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AfEMZslE TRt b 5, MAKERERKY AU K> (RISP; Fig.1) &N
FHIR 2 kA8 O ZRZERMHHAICR TRV IR L TR 92 & . RISP DI EET T 5, Z D
JRRE LT, BT F & RISP & DEGETEENRE Z HILDHN, EOHMEITH 6T
X2, SRAS I 7 % & LT < & £45(-)-epigallocatechin gallate (EGCg ; Fig.1)
B & O8(-)-epigallocatechin (EGC ; Fig.1)IZ DWW T, KIEKTIZII1T % RISP & DEAK
DTG L ONEMRE ZHEE 3 5720, BEILEEIER KU COSMO-RS EI2 X %
et E1T o 72,

[5F5] RISP, EGCg. EGC B LUz 6 D# AR (EGCg-R, EGCR £§3%) £
T, CONFLEX IZ & ZECEMHTOMEREL D, 2N Z NI 2L F — NI REE D ELHE
5 +12kJ/mol Z W I VX — 26T A2 i L 7%, Onsager € 7L % i
L. BEED AP CcogmiEt. (B3PW9l/cc-pVDZ L ~N)L) % B EENEISE (71
27" I i Gaussian03) TfT7- 7z, RISP. EGCg. EGC. EGCg-R ¥ X X EGC-R DLE
BCHE D AKIZ X T 2 IR 2 COSMO-RS % (7°1 775 L - COSMOtherm) TalE L 72,
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Fig.1 Chemical Structures of RISP, EGCg and EGC



55 & £%¢] EGCg-R ¥ X O EGC-R D/KHUZ B ) 3 REEME R Fig2 127”7,
EGCg & EGC 33LIZ RISP & 3 AT T/KERG L THARZIEKT 5205, MHAEMN%L
EAL T F VX —1X EGCg-R T -108.6 kJ/mol . EGC-R T -49.6 kl/mol &7 D, EGCg
1 EGC IR 2 5L Bz 3 L ¥ —IZH N RISP L AR ZIZIRT 5 2 E2VHBH L
7z, Figure 2 1278 ¢ X 912 EGCg & % \» & EGC & RISP [z < #HAMEH O F 70 22
I%. EGCg-R Tl¥ EGCg O galloyl B2 D /K#HEDY RISP D piperidine BREFE & DIKERG S
ZEHR L T2 DICR L, EGC-R Tlx EGC D A BRDI/KEEHRADS RISP D 7 v 3£ & /k#E
EOZIR L TnwbZ ETHD, £/, EGCgR IZE T RISP #4571 piperidine Bf %
il & U CTBRICK ST 2 MmO B DY trans IR BLE % & > TV 523, EGC-R Tl
cis AMEEZ>TED, ZOMEDE NS EIUKEREDORATIA DRI A
LTwbEEZLNS,

RISP. EGCg. EGC. EGCg-R & X ' EGC-R DK THORELEMEIZOWLT,
COSMOtherm 12 & - TEH L 72KICRT 2R (S) DX Table 2”7, 5
I E 472 RISP D S 13 2.6x10° M)TH D, SCHE (2.4x10™* (M)AI) 1 HLEE
flETdH > 72, s Z 4172 EGCg-R ¥ EGC-R @ § 1Z RISP & O /KB EIMER N2 & %2R
L. E5ICEGCEgR D SIFEGCRDELZ 1/26 THoz, 2F D, HRPITRLS
(& F£4 5 EGCg 1, RISP & BFICAIBEMEEERZTEE L T RISP D IH{LE WX % H
FHT 27O, RISPOFEIME T 25 SR LAHHL 7,

Fig.2 Optimized Conformations of EGCg-R and EGC-R in H,O

Table Estimated Logarithm of Water-Solubility S (mol/l) of Optimized Conformations of RISP, EGCg,
EGC, EGCg-R and EGC-R

RISP EGCg EGC EGCg-R EGC-R

log S -4.58 - 1.35 - 6.68 -5.26

*calculated water-solubility of EGCg is .



