2000 1 CHINESE JOURNAL OF INORGANIC CHEMISTRY

Vol. 16, No. 1
Jan, 2000

B- NMR
MR Ak e
(ALK FRFFR AT N 310027)
'"HNMR
0614. 33
(CD) ( ) 1,4
s (60H),
(20H 30H) CD H(3) H(5) (
a-CD BCD ¥v-CD)
CDh 1
OH(6)
Ha)
| CH1(V0
~ 0/ . };(2)\ a feem——— H(S)
H(S) C
( HO =Y, / \OH ?0\ ) e e — \H(3}
] 0
H(3) 6~8 \
OH(3) OH(2)
1
Fig. 1 Molecular structure and sketch of CD
CD " ,
(21 7 ’ B 'HNMR
gCD )
1
B-CD : ; (MMP) (PMP) : 260
: 1999 06 14 : 1999 08 29



° 148 16

Pa , 103~ 107°C ,'H NMR

2+1C ARX300 '"H NMR 3000H z( <
0.2Hz), B-CD 0.005~ 0. 010 mol * L

0. 008~ 0. 040 mol . L 1 ,
2
1 B8CD )

B-CD 2 BCD MMP 'H
NMR

*2 GHRERR. GEEIURBAEIREANFHRE
Table 2 Stable Constant, Inclusion Percentage and Depth of Guest in Cavity of Host

inclusion K/ A5/ ppm depth* ™ /
sample percentage (dm® * mol ") H(3) H(5) A
BPMP-1 65.7 403 -0.044 -0.116 1.3
BPMP-2 84.7 -0.056 -0.145 1.1
BPMP-3 92. 4 -0.061 -0.169 1.0

100 -0.07" -0.18" 1.0”
BMMP-1 54.2 242 -0.029 -0.079 1.9
BMP-2 78.5 ~0.042 -0.113 1.7
BMMP-3 84. 1 -0.045 ~0. 121 1.5

100 -0.06" -0.15" 1.3*

* Calculated values for a complete inclusion "',

* * Average distance between phenyl ring and center of H(5) ring.
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Fig. 2 'HNMR spectra of g-CD and M MP samples
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Table 2 Stable Constant, Inclusion Percentage and Depth of Guest in Cavity of Host

inclusion K/ A5/ ppm depth**/
sample percentage (dm® * mol™') H{3) H(5) A
BPMP-1 65.7 403 -0.044 -0.116 1.3
BPMP-2 84.7 -0.056 -0.145 1.1
BPMP-3 92.4 -0.061 -0.169 1.0

100 -0.07 -0.18" 1.0"
PBMMP-1 54.2 242 -0.029 -0.079 1.9
LMP-2 78.5 -0.042 -0.113 1.7
BMMP-3 84. 1 -0.045 ~0.121 1.5

100 ~-0.06" -0.15" 1.3*

* Calculated values for a complete inclusion !,

* % Average distance between phenyl ring and center of H(5) ring.

B-CD ( 500L* mol )
H(3) H(5) AS , 2 ,
) , , Johnson
[10] ) Komiyama
Hirai Johnson \ CD H(3 H(5)
, AS
H(3 H(5) ( 2), AS



* 150- 16

[ 1] Bergeron R.J, Channing M.A., Giberly G.]J., Pillor D.M. J.Am. Chem. Soc., 1977,99, 5146.

[2] Inoue Y., Okuda T., Miyata Y., Chujo R. Carbohydr.Res., 1984, 125, 65.

[3] Yamamoto Y., Onda M, Takahashi Y, Inoue Y. Chujio R. Carbohydr. Res., 1988, 82, 41.

[4] Van Etten R.L., Sabastien J.F., Clower G.A., Bender M.L. J. Am.Chem. Soc , 1967, 89( 13) ,243.
[ 5] Bergeron R.J, Channing M.A., McGovern K. A. J.Am. Chem .Soc.,1978, 100( 9), 2878.

[ 6] Howard B. B., Linder B, Emerson M. T. J. Chem. Phys., 1962, 36, 485.

[7] Wood D.J, Hruska F. E., Saenger W. J.Am. Chem. Soc, 1977,99(6), 1735.

[ 8] Harata K, Uedaira H, Tanaka J. Bull. Chem. Soc. Jpn., 1978, 51( 6) ,627.

[9] YIN Kai-Liang( ) Master Dissertation in Zhejiang University (#1iZ K5 85 {234 ), 1998.
[ 10]Jonhson C. E, Bovery F. A. J. Chem.Phys., 1958, 29(5), 1012.

[ 11]Komiyama M, Hirai H. Chem. Lett ., 1980, 1467.

7
8
9

'"H NMR Studies on the Dynamic Structure and Equilibrium
Constant of Inclusion of Cresols by - Cycodextrin

YIN Kar Liang LIU Jiad Geng XU Duarr Jun
(Deartment of Chemistry, Zhejiang University, Hangzhou  310027)

Inclusion of cresols by p-cyclodextrin in DHO has been investigated by '"H NMR spectra. Al-
though chemical shifts of the same proton are different in the cavity of empty and encosed
preyclodextrin, only a timeaverage peak has been detected for a proton in the spectra. The value
of chemical shift corresponds to enclosed degree of cresol by B-cyclodextrin. The average structure
of inclusion has been determined based on 'H NMR data, it describes dynamic depth of cresol in

the cavity of B-cyclodextrin.
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