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Theoretical calculation of photo-, electro-, and magneto-functional organic systems

FHAPRT RFEFE TR G- EYEEH% fmE &)

WF5E EZST%@EE

AWFZETIEL, R FTETA— R —a B a— 4 AT AR L, ARESDSZ
7::/%/):%/@ R R M2 T 0V AR BAE R O DR L7z,

TI7 2 DEEE CoDT —LF =TT T7 22 F /U (AGNRS) IZZEDE N 73 N
=3n-1(n=1,2,3) OEAEIT. N=3n, 3nt] DA LHEL THE I NSRNNURE vy

Tt E PRSI TND, AHFFETIE AGNRs DESY - 7 7520 AD 5y FAR T E AT
THZEEAREL, BARIZIE, EFORERERERIEOIRIEL 2D G OUAY R 11Xt
OB EL fo DREEN, MBI - ALV JHIET DA RNIR - S S B B AR J
Wﬁ%ﬁzi& L EFBET 2282 B LTz, ©y U RBED A E ~RUMEBR I K> TR L 727

57 (¥ 1b) Ol =rr=/L=FaF K (NN) ZEALTZRIZONWT, JDIAVE I

x?ﬁé/@t%@ﬁé;& £z MR DFT 35 (UB3LYP/6-31G*) (ZL» CRMliL 72, ZDfEH., UAF
B8 N =3n,3n+ 1 DEXIZHRTN = 3n-1 IZBWT gREHFIT NS Aeo7= (K 1e) , DB
FRIZIEIR LT AGNRs D/ RF vy ZOBIRIIMEE—BFT 55 R THY . AGNRs D/ R
(ZH KT 2EEMEOFAR N TET,

1. (a) AGNRs Ol N DEFEMEGICERL T H=rr=/L=FaF K (NN) (b) =y Hik
DAL L ZFTHIETUHEER (N =7 OR%EZHIR) (c) NN BZH#AH BAEH J 05 TR E

P L (FHEDHY)

T. Shinozuka, S. Nishizawa, D. Shimizu, K. Matsuda "Evaluation of electron transport
capability of armchair graphene nanoribbons (AGNRs) by calculating exchange interaction
between terminally attached radicals" Chem. Phys. Lett. 2021, 780, 138923.

55





