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[2] T. Awang et al., J. Biomol. Struct. Dyn. 35, 781-790
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EAERN : Ar-PtCO DIRENARY MILIZE T ERELGHR T ANR % A

AR E GEEF - AO1 AZEFFERESR)
730 H : "Fundamental peak disappears upon binding of

anoble gas: a case of the vibrational spectrum of PtCO in an
argon matrix"

3 1 Y. Ono, K. Yagi, T. Takayanagi, and T. Taketsugu.
MEFELE S Phys. Chem. Chem. Phys. 20, 3296-3302 (2018).
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ENDHHTHD. ZOp, OFEEA Ar I X v §E
FINSL D, S0, BIEEEZHIDZ LT,
ArPtCO TliE CO ENFH L= PR -2 HHT L D
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[1] L. Manceron et al., J. Phys. Chem. A, 2000, 104, 3750.
[2] Y. Ono and T. Taketsugu, Chem. Phys. Lett., 2004, 385, 85; Y.

Taketsugu et al., Chem. Phys. Lett., 2010, 484, 139.
[3] T. Okabayashi et al., J. Phys. Chem. A, 2011, 115, 1869.
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FWSCAEE ;" Tertiary dynamics of human adult hemoglobin

fixed in R and T quaternary structures"

%75 : Shanyan Chang, Misao Mizuno, Haruto Ishikawa,
and Yasuhisa Mizutani

MeFh% 5 Phys. Chem. Chem. Phys. 20, 3363-3372
(2018).
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FwSCREH : “Structure at the air/water interface in the
presence of phenol: a study using heterodyne-detected
vibrational sum frequency generation and molecular
dynamics simulation”

E -
Nihonyanagi, Akihiro Morita and Tahei Tahara
MEGE2L S Phys. Chem. Chem. Phys., 2018, 20, 3002

Ryoji Kusaka, Tatsuya Ishiyama, Satoshi
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FWSCAEE : "Microsecond resolved single-molecule FRET DWBERRELIBRDIETHD, K . 2o
time series measurements based on the line confocal optical BERRT DI, —FhH0 sﬂj‘ﬂD*ﬁHj Z PR
system combined with hybrid photodetectors" TITHE FOL %B?SETZ) ENTE DEERBEARY v

# 3 . Hiroyuki Oikawa, Takumi Takahashi, Supawich iR A& FEBRIZ K > TR 10 pm & PRE LT,
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(2018).
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[1] H. Oikawa et al. J. Phys. Chem. B 119, 6081-6091
(2015).
[2] M. Saito et al. J. Phys. Chem. B 120, 8818-8829 (2016).
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5-hydroxyindole (5HI"): infrared photodissociation spectra
of SHI*-W,, clusters (W = H20, n < 4)"

%75 : Johanna Klyne, Mitsuhiko Miyazaki, Masaaki Fujii,
and Otto Dopfer

MEFEAR B« Phys. Chem. Chem. Phys. 20(5), 3092-3108
(2018).
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FWSCAEE : "Vibrational relaxation dynamics of B-carotene
and its derivatives with substituents on terminal rings in
electronically excited states as studied by femtosecond time-
resolved stimulated Raman spectroscopy in the near-IR
region"

3 . Tomohisa Takaya, Masato Anan and Koichi Iwata
MEGRE 5 Phys. Chem. Chem. Phys. 20, 3320-3327 (2018).
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(2014).

[3] D. Kosumi, M. Fujiwara, R. Fujii, R. J. Cogdell, H.
Hashimoto, and M. Yoshizawa, J. Chem. Phys. 130, 214506
(2009).



HFATRIEEASE RSP GRFRI Z2—ALE—

No. 54
Tk 3052 H

RREN  RIEFEUICETORABRES LERABHSBRO S FREKFE

Wy B (BHE IR - A02 ABEFFEARER)
G SCRE B : "Oxygen Induced Enhancement of NIR

Emission in Brookite TiO, Powders: Comparison with
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%3 : Junie Jhon M. Vequizo, Sunao Kamimura, Teruhisa
Ohno, and Akira Yamakata

MEFEZ 5 - Phys. Chem. Chem. Phys. 20, 3241-3248
(2018).
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[1] Junie Jhon M. Vequizo, Hironori Matsunaga, Tatsuya
Ishiku, Sunao Kamimura, Teruhisa Ohno, and Akira

Yamakata, ACS Catalysis 7, 2644-2651 (2017).
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FSCAE B : "Structural Changes of Water Molecules during
Photoelectrochemical Water Oxidation on TiO, Thin Film
Electrodes"
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MEFTES = Phys. Chem. Chem. Phys. 20, 3388-3394
(2018).
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Phys. Chem. C, 119, 24538 (2015).
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WS H : "Low-temperature FTIR spectroscopy evidences
protein-bound water molecules in eubacterial light-driven
ion pumps"
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FSCEEH : ""In situ" observation of the role of chloride ion
binding to monkey green sensitive visual pigment by
ATR-FTIR spectroscopy"
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W SCRE B @ "Contiguous multiple m-coordination of -
conjugated polyenes: bonding nature and charge

delocalization behaviour of polyene-(palladium chain)
sandwich clusters"
235 - Mariko Yamane, Mitsuki Yamashita, Koji Yamamoto,
Tetsuro Murahashi
MEFEL T« Phys. Chem. Chem. Phys. 20,4287-4296 (2018).
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photophysical properties of alkylated-naphthalene liquids"
¥ % . Bhawani Narayan, Kazuhiko Nagura, Tomohisa
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IEBHBNRNEEET A MBFEL (K2, 3), Eiz,
Pd(ally)» AL4PhC &, EFHEENT 4 AA—F—LT
BY . EESRETERVENNSH V| Pd RO EE
LIZ LD Z o\ EHEBRRESEL S T ERREN
Teo A, TNOLOEAERERHATLZLICLD ., #
AR S FIRE & B 2 B D,

Wild-type

1. ZHAMH T ~O Pd(ally)#E Ao [E £k

Porous crystals Pd(allyl)-PhC

b %0°C

A

= ‘“’ FS3SiteaB. -
= 57H :{l‘ -

- Ao sieaa ‘%slteAD?,?lZl
] WEET Ghenn
" siteaC ‘@

e f
PdAd

ol
(ool sazs

3. [X2. Pd(ally)* A L4PhC &AL, (a) B &AM
&, (b) =& HEE, (c-gPd EETA b

5Tk
[1] S. Abe et al., Adv. Mater. 2015, 27, 7951-7956.
[2] S. Abe et al., ACS Nano 2017, 11, 2410-2419.
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EERN BE A DD /N2 8 APOBEC3GC 3 kA 4 (TR +T 2 MR
B ORNERT S~ NWR FHAZZ AV BEREEAEDL A

s B GREBK - A03 ALEBE - WFSTHE /17E)
KH 2% CRLER K - AO3 AN SEBE - EEENFIEFH)
R EA GRERK - A03 AZEBE - IFFRREHE)
FWSCEEH ;" The C-terminal cytidine deaminase domain of

APOBEC3G itself undergoes intersegmental transfer for a
target search, as revealed by real-time NMR monitoring"
#3 . Keisuke Kamba, Takashi Nagata, Masato Katahira
Mz B Phys. Chem. Chem. Phys. 20, 2976-2981
(2018).

ARFSCTIE 1 AGH DNA ICEREZHEAT DL X 37
2 APOBEC3G (A3G)®D C i K A A >, 5 DNA L
2HHID DNA ICBE) (A M7 FHBE) +52 &
SN LTz,

A3G X HIV DL ha vA VA EREHEILT 55
7 A NVARTTHH[1], A3G 135 k—A&8 DNA LD
ISRy v (C) 27 /Ly 7 v
(U) 225 2152 F >, A3G 13, @&V DNA 4

BEZFF oMM T I ALTEE RV N R A A & |

DNA FE & ReidEvy (RBEE£L 100 pM~1 mM T2
BT 2 JALTEEZ RO Cllt KA A U B ST
W5, 1AR4EH DNA HIEMESIDNEEFET 254,
A3G 13 5N & HEERIELINE & O CILT <
b4 5 (3'—5' polarity) [2].

FEWFEE TliE. A3G IRINEZ OIE DNA @ NMR
T F VIR ORI 2 RS2 [ERER] NMR
VL) ZHEST L., 3'—5 polarity 2% A3G 7% DNA L% =
TAT 4 7 (—RILOIER) THRREL D Z &[2].
U VBB EN LIEHEREERANRATAT 4 71
EETHDLZE[BAEHLMNT Lz, ARiisCCTIIER
] NMR FHAlEOE 72 55 & LT, A3GC i KA A
VRARNT Y REIBET 20 E D hEFE L,

XU DI, 5 3B — T OERES 2
DNA (Sgg) #HE & L. ASGCHE RAAL DT 2/
TEPEZ ZTAM L 72, S & A3G DL A [EE L, Syilt
& EIF5 L. 3—5 polarity 2384 L7, FIT. Sy
& A3G Cliii R A A  DREN—EDOFMT T, ZR
Bl & EROBES DNA((AA)3g) & #shl LIS E 217
STl ZA(AA)gs BEEOHNNZ N, BT 2 ALEE
I RIEZ R LTc, T OFERIT. (dA) 225 Sl A3G
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PIBENT D = & T Sgg~D A3G DA MM S S
HEANHRT 27T\ (dA) IREN EHT 2 & (dA)s
DX N7 REBEINE X 5 2 & TS ~D A3G D
FEE DI S AL E DA T D LR T & B [X],
WE (A N7 v FHBENRIEE LR WESR) B4 DNA
FREFILEIRATRIICN A TYH, OSEE O _EFid
/RN, R OFERIT ASGC B KA A A A
NT v REBET 2 NIEHT 52 LE2REBLTWD,
A b7 v FEBEIL, —MRIIZITEED DNA #5é
RiizboO, BHKNAL VDb H VT BIH
EBEZLNTWDHHRTH H[5], A3GC i KA A 1T
MM OREE RA A U PBRD 2 EnD, KimXOfER
RO R A B LGSR THY . 2018 PCCP HOT
Articles |ZRE S 4L7c, KERN O MEAMNEM R, &

TR FLSABEIR A O TH - Sk 7 SRR IR
WOBEER LIV,
&8
@,
S TA. = @ e =
5,06  caa
55,06 cat o .
BERIE B A ) @A -
g 30 | T oy
£ 20 ]a BEEED
S 1
3 13 . :
1
o

0 1000 2000 3000

(dA), (UM)
. A3GCHE N A A DOLT I/ ALTEMIZIEEHEA
DNA((dA)sg) i BE 15 L THRKE 2R, 2 ORI
A3GC % RAA S A KT v REBEIT 2 2 & 2Rk
LTW5,
5L Sk
[1] R. S. Harris and M. T. Liddament, Nat. Rev. Immunol. 4,
868-877 (2004).
[2] A. Furukawa et al., Angew. Chem. Int. Ed. Engl. 53,
2349-2352 (2014).
[3] K. Kamba et al., PLoS One 10, 0124142 (2015).
[4] K. Kamba et al., Front. Microbiol. 7,587 (2016).
[5] S. E. Halford and J. F. Marko, Nucleic Acids Res. 32,
3040-3052 (2004).
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FERN . £ FEMRETP O DNA S KU RNA D NVR & 5 )LERRIIC#) 8 THL)

B AR OEEBK - A03 ANEBE AFFEH 114
AKH & (AR K « AO3 AZEBE ELEENFZEH)
i BN (GRUERK - A0S AZEBE BFFERERE)
G SCREE @ "The first successful observation of in-cell

NMR signals of DNA and RNA in living human cells"
23+ Yudai Yamaoki, Ayaka Kiyoishi, Masayuki Miyake,
Fumi Kano, Masayuki Murata, Takashi Nagata and Masato
Katahira

HERE2 7 Phys. Chem. Chem. Phys. 20, 2982-2985 (2018)

BileZ 13 U, ERE S OEAEDF IS
5 invitro O ERIRERE T TiThi b, L, EEE
TN O TIE, MIBEN & D B x 2R ARG T
BICEEE S T2 TIAHREVERETH[L], 2ok H7%
*fBﬂH’?V\]Lﬁfi‘TﬂiE{ztm/\%@r BT in vitro BREET
FRZRDOTIHRND 2 &0 ) BIWENTIIRE b
?ﬁ*ﬁ@,ﬁ\o I H Y EEOAMNICBT 5%

DOREECTEDFEM 2B R S RV & 72> TV D,

AR PICIFET D 2B OAEES T NMR &7
T A EEBIT % in-cell NMR 1T, MR D5 F
IR L TERE L ~UL | JFUF L)L DT & FTREIC L
ZORERRDT- D DH NI FIETH D, LnL,
NETOREEZ %S E L7z in-cell NMR ¥EIC X 28
BUIBR STV D 2, Wb I = O IpEEE %
HuwiztoTho[2, & MEMETIZBT 2D
NMR & 7 F L DG IR DB HD T TH o7z,

Fox i, MIEBEICHILZ TR T 2 HERBEAE A ML
7R U0 (SLOYE AW =g ~DWEE AT 1E%E
LT AHET, b MIETOEERD in-cell NMR >~
TF N EBRT SIS ﬁﬁ%f%ﬂwfﬁi% L7 (X 1A,
B), Al in-cell NMR£IZ LV, DNA B L U'RNA %
B L7 —% T tH NMR 227 RLZHIE L.
HIFIPN D DNAB LI O RNADA I/ Fo by 7
Rt L7=(X 1B), @i, BEOA 2 ) 7a kridk
ERHLTEY NMR V77L& 5 20y, Bkt
AL CWAEAIIEZOZBBIMZ b, v 7
BBHATREE 70D, 2FED, 43/ 7 v bt
ST LIZDNA R L TVRNA SIS b\’Ci’E%
ﬂ%ﬁéﬁibﬂ\é LEMSRIBELTCND, &HIC
BB NMR A7 ML EDIERIZ XD | ,%HJH@
WCBW AT EUBEZHRFL WD 2 bR LTz,

-

vitro |

21}
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A) SLO iElck? DNA/RNA OERABRADEA

La e

HAERSR —~~—
SLO ___

HFLAE R
“~2. DNA/RNA
o ) oBA
-.__':;’_____,
CaCl, g
ﬂ%ﬁw

reseal)

B) In-cell NMR j%lcE?
Eh#ABIPI DNA/RNA OEEE M

I]m.

In-cell NMR AAZRL

NMR
DENAR

DNA
ATEY

apo®
S JLiL »
WO@p

RNA
ATEY

“OOMCO,
=4 %

14 2
H (ppm)

B 1. SLO MW=t MEMEA~OEBOEA
Z%—A5(A). In-cell NMR i & 5 & MK
WEBRDOA X/ S a by 7LV DORHB).
Fio, EOLBMEBEIC LY . RFETEA LR
DREFIENITRIEL THDE Z E HHLIC LT,
IS ORRIIAF FATHE O Phys. Chem. Chem.
Phys. fF4E 512 TAK L, 3\ e Z & 12 Hot Article 12
THL W0,

DNA B LT RNA O FICE LT MMEMRN O

NMR ¥ 7 F i C& 7 2 & T 4%,
s OERIZ DWW CHIfRN OB 275 L~ R
LV Do RRE CRUNFIRE & 72 5 Z L 3 IfF S L D,
[1] Ellis et al., Nature, 425, 27-28 (2003).
[2] Hansel et al., J. Am. Chem. Soc., 131, 15761-15768
(2009); Hansel et al., J. Am. Chem. Soc., 135, 2816-2824
(2013); Salgado et al., Chem. Sci., 6, 3314-3320 (2015);
Bao et al., Nucleic Acids Res., 19, 5501-5511 (2017).
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FAFHEST - APOBECIF i rhilafE 7 = / BRRE DRI &
DNAEES - RERU pH A IR 7 = / LERICRITTHE

AKH a2 GUELKZ - A03 AL - HEEFTEH)
FFE BN GRS - A03 ASEHE - AFFE )
FWSCEEE : "Influence of the DNA sequence/length and pH

on deaminase activity, as well as the roles of the amino acid
residues around the catalytic center of APOBEC3F"

235 : Li Wan, Takashi Nagata and Masato Katahira
MEZEX = : Phys. Chem. Chem. Phys. 20, 3109-3117
(2018).

APOBEC3 7 7 2 U —# /378 1X. — A8 DNA
(sSDNA) FITFET D by v % 0T VVICERT D
7 I bR THY . 2L OU 4V RITKT HEK
TP OHEFNZH > TNWD, Z£DOH T APOBEC3F (A3F)
& APOBEC3G (A3G)IX, HIV-1iZxt L TEWHLY 11
AJEME AT 5, HIV-LIZ RNA 7 A& FD | e
Bt TTWEREIC XD ssDNA &4k 5, A3F
& A3G 1T Z D ssDNA IZ/EHT %, fER. VAL R 5
/ 2 GIA hypermutation 738 A S 41, & OFER N HE
INb, —FH. HIV-L IZEEOR S Vif Z o7 8%
iV, ASF & A3G 22X F 0 - FuT T Y — ARRE
WCEX ZhbESHET D, HIV-L R ZO X 91T, ASF
& A3G ZIEDFHIZT S L5 gL Vo L)ERS
L7zmild, A< EBRDAF - Tnb, £/, Vif 21
EL | AF & A3G D 2 L iE, TRIREE & LT
B THY | EEER STV D,

Fx XN ET, A3G T2V T NMR ¥E52 W THF
TEITHCEI[], 9. SERREEZE L, A3G L
@ ssDNA #EBEAL A BN Lz, £ D%, real-time
NMR EZHWTIR T I {kiEE 2B L, Fhic X
V. A3G DMERE T HDIE, CCC(CARUIZEHREN
DY PR LS X7 LAF R TH5H 2 L, ssDNA
Fiz2 »FiLLE CCC BRHBEE. AGIZFAT AT «
YLD CCCEER L, BTV DIZEER
ST I MbTHZEEEZHLMNILE,

LA T 25 LTIE, ASFOX vy T 7T VB —
a v &R o71-, A3F L A3G &IiTH72 0 ssDNA Lo
TC #HEH L3252 LML TV, BEEEELS,
R EOEMMER ASF OEREMNTIC OV CTITaF g i
ATV o T, KOFHE LT, AFITEELY
<, BEZELSTDHERELTLEY ZEBRTF LN
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%, FIHE, AF BMCOREEEORENH L3, 11
AT O RERNE ST\, SRR~ IERS %
el U, & 7o S FEARAT IS IR BE O ASF (1 uM F2 )
S Z L CLREROMEE wR L, LT, ASFD
COUEHUIT YT DNAZ Y avT7—8T7 vk 1ik
% . A3F & ssDNA OFEA LB lm i ibiE % Az,
BE DR DS % > ssDNA & FHUWTHEHT L7255
. ASF (X TC ICHET 2 LA L, TTCAIG fd
FlaifteZ ENRH LN E R, HEIZOWTIE, E
VYSSDNA (320 nt)ZE0E D LD H4FTe 2 E3bho
77

ASFIZHOWT HEE DB R A VT LR O %
1To7z A3F OO, 7Zn7)ix, B DL —T 1T
BYBHENTHBE(X), TOHFT, loopl,3 & 72BN
TEMEFE 7213 ssDNA FE G REIC BB E R s 2 f/- 37
I BERER RO 0Tz, BBRERNZ L, L
MHEEN BRI THBITE b b, fEEEL
T &H 57 ssDNA FEAREICITR B E KT S 20, L
IbDONRHoT (M, TEERIER), LoD L, AFIL,
D= ENT (500 FRIOEKEE - T,

[ZE 572000 |ssDNA Z #E46 L.TTCA/G Bldl 2 3834 L .
o7 X /UG A R T 5, L WO HEA R A TE T,
LSBT, TNHDOL—F LOT I I BEENED LD
\CHEE LTI Oy, D LS ] BiELEN5
IS THEREIC OV TIBR L2V,

ssDNA #&&
5 (+iETERNER)

A3F OBR7 I LR EIBS 7S ESE
5 | TR
[1] &) Furukawa et al., EMBO J., 28, 440-451 (2009). b)
Furukawa et al., Angew. Chem. Int. Ed. Engl., 53,
2349-2352 (2014). c) Kamba et al.,, PloS One, 10,
e0124142 (2015). d) Kamba et al., Front. Microbiol., 7,
587 (2016).



PR RSO LGRFRI Z21—ALE—

No. 54
Frk30F2H

EEBN ALE UV B ERZRAV-EROBRZEZETCAIARER

Kl =]
s

(KBRS - A03 AEERFFEREH)
(RFRR 2+ A03 A GFRIT TSR TEH)

@ SCRE H : "Successive energy transfer within multiple
photosensitizers assembled in a hexameric hemoprotein
scaffold"

%3 : Koji Oohora, Tsuyoshi Mashima, Takashi Hayashi
MEREA S Phys. Chem. Chem. Phys. 20, 3200-3209
(2018).

HARRITIHIT O RBNFERIT, BTFHEEDEN
KGN TLE AR IS & BT 5 7= DD T
HETHD, ZNETITABERILT S DTS
TR R SR 2 L LA TORHER B S
TVWE,FEZDI0EIFETY A LVAF Y S RED
2R BEAGRIOCER AR AL FERT L &0
FEREEZRTZEDPHLNIENTVA[L]L, ZAbHD
WK LT, Bx DT N—TTII~NLZ NI E 6
BROa=—7 EICER L, fiRTThd~L%
YR AFECTHHHEENEL T ¢ U B LT AR
BTN BT HICE S IR R E e N Ok
E£RE LTHET D Z & ZLIENICHE L2[2]. A
T, S Effike@EMA L, SR L 7 0 U v
EEHEDT, 3 BEOBENSLRDIFRATIHHESRE
BAZE L7c, ARORHEIL, B FHNTHREE Lo g
N7 4V FRE oM TESIIL, 20 K —k k&
W7 727 % —tadfi%z 5% 1 O TIRFEMICHEA S
T, RESTHTERERESEER L-RILH D,

SRR T 4 VD R F—BLO T 7874 —L L
THRET ATEL LTI F LEAS v BIOTFFH 2
Ly REBIRL-, Fo~bZ U 0 ERERIZITY
ATAEEANL, vUAINEEFTHI VAL E
AVBIOTXY ALy FERIGSEE, 5. 6 &
FOTNF LA DOHEN LT E ALY %
7 6 BRI, 60%IEEDHRTI N LS VD
HERARNL T 4 ) N2 —BET 5 Enbro
oo FEWNT 1T OT XY ALy ROREAEH LT
SREHIAN L Z N T E 6 BIKTIL 35%IF & DR TH
ARV T 4 Vo METFHH ALy RAaT R/ X —BH)
THZEDBRALNC o, WIZ, 1 3 FOTFH R
Ly RESHTFDTILFLEA L, 6 55T DRV
TV VERTAHANLE U RNIE 6 BiRETRE L

489

(Fig. 1), FTVALVT 1 FfiGEHET S 2 &L 6
BERESA XYy n~ /T 7 o —CHEEL, 7V
F LA v DEM, VANLT 4 REEAOBZE R,
ANLETERLT 4 U B H L=, [FEIZ MALDI
MS BLOWINART M VIToTz, WA
FLB IO AT ML EEER L, =)L X —KE)
PhREFTM L2, OB #idkD 6 3 FOTAMFLE
AHDHNNL6 S TOTHI ALy REFT 5%
FTCHELNERFEM, R VF—BEINEL LU0
Bl 2T ICH 0 YT, ERENOZRLF—F
HROFHEE R -7z, BRELT, 744 LE
AN THRY ALy RICEZET RALX—BEIT 53
21 ETMARLT 4 VBN LTREITH/32 2Dk
X 39:61 THHZ EERLIEZ, ZDOZ EnBARN
B2 AN X BB LV T 7 &7 =T IRV
RONIET RN T —ZHEFRRRRTH L T LR
iz,

UboX oz, #onoBgaidg e Ui e
LREME L, ZOBMREE 2 35MICFHE L7z, £
THERI TS 505, EHi L7-AFEOR DL ENRAROR)
RIZKELSFGL QD ZERNRBEEINTEY, £0
FEA . 5B OEBIERAMERELOE » MR D
EEZTND,

M

Tm
ANLTVIR\VE

prr A, TANT A KIIX= (o5 _pm
B
—_—

—

&

ToeTY -8R

i’ls—siii
YN FRRILTZ V>
<D <D
AR a8
J AN

BHUOREET 2
ATHER

Fig. 1 SR iiE oI,

51 F STk

[1] L. S. Witus, M. B. Francis, Acc. Chem. Res., 44, 774—
783 (2011).

[2] K. Oohora, T. Mashima, K. Ohkubo, S. Fukuzumi, T.
Hayashi, Chem. Commun., 51, 11138—11140 (2015).



AR TS

FiRRAN
24 b2
SOt AR OukBe L - i)
I s LKBE L - A03 AZEWFZEER)
7 i H @ "Two-dimensional structural ordering in a

chromophoric ionic liquid for triplet energy migration-based
photon upconversion"

%3 . Shota Hisamitsu, Nobuhiro Yanai,* Hironori Kouno,
Eisuke Magome, Masaya Matsuki, Teppei Yamada, Angelo
Monguzzi and Nobuo Kimizuka*

MegEER B« Phys. Chem. Chem. Phys., 2018, 20, 3233-3240.

7 AR RFE AR EA A AREALF T ED K S IZE
BT 2002 &) BMEZBR L&, ERROH
ELTHET DICE o7z, LIAl, a2 F 35 IL H
TOZEHEFRE =R A~ EMA L7+ -
Ty arR_R—=Ua VERBICOWTHELE L 2o
BRI V24 TN TL 2016 4E 3 . AGANA R
DEFWFREMNMRE T D 7T LV A XYV TDR

Z /¥ a3y HKFT Monguzzi {8+ & OHEFILETT
ST-BE. IR TORAMOESHEERFIE T4 1 T
I ALBEBEIIEELTWD Z LICKBMfT W, o
Re Tl IL T =E R = 0L F— QIR i 2
HIEERAMELNTHEL TS Z EIZHLNTH -
7203, FE 7R FERSNZ DWW T A THh - 72,

IE%, ERERRGEREZ ST IL # AV, &L
E&F%W"f%ﬁ%ﬁﬁ%%&’bfﬁ%%*“

SFEFZHRTELDOTIIRVNE VI EHD
k;@%ﬁ% AT LTz, BEMZFOT =4 23L&
[FIEEIZ DPA ALK U ERE WD, 0 T4 i T v

XV 2 M6 L7z & o & H W 7= (Figure 1a), Z D451
etz k| SERICBAREEHIIESHETH O,
D o—EEET 5 & WL E R Bm HNR IR B & HR T
FHFE R DA A 2 %f Pa2isDPAS %4577,

B X A ST I K v i E A S o Lz
(Figure 1b), A & L MEEAL & FEA A L MEERALIC & 2 IR
WiEEZHE L TR, A A HoBRIEHL23.1A Th
o7z, BBRENZ & ’\:wgﬁﬁ%’ﬁmﬁéﬁﬁ
RDET E— 7 3L ElmmA IL REBIZBW TS
BL X N (Figure Lo), A HIZRB VT ﬁxﬁ@ﬁf%
BEERS THFRES L TNEZ EEHLMNT L,

I, ZOEAMNZEN T BT E— 2 OF{ElE D

EZS5hEaFHRI —12—AL%— No. 54
ERR30FE2A8
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TRTUEBRFEEEET A A VBRADPOZEEME I RIILX—ILEE
7w Zavnn—o 3 UEHE

a)

¢
abal
O

P2221sDPAS

mv ionic;

w<)n ionic

c)

Intensity (arb.u.)

Ml |

[l W I
0 ‘1|0 Zb
2 theta (degree)
Figure 1 (a) MB/GH 1 7+ » IRAK P22uDPAS O 53 FHBE. (b)
P22214DPAS D#ESAEIC & (1 2 1EEEIBIE. (c) P22214DPAS DR L
fo X#REWR S 2 — > Ix IBHETRIME, & f&8AE, 7L > VI XER
BERFRTERN s FRIS hic X2 =2 (UMY > 2 0 b o > KR
t 22— CRIE, ABTXHR 15 keV)

5, Y27 —0ORIY FAASL U A XZRHELY ., K

simulated

30

IRHIZE 1) 2 = ERIARhE - P & e U7, BlRR
BN &I, BHENZ RAAL A7 —/L 93 0m (2%

UPERUEREIL 21.0nm TH o7z, ZIULIL TR AA
NAGIER: Y 7)) S AP e /N QY
ZoTnpEnoriga L Tn5,

T, Wi, WLUZE D) AR FFEERd R R
2 IL 2R L LT 2N E EORIRTH -
Too WRIKRTH Y RN OHFMEERFFS . FE-REIZHIE -
D955 ZOMEHL, FRZEICHAVWEM TH T,
S b ZORBHORBICHE L THEZY, SRR
Rt BFFEFENIRE T 77T AOIRELETH D
Monguzzi {8+ & DEERHLEEFR C L LT PCCP eI

WETE Tz, AEOFFRERD & - 0F & THVW 2 ARGE
WOV R— Mz ZTREHB L B ET,
(51 A 3Tik]

S. Hisamitsu, N. Yanai, N. Kimizuka, Angew. Chem.
Int. Ed., 2015, 54, 11550.
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Laks,
BE
o

ETILERWN-2 Y

NIE—V A FEARDRBEERIRILYT—FE

TRAN Phuoc Duy
Viks Tl
E
xH)

CRILKRAEMAL - BFER)
CRR I3 AEMT - FHENFFER)
(L RAMmA T - A01 FHEAFFEA

A CHE H @ "Protein—Ligand Dissociation Simulated by
Parallel Cascade Selection Molecular Dynamics"

EH Duy Phuoc Tran, Kazuhiro Takemura, Kazuo Kuwata,
and Akio Kitao

HMEREER B © J. Chem. Theory Comput. 14, 404-417 (2018).

PaCS-MD  (Parallel
Dynamics)id., WHNZ ZE DML 72y 1B )it & 52
TL, BNV =7 NUDOHIHIREE 28R L
TR TN FERETDE NI A I V%D
WY Z & T, ARG E IR )
HIENTEANTFYIal—aliEThHh5(1.2]
PaCS-MD M3 CTh HELH L, IROYA 7 L O
i & L TGS OMmIZH D ENR 5 X 2T
BHZ LTk T, SR ERBEMICEZ 03 L
TWAZ EILHD, ZHIUT Ko TR LIRS Y
YTV T EARRIC L, @E O T BN T RERER
DY alb—a YPRERBGTH, FWIATRH
THIETHZ LA ARBICT 5, T O3, PaCS-MD
BHNTE—) T RESERORE I 2L — 3
VISR L. EROMEHRE AR T D & Ebic,
NaZREETNVEISAT 52 LT AR R

Cascade Selection Molecular

F—ORREFRICT 2 HERERERLIZBDOTH D,

NV al—varEAnTEAROEEBT
FNX—FFET D HEEEIC 2FEEICOH T 5,
120F, EBRIITITFEIT AR, /Mo F a2 HREE
% TERAINRY ) BN AV VEBEL, BHT XL
F—EENESB ) FRE R E RO GG E AT
V¥ —%FHH 3D “Double annihilation” 5% D FFHE L
Thd, b —DIFEEERDMBEHED 5 VIIFEE DT
a2 b—a U ERFEITL, AR & A R R
LicikigE DEL L TREEGER= XL —23HET 5
FiETH D, miEL, BECRFRRA 2 EIERR IS
THEY, BERERESVERIETHLEEZL0, 1 A
Ty T OB EP B OHE, ThbbEb 6
X T RETHIVENRHLDT, KEBRHTRLO
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FEAH B RZ X —FREIC S OHEBICIEZ Hn 0 A
Ty TIRUBELRY | B RTE—E R EEAR
DX =7y MLEAT2DIXRETH D, %E
DA, W O MD FHE O RN TREEEOR & 2 #l52
T2 EITEELWO T, Steered MD (SMD)7¢ & D/ A
T AEBBEANT B Z & TR/ G A IRET D HNEN H
B, LD L, ZNHOAAL T AEUIE LIERBRAHE
WEERZFHESILTCLEI> DT, ERRHAZ LY —
AL EFHET D L TomEIZR D,

F % 1% PaCS-MD % VU /' F— L—triNAG 18 &R D i
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