(B 20) KR |HESE

Erk 27 £ TSUBAME EEFARAT7IL1—X BERREE

FIRARESR ZEMOZEEICEITAKRBRRII1L—a 0 DRE

FE X : Examination of large-scale simulations for paint and coating film

FARESEE MK FL
Yoshihiro Okamoto

FiiE BRIVt AT H%%AT
Affiliation AT Laboratory, Kansai Paint Co., Ltd.
URL http://www.kansai.co.jp/

R KOERERST=H. TSUBAME #F|AL-KRE 2 L—a> OERAMEFRIELT-, HlEL
THBRIEDFEAZZEEAL., BAETRYRFLUR LKV REEEFIIR T ILEREEF )9 L (SDS) |
EBREDRIZBEWVWT SDS DI EILOBKRETDATSEEICEB L2 IaL—2a a ikl TOHKE. =
ARG ERRICEV T, OB EDEECLYSEILOBKRNELDZZEOIEIILORNESEENERES
HLf-. UEKY, 22— 3> DERELIERTE, TSUBAME AEMICHATESZEAh o1,

H X E% Practicability of large-scale simulation was investigated to analyze aqueous dispersion
system. Coarse-grained molecular dynamics simulation was performed by using TSUBAME
supercomputer to analyze micellization behaviors of sodium dodecyl sulfate (SDS) in polystyrene
sulfonate aqueous solution. The predicted micellization behaviors dependent on SDS concentration
and addition of cosolvents were consistent with the experimental conclusion. In summary, the
large-scale simulation using TSUBAME was practical for our purpose.
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Composition [ weigth percent ] Results of literature
Water PSS SDS | Octanol| Octane | Shape of SDS micelles
a 82 14 4 - - spherical
b 76 18 6 - - rodlike
c 82 14 4 0.18 - rodlike
d 76 18 6 - 0.24 spherical
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: Hydrophobic component of SDS

@ : Hydrophilic component of SDS
Non-display: Water and PSS
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: Hydrophobic component of SDS
® : Hydrophilic component of SDS
@ : Octanol
@® :Octane

Non-display: Water and PSS
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