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含氮化合物的构型与构象变化对核磁共振图谱的影响含氮化合物的构型与构象变化对核磁共振图谱
的影响 

华丹宇;易大年;刘基宁 

上海医药工业研究院, 上海 200040 

摘要： 

目的寻找盐酸洛美利嗪等含氮化合物呈现特殊核磁图谱的内在原因。方法假设这些化合物存在构型和构象的变化导

致核磁图谱的复杂化。用核磁方法证实这种假设的可信性。结果与结论盐酸洛美利嗪、盐酸西替利嗪两化合物的氮

原子翻转形成两种椅式构象。在二甲亚砜溶液中其变换速度与核磁时标相近,无法测得确切的化学位移。所有谱线

呈现不同程度的弥散,甚至坍塌、“消失”。加入少量水或升高测试温度降低了溶液的粘度,变换速度快于核磁时标,
此时即可获得正常的图谱。芬氟拉明的氨基被樟脑酰胺化后限制了氮的3个键的翻转,不对称氮的存在可产生另一对

非对映异构体。其碳谱显示所有谱线倍增的特殊现象可得到合理的解释。 

关键词： 核磁共振   氮手性中心   哌嗪环构象变换   盐酸洛美利嗪   盐酸西替利嗪   芬氟拉明樟脑酰胺   

Effects of changes in conformation and configuration of N-containing compounds 
on NMR spactra

HUA Dan-yu; YI Da-nian; LIU Ji-ning

Abstract: 

AimTo find the cause of abnormal NMR spectra of lomerizine dihydrochloride, cetirizine dihydrochloride 
and flenfluramine camphoramide. MethodsHypothesizing, in given conditions, there are changes of 
stereoisomeric conformation and configuration in structure of N-containing compounds, it resuts in 
abnormality of NMR spectra. By using the method of NMR, it is confirmed credibily. Results and 
Conclusion The moving balance exists between two chair conformations in lomerizine dihydrochloride 
and cetirizine dihydrochloride. It causes that spin-nuclei of whole molecule are placed in two chemical 
circumstance. In solution of DMSO-d6, the speed of conformation reversal equals to the NMR time scale, 
so that chemical shift of spin-nuclei can not be definitely determined, peaks are broadened and even 
collapsed. After dropping D2O or increasing the temperature, the viscosity of the solution is decreased, 

the speed of reversal is quicker than NMR time scale, then normal spectra are obtained. Owing to the 
reversal of the three bonds of nitrogen in flenfluramine camphoramide is limited, other pair of 
diastereoisomer resulted from the asymmetric nitrogen can be detected by NMR. Multiplication of the 
peaks of 13CNMR is reasonably explained.

Keywords: chiral nitrogen center   pyrazine ring reversal   lomerizine dihydrochloride   cetirizine 
dihydrochloride   flenfluramine camphoramide   NMR   
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