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We have used our density functional procedure [1] to compute the heats of formation of the 

compounds 1-5, proposed by W. Koppes and A. Stern (ONR). The vibrational energies were 

determined from the molecular stoichiometries [2]. The density functional calculations give the gas 

phase heat of formation, which we convert to the solid state value by subtracting the heat-of 

sublimation. The latter is obtained by means of the relationship that we have developed between 

the heat of sublimation and the computed electrostatic potential on the molecular surface [3]. 

Results: 
N02 

1 N ^ XT ^X AHf98K (gas) =138 kcal/mole = 694 cal/g 
r298K AHfOIV (solid) = 114 kcal/mole = 573 cal/g 

NO, 

T298K AHf0iV (gas) = 120 kcal/mole = 526 cal/g 
r298K AHf0JV (solid) = 91 kcal/mole = 400 cal/g 

NO-, 

N^ N" 
o2N-^Q^P)^N02 

NO, 

r298K AHf orv(gas) = 172 kcal/mole = 597 cal/g 
r298K AHf OIV (solid) = 141 kcal/mole = 489 cal/g 

0,N 
prN 

vrr\ J,       / N02      N__ N 

02N   F2N     NF2 N02 

°2N     F2N   NF2    
N°2 

r298K AHf °^ (gas) = 266 kcal/mole = 790 cal/g 
T298K AEf      (solid) = 225 kcal/mole = 668 cal/g 

r298K AHfor" (gas) = 63 kcal/mole = 114 cal/g 
r298K AHfOIV (solid) = 9 kcal/mole = 16 cal/g 



29RK For comparison, the experimental gas phase AHf       value for RDX is 206 cal/g [4,5]. 
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