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Guest Binding Behaviors of the Calix[4]arene-Based Triple-Stranded Helicate Hosts in Water
(Graduate School of advanced science and engineering, Hiroshima University) (OMasayuki
Morie, Ryo Sekiya, Takeharu Haino

Here, we report the water-soluble calix[4]arene-based hosts 1ca, 1re(Figure 1).!'! The aromatic
proton signals of G1 showed upfield shifts upon the addition of 1ga in D,O. Given that the
guest binding cavity of 1, is surrounded by the twelve aromatic rings the calix[4]arene units,
G1 was encapsulated within 1ga, experiencing the high shielding effect. The host-guest
complexes of 1r.*G1-3 were formed in ratios of 1:1 and 1:2 for G1 and G2-3, respectively. The
association constants of 1r. with G1-3 were evaluated by UV-vis titration experiments in D,0.
The interaction parameters (4K.»/Ka.1) are above unity, indicating that the certain positive
cooperativity is found in the 1:2 host-guest complexations of 1g. with G2 and G3. Based on
the molecular mechanics calculation of the host-guest complexes, the first guest binding
expands the host cavity, providing additional cavity space that facilitates the successive guest
complexation.
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	カリックス[4]アレーンの自己集合により形成される三重らせんホスト分子の水中におけるゲスト包接

