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Figure. S1 Optimized geometries for reactants, reactant complexes, intermediates, transition

states, product complexes and products involved in the H abstraction and addition reactions of

NCO+HCHO without water at the BH&HLYP/6-311++G(3df,3pd) level. Bond lengths are given

in angstrom.
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Figure. S2 Optimized geometries for reactant complexes, transition states, product complexes

and products involved in the H abstraction reactions of NCO+HCHO with water at the

BH&HLYP/6-311++G(3df,3pd) level. Bond lengths are given in angstrom.
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Figure. S3 Optimized geometries for intermediates and transition states involved in the addition
reactions of NCO+HCHO with water at the BH&HLYP/6-311++G(3df,3pd) level. Bond lengths

are given in angstrom.
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