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Figure S1 Potential-energy curves of ground state for (a) DBM with the addition of
fluoride anion, which is the function of FSi distance in ground state, (b)) DBMO with

the HF molecule, which is the function of FH O distance in the ground state.
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Figure S2. Contribution (%) of some atoms (contribution > 0.01%) to frontier
molecular orbitals (HOMO and LUMO for DBM, HOMO, LUMO and LUMO+1 for
DBMO). The contribution value was calculated by C-squared Population Analysis

(SCPA) method.?
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Figure S3. Views of the optimized S; structures for DBM and DBMO using

B3LYP/TZVP, Gray: C; white: H; red: O; blue: N; dark cyan: Si; dark red: Br.
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Cartesian coordinates of the optimized geometries for the ground state S, of DBM at

B3LYP/TZVP level
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Cartesian coordinates of the optimized geometries for the ground state So of DBMF at

B3LYP/TZVP level
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F -1.317315000 6.662697000 0.128778000
Cartesian coordinates of the optimized geometries for the ground state So of DBMO at

B3LYP/TZVP level
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Cartesian coordinates of the optimized geometries for the ground state S, of
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Cartesian coordinates of the optimized geometries for the ground state S; of DBM at
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Cartesian coordinates of the optimized geometries for the ground state S; of DBMO at
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