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"Theoretical Study on Substituent and Solvent Effects for Nanocubes Formed with Gear-shaped
Amphiphile Molecules"
Takako Mashiko, Shuichi Hiraoka, Umpei Nagashima, and Msanori Tachikawa
Phys. Chem. Chem. Phys., 19, 1627-1631, (2017), DOI: 10.1039/C6CP07754D

371 B

(BT N R

T ) v AT ARV
- AO1 ABEMFIEARESE)

i) F5 —
(HRKFRE L ZEFR -
A02 FHHEAFITAEF)

i
PR, PRI S, B ISR T A F A EE SO Ek
FBLBEE ST T-(D)D3, 25% B KA & ) — VIR C—2
BN FRA)CHCEST D 2R L, —F T
AFNHE B TOKRBRTICE SR X 12051 20, Mk
TRAH ) — IR TN 1R 21X H CEE E K
LAWZ B RHE L[], FiC7—m ik stk
WoF ) B 7'vN 382D K 1 OFRIL Van der
Waals NBLOBKHENERE L 725, Van der Waals
(& H LISy 1 O RSy B 7 B GRS R T BE I
éhfw % b DOD2], WG R % & DI FIRITRTEH
HEIN TV, 2 TARIFRETIE, BEEE DS
I AT ~OHCEAHEEEZTD Z L2 AIC,
m/xa/—»@ %ﬂ¢f@f/ﬁ7?w16k%
43 18 77 % (Molecular Dynamics, MD) ¥/ X = L —
yayéﬁw VR Sy - & B HOIR B 4y 7 D AH A
TERICHE B L CHIERAVICIRMT LT=,
%%a*%&/~w@ B DOA S ) — NG T O
FIRT LBBIFRT. KO TOBBIFRTONT 11Tk
?6%%@WW\E%QGDD%I2Lﬁﬁ;_®lﬂ
DAY ) —I)Vor - DBKIEN 31 1 OBKHE &2 BV,
FTAF ) =T DBIKEDIMU DK T & kB
BEERTDE VST, A ) — VT OmE D
?Q%ﬂ%a‘:ﬁﬂj Lice —FH. A% ) —/LOEENRHEZ 5T
PR, EIREERIE DO A X ) — Ly Fic k.,
3’\‘:‘—7 NHO CH-n NI &S, F/F=2—7H
ERRLET S Z L b5 hoT,

Y Qams
O : <8 t‘ ”’
Sade “
R
1:R=Me 1.:R=Me
2:R=H 2,:R=H

B 1: A FIILEE D DOEEREREEDF(DHD 25 %E
KAZ/ —IVBEFIZT G AME@EF>F/ 11—
TUe)I-BEEET %, ST, RTRLEDA3-EY
CIE, VTUTRLEONEBERER TH S,

K 2: 25%&EKAS / —ILiREBEPOEERMERE
ERF 16 ISR DBEDMETRT . (QAF/ —ILiE
EWRAFDRFR.(D)ASZ/ —ILBESTFOBRRETFET
hEhRLTWS,

References:

[1] S. Hiraoka, K. Harano, M. Shiro, M. Shionoya, J.
Am. Chem. Soc., 2008, 130 (44), 14368-14369.

[2] J. Koseki, Y. Kita, S. Hiraoka, U. Nagashima, M.
Tachikawa, Theor. Chem. Acc., 2011, 130,
1055-1059.


https://doi.org/10.1039/C6CP07754D

/h/ —

“Dynamical Ordering & Integrated Functions”
Newsletter Vol. 44

April, 2017

EER - BENR EXFEHAFHEICLLZAUFOD
Bt ) VIEE =4 FES TOERIEE & BL R ) #ZEA

"Dynamic Structure and Orientation of Melittin Bound to Acidic Lipid Bilayers, As Revealed by

Solid State NMR and Molecular Dynamics Simulation”

Kazushi Norisada, Namsrai Javkhlantugs, Daisuke Mishima, Izuru Kawamura, Hazime Saito,

Kazuyoshi Ueda, and Akira Naito
J. Phys. Chem. B, 121, 1802-1811, (2017), DOI: 10.1021/acs.jpcb.6b11207
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"Structural Modulation of Macrocyclic Materials for Charge Carrier Transport Layers in Organic

Light-Emitting Devices"

Asami Yoshii, Koki Ikemoto, Tomoo Izumi, Hiroshi Kita, Hideo Taka, Takashi Koretsune, Ryotaro Arita,

Sota Sato, and Hiroyuki Isobe
ECS J. Solid State Sci. Technol., 6, M3065-M3067, (2017), DOI:10.1149/2.0111706jss
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"Observation of Gold Sub-nanocluster Nucleation within a Crystalline Protein Cage"

Basudev. Maity, Satoshi Abe, and Takafumi Ueno
Nat. Commun. 8, 14820, (2017), DOI : 10.1038/ncomms14820
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"Modulation of Redox Potentials Utilizing the Flexible Coordination Sphere

of a Pentacoordinate Complex in the Solid State"

Ryo Ohtani, Yuu Kitamura, Yuh Hijikata, Masaaki Nakamura, Leonard F. Lindoy, and Shinya Hayami
Dalton Transactions, 46, 3749-3754, (2017), DOI: 10.1039/c7dt00233e
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"Control over Differentiation of a Metastable Supramolecular Assembly in One and Two

Dimensions"

Tomoya Fukui, Shinnosuke Kawai, Satoko Fujinuma, Yoshitaka Matsushita, Takeshi Yasuda,

Tsuneaki Sakurai, Shu Seki, Masayuki Takeuchi, and Kazunori Sugiyasu
Nature Chem., in press, (2017), DOI: 10.1038/nchem.2684
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"Conformational Analysis of a High-Mannose-Type Oligosaccharide Displaying Glucosyl Determinant

Recognized by Molecular Chaperones Using NMR-Validated Molecular Dynamics Simulation”

Tatsuya Suzuki, Megumi Kajino, Saeko Yanaka, Tong Zhu, Hirokazu Yagi, Tadashi Satoh,

Takumi Yamaguchi, and Koichi Kato
ChemBioChem, 18,(4), 396-401, (2017), DOI: 10.1002/cbic.201600595

a3
(bR seimBt P i R Be R - ”

AO3 FHERFZE 53 4) ‘i
IS — (™
(B REHERFIERSRE FIRH A A '

FHh A = A Z— - A03 | >
JeREHR) &

AN OFRFFHEFFICBI D 208 & > /R B
MRV T, SERHEE RS R A & X7 B D
PRI SV a —2ABEEMIN L, ZhzRi%kd 5
Y la r OEN LT AFARFEEL TN D
AWFFETIL, NP B W THER 2 7B D
T A —NT 4 TR b5 ) J v a s b
GM9 ZfFgExtgR L L, FERrEvIal—ra &l
HE DR T-EREEMITZEL T, vy tn i
ié%ﬁ%ﬁ@&ﬁﬁ%%%%mbto

GM9 @ NMR T 217 5 7= % %th%m%
LA ﬁ%£W%ﬁﬁﬁ%%ﬁbf$ﬁ%@
nM%&%W%W&Ltozmﬁxm@WW_kwf
SRS RIS R LTS v R B AT D720
D§EEFR TH D UDP-Z )L —ABEH X T v

a— AEBEER & LFA R L T2 UDP-[1BCe] 7 /b o1 —
AEHND Z LT, B E IR B3C 1k A
L7z GM9 B A 1572,

TR L 7= BEEH OB T AR~ BRI R Z v & =
K7a—7%8AL, NMRIZEL Y FREMEIFED—>
ThorHEar ¥ 7 b7 b (PCS) ZFHMI LIz, —H,
GM9 BE85D REMD &I 2 L—3 3 N2 L » THEET
YU AT AEGEL L BT, PCS OHEGHEE R
L7z, REMD X 0 RK7- PCS fEix, ERHELN
T E L<—H|LTHEY, arT7rA—a UhEd)
Y7V T EINTND Z L EfENDT,

DX IERT —XICEM TN TIa
L—ya il oTHRLNE-BINEET 7 E
%wr DT rin s b OFREEICE b BRI OB

R RR LTc, 2O ZHASAmICK L, GM9 HESH
E¢W¢W%%v7ﬁﬂ/f%éﬁwV74%:)/
L OEAROTEREERICB T DO 2 7 4 A—
v;y%%ELAbﬁto%®F% HNVT 4 Fa
UL OREAIRIETIE, ARESIT, B CiER ok
w%iﬁﬂy7¢%%VE/%kofwé_kﬁmé
iz (1D, ZHICk Y, SEEREEZIERT 25
WorFvxia v & OMANERZ#E U CHic 72 o ik
EETERRT 25580 5 103D < o T8 DA & B
figd D LN TET,

o— OH D3 branch

H
[D2branch | HQ &Lo_\ ManD3
ManD2 HO— O Lanthanide-tagged GM9
Ho o HO&L\ anB
”R‘% Q =La* or TM** D
°%%E§§m4 o
Gl ; d“° Ho r[ L0
%’ GleNAC2 GIeNAc1
o, £ anc
HG©
ManD1 @ : 05-C;-04-C'y, W : C;-04-C'y-C'y g
180 T T
ManD1-ManC
90 |
o
o
g 0
- High density
>
90 E
180 i i d Low density
180 -90 0 0 180

¢ [ degree

X1 L)E#EToO—TE#EA LT GM9 #H,
TREMD ¥ 2al—avIic&YBohf-ZEAS
fo FRFALLT 4 X2 v EDERKRDERIESE
FOAV T+ A—2a3VETRT,


http://dx.doi.org/10.1002/cbic.201600595

EiERMT

6

“f)ynamical Ordering & Integrated Functions”
Newsletter Vol. 44

April, 2017

Actin wave [Z &k 2 HIBBNS F#X, MBI & IS S

"Actin Waves: Origin of Cell Polarization and Migration?"
Naoyuki Inagaki and Hiroko Katsuno
Trends in Cell Biology, in press, (2017), DOI: 10.1016/j.tcb.2017.02.003
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