Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2025

Supporting Information
of
One Electron Be-Be © bond

Palash J. Thakuria, Amit Das, Kangkan Sarmah and Ankur K. Guha*

Advanced Computational Chemistry Centre, Department of Chemistry, Cotton University,
Panbazar, Guwahati, Assam, INDIA-781001

*Email; ankurkantieuha@gmail.com

S1


mailto:ankurkantiguha@gmail.com

Cartesian coordinates and electronic energies calculated at CCSD(T)/aug-cc-pVQZ,
CASSCF(5,6)/aug-cc-pVTZ and NEVPT2/aug-cc-pVQZ levels.

Be, (Neutral) @CCSD(T)

E= -29.239976

4 0.000000000  0.000000000  1.271177000
4 0.000000000  0.000000000 -1.271177000

Be; (Anion)@CCSD(T)

E = -29.256243

4 0.000000000  0.000000000  1.116921000
4 0.000000000  0.000000000 -1.116921000

Be, (Neutral) @CASSCF
E= -29.196719

4 0.000000000  0.000000000  1.149320000
4 0.000000000  0.000000000 -1.149320000

Be, (Anion)@CASSCF

E= -29.184974

4 0.000000000  0.000000000  1.089387000
4 0.000000000  0.000000000 -1.089387000

Be, (Neutra) @NEVPT2

=-29.2415395

4 0.000000000  0.000000000  1.154592000
4 0.000000000  0.000000000  -1.154592000
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Be; (Anion)@NEVPT2

E=-29.2568143

4 0.000000000  0.000000000  1.083743000
4 0.000000000  0.000000000 -1.083743000
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