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Abstract

The 3D quantitative structure-activity relationship of benzodiazepines hypnotic drugs is discussed
by CoMFA and CoMSIA method in this article which shows the impact on the activity of benzodia-
zepine compounds, including the size of the spatial structure, the hydrophobic properties, the
electrostatic properties and the hydrogen bond. These natures can be used to design new lead
compounds.
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Table 1. The data of COMFA and CoMSIA
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Figure 1. Public skeleton of compounds with benzodiaze-
pine nucleus structure
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Figure 2. Molecular superimposition of 22 benzodiazepines
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Table 2. Calculation result of COMFA method
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Figure 3. The relationship between predicted and experimental values and graphic output re-
sult of compound XJSZL was calculated
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Figure 4. Output graph of stereo field and electrostatic field
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Figure 5. Output graphics of hydrophobic field
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Figure 6. Output graphics of hydrogen bond acceptor and donor
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Figure 7. Output graphics of calculation result of CoMSIA method
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