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■

(SCCJ)

■

■

2013 10 18 19

■

1F

■09:30 

■10:00 – 10:10 ( )

■10:10 – 11:10 20 3

( ) 

■11:10 - 12:00 50

( ) 

■12:00 - 13:00 

■13:00 - 13:50 50

( ) 

■13:50 – 14:50 20 3

( ) 

2013

8 23

10 18

1O01
○ ( )

1O02
Excited state reactivity index theory application on organic molecules
○Abhijit Chatterjee( )

1O03
○ , , , ( )

1A01
○ ( )

1A02
SOFC

○ ( )

1O04
○ ( )

1O05
○ ( )

1O06
Cs1-xNaxMn(CN)3

○ ( )
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■14:50 – 15:00

■15:00 – 16:20 20 4

( ) 

■16:20 – 16:40 3

( )

■16:40 - 18:10 (31 )

1O07
○ ( )

1O08
○ ( )

1O09
, , 

○ ( )

1O10
○ ( )

CX01

CX02

CX03

CX04 ShareTask

CX05 SGI

1P01
○ ( )

1P02
○ ( )

1P03
○ ( )

1P04
C62 C2

○ ( )

1P05
○ ( )

1P06
○ ( )

1P07
TDDFT

○ ( )

1P08
○ ( )

1P09
○ ( )

1P10
○ ( )

1P11
○ ( )

1P12
○ ( )

1P13
LaCoO3

○ ( CREST)

1P14
○ ( )

1P15
First-principles Study of Adsorption Properties on Ni/YSZ surface
○Shixue Liu, Takayoshi Ishimoto, Michihisa Koyama( CREST)
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■18:10 

1F

■09:00

■09:30 - 12:30 

■13:30 - 14:20 50

( ) 

■14:20 – 15:20 20 3

( ) 

■15:20 – 15:30

1P16
Ni/YSZ

○ ( )

1P17
Ni

○ ( CREST)

1P18
Ni

○ ( )

1P19

Diffusion Pathways of Hydrogen for Solid Oxide Fuel Cells Anode Using Reactive 
Molecular Dynamics Simulation
○Leton Chandra Saha, Kazuhide Nakao, Takayoshi Ishimoto, Michihisa Koyama(

CREST)

1P20
○ ( )

1P21
Theoretical Study of the Catalytic Properties of BaTiO3 as Anode for Solid Oxide Fuel Cells
○David S. Rivera, Takayoshi Ishimoto, Michihisa Koyama( CREST)

1P22
Ni

○ ( )

1P23
π Clar's Theory

○ ( )

1P24
SDBS

○ ( )

1P25
○ ( ) ( )

1P26
GoogleAppEngine

○ ( )

1P27
○ ( )

1P28
Web

○ ( )

1P29
○ ( )

1P30
SCF

○ ( )

1P31
SIMD 2 III

○ ( )

10 19 ( ) 

2A01
○ ( )

2O01
Linear, Quasi-linear or Bent: M-OH (M = Cs, Fe, Zn)

○ ( ) ( )

2O02

PSII

○ ( )

2O03
π

○ ( )
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■15:30 – 16:30 20 3

( ) 

■16:30 - 18:00 (31 )

2O04
○ ( )

2O05

: 

○ ( )

2O06
NTP

○ ( )

2P01

2P02
OpenFMO Fock GPGPU

○ ( )

2P03
○ ( )

2P04
○ ( )

2P05
○ ( ) ( )

2P06
○ ( )

2P07
○ ( ) ( )

2P08
○ ( )

2P09
[6]Cycloparaphenylene

○ ( )

2P10
○ ( )

2P11
CYP2B6 bupropion efavirenz

○ ( )

2P12
○ ( )

2P13

/

○ ( )

2P14
○ ( )

2P15
Pd

○ ( CREST)

2P16
○ ( )

2P17
○ ( )

2P18
○ ( )

2P19
○ ( )

2P20
Ru(0) DFT

○ ( )

2P21
Au6

○ ( )

2P22

CFx SiO2

○ ( )

2P23
○ ( ) ( )
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2P24
Pd/HKUST-1

○ ( CREST)

2P25

GaN Cl

○ ( )

2P26
○ ( )

2P27
NBMO HOMO-LUMO

○ ( )

2P28
Si CVD

○ ( )

2P29
○ ( )

2P30
○ ( )

2P31
Pd H/D/T

○ ( CREST)
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