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TR BEHEHRE e

TERIT B AL FAITEE D  FERBRAY /3 FLETEL @R oL T VT ALK 558 )
kLW o T TRIEIC K DT ORRECIE O FEAT A SRR 22 O UL IIRFZE T —
~ Thole, LLBRL, IIFEONTHEE (AD) BFOREAHIC 2018 FFE BT
(EFBLGITKRE T 2B ICE R A2 B L, 0 T OMWEEFROSCBET Dk~ e RiEIC
OWTCATHBEZIGHLEH LT T a—F 27> T 5,

Bl OWFSEHI % LL R ISR 5,

BZP REURNLZHD AN, GUKHENE iR e O TR & & RPN IR EE 0 fie KB
I LD 5 DB F Y BIRIEDS RV EEICOW TR TR O FHuE = R L F
—DOHTTRMNMTZHZ &, 2P HIV HEThH 25 ADAMS @ EC50 fEIZOWTH 5
BUAET RV FX—DHTTRIMTID I LR T I ENTE,

PEDIIICEDOE BDO L D 2 BHERBRIC OV T TFHITELZDOTH LN, X

DM OV TS FRIFREDN D LW E W I EBEXICLY T A R —R L LT,
2 R4y F O MRS K ORI R 2 115 F OBIGF-E— A MZOWTH Tl
B RN X =X DR 2 To7 e A THIRIECH D Z 2R L, 772 L2
UEH G L T 205 T35 T2, FEBIOTHNCE ORERD 2 LN TEX )
ST,

BRI A B L AL, 78— 0 VR T IV A~ —TUERENE 7 & DR MR FR 2,
JRE M PR D FEAE « R ICTELS BIS- LTV A Z E N BN TWD, IT4E, Z DRk A

ML AOBEAZ BRI E LT, Fi b E O REMEHNER S TW5, 7 =L Tk
(FAT R HSR VTR LIE R &2 75§~ 2 E A B MIT 72 o TV D, KPR OBAR S X
FA LY b EWIERZ R Lm0 E FA SR8k ER 2 BRg L L TR~ OB
AL FATREEEZGR L, 7V —F U HWHEERONEZITV, HERITRE L
BHILIARATFT 5 2 L 2R Lz, AR TIL 50% O DPPH 7 U — 7 ¥ /WHERE
(IC50)%, FA & ZDOFHERD T HuET RV F—DH AT E 21752 & T
THIHRD Z & ER LT,

T, SO TOERNETHDL, = bR E—RT U F L E =IO T
DT HET RV =D L DT E AR AT L 2A R0 THIFEETH L Z & %
LD, 2L O FIZOWTHEEITo 21 B ZOWMITAARA= L Ea—X
b2 2023 FERFENGEm RS T IOBH St vz,

[1] S FHuE= R F—% HO e E I L 5= br e — Tl

Rk AR, R NG, SERT 2

J. Comput. Chem., Jpn., Vol. 22, No. 2, 31-33 (2023) (HA = b 2 —Z {54 2023
B E R SURF R 5 &)



SFEGTERFY - RAM AR FEHE iR BEM XK

N RGTERICEMRT D EEREKREAT L bR/ A FEAOEERE
TERMMEER LTZT AL A ROLHZET 22778 T D, i 721 0o
SRR THLH DT AL, CioHs D X 9 MR RALKFIC S b 59, fiEe
MIRHEEER AW TH D, ZORREEICHEZED, RO —bhE LT
BTSRRI B T2 7 XV VOB & E, 3 KOV OIS MEICOW T FRED
T THREB I /-7,

XINRT AL T I FiBEEROGR L Z DMK -
SRR, fbEWM 1 X TLRT I ccl,
BEDORIEEBZ 2, LB 2 O X OO amine___ OO 7/\
SR AT T AL T I N in CH3CN
WKEAGKT D & EBIZEOMEREM

N7z, 2SI T NMR, IR SO SIS 2 T E LT,
T AL VT R REEROER L 2 OIRPREN:

FAXLT ) ITAT AL HER (3a-d) BLOT ﬁ
RV T 2 REEAR (4a-d) O OFER AT D8RI 7/\
VN e 2 FE, DR IE M 2 R, AR AR 2 R OO
%, Fx OREORE % 48 R &%, AMiatis MTT
EICEORE L, 50%MAaE PR IE R E (CCs) A FHIL o)

7=, TS fllx, EHEMID CCs ZFEHIND CCs THIS ‘ R
Z LRI, PUBSTEEIL, BESRIREEME (TS) &, & OQ 4a-d
< DK E CE il 2 et 5 & KB L7z PSE (TS
i,/ FEMNE D CCso) I THHM L7z, £ DRER, (L& 3b,
3c D TS fllX 4.0 & 4.1 T, fuEHlO 7 VA w7 Z 2 (5
FU) @ 7.9 % Flal>7=, —7 PSE i TlE, 3¢ 13 5-FU & A& DfE %~ L72(6.4 vs 6.2),
728, 3c DEMIELE 7T AT AL AZEANLTALE YO TS il 1.0 ~ 1.3 F2E 2) & 7
S TW5, 5-FU L, SR BEFEIEIIRITH - 7223, FER S H 2 2 H13 3¢ 12T
W 7=, E5123b 11X 3¢ ERIZED TS fHA R L7228, IER I3 55k
KW, F£72, 77 ABMEHE TH LA T FUKE, I 2—% v AEBHERE, 7T A
FEMEME Ch 2 KIGH, YooY AEEMNGE LTHREEL T, 77 AgMERE T
WERIRICT X VR EEND D, 7T LARMERE TITMEHN T L F 0 EED b O THINA
W B EM DA B, TAFNVETIIMERENLDIZFEMZ BTV,

3a-d

: R=CH(CH3)CH,CHs
- R=CH(CH3)(CH,)4CH,
R=CH,CH(OH)CH,CHs
: R=CH,(CH,0H)CH,CHs

a0oTo



DFEGTERFY - B R AL ERRE g ME =¥

ek, FEENE, BN & OB WML, BRSO IO S OFEREVERELBA % 2 H
BRELT, WEAKT PN - ntBFHBILEM MO OB RRIEEROGRE, Th
B OFERE « MITERIT 21T > T\ %, BIMERBUSII FRIGINEE TH 572, FrZHHE
Do FRA AR 205 L7y T FEIC & 50 FRGIHIENC 12 ATV, A4
TELT OISR ZAT > 7,

[1]15,15- (4-E°U 2)u) -10,20- TV —LR VT 4 U o R ER & LTS FLIMERE
NS5 F DA R & e E)

5,15 i 4- ¥V UNVEEHT 5 5,10,15,20-7T T TV — LR T 4 U2 bR EEE
W~ o 2 WKFI % R T2 VR IEEEVA I L 0 (porphyrin-Mn)6(solvent)n D AR,
Thd—WiHiLE T 5% LR &S+ (PCP) OGmERARTZ, 7V —LHi
2 BIO 3-Fm= ik, 2-7 U 2-F 7V IV AEELORLT 4 U b HIO
PCP 2554, 2018 HIZEN A Lz PCP L 0 &K 172 WaE LI WHIALAE FF
DI ENbhotz, PCP O—RITTHIFLIIZEH: S Bk OBRKERIC X 55
EBPEORB A BFEIZ, S5 PCP 27/ A a7 n~FH U |2EE L CaELR A

“o B LT PCPICERINICA LA B v 7 T o 20T 5 2 &3, Bk X
MHEIEMENTIS L OV TG-DTA JIE L W B 2278 o7,

[2]ESIPT AIHE/RT U —7 = F > baA I XY — )VHD AR & 3658

FEIREE Sy N~ e k) (Excited State Intramolecular Proton Transfer : E S
IPT) WHEARHKEZ LOHMHT V-7 bag I ¥ —)L 2 fL ZDOEZIL 3
FEZGRL, WiEE X OEERTORNEFEEZ OV THRET L7z, ESIPT AlREZRAIEICE
FrF 7 2=V a b oA 4 —/LiBE K 2 fIEEETH T & 512 6000 cm—1 %7
ADA M= A7 FORER ESIPT ¥ A4R L7, L LIs 2 FOBAKR TIER
AT M LRI AT ML OERY BREL, ERFTIT ESIPT #EA8EZ 57
WATREMEDS R ST, A% AR AR L, BRSO REETZMETs2 & TIh
O OBGERIT 5,

[3] 7TI REAZ OB 7 == br=b=ha Xy ROAH - #iE - Btk

p-BLUm-ffic=hre=b=Fraxs FEEHEILE L THEOHP X7 I NFE
BEEGRL, OSSOV THRFT L7, p-1K, m-K& bITHE ARG D
TR S DA E R AERIZEBEEN TH - 7223, SQUID BEHEHT L 2 REARIE D
FEER, WE LD 1.8 K T THEMMARTHDL Z &, AV UMMAER T p- IR CIIssplE
B, m- K TIXRBEMERN TH D Z LB bnoTz,



ST REEFT AR 2R E B 1BA R

T, G Lt & OB ZMEI L, BRREME Y T ORGHES 2L 5 Z &
T, ENTHEEEZAT RS FORAIREZ B E L THIEZIT> TV 5, B2, 5F
LB RIREREVER B 25 R & UL AR, 7 ALA SR, = EIEFOLE
(B DR 2 R L TV D,

LIS, Bl OFFERRRZ /T %,

1. ARG FAA VTV OICEE ROGIT & 2 BRI TR D 1) |-

&orF A A N T ALFNT, BRME A 722 EFiE2 /IS TWD, ZThbid
B FALEMPARFER S, 7—r ), n-nHEER S Wo 72 FREAEERIZELDY
MAME LR L, WA CIAD D Z L THUET 5, — . B oDWKFRY 7
a2 LRIV D @ma 7 VT ALFRRGIC KL oM A E A L., (K
AT AT A TSR I BN D

INFETICHEHAIL, LEGRELE LTT 27 U a A VEE G FRIBICEA LIALEME S
BRL, ZVREETHRESZ1T O Z & Tham HESE, TORME TOIRIRIEID &0 B
HITRIEZ i LTz, ZORER, 727 U nA Ve =28 AL tam 1 (K1) BMER
e biEZ R L, HEERIZ K> THTADISHRM ET 52 xR LT,

(o}

_ OY(CHZ)E =——==—(CHa)o—CHj,
OC2H240 o NH
[e]
Q 0(312"'240)v C[NH
NN ()
AcO \J—@o OC12H240.
o N/ 12124 [e) (CHz)g—=—=—=—=—(CH,)o—
ACO% Y\ (CH2)9—CHj,

AcO NHAG 1 0

2

M—1. HEROESEKEAT DS 7 ALA

AEEIL, BEEE L TOTEF LU EAEBEEANLILEY 2 26K L. D7k
BB NEAIC K DM LA fRE Lic, SMAEEICX3 2 7 N ALhE 2 374 L 7265 5
(Table 1), {LEW 2 IRIAWVEEE T/ VALFRTRE CTh o7z, FRZT7E = MU ABIW
DMSO TiZ, /N7 ALRE (MGC) 23 5mg/mL LLTF &L o 77 /UbiE 2 R Lz, &
HlZ, DMSO MO NV ENRBEETHZ & T, FADEAN 2 FBU LI ET5Z L 2H6
Mz LT,

Table. 1. AHEIALLIZ 395 77 VAL GE D RFA
Acetone Acetonitrile Butanol DMF DMSO Ethyl acetate
G(11.2) G(3.10) G(61.7) G(10.6) G(2.84) G(12.2)

G T (RIET IVLRE (mg/mL))




TR ARLBEATRE B e 2

WIFIEE T, SERIEEIC RS S T HEIE S OB il X OWERERIFE 21772 > C
W5, FRCEBSERS T OEREHEC RS SHEIERBLUIER L TRBY, 1 TH, an
Jv b ZAMSE R O R TRESUEFE RS K OV A TSSO R T RERE IS DU TFSE & B
LTW5, miEO5es % L NI 2,

(1) BNR AN LT A4 SR D pH IZIE L7z F O Rr A |

H& MR DEBE O EIZ NNV BRERIEEZEAN L ANVRCBOT 0~ oAb/
it 7 v b AGITEE D FRERIE ORFT 21T o 7o, ABFETIE, 3O r 7 = 8
& _Al$EA DG A 1TV, DMSO-H0 IR A EHEIZ T, pH OZEABITHE 5 FEOFFIEDZE
{bEFHT2, TS ORI VR X U HDEINZ K > THRINARY LR RRIIZEL
L7z, DFT §RICENT, ZORRITERE-BNLFOBMEEICERT 2 Z & bo
7o £ 72 pH OZEALIZAEWIRIL AL R LD E— 7 73 95~105nm OHFiPH T 7 b L7z,
ZhiE, AR VIO T e h AT T a R AGICEE D o O%EE LB EEIN T D
HDOThD, £, BESETIIAR TE 2R NITBNTE o7, BEEMSEET
ISR DRI E IR LT, 2 ORSERMEZEIE,
MO LB Sz CEX) . ABFZEIE, VR
XA LT FEER O R & pH 28
{LDOFIBIZ DWW TRz 72 LA fR B L, 471
SRR EZ M\ pH B v I F RS, 2D

Carboxy-ap platinumit) comp

oL B2 RS, oo "
(2) Bty =30 MER OIS L OTIED TO A & RIEICET 5% >

PrA AR b A F D 72 D BRSERIC A =
BIBSRIBICIS A L it A okt | L 0 s |
ThHAE L7 B AL—3— (SCO) HET, ZON =/ w= ’
R Z TR LT BERE X A v T2 7RIS M % B VS e
RUBIEAIEDIVT 1o, JEECH, MBI . weyon (LD

R LU TCRKERBEEH 2R THAOBEAILLY, 14T 3 stk w2

v VIR EEMEN BT O T A REBER L EH ST 5D, AL TR, Uk b
MEEE 2 Lo WERE Y LT, @7 IV AGA L= U DR a L ok
B 1-X B L2 X (X=BPhs orPFs) #AmL (LX), E{RETO SCO BGIMz
T, R TO R RREZ L &5 CRIEIC L > T BT Uiz, AREE, BEARAE
TOAE 7 8B AF—/"—2@721F Tl WRPTOa L NIDEEHED A &
VIRIEZ AR T D ECA R RIS T A e A 5 2 T

1) S. Fujii, H. Yagi, M. Nakaya et al., Dalton Trans., 52, 10206-10212 (2023).

2) N.Izumiyama, M. Nakaya et al., Dalton Trans., 53, 9547-9553 (2024).



MERERRMT - HREM MO NARE #in RA ME

DNA % MEMER A - [RETE D) RAROWRENEE S FTh o, EhBigorh
DB RIFE L LA MLNTZARME TH D, TDH, ZIE TIHBEBHERD Y —
A L L TO DNAWFERHYEEZIR Y, 2 < DA OBARTFENT DSITHRE AN Thi, &
IBAEES7 a— i Ll ENTE R, LaL, DNA % —20En1 & LT
RIZHE. oG+ L T—HEB LTS, £7. DNA T HELHAMEAZ IS KT
B»b, DNA (X, WODHEIEAE K2 FF RN ) Va2 LT AT VRS L, BAIEL
WASE O ZHIRERGEZER L T D, S5, DNA XEEOR S FIZ T D
MICEWETHD, BlziX, B b TIE—OTU7ZVORSIF 1ImIZbied, T O
TR D=8, DNA IZITAMIRNRIZ A LCTH A R v 71D - EA L. AEmBlgoR
BEWIRETREMWEER O, 4%, 4. AEEEME L LTS XML GO E
MR L T THA I, —F, TFE, ZOFMEAREIEMEIClERd{ =17 tnr
=7 A CHEREMEEE L UG L K D & TR A BIERILL TV D, ZOZERD—D
EDNA 2> Ea—T 47 ThY, b9 —20F DNA DS FUA ¥—& LTORREN
Thd, Y= TIE, ODNA O L EEXIICERA A v 28AT 5 FEE@
DNA BFEDOIMUNEEBMER 3 T 2B T2 FEEERL, REREBREE AL L
TORBEMZRGET 5 2 & 2L T —~ & LT\ 5, Sl OWFFE6 % LU R ISR
T 5, fEOETHHKO DNA ZFEHE L, “EEOIMANCALE T 5 Y VRO AR
WCEH LIALZEMICET L. 2NE TIC, EEWME AT D 46k 7 =0 LM% DNA
KRN 5 Z & T, DNAFREEAERAER L, Ziuck v X MEEZ#EAT 5 2
& T DNA-IEEEG AR Z )T 5 2 & 2B LT\ 5, 48k, ZEREEONHNAL
BT DI OT I FKITER LI LHERMICEF L. JVX AT AT B REN LIS
FEHEEZAIC LU DNA O~X— MUIZEEY L7 D, £72, 2D DNA _—X F & iz
HHL DNA MO ERUT & pliEh LTz 29, 5%, Z OMEBEOFERSEFOFE#EEZ MY | A
HMOBEL K> T FHETH D, /o, 48, DNA LEEEESFTHLIRY T
=1 Y (PAND & ODEAERIZOWTITE CHBMEAIDER TE 5 Z 2R L, Ao,
PANI 7% DNA SFEDIMANZ B X W TIRBEIZ /> TV B Z E b moT2 9,

1) FFE 2024-043866

2) BEHELSMETIRE?Y DNA ~N—2 & MW A 47T 2F v 7 R, RmEa, i,
%5 85 Bl B Bk ATk 2 ORn0), 2024 4R 9 A.

3) Y A7 Hk DNA-Na O~— & Mhb & BER5if AT RE72 DNA ~— & k& H o A
FTTAF w7 ERL, R, M, 541 BEREE ke s ae v bl
My AT L) v rARY T LA (IB), 2024 4 11 H.

4) DNA/ RV 7 =V AR B ORI, %A, fh, 25 71 [BDSHg s
DRFGERS (D), 2024 43 H.



MERERM - AL EARE HEHIR gk B

BRBOZRRBIBA A LRI T M EDED 2 LT, RHEERDOHE FIRE -
BN A5 « SRS IEORIE 21TV, 0 IRIT~ 3 IRTTAEE & BEAURFE D BIFR TS K UKRE
PEHL Y FREA Z BT 2 2 ERHLEIIE T —~ Th D,

B DRFZERE) 2 LR SRR T %,

BT BRBEHIE 5L & L C oo FESIRICIER L, B 7if (SMM)  [Tha(TPP)2(Po)l
L7 TV VENO R DB FEIRD SMM FHEIZ OWTHIZEZ 1T > TV D,
[Tbo(TPP)2(Pe)] - Coo BBy F-EEUTEALAITE T T3 A A > OENEREEANE L < Z{bT 57z
DB AL L ARSI 31T 5 SMM FERBIRIIC AT 2 Z L 2B bt L
V, 22T, #7777 — L & [ThoTPP)2(Pol DBy T8 A SR L. £ D Th3*A A
TR D ELEREE & SMM FHEDHBZ B 60T 5 FETH D,

RIS OTHE & SMM FPEDMBIICIER L7298 44T > T %, [TbPea] SMM O—%
D Pe BN &S 72T =2 (Ne) ~EZ72[Tb(Ne)(Pe)] SMM (%, m §E5RIZHE D
- A AAE R DMEALI B & —UOCHRLA N &2 TERL T D, E T, fifdb T TR S U5 224l Y
A RGDRII Y 2 —A F DAL - THESMED M LT 5, &6, SMM % —
WITHHN SE D 2 & THERBR A AAEAMB & | 1 b o RS2 95 2 & T
BERRFED ) B D 2 & AEE L2 2,

SMM % Z &' F A 2S5 72O HAY F A 7 — /L TO A O a] i E
DULERAIRTHDH, £ 9 LIREOMRIIZ T THix 72 FiEI2 X5 SMM € non-
SMM D AA v F o T RHE SIVTN DD, FERNERD S SMM ~DAA > F o 7 ~D
WENIEF DI, BIFSEE T, FERMER Ce(IV)-7 & v o7 = T @S e
PR (CePe2) ZALFHIICIEIL L Ce(IDEEAE L 35 Z & T SMM @28l Liz, =0
— 7, BRI & R SMERE O KR BEAR D RO/ UL RIS &2 E 7R IR TR B 2R &R
SRS 77 B 2\ T2 OIS L R E OB Z B DT TETH S,

1) "Manipulation of the Magnetic Anisotropy along the Ci Rotation Axis via a
Supramolecular Approach", K. Katoh, N. Yasuda, M. Damjanovié¢, W. Wernsdorfer, B. K.
Breedlove, M. Yamashita, Chem. Eur. J. 26, 4805-4815 (2020)

2) "Control of the Spin Dynamics of Single-Molecule Magnets by using a Quasi One-
Dimensional Arrangement", K. Katoh, S. Yamashita, N. Yasuda, Y. Kitagawa, B. K.
Brian, Y. Nakazawa and M. Yamashita, Angew. Chem. Int. Ed., 57, 9262-9267(2018).



MERERM - BELEFHERE EHR AR SBA

WIFRRIT, 7T — L - BRNET T — L R EDT ) h—R R E R o TS
AT - AR - SRR P OMZE AT > TV D,

77—V U ROEBRNGT T — L UE, BN D OERIRO R REEIZ BT 206k D
RFMEHI I WVBEN TP R ORI A B LT D, £72, 2O X85 2k (b
SRR &0 T D2 ENEAICKRET SN TR, b b EH T, KIBEM, A%
TR ADETIE, ERSRILSEGE (MR OEEAN72 EWRIES B T Ol H 23
fFENnTND

B %T 79— v U ERmoSMAlE LSOOk 1I2ER L, OF#E EMF ©
éﬁ\@%%M77~vy@é&\®7§—vy%Mﬁ%&#é%%@é%%ﬁ%H%
2T, FHL T 7 — L A E D AR - B, E OREE L WPEICOWTEFE L TV B,
Fio, AEILAWICBIT KBRS EZNT 2 AR OIS ICERZ R > TR, A
FEEICBIT 2R BT - TV D, Hiltld, EFGMAS OGO TEZIT U, £ Off
EEPPECONWTH LN LTV D,

RO OBFFER 2 LL TSR3 2,

(1) Bz 5 BERIEEZ L OBBNE Y 7 — L v OFR
YAFEE T, La R F2NE LTZ@BNE 7 7 — L U Z2FERR E LT 5D,
BWNET 7 — L OFIZIE, B iofﬁ%?é_&f%&wéﬁmﬁ77~v
UIMFEET D, FNHITLOERNE T T —L LIRS, 1,24- MY ZraNy
TU(TCB) A s LTHWS Z Ty 7 en 7 o= UMifkE LChitEEn S
ZEBRRRENTH, ARERT—VHEEZ b OSRNET 7 — L Uk e LT
HEtSND L) hote, BIETIE, =V A XOKEW La B2 NE LT-4E
NET7 T —L v DFEHRZITV, La@Css DY 7 11 7 = = LA IR O BEfIZ % Zh L
77
(2) FEx /oL
WHFTREE T, R A O IS b &2 R T EOMEO L EHFFE L T\ D,
HFER b E LT, RFELE RS ) VAW TWS, B TiE, 8%/ /@i’é
FEm LR E L, 2 OMENET 5 2 & 2B Uiz, BAEd X BsEEmTIc
D\&@;oﬁmﬁﬁm\ﬁm%m#%rﬁmpﬁﬁbfwéb%%%b_Lto



WE RSP - / SRR E FEZR Bl

B E T AREIC LD T 7 AT 282 B L TW0WD, T 2

AR LRI RE L e E R SR L TICEA OIRE, TRbH N T AEBIRE T, TR
ICHERER L7 L7 7 AERICECT 5BI4 25 L, fATainbmbhTtingd, 4
R TIXE Y TGO O X (R 7 v 7 7 v 2 iEH) &, 1 HORERZ L0
Zu—7HWT, 1AICHE %2R MREE CEOIT & LCREMET 2 FiEE s LT
Do AL LB D 0 H A BRSNS DR T —2AX7 b ORKER XD
QD PR FRE ORI 2 Bl 5, —REFEEN S, BAMEEORE R 7 —icm
AIHEAE 2 13 U C, TERDMNEERE & P T2 Z LI kv, |ELI B IO LTt
0BT AEN AR & 72 o7z,

HORERFBEELUTOE : 2022 /%12 Poly(ethyl methacrylate): PEMA (T, = 65—
69 °C) %Z#lklE LT Vogel-Fulcher—-Tanmann (VFT){EE T, = 31°CiifE CTEFRG) &
() OAFHEREZBR L=, ZHixT ¥ A 1 RER RFOT) Hig, b BATEN
LVNEDON T AEB T RO LB ERAEEE L TON T ABBNHFET 2L VWD &
R EXFFT D, ZTHUTHEER & WO BEEEZ TN T A ACE L ATREMEE B T iR D
THERBERETH D, £ 250, VFTIRELT (To>0K) Tb RO IFIHE KA ELH]
Ihic, 5FE TOOREEZMRRLZ L2 HME LT, ity %@ﬁ@ﬁﬂ%ﬁ%bf
HID T+ mm FlE e i L7z, ZORR, ToldEEm FOREIREIZ BT 5"
NAREEYE— RIS T DIRE L WO MIRICRE L 72, ZOREE, 1%&&@%%%k
XN VET IRETEE O R L nld Lo, BIERHI A7k D 512 frame 775 2048
frame (ZPLHE L7 (36 ms/frame) , & DOFEE, FEFMBRIIMRS THMET, Foakr®k
TR 2 — BN O D Z EIXRATRE &I Lz, 63k, BB OFEMIx 512
frame OF — % DB FANTWIZDT, ZFOZBMENEMNT STz, T AEBIEELL
TCEMEZRET S Z L BIK, 16k, T7A05HTIIREECh -7,
HSREEIBEULEDHRE : T 7 A E OB 17 ORI 2 Gk 9 5 & — ik
A B MCT) 1% Ty D) 1.2 5 OIRE (Te = 1.2T,) THREMBEHAREHK T E TS LT
%, LML, ZOFPEIIELEEINTHRY, T MCT OFRRKORRTHD, L5
2 TIE 2021 4FIT Te THREFRF O R ZBLH L7z, S, ZORROEFEMEZ M L&
w252 EEHME LT, PVAC: Poly(vinyl acetate) & PEMA OFEFEFE % LL T O FEEr
ST (a) IEIRFEREPA 20130 °C, (b) JIEIRERE 2-3 K(1Ek 5 K), (c) il
TEREM 2048 frame (€2 512 frame) , §:fF@@) T &5 & ORENC LAy T D i)
BEE CHIE MRS L 72 72, PVAC Tl 512 frame T(b) 12 L Y Te=1.2Tg (75-90 °C)
CTLART L 0 BRI AR FIRE O K % s L 7=, PEMA TlE Te 2% 120-130 °CHHITIZALE
T2 (Tg=65°C), L2 L, 100 °CLL EDIRETIX, Te= 1.2T, (127 °C) DRERIL—H
DF —H|ZikE -7z, 2048 frame HIEIZF T 5 INEEIL Te LLFOAFFE L FETH 5,



MEBREEEM - 2 F 74 b=V XAHRE HEHIE R Z—8
EBER AR B (DSSC) L Xu 7 Ak A h K& (PSC) (T2 A A =2
By 7 KGEMTH Y, 8 TR X N OFFHEN DAEBEM T/ A Uilds~DI5 A
WS Tnd, Txlx, (1) 77AF v 7 BN E~OREBRTEHMHOREEO
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RFEH LTV DD aREd % 72012 AR OB UL HAT OB FE 217 - 72,
Z ORER. PUEHRIATIET 2 A T = AR O NI H LR, TEERA R
OB RETH D Z ENnhoi

_13_



EARYER P REESLERARE i AR EX

FITHFALHBIA 2 & OIKBE A O FAE - EALRBARHIEIAREIE IOV T, R/
W), S THERBREEOTEE VTR L T D, EIZ, JBESRN, A, 48
FHY, ATEL R EORE & L PRI T D 72D ISR AR 78 BN D @ R B R
DOHETE R, SRR DR ECMEIREARTE DR#E - FAOKRT — 4 L7 5 EiciIER
HEE DR, BRBE DNA Z W =% V)V I FIEOBRR E 21T T\ b, AEEIT
2 TEE DNA 2 W aifge x24T -7,

(1) /b - FEROREHRE (CFIFATTRELR R DNA B H i DL

ENRAND Y TV E A 2 PCR & % - i U 22 B2 57 DNA B H BT ofesr
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Atsushi Ikeda, Chihiro Sasho, Yuka Kiba, Masashi Kitamura, Koichi Takao,
Yoshiaki Sugita, Chem. Pharm. Bull. 72, 98-101 (2024).

Synthesis, Characterization, and Thin-Film Properties of Post-Functionalized N,N-
Dimethylanilinoethynyl-Substituted Cyclobutenofullerenes

Michio Yamada, Haruki Sakuma, Waner He, Hiromichi Araki, Yutaka Maeda,
Mitsuaki Suzuki, Tsuyoshi Michinobu, Chem. Eur. J. 20, €¢202401111.

Laser-induced fabrication of a supercooled liquid droplet embedded in an ice microcrystal
S. Hashimoto, T. Uwada, Phys. Chem. Chem. Phys., 26, 28503-28513 (2024).

Melting of a single ice microparticle on exposure to focused near-IR laser beam to yield a
supercooled water droplet
S. Hashimoto, T. Uwada, Phys. Chem. Chem. Phys., 26, 1967-1976 (2024).

_23_



Transient luminescence studies for excited-state kinetics of organic indoline dyes
adsorbed on nanocrystalline TiO2 and ZrQO: films.

Kanon Ie, Rina Watanabe, and Koichiro Mitsuke, Proc. Pure and Appl. Chem. Intern.
Conf-, 1115, (2024).

Antr-Schistosomal activity and ADMET properties of 1,2,5-oxadiazinane-
containing compound synthesized by visible-light photoredox catalysis.

K. Itoh, H. Nakahara, A. Takashino, A. Hara, A. Katsuno, Y. Abe, T.
Mizuguchi, F. Karaki, S. Hirayama, K. Nagai, R. Seki, N. Sato, K. Okuyama,
M. Hashimoto, K. Tokunaga, H. Ishida, F. Mikami, K. D. Kwofie, H. Kawada,
B. Lin, K. Nunomura, T. Kanai, T. Hatta, N. Tsuji, J. Harutag, H. Fujii.

RSC Med. Chem., 15, 4001 (2024).

Prediction of pharmacological activity by machine learning using molecular orbital
energy as an explanatory variable

Hiroyuki Teramae, Yuta Miura, Kouichi Shikama, Meiyan Xuan, Jun Takayama,
Mari Okazaki, Takeshi Sakamoto

J. Comput. Chem., Jpn., Vol. 23, No. 3, 80-83 (2024)
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Shun Fujii, Manabu Nakaya, Miki Hasegawa
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Manabu Nakaya, Naoki Izumiyama

AALFEF104EFFES (T, 202443 H

_28_



TTFouoA ) Ie—E L LB IRKER A X D A 0DESHE O EFEHIH
BRIFEE, (hias:
AHALERFE104EEFES (T3, 202443H

b/ ®FA—Lé b Fax /) rodfiik s =0t
RN EE, MTHE ZF&F, S0 198, HFLE #, &K M
HALFERE 104 BEFES (BE), 202443 A.

RNLY KIS TETNVE AW EER-7 7 — L RO SR AVER O & &7F
(i

I &, PR ik, BRI =B, MR OEE, I F/E, B B4, ATE #, ;A
B3]

AR5 104 BRES (6, 2024 43 H.

Lidocaine & J:4& 5 ERGEI T % Sulfosalicylic acid & o E ARy BiR O FHRLES L Otk
Bk B, 88K KH, EH CEE, B, R
AACHKSZA 2 144 2 (BiR), 2024 423 1

DFFER T Ty FaroR—=g vF JRiA~D B EOS RO R
FRE &, ARE KB, B HEE
2024450/ 5 S (f& M), 202449 H 3H~5H, 2P046

KGO L——BREHT K 285 EIRE O TR
BA E—, Tl &2
% 84 MM L FE e (FU#R), 2024 4F 5 H 18 H~19 H, H2002

ERAR LS RIS X 5 & S EER SR IR O TE AL 0 4y TS
ZRH BA, HE B, & B, i i, =4 £k
H4708 QR 1AW SFES (FB) , 2024411H

OG0 B AHMIEIC K D07 ARBIRELL TSR 5 @ma 1 OfFfiglr, 2 &
— L v 7R SR EE) OB

A1 G, REEr S, =L FZE, 2 AN, K EF

2024 FOr bRt R e (), 2024 42 9 A

_29_



HNH— 7 n—T WD BT FBMIEIC L2 T 7 AEBIRELL T T 2859
T DFEFORE R AT

£ s, REEy SR, mIl FZE, B AN, KB EE

AARWE P 79 BIE R (FLIR), 2024 4F 9 A

FIHE—F 7 0 —7 %l > TR T2 4 T R B 0 5 R

A1 it

FOXRK AN FERT IS T 7 AZBhES 50 B Ofeimbise (F7), 2024 4 11
H

2,3 —EvVUTUERTLAEEKROEKEWME
A JEw], 7rAS Fnel. A8 Sk
HAMLFRE 104 [BIFEZFFES (T, 202443 H

5- (B U Pr2-A0) BV VU EREMERN TI28T 5 A& ko Ak & vt
BA S, R b\, S8 S
2024 AR S (), 2024 4 3 A

T AL AT VDA E F OGN
W OREEAN - =0 AT - B R AR Sl (WvE KRB - BRVER R )

H AL T2 104 [AIFEFFES Pl-1pm-32 (B KEET55), 2024 4F 3 H
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Investigations on the fabrication of monolithic perovskite solar cells aiming to
improve their photovoltaic performance

Takumi Fukai, Koichiro Mitsuke

39th Symposium on Chemical Kinetics and Dynamics (Shizuoka), 2024 4F 6 H,
Book of Abstracts, 1P18

Transient luminescence studies for excited-state kinetics of organic indoline dyes
adsorbed on nanocrystalline TiO2 films

Kanon Ie, Koichiro Mitsuke

39th Symposium on Chemical Kinetics and Dynamics (Shizuoka), 2024 4 6 H,
Book of Abstracts, 3P13

Transient luminescence studies for excited-state kinetics of organic sensitizer dyes
in solar cells

Kanon Ie, Koichiro Mitsuke

The 2024 Pure and Applied Chemistry International Conference (PACCON2024),
2024 41 H,

Book of Abstracts, PT-P-01

Transient luminescence studies for excited-state kinetics of organic indoline dyes
adsorbed on nanocrystalline TiO2 films

Kanon Ie, Rina Watanabe, Koichiro Mitsuke

The 2024 Pure and Applied Chemistry International Conference (PACCON2024),
2024 %1 A,

Book of Abstracts, PT-P-15
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Spin dynamics phenomena of a cerium(iii) double-decker complex induced by
intramolecular electron transfer

Kana Kobayashi, Michiyuki Suzuki, Tetsu Sato, Yoji Horii, Takefumi Yoshida,
Brian. K. Breedlove, Masahiro Yamashita, Keiichi Katoh, Dalton Transactions,
53(28), 11664—11677 (2024). Hot paper, Front cover

Switchable spin dynamic properties in single-molecule magnets (SMMs) via an
applied stimulus have applications in single-molecule devices. Many SMMs
containing heavy lanthanoid ions with strong uniaxial magnetic anisotropy have
been reported to exhibit SMM characteristics in the absence of an external magnetic
field. On the other hand, SMMs containing light lanthanoid cerium(III) (Ce®*) ions
exhibit field-induced slow magnetic relaxation. We investigated the chemical
conversion of a diamagnetic Ce** ion (4f°) to a paramagnetic Ce3* ion (4f!) in Ce-
phthalocyaninato double-decker complexes (TBA*[Ce(obPc)2]- (1) and TBA*[Ce(Pc)2l-
(2)) which exhibit field-induced SMM behaviour due to a 4f' system. The
phthalocyaninato ligands with electron-donating substituents (obPc2 =
2,3,9,10,16,17,23,24-octabutoxyphthalocyaninato) in 1 have a significant effect on
the valence state of the Ce ion, which is reflected in its magnetic properties due to
the mixed valence state of the Ce ion. Given that Ce double-decker complexes with
m-conjugated ligands undergo intramolecular electron transfer (IET) to the Ce ion
mixed valence state, characterised by a mixture of 4f° and 4f! configurations, we

examined the dynamic disorder inherent in IET influencing magnetic relaxation.
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Prediction of pharmacological activity by machine learning using molecular orbital
energy as an explanatory variable

Hiroyuki Teramae, Yuta Miura, Kouichi Shikama, Meiyan Xuan, Jun Takayama,
Mari Okazaki, Takeshi Sakamoto

J. Comput. Chem., Jpn., Vol. 23, No. 3, 80-83 (2024) (HA =t =2 —Z (K54 2024
RIS SRS st )

https://doi.org/10.2477/jccj.2024-0020

We constructed a mathematical model to predict the 2,2-diphenyl-1-
picrylhydrazyl (DPPH) free radical scavenging capacity (IC50) for recently
synthesized ferulic acid derivatives by machine learning with molecular orbital
energy as an explanatory variable and IC50 as an objective variable. We compared
96 regression models including xgbLinear and neuralnet included in R/caret package.
We were able to construct IC50 prediction models for these new ferulic acids by using

xgbLinear, M5, ppr, and neuralnet as regression methods.
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Giant anisotropic thermal expansion of copper-cyanido flat layers with flexible

copper nodes

Yudai Iwai, Yuta Tsuji, Manabu Nakaya, Benjamin Le Ouay, Masaaki Ohba and Ryo
Ohtani
Chem. Commun., 60, 6512—-6515 (2024).

Flat layers are usually considered as structurally rigid motifs in two- dimensional
(2D) materials. In this work, we demonstrate that a flat honeycomb-layer composed
of distorted tri-coordinate copper ions bridged with cyanidos in
(tetraethylammonium)Cu2(CN)s exhibits high in-plane flexibility. This resulted in an

extremely large anisotropic 2D-thermal expansion.
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Spin-crossover cobalt(II) complexes exhibiting temperature- and concentration-

dependent optical changes in solution
Naoki Izumiyama, Shun Fujii, Kiichi Kato, Ryuya Tokunaga, Shinya Hayami and

Manabu Nakaya*
Dalton Trans., 53, 9547-9553 (2024).

This work investigated the spin states of the cobalt(II) complexes [Co(L1)2](X)2 (1 X;
L1 = 4-(4-N,N-diphenyla-minophenyl)-2,2:6’,2”-terpyridine, X = PFs, BPhs) and
[Co(L2)2](X)2 (2 X; L2 = 4-(4-N,N’-dimethyl-aminophenyl)-2,2’:6’,2 -terpyridine, X =
PFs, BPh4) in the solid state and in solution. In the solid state, 1 PFs and 2 PFs, both
containing smaller PF¢- counter anions, showed gradual spin-crossover. In contrast,
1-BPh4 and 2 BPh4 remained in the high-spin state over the temperature range of 5—
400 K due to a lower degree of molecular cooperativity. Each of the cobalt(Il)
complexes exhibited effects of temperature and concentration on their absorption
spectra that were related to the spin states in various organic solvents. This work
provides new insights into the spectroscopic properties resulting from the spin states

of cobalt(II) complexes in solution.



Melting of a single ice microparticle on exposure to focused near-IR laser beam to
yield a supercooled water droplet

Shuichi Hashimoto, Takayuki Uwada
Phys. Chem. Chem. Phys., 26, 1967-1976 (2024)

We observed for the first time that a single ice microparticle supported on a
substrate melted photothermally to form a supercooled water droplet on exposure to
tightly focused illumination with a 1064-nm laser beam that generated a point heat
source. In situ Raman micro-spectroscopy clearly showed the formation of liquid
water at the expense of ice. The observation of this melting is only possible when the
experiment is performed with micrometer-sized ice particles. A previous attempt to
melt millimeter-sized ice through photothermal heating of gold nanoaggregates fell
short of expectations because only vapor formation, rather than liquid water
formation, has been postulated. Our observation is significant because thermal
confinement in a microscale compartment using a water—air interface as a heat-
insulated wall can achieve particle temperatures above the melting point of water,
whereas, in an unlimited space of ice, heat transfer from the heating center to the
surroundings causes steep temperature decays, resulting in limited temperature

increase.
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Laser-induced fabrication of a supercooled liquid droplet embedded in an ice
microcrystal

Shuichi Hashimoto, Takayuki Uwada

Phys. Chem. Chem. Phys., 26, 28503-28513 (2024).

Optical heating of an ice microparticle supported on a hydrophobic substrate
enabled local melting, yielding a liquid microdroplet. To demonstrate this effect, a
liquid droplet entrapped in an ice microcrystal was fabricated by illuminating a
focused continuous-wave laser beam in the near-IR at temperatures below —10 °C.
Droplets formed in this way are either persistent as a supercooled liquid or short-
lived, resulting in recrystallization, depending on the presence of salt additives. Salts
were added to reduce the vapor pressure of water because vaporization from ice due
to laser heating competed with melting. Without salts, melting occurred only during
illumination and there was marked vaporization. In situ Raman micro-spectroscopy
assisted by optical microscopy imaging provided clear evidence of liquid water
formation at the expense of ice. During illumination, the initial Raman signal of ice
was gradually replaced by that of liquid water suggesting that melting proceeded
with ice and liquid coexisting. Supercooled droplets embedded in ice microparticles
eventually transformed into isolated liquid droplets because the surrounding ice
either vaporized or merged into the original droplets. Fundamental features of
fabrication based on optical-heating-induced melting were elucidated in the

experiments described here.
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