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Table S1. The calculated HOMO and LUMO energies (in eV) of DPESPOPhCz (host
2) via directly measuring HOMO/LUMO eigenvalues from the optimized S results at

the different levels.

B3LYP PBEO CAM-B3LYP B3P86 B3P86

/6-31G*  /6-31G* /6-31G*  /6-31G*  /6-311G* P
HOMO  -543 5.67 6.67 ~6.09 6.28 6.16
LUMO  -1.24 1.12 0.12 _1.88 2.05 249

Table S2. Calculated absorption spectra of DPESPOPhCz (host 2) by various

functionals
B3LYP PBEO CAM-B3LYP B3P8&6 B3P86 ox
/6-31G*  /6-31G* /6-31G* /6-31G* /6-311G* P
A(nm) 338 323 282 336 335 331

Table S3. Calculated transition natures of the S; states of studied host molecules

based on the Sy geometry by TD-DFT calculations

Molecule  E(Sy—S;) (eV) Mnm) Transition nature
1 4.05 306 H= L+1 (93%)
2 3.69 336 H— L (98%)

3 3.61 343 Ho L (97%)
4 3.71 334 H— L (84%)
5 3.63 342 Ho L (93%)
6 3.69 336 Ho L (94%)
7 3.60 344 Ho L (94%)
8 3.44 361 H—L (93%)
9 3.48 356 Ho L (84%)
10 3.56 348 H— L (88%)

H=HOMO, L =LUMO
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Figure S1. Emitter's (FIrpic) absorption spectra and host's emission spectra



