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8. New Insights in Isocyanides Multicomponent Reactions

ORomain Ramozzi and Keiji Morokuma (FIFC, Kyoto Univ.)

9. Unveiling the Essence of Pd(ll)-Catalyzed C(sp®)-H Activation: Is the CMD
Mechanism Still Applicable?
(OJulong Jiang[1], Jin-Quan Yu[2] and Keiji Morokuma[l] (FIFC, Kyoto Univ.[1], Depart.
of Chem., The Scripps Research Institute[2])
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The Biginelli Reaction: An Organocatalyzed Multicomponent Reaction

O Maneeporn Puripat[1,2], Romain Ramozzi[l], Miho Hatanaka[l], Vudhichai
Parasuk[2,3] and Keiji Morokuma[1,4] (FIFC[1], Nanosci. & Tech. Chulalongkorn
Univ.[2], Chem. Chulalongkorn Univ.[3], Chem & Emerson Center for Sci. Comp. Emory
Univ.[4])

Glucose Transformation to 5-Hydroxymethylfurfural in Acidic Aqueous and lonic
Liquid Solvents

O Arifin[1], Maneeporn Puripat [3], Daisuke Yokogawa[l,2], Vudhichai Parasuk][3],
Stephanirle[1,2] (Grad. School. of Sci. Nagoya Univ.[1], WPI-ITbM[2], Chula longkorn
Univ. [3])

Exploring Full Catalytic Cycle of Rh()-BINAP Catalyzed Isomerization of
Allylamines

OER REF[L], AT BR[2], AT E[2], Rk fh[2], GERE ZIR[3], & F2iA[1]
(RRH L], AL KBEEE[2], mRAEFHE[3])

Spin-Flip Time-Dependent Density Functional Theory (SF-TDDFT) Study of
TokyoMagenta (TM) and TokyoGreen (TG)
OW. M. C. Sameera, F. Lui, S. Maeda, K. Morokuma (FIFC)

Theoretical Study of Excitation Energy Transfer in Thermo-Sensitive Lanthanide
Luminescence Sensors
OMiho Hatanaka, Keiji Morokuma (FIFC, Kyoto Univ.)
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Theoretical Study on Effect of Si-bridging on Electronic Properties of
Cyclooligothienylenes

OEisuke Ohta[1,2], Takuya Ogaki[1], Toru Aoki[1], Yukiko Oda[1], Yasunori Matsui[1,2],
and Hiroshi lkeda[1,2] (Grad. Sch. of Eng., Osaka Pref. Univ. [1], RIMED, Osaka Pref.
Univ.[2])

FMO {EiC ki) 2B5% NyIB & EE OREMMEEMER = R X —E(LOREHIFFT
OZZH E2[1]. B MIs[1), EE FR[2). I8 T3], Ml FE4£[3]. i #E4].
YA HiE[3,5). TEF R[] (BROKBE - FERET[L). BUKRE - BH[2), K - APEER
WF3]. H K - te[4]. SLECK - #[5])

BODIPY DIEWRIX A7 b ZBEd % BRI L
O T, =i ok Prak 46, A fBele, thEF el BRORBCEEL)

ThPc $&IZI31T 5 Pc TR [EIEERERE 2 B3~ 2 BRERHIAF 20
OdbiT FEFE[L1,4]. At #3E[2]. I B—[3,4]. B4 HF&[2,4]. ILF  IERE[3,4].
B9 HER[1]  (PBRORBEEERE T[1] - POKBEEE[2] - AL KBZEE[3] - JIST CREST[4])

EEBEBCREICRIT D VT VAINVET L ZRIEBIEIF DR - @B RERSIZ)
ES
Omfid B, Al R, T8 HEl  (BORBEEERET)



28.

29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

AI=brXV RFERAZ VA I/ = buFxy F-Eu(D)EEEROEE & e mitic i
¥ 5 BRI

Ofr s2K[1]. EH BF[2). b BERE[]. B HEH[L]  (RORBEHEAE T[1]. kK
BeH T[2])

FTONT PANSEERICEIT DR —EEME L B BRI T 5 HERT
Ofadk s, @ F2RER, fHig Bo—. mE A, T8 Hh OB L)

Y7 Y — VARG 2 (1) SRR DB T IRIE L REKAIR AR I BT 5 BT ZE
OF W Bk, I B, Prak 6, AGr Hebe, TR HEl BRORBCEETET)

1,4-2F TV MEEMDBEFEE L IS ERIEIZ W T OGN
O BIr, & 5o, 18 HEH (ROKPEEAET)

1,3-P 7 AL DB F LR L ORI SOW T OBERIE
O75#E B, B 5, AW BIr, 8 S (BORPRAERET)

Coo BR5E#E& & L COMEMER n 7R : BBGER L EDEDORR 1D
OffH = KER, mIH AN, TEF el (BORBEEERET)

AT OBEMEIZHT 5 R U SBROBRIZHOVT ORI
OMr#k #h[a). 4B EEFE[L]. EH B[], BLAT SFE[3]. H8F FEH[L]  (PROKBEAERRE
T[1]. FRBeE 2], BRKPBEER[3])

a7 X VR E E0IERTERR — BEEEE o LR OBBRIE & IR ESIR
OrgH AAN[A], fEH == KER[2]. B Fem[2] (PRORIEAE T[], BRoRPEHAE 1T[2))

Multistep Reconstructions of Half-saturated Carbon Nanotubes
OWei-Wei Wang and Shigeru Nagase (FIFC, Kyoto Univ.)

Theoretical Study on Reaction of 1,2-Diarylgermyne with Acetylene
(OJing-Dong Guo and Shigeru Nagase  (FIFC, Kyoto Univ.)
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Theoretical Design of Fluorescent Triphenylamine Derivative Based on Reduced
Vibronic Coupling

O VYuichiro Kameoka[l], Masashi Uebe[l], Akihiro Ito[1], Tohru Sato[1,2], and
Kazuyoshi Tanaka[l] (Grad. School of Eng. Kyoto Univ.[1], ESICB, Kyoto Univ.[2])

Molecular Structures of Polyyne-lodine Complexes

ODai Nagashima[1], Tohru Sato[1,2], Naoya Iwahara[1], Kazuyoshi Tanaka[1], Yoriko
Wada[3] and Tomonari Wakabayashi[3]  (Grad. School. of Eng. Kyoto Univ [1], ESICB,
Kyoto Univ. [2], Grad. School. of Sci. & Eng. Kinki Univ [3])

Hellmann-Feynman Theorem and Vibronic Coupling Density in Degenerate
System

ONaoki Haruta[1], Tohru Sato[1,2] and Kazuyoshi Tanaka[l] (Kyoto Univ.[1], ESICB,
Kyoto Univ.[2])
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C-H Alkylation of Alkenes with Alcohols Catalyzed by a Cationic Ru(ll) Hydride
Complex: A Theoretical Study

OGuixiang Zeng[1], Satoshi Maeda[1], Tetsuya Taketsugu[1], and Shigeyoshi Sakaki [2]
(Depart. of Chem. Hokkaido Univ.[1], FIFC[2])

Reaction Mechanism of [Ni(NHC)]-Catalyzed Olefin Hydroarylation through C-H
Activation: A Computational Study
OShuwei Tang and Shigeyoshi Sakaki (FIFC, Kyoto Univ.)

Theoretical Study on the H; and X-H bond Activation by Mo-Mo quintuple bond
OYue Chen and Shigeyoshi Sakaki (FIFC, Kyoto Univ.)



55. Theoretical Study on Crowded Organometallic Fullerene Ceo {(h®>-CsHs)Ru(CO)2}2
OHong Zheng and Shigeyoshi Sakaki (FIFC, Kyoto Univ.)



