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it computational approaches in SPARC are a blending of conventional
" LFER 15-17 , Structure Activity Relations ( SAR ) 18, 19 and

3 3 * iy, Perturbed Molecular Orbital ( PMO ) theory 20, 21 . In general,

SPARC utilizes a classification scheme that defines the role of
structural constituents in effecting or modifying reactivity, and
quantifies the various mechanistic descriptions...
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