RATHFVE - DT oA VEEDIABFEERR
® Ok

YAKUGAKU ZASSHI, 132 (8), 925-931 (2012)

Study of Stereochemical Structure of Complex of
Tea Catechin and Caffeine

Hiroyuki Tsutsumi

ABSTRACT: Two crystals of a complex of (-)-gallocatechin-3-0O-gallate (GCg) with
caffeine and crystals of the complexes of (+)-catechin (CA) and (-)-catechin-3-O-gallate
(Cg) with caffeine were prepared, and their stereochemical structures and intermolecular
interactions were determined by X-ray crystallographic analysis. GCg formed 1:2 and 2:2
complexes with caffeine, and n—n interactions formed between the aromatic rings of GCg
and caffeine in both complexes. Also, CA of non-galloylated catechins formed a 1:1 complex
with caffeine by intermolecular hydrogen bonds, whereas Cg of galloylated catechins formed
a 1:2 complex with caffeine, which was formed by face-to-face and offset n—m interactions
and intermolecular hydrogen bonds.

W 2200 ()-HahTF2 3-0-HL—b (GCg) + h7 A EAKER. (H- T
F2 (CA) - BT xA Ak E (- TF2-3-0-TL—b (Cg) - 71 8
A2 AERR Uy XS S S AT 12 & 0 2 NE N OSLIRML M & 5 TR EAE M
MRD 5Nz, GCg I T A& 1:2, 228K 2L, EB5DKRITHBNTDH,
GCg N7 x4 > OAFFREDOHTIE t-n HHEMEHAIER I N TV, EHL—FH
THFHETH D CAISTHRIAKEREERRT LI EICE>ThAT7 1> &1 18K
L TWedl, — A THL—REATFUOETHLHCGIRI AT 21 & 1 28K
IR L. & DR face-to-face n-n FHEAE . offset n-n HHENEM & 7 FRIKERE S HE
I Tz,

,26,



