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Abstract

Objects: To study the interaction between Fexofenadine and f-cyclodextrin and the geometry
structure of the complexation in solution. Methods: The interaction study of the inclusion between
fexofenadine and f-cyclodextrin in aqueous solution was attempted by 'H-NMR and 2D-ROESY.
Conclusion: The results of tH-NMR of chemical shift changes and 2D-ROESY in different proportion
complexation suggest that there was interaction between FFD and B-CD, and when the molar ratio
of fexofenadine to B-cyclodextrin is one, the p-phenyl ring of fexofenadine is predominantly in-
cluded within $-cyclodextrin cavity, which penetrates deep from the wider rim.
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HHE: FRBEBRSTHRIERIEN B (FFD)S6- B H AR T EUREEYSAWE, Fik: B
FIAZRE R (NMR) BR 41 1D-NMRAI2D-ROESY 1) 5 R 7T T 2 FRIE R IR AR 22 (FFD) 5 B- M RS E /K IR
HRESSEULAESWHSIAEH. 48 WIEFFD/B-CDA R L4 A-& %1 H-NMR 4L 20078 284
PA&%2D-ROESY, WJLLHIE, HBRIERFMESE-AMBRET LS, MARRHA NN, FERBE
REFHENB-CDEREN, T HZMNB-CDHITE DA
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1. 3]

HRARR AN R A HI-ZARH 2, THEmA TS EIR R A/, 8 T omE s 2
RITAREA[L], TR IR G 5 R AR R R SRR, BRI R ia T 2R, HICHEIR
S R RN[2]. EHAKEMEZ, WA, S5 gk ant, WL EEmn. &
SCNLHE NMR EORBEIL 7 HBORES T 5 p-A RS0 & 1 UL & MR SLAR S5 o

2. SLHERSy
2.1, &

HRARR AT AR E A, AN 99.9%: -FRBIN, TITARAIGE, 407 99.9%.
2.2, BEEEIE

TRFFERIR AR R AR IR E IR E 1 x 1072 M AAE, B B-CD [¥5:43 1 1.13 mg. 2.27 mg. 4.54 mg A1
11.35mg, BIAFBLLHE AP, 2, 4, 10).

2.3. SLIG{UB/BREH

1D F1 2D iR IEIR LI IIE H A H T ECA-400 R S8 31 AR H i g LR AX AT 1 o 2 A SR L
FEARIE R KT ) Laminal YT K A2 450 5 mm z-5l FE ik 2 42483k o DAEKAIE ), HDO £E 4.63 ppm
WIS S bRt . SEXGIERE N 25°C.

% 'H NMR 525, %55 9.18 kHz, %4 /5 32768, 90°fki3i /¥ 10.88 ps, BFEIEIR 1.2s, HIHK
# 16,

2D 'H-"H COSY % FH 6 (XU TIE I (DQF-COSY) 5L, SR R Ak 41 : (90°—t,—90°—A—90°—t,),»
Hrr A=10us. F1%5h: 2429.5 Hz; %#i 5 512.F2 4ih: 2429.5 Hz; #di i 1024, 6K 16, FAt 2R
LR, SRIRAEIR 1s.

% 2D-ROE S256:, SR FHJiessA4h5 2 1 NOESY 286 . k7414 (90°—t,—SP—t,),
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3. IWHERSTL
3.1. p-CD X254 'H-NMR BIF20a

K 2A N B A SRR AR R AR E (1) B TH-NMR 3 . L 7S JoBp LUK IR 05 B 350 7 (015 5 R BILAE 1.3~3.0
ppm. 1 F7E37 B A A A4 TR A5 5 JE BH 5 DX A1), R BRAE P 1 AP R b H o AR B 2R PR B R 51 832 A1 DQF-COSY
WAFEIRE R, ME2AMEESIETIRE, SRWRTER 2A hERESH BT .

2B~E AR R AR AR E 10 TH ik, e X e E A &R AR, R B-CD 52
PIRIBE R AT . NP IRIEES], H4Y5 p-CD )G, HIFHARE T 5IFRSE 2A) A 1R
KX NTHIEE SRR, AR DQF-COSY J5ik FFD it 1 illsE, 45 %404 3 fizr. DQF-COSY
WAL RS B S E N COSY AR, (HEA —A E B AR AR 7R R, X HARSSE S R
MFPRN, B, &R T0F 70 DU KRV 779 HR BB R i R 0 B e & /E . 7RI 3 o
Xof Fg U — Y T ) B AT S AR R, A8 S S B 1A S ANV R S AR DG . R A W 5 S )i
2k, ATURHEANARARLANES . AT HES HOUE 7.1~7.6 ppm JE . RIEE 3 i BLE
BHRAE SR EFEE AN, F W8 S0 ] 2A F TR
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Figure 1. The structure of fexofenadine
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Figure 2. The *H-NMR of FFD of different proportion complexation
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2hAZY S p-CO B )e, HIGMAR T SESRAMRKKR], mHEEYHEE g-CD HIkE
e, H-1 AR R 5, H-2. H-4 miatsh, H-3 (F5RUANE, X724y
TFENE TN p-CO HIAIEA, BAWIR L, 1 H 25 WE K IR g P52t B S 3

3.2. thEgERIEFERT f-CD 'THNMR BISEHE

K 2E MiFES A5 p-CD 'HNMR . B T7ElF S A ME A p-CD (1 Hi 55 LB XA, HrrE
thoRbRR H . A4 B-CD 1) DQF-COSY (14 3) LA KAl & ok & HLfE 3.93 ppm [1XIE | 3.82 ) = H I,
3.51 ppm VU FH I 3.46 ppm ) = FIEF] 73548 E N Hiv Hay Hay Hyo Hs Ml HgIEH E, £ DQF-COSY
N Ha(3.46 ppm) & T LAFRHE 3.71 ppm Ab2A Hs: E 5214 AA-E WTLLR B, 43G90 Bl 2459 )9 BE 1)
$Ew, B-CD [ Hp Ml Hyf5 5 B B ARAE, 17 Ha Al Hef5 5 U 2B B 35008, Ha 7215 4B 45
5 HetHE S, He MALEE S Hp Fl Hp Z 18] 5 08 T-1k %5 m) AR B A 3 ], 2EN B-CD HI S fis A 22 51k
He Ml HefE S 10 mim ke . B, XSt hmRAER AR T 1075 B0 43 EN B-CD =5 i A 1 HE T A —
.
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Figure 3. The COSY of FFD
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Figure 4. The *H-NMR of -CD in different proportion complexation
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Figure 5. The NOESY of complexation (1:1)
E 5. BA4M(1:1)H NOESY i

3.3. AR IFEEN

FIRNIV TR E VI SIAR SR, FEAED) 2D-ROESY . p-CD 7 FEFEHR, AEERELN
TA, JFH Ha Rl He e8] BaEi, [RIL,  #5 95 33840 1 ELBAE -CD IS e, W5 A4S B-CD (1 Hy
A HefEZS[A] B4, HrlREH I NOE. HEl 5 WBAKEL, FFD: p-CD N 1 K, H-1. H-2, 5 H-3"H
H-5"F28 X0, 1 H, H-2 f H-4" AP X, mbnf: =B AU IR g-CD W, 1 H
s M B-CD % FTHEN
4. &g

AR H] 1D-NMR A1 2D-NOESY [J5vAW 7t 1 shRAF AR & 5 A ELlpl (1 p- MR T it 54
FR IR LR ST AR, 2 BE IR AR D 101 I 32 32 FRD AR SR AR IR 23 A58 I HEN B-FRRITRS B S Jl I
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