2P14

() ( 640-8580 1334)
COSM-RS COSMOtherm*?
CONFLEX (MM2+ )
TURBOMOLE (RI-BPITZVP; COSMO DFT
COSMOtherm (
AGS

AGs = Ecosmo + s

Ecosvo ) Ms ) S



( ) 1-octanol/

Boltzmann
1-octanol
logPow
logPow
Figl logPow
poly(ethylene glycol):PEG
PEG logPow
7
6
—~ O
z
% 4 o ClogP
o 3 o logP*
5 2+ mm—— | | logP
— .
T 1 —— this study
D
L=
0
-1
-2

nC
Fig. 1 logP(1-octanol/water) of PEG monoalkylethers
Clogp: calculated by ClogP program, logP*: observed,
logP : predicted by the regression equation.
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