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Abstract
'fhe theoretical ft«,tron 'Properties of l~rrolt Subrtimtes ( S1, S2: 53. 3DdS4 ) were carried out

by uslnJr quantum thturlcaJ calculations. 1'hi!optlmlzed strucrares were obralntd by me Density
Functional fbeory DtT;tl3LYP loyd or the.ry uslnE the bad, set lIV;U:d). The optimized
's•• 'Ut:IU1·('~ uf ccurpuunds have the: Slubld uiinimmu t'll1:rgy, It WtLSfuuutl 'hul tu",' dipul e LUUWC,lll tiC
compouud (82) buve high \)I,lues (.'t)lU(Iw,-d ,,'iUt flu,' Curapounds (Sl~S'3:S4). Cloibnl ul~l''l'ilJttll''Io

such U'lo lhe 1\10 (.'ul,·rgi",'s 1,11HO[\10! _L·{"}.10levels lind ~. w....'1.. tlt'lCI·mU.tl·d and used to idclllit~
the mfff!"~n,,*!'m duo .!'tahility and ,·..:u~th;ty of eomponnd ....10 ~f'Jl~l·:aI~thp calculated valn ..!> le3d to
the (,,1I1u'lu,\jQll thnt on tllf~ nn.. hand fbi': ~t3hility of' th,.,.compounds rtN': S4> S.l> Si2> Sil. On the
ether hand, the theo1'eril":l'1smdv (If ncrre) 3C':f'.P£ltCU· donor- 01'f2nit' materials h:l~M on thp~
r:onlpllond.\ h:l\ been in,\·Mti~:lh"d. Dttferent "k>"tron ~ld~ e:1'OUp~'-V".1'P inn-ndnced to inTesti~atf'
1htil' etre(ts on the electronic structure; HO!\iO, LU~10 and enel'C;Yeap, The. srructura! and
electroulc srud,.· as shown in this paper' in band ror these compounds ceuld betp to desten more
eflicle-ut functional pbotovolrate organic materials. the adsorpden tn('r~ between tue compounds
end the TiO: surface '''M'.> studied, Th e wo.S' .suilubk edscrptlou l"tJn(i&Unllioll-o; hi~b \'uhu: oC
Ifdwl'PUOU cBe.l1O· WItS eompuuud S2.
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