The Gase for CASE:

Introduction

Computer-Assisted Structure Elucidation (CASE) has
come to be a broadly accepted method for the derivation
of novel or difficult chemical structures, especially those of
natural products or drug metabolites and impurities. For
completely error-free structure determination, one must
first evaluate all isomers that truly match connectivity
criteria defined by experiment — but it is impossible to do
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The Structure Elucidation Challenge

Between 2003 and 2011, 112 different datasets were
submitted from various industries as challenges to the
ACD/Structure Elucidator Suite system. [3] The structures
determined ranged from 100 to more than 1000 Da (Figure 5)
and the software had excellent success determining the
correct structures (Figure 6).
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In one recent example, Structure Elucidator Suite was able to
determine the structure of a large, symmetrical dimer known
as Bacillusin A [4] (containing 86 skeletal units) even with the
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