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NMR studies on cetirizine hydrochloride

LI Qian, SHEN Wemr bin~ , ZOU Qiao gen
( Genter for Instrunental Analysis , China Pharmaceutical University , Nanjing 210009 , China)

Abstract: Aim To study the NMR phenomena of cetirizine hydrochloride and assign all proton and
carbon signals in NMR spectra. Methods To record the 1 D and 2D NMR spectra of cetirizine hydrochloride
while changing the experimental te mperature and adding D, O into the solution. Results More than one NMR
signal or broad peak resulting from piperazine and the attached groups with N atom were given in DMSO d,
solution at room te mperature . “ Coalescence” or narrowing had occurred for the proton and carbon signals when
the experimental te mperature was increased or D, O was added into the solution. Conclusion Compared with
the NMR “time scale” , there are more than one conformation of cetirizine hydrochloride in DMSG d, solution at
room te mperature . The different conformation will be exchanged fast while te mperature rised and the stable
conformation will be existed while D, O was added into the solution .
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1 : Cetirizine 298K ; 2 : Cetirizine hydrochloride 298 K; 3 : 333K; 4: 353K; 5: 373K; 6 : With 4 drops of D, O, 298K

Figure 2

"H (A) and " CNMR ( B) spectra of cetirizine hydrochloride( DMSO d, )
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Figure 3 2D NMR spectra of cetirizine hydrochloride( DMSO ds + D, O)
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,  Hg,63.38  H:63.59(4H,m) Table 2 “CNMR data and HMQC and HMBC

3.11(4H,m) 8 , HMBC results of cetirizine hydrochloride (DMSO d; + D, O)
, 6 5.32 Hy ( ) . Correlated &y
8¢ Position ; .
47.6) G ; 63.38 H I “J(n=1)
47.6 G 3.11  5.32
(649.2) G ; HMQC §3.11(4H,m) 9.2 G 3.5 3.38
Hy; §3.59(4H,m) H,. HMQC 4.9 G 338 3.80
64.4 Cs 3.80  3.38,4.07
) 2. 67.4 G 4.07  3.80
HMBC :6171.8 72.9 Gy 5.32 7.69,7.64
G: 65.32 H, C, 128.1 Cs 7.64  7.30,5.32
128.8 C, 7.30  7.64
G, 67.41 Hi, 129.3 Cis 7.37
Co, §7.37 Hi, 129.5 C 7.4 7.69
130.1 G 7.69  5.32
C,, ©6136.6 Go; ©6137.1 (ST 1334 Cs S 6o
G;, 6133.4 Cs . 136.6 Cio 7.41,5.32
137.1 C4 7.37,5.32
Table 1 ! HNMR data and COSY I'ESllltS of cetirizine 171.8 G 4.07

hydrochloride (DMSO d; + D, O)

Sy Multiplets ( nH) J/ Hz Position Correlated Sy
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