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Figure 1. Intramolecular hydrogen-bonded molecules.
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Figure 2. The four structures for analysis TS/TB interactions.
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TABLE 1: Optimized geometrical parametersin IntraO-H O, Intra-N-H O, and Intra-C-H"O.

X=S X =0
IntraO-H~O IntraN-H"O IntraC-HO IntraeO-H"O Intra-N-H"O Intra-C-HO
r’[A] 09678 1.0123 1.0884 0.9702 1.0217 1.0947
Rlb [A] 0.9727 1.0138 1.0840 0.9758 1.0198 1.0887
ARS[MA] 4.9 15 -4.4 5.6 -1.9 -6.0
R, [A] 2.059 2.237 2.432 1.962 2.319 2.440

20-H, N-H, and C-H length in structure 2. > O-H, N-H, and C-H length in structure 1. * AR1 = R1 - r1.
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