SHBO-c

LUMO = -1.958 eV

-4.486 eV

HOMO

NICS(1)zz

SHBO-a

LUMO = -2.082 eV

-4.586 eV

HOMO

NICS(1)zz

HOMO and LUMO distribution and NICS values of SHBO. The tert-butyl group is
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SHBO-i

-2.284 eV

LUMO =

HOMO = -4.779 eV
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