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(1) HOMO and LUMO orbital diagrams of p-P monomer

HOMO 6.09 eV                  LUMO -2.79 eV

(2) HOMO and LUMO orbital diagrams of p-P dimer

HOMO  5.94 eV

                     LUMO -3.09 eV

(3) HOMO and LUMO orbital diagrams of p-P trimer

                                     HOMO 5.91 eV

                                        LUMO -3.20 eV

Figure S1 HOMO and LUMO orbital diagrams of p-P monomers, dimer and trimer.
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