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Effect of Time Scales on Energy Landscape in Condensed Phase Dynamics
(Hokkaido Univ, RIES) Shinnosuke KAWAI, Tamiki KOMATSUZAKI
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Free energy of transfer of polar molecules from water phase

to the micelle by molecular dynamics calculations
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Molecular dynamics calculation of spherical micelle formation
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and its application to solution and enzyme reactions
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f2 [4]. KU, PchBHDisochorismate pyruvate lyaselBEZRIGANDIGEZITV. %
DIERICDOWTEREY % (X : phenyl methyl phosphate®MP2 L NJLTDPMF,

i - A : isochorismate & PchB)
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Time-resolved infrared spectroscopy
of a singlet cyclopentane-1,3-diyl with carbonyl groups

(Graduate School of Science! and QuLiS2, Hiroshima University)
Shin Seyamal-2, Megumi Mishima?!, Akihiro Maedal2, Manabu Abel, Taka-aki Ishibashi!:2
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Self-association of propionaldehyde and dimethyl sulfoxide
through “weak hydrogen bond:C-H---O0”
probed by IR and THz-TD spectroscopies and DFT calculations
(Grad. Scho. of Engi.' and Far IR Res. Cent., Univ. of Fukui) Mizuno, K.', Kikuchi, T.',
Murakami, K., Aoike, Y.?, Nagaoka, H.?, Fukui, K.?, Yamamoto, K.>, and Tani, M.?

(1T ®iz] ¥EAHED 7 A2 TUPAC Physical and Biophysical Chemistry Division 7>
5, ” IUPAC Recommendations 20117 dD—->& LT [KEMEDER] NMEHEN
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. IEREEE CBE SN A IEEIT— NiX Fig. 1 @35 THD Z ENFHEREL
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VM EA O 3em ' ~T0cm ™ DOHEFHIZ /3 F FIHIRENT RS T 2 W23 8 5 & 5 FHE
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IZHE STV DFar- IR EIEIC L » TE LT AT bV &R U EEk I
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a-1-out of plane-Tw;33cm™  a-2-in plane-antisym-St;42cm™  b-out of plane-antisym-St;55cm’™
Fig.1 Inter-molecular vibration modes of propionaldehyde dimers to be observable in the
range of 5~80cm.
DMSO D37 B4 UEIRIZ OV T H ERE G F N DGR EWMET 5.
=3¢
1. Arunan, E. et al., Pure Appl. Chem. 2011, 83(8), 1637, 1619
2. Yamamoto, K.; Tani, M.; Hangyo, M., JJ. Phys. Chem. B, 2007, 111, 485
3. IRIZL % CH O KFFADOME : 7 u A 7T b RO TAKROSFEMEEEH, /INE
5. KEFRIT, Sy fAERR A R 2002, 2P073.
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Simultaneous measurement of near-IR resonance inverse Raman and

double-resonance two-photon spectra of 3-carotene in excited singlet states
(Gakushuin Univ.) Tomohisa Takaya, Koichi Iwata
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AT o OIEEREND S RE~OBB = LX—LIZIERCTH L0, EERE
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[Z=53CHk] [1] T. Polivka and V. Sundstrdm, Chem. Rev. 104, 2021 (2004).
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Vibrational Coherent Control of Metal Di-Carbonyl using Shaped Mid-IR Pulses

(Photon-Nano Science, Tokyo Univ. of Agri. & Technol.!, Dept. of Applied Physics,

Tokyo Univ. of Agri. & Technol.?) J. Tayama', K. Enomoto?, and S. Ashihara®
E-mail: ashihara@cc.tuat.ac.jp
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