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Table S1. Optimized structure, Natural transition orbitals (NTOs) for the singlet energy
transitions (So-S1, So-S», So-Ss) of the NafmetBDP (isosurface value = 0.02 au), centroids of

hole and electron (Cpoe & Cele, isosurface value = 0.0003 au)

Comp. Transition

Optimized

NTOs

structure

Electron

chole & cele

NafmetBDP

Dipole
moment (p):
5.99 Debye

So-S1
Ee:2.17 eV
t (R): -1.683
Ec: 3.66 eV

So-S2

Ee: 2.53 eV
t (R): 1.775
Ec: 3.09 eV

So-Ss3

Ee:2.65 eV
t (R): 1.235
Ec: 3.28 eV

Blue and green isosurfaces represent Cne and Cee functions, respectively. Er and Ec represents the excitation
energy and the Coulomb attractive energy, respectively. The t-index quantifies the extent of separation
between the hole and electron along the charge transfer direction.
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Figure S1. Comparison of experimental and theoretical normalized absorption spectra for the
compounds: (a) NafmetBDP and (b) NafmetZn
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Figure S2. 'H-NMR spectrum of NafmetBDP in CDCl; (500 MHz)
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Figure S3. *C-NMR spectrum of NafmetBDP in CDCl; (125 MHz)
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Figure S4. HRMS-TOF-ESI spectrum of NafmetBDP
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Figure S5. 'H-NMR spectrum of NafmetZn in CDCl; (500 MHz)
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Figure S6. “*C-NMR spectrum of NafmetZn in CDCl; (125 MHz)
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Figure S7. HRMS-TOF-ESI spectrum of NafmetZn
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