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Molecular dynamics simulation of imidazolium ionic liquids in water to predict the reactivity with ozone
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i S

A IEV VT LFRAF UKD H B 1-butyl-3-methylimidazolium chloride (bmimCl) Z4#/£9 % bmim*
AF L, VAT KD E KRG L TV A, bmimtIA A TH Y KL U TEEAMETH LB, 7
VR IVHZ T D T2 DITER T NTHUKR e E 2 A L, KBTI A0 & 9 RESERETZRT 2 AIREMED
EZ DN, AT, D FENFY R 2 b— 3 280 bmim*OKHF COFERREZTR L, 4 v
&L DU 2 5B DONWTEE LT,

We have been investigating the degradation of bmim* ion composing an imidazolium ionic liquid (IL),
bmimCl. Bmim* is an ion and hydrophilic. However, it seems to have a partially hydrophobic property in
its alkyl side-chain, and is considered that it may form micelle-like aggregates in water. In this study, we
grasped the existence state of bmim* in water by molecular dynamics simulation and considered the effect

on the reaction with ozone.
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FEEH DI, A A REO—FE bmimCl 2455 T D851 4 bmim* DA AL L BRI OV TG L, 4
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AWML TIX, A A HRIED 5 5 1-butyl-3-methylimidazolium chloride (bmimCl) %#%5%7" % bmim+%
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bmim*, Cl-, 7¢ 5N FZBLE L7e 3 IRTTZEMINZIT D501 « A4 A OZF@Eh Aoy 18 1A L EF
L7, #%1% Gromacs (Ver.5.0.7) 112 % ZDA L H—7 =—A L L C Winmostar (Ver.10.8, X-Ability
Co. Ltd., Tokyo, Japan, 2021) #ff L7z, ROWEEE 25°C, /1% 1.0bar & L, FH{LFIHE (=x/L¥
—hMb, RE—E, B - ) —E) ICKVEE LIIREEAER L0, AFHRE (RE - [£)—E) #3%
i, = OFRERAEMNTICER Lz, HEICHLEZ: bmimtNOEMR /41T Gaussian 09 18 ZH L CEHHE L7z

(mp2/6-311G(d,p)//b3lyp/6-311G(d,p), SMD/water)., 77 B/ I ¥R DI-OD I, A 4 121X OPLS-
AA/L, 7KIZIZ SPC/E Z i L7z, bmimCl &/kD4r¥4tt % 100:0, 1,000:100, 100:1,000, 100:10,000 ¢
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-2 IZFHRIC L 0 S D7z bmim*NOER A E2 T, MTIEH 280 L, H 23R OB ITBET S C
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