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Exploring isomerization pathways of C.HgO; by using the GRRM-Basic program
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[Abstract]

The authors have been developed GRRM/SCC-DFTB program to carry out the Scaled
Hypersphere Search (SHS) methodl with Self—Consistent—Charge Density-Functional Tight-—
Binding (SCC-DFTB) method2 for electronic state calculation. This GRRM/SCC-DFTB method
was used to explore isomers and reaction pathways for a chemical formula of CgHs with
just one node. We calculated CoHe¢O: isomers and reaction pathways within a node and
between nodes by using the GRRM-Basic, which is based on GRRM 1.22 program. One of
isomers for C.Hg0; is ethylene—glycol, which it has multiple OH groups. It is important
for molecular science and interested industrially.
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