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in silico Glyoxalase 1

The development of Glyoxalase | inhibitors as novel cancer therapeutics by in
silico methods
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The purpose of this study is to create novel inhibitors of Glyoxalase I

(GLO 1), which is highly expressed specifically in cancer cells, as lead compounds for anticancer
agents. In this study, we analyzed the X-ray crystal structure of the complex of the human GLO 1 and
the novel GLO I inhibitor compound TLSC702, which found in our laboratory, and succeeded in
elucidating the binding mode of TLSC702 to human GLO I. Furthermore, we discovered several GLO
I-inhibiting natural organic compounds. This study is an important milestone for our designing of
the novel human GLO I inhibitors and the data are very significant and useful in the creation of the

lead compounds for the development of novel molecular-targeted drugs for cancer therapy that
inhibit GLO I enzymatic activity.
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of poor clinical outcomes in late-stage breast cancer
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