Abstract

	In the present work the crystal and molecular structure of p-nitrobenzoic acid has been determined by x-ray diffraction. p-Nitrobanzoic acid, molecular formula, C7H5NO4, crystallises in the monoclinic system with 8 molecules per unit cell. The unit cell dimensions are as follows: a = 12.97, b = 5.07, c = 21.83 ? and ?= 96.4?, From the observed systematic absences and the statistical test for centrosymmetry., the space group A2/a was confirmed. The (010) sharpened Patterson map and (XOZ) Harker section provided helpful information to solve the structure from the (O10) projection by Fourier transform method, The structure was refined by the usual iterative process and later by difference syntheses and least squares refinements of (010) and (100) projections and finally by least squares refinements using the general hkl reflections. The benzene ring bond lengths are close to those observed in crystalline benzene. The exocyclic C-N and C-C bond lengths revealed their single bond character in this molecule. In the earboxylic group the two C-0 bonds are significantly different from each other, the short bond being associated with smaller C-C-O bond angle. The two N-O bonds of the nitro group are of slightly different lengths. The molecules in p-nitrobenxoie acid crystals form dimers which are held in a stable structure by normal van der Waals interactions. 

	  
	 


