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5-Fluorouracil

C4H3FN2O2 Molecular structure by ED and coupled cluster calculations
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2-Pyridinecarbonitrile
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Pyridine-3-carboxylic acid (nicotinic acid)

C6H5NO2 

Molecular structure and conformations by ED and coupled cluster 

calculations

C5H4NCOOH N. Vogt, I .I. Marochkin, and A. N. Rykov
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Pyridine-2-carboxylic acid (picolinic acid)

C6H5NO2 

Molecular structure and conformations by ED and coupled cluster 
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Pyridine-2-carboxylic acid (picolinic acid)
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C8H4FNO2 Equilibrium structure from CCSD(T) computations
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Phthalic anhydride

C8H4O3 Equilibrium structure from MW data and CCSD(T) computations
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3-Aminophthalimide
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Diphenyl disulfide

C12H10S2 Structure by MW and ab initio
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Diphenyl disulfide
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