— 2 (PRF/LITDB). 4|5 — % ~— 2% (PRF/SEQDB),
ft&¥s — 2 <—=2 (PRF/SYNDB), <7 F FR#IELET — & ~— 2
(PRF/PEPDB) Z #4E L. #RHtL £ L 7,
SMT7THE3IAZTHBRED T — 2 XR=2FHHERITZNLET
PRF/LITDB: 860,850 f:. PRF/SEQDB: 1,392,774 }:. PRF/SYNDB:

297,801 #f. PRF/PEPDB: 11,456 #fT73,

SEEORRTF VEEKET —ZRXR—Z2~DA4 v Ex—3v F ECcofH
BERE X, £ 5,000 fFT L 7=,

@ T —AXR—ZIHEHTIMEHITIcONT
SRR - i - REWEF ST e s A —L VY —FFa Py e oHE
e LT [ ZEMMT B 27 4] oEICHILEL -,




® PRF/LitCloud #+— ¥t X2\ T
MeEELTZNEITNHEOXMT — 2 XR—XAZ2HEE - FIHT 3729
PRF/LitCloud +— v 20 E#2 ML T L 7=,

® Peptide Information D FEATIC D\ T

RTF K - x v HEESCHR 2 RIGHEE (Peptide Information) 1%, f€3E
CD-R, DVD-ROJEXTRMHEL TEHEY EFLER, 41 v EX—3 v P 2@ L -H#4
CEELEL =,

o [E IR EAN BB IR MR (JST) O Rt L3
THMAFEELVFABINE [ A4 7 A2V AT — 2 — A HEHEEE
(A HEET e 777 L) | ORGEMELZMELE Lz, A7 vy =27 Fid5
FHMBLE N2 FETT,

WFZERE « EOEMET — 2 Ny 7 07 — 2 B 72 58 ~ D LR
WFgeEH @« EHEMET — 2Ny 7 OREEE - WGE - 2B & & 0E E
WroeiH Y © TN (7 — & X — AR HREM - KA E)

2. INISHEEICEHT 2 HIE
N BEEHOBRERES 2 T27201c, UTOFEX{TVWEL -,

(1) LV vEA¥— N
UHHOF — - HCREL T2 H == 27 LOEERT0E L,
¥, UMM CHEELTCWE3REDOA v &2 —Fy VEBRL 2T L0EEZ TV
Lk, BObET, LY EALF—N—DffRHFERLE Y — N—FHICET 2FE

ZITWwE L 72,

(2) EMFRERFEX
LPHOY—S—FHOL Y 2 AHEEFoCHEY T, SHHRBEEOL v &
NEERToTHY EF, EBLRO2D, 3HHRBEOWLE - 27w %
L7z,
Fro, BEHAR—20—#x AHEEHS e L GEE 2TV Lk,

10



(3) H#aFHEHGRITHE
UTOMEDOREBEBEDORITEELZITVE L 7,
o —ix(tHMEABAREHNER %S
® HARTF F¥H
e iz vrrL vAHE
® MA-T %%

(4) ZitHE
F— AR ZARELME L AT LA ORI L CIEA BRI Ic N 5 X%
BETVWE L, SFHOT — 2R —2AWMFICHIT 2L/ EEBRWICTTOEL
770

B) v 7V v U EHEET — &~ — 2RI BT 3 FE AT

s
H =
TV 7Yy SREE T — 2 < — AR B T B IREARAT, WOk, A%
DRERTEE LTV &

11



I1. AL o B2

1. ME-EHECHI2FHEH
(1) H=HE
EH 3 ~54% T 24 HE4#% (%M 745 H1HBEE)
7 Wk K 4 SAEEHAH | EEEAH | BEEAH | H Y BB 4%
HOH EA#ia R3.6.19 R6.6.21 R6.7.10 | #4h |[fLEHE
(H %)
HoOHE 7 i it — H30.6.22 R5.6.23 R5.8.7 AR SRR
(FEH &) YR
HoOHE lif] FH 5 PR 1 R4.6.21 R.5.6.23 R5.8.7 NN
(FEH %)) &[G W5
Fif &
HoOH HH R R R5.6.23 R5.8.7 HiH > b ) =2 =
(FEH %)) NA ) R—Paviey
& —Fe R &R g 86 -
s W 7% B
(2) Bz
TE24% THH44FE HE 1A (5745 H1HBLE)
K % MCAEAE | EEEAR | BRFEAH BB 4
1) 8 R4.6.21 R4.7.22 | KB K5 H G W 5L AT
(JF 2 8h) iz
(3) JEFH
EBH24% 24 HE1# (M 745 H1HBEE)
K % FAEAEH H HIEFEAH BB 4
W RAEE R1.5.22 R5.6.25 | ki &tk <~ 7 F Fiff 5 ir ARk &£
(FE&E )

12




2. FF#EBICET A2HEE

(1) B

EH3~5% T4 HEBESH (ZM7%5H1HBRE)
K %4 | TEEAH | EEFEAH | BRRHEHH BB 4
=g HE H25.4.1 R3.6.30 R3.7.27 | %k &tk H 4 # oH B HURE %
hR HAR H26.6.24 R3.6.30 R3.7.27 | KB K HEBELR
e H26.6.2 R3.6.30 R3.7.27 | KB K #i%
B % H28.6.2 R3.6.30 R3.7.27 | H#B K% ZEHIZ
A =B R3.6.30 R3.7.27 | KR K% HEHE
3. BYLSEBEMNUOESEICEHT 2HIHE
waEE 1,200,000 M
2 H 4 G - D)

R &tk ~7F FWFgERT 300,000
&t H 27 100,000
JBALEK 7 7 — = HR A &1t 300,000
F— =kt 300,000
i SR MR 4 200,000

13




4.

AN

Rk ICBIT 5 HIH

(1) 1kl HHEEX AM6FE5S5H1I7H (&)
o R
Web i v 27 & (Zoom) ZFIH LT o7z, HEEDB—HICRT 2 D L H%
ICHEFE - WERBRKHAL A VICTE 2 RELE> T L 2ERL 7=,

wmOF O F OH it ®
B15HEE
S5 FERFEREHFITONT KBINT,
B2 5HmE
SR 5 FEEMBERICOWT KT NI,

BI3FER
S5 FEEANE BN HFTHERREG | KRSz,
EHiconT

pie 2 he
504 TS

MEEM OHEE D\ T THERINT,

(2) %2l HHE2 HWoFoH21H (&)
i NOF P
SHM6FE6H20H, HERAREBEVLHEOLBICN L CHRFEOHNTH 5
FHICOWTREHEZH L, YEER o0&, PM6F6H21HIK, HE
DEE»LHMIILYVFAIEOERELR S,

mOF O F OH i 2B
F1E5HEE
REHHEETEICONT K IN-,

14



() H3M HEX HMT7THEIHTH (&)
o R
Web 2% 27 L (Zoom) #FH LITo 72, HWEEDL—HICEST 30D L [HEZ%E
ISR - IR B RRHALP A VWICTZ 2REL o T0wE L 2ERL 2,

- - S| fii 5
1 EERE
A7 EEREEFEEL PN TEE | K3k,
IZ2Wn T

PR S
ST EEERFHEESHBICOWT | M 7HE6H25H (k) ichfs
5 ENTHEKINT,

PR 1S
AARSAHRE 21 20 b O FRHIE | KB N7,
DIKERIC DO W T

(4) TEWRFFEES HMM6FE6H19H (K)
R ORI
Web &Y A7 L (Zoom) ZFH LT 72, HHEER —HICET 2D L [HE
R - NIELRERRHAVPEVWICTEZ 2REL R T 0B T L Z2ERL 72,

W BOHOH i e

PR S
SRS EEREREREFICONVT EKEI NI,
F 25K
SRS FEEMBF#ERICOWT KR E NI,
FI3EHEE
HEDEMFIZOWT EKEI NI,

15



FFal - Rl - KGR - SFVHEF B T 2 HEIH
m L

6. HKICBd 2 %A
EREAE S D)

E 2SR B FEE N BA T iR A A (JST) & RRLWTZEM 2 EH L £ L 72,
TATHA T VAT =2 R=2AFEHEFE (KEHEET 7 27 F L)
WIZeapiE : EOEBET — 2 v 7 0 F — 2 BB B2 ~ o k3R
WIeEE @« EAEBET — 2Ny 7 OREEE - WEE - 2B & %08 &
WFZeiH Y« EMRE (5 — 2 ~— 2T - Kawxa)
ZEEHF%E#E £ 18,703,100 M (5 HIHEPIAH 1,700,281 )

7. FAfHICBIT 2 HIH
AN 2 F
%4 : 10,000,000 [

(B )
% o & %= i o H 0 Z A 4 &
BR ot~ 75 FHFRT | YMEEEHOETosn | 7,000,000
R [ 2 % T O 7
WE =1 3,000,000
T 5 F W5 O H

16




