Supplementary material
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Figure la. The plot of the density of the
N, molecule in its ground state
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Figure 1b. The plot of the density of the
F, molecule in its ground state
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Figure 1a. The plot of the density of the
N> molecule in its first excited state
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Figure 1b. The plot of the density of the
F, molecule in its first excited state
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Figure 2a. The density profile of HF in
its ground state
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Figure 2b. The density profile of BF in
its ground state
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Figure 2c. The density profile of CO in
its ground state
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Figure 2a. The density profile of HF in
its first excited state
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Figure 2b. The density profile of BF in
its first excited state

CcO ES

0.00

T
10 20

% (a.u.)

Figure 2c. The density profile of CO in
its first excited state



