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TABLE I: Tight-binding parameters (eV) evaluated by WFs
denoted by WF, and a fitting, denoted by fitted, for the w
and 7" states of the non-spin polarized 3-ZGNR, where ¢ is
the on-site energy, and hi. ho --- the nearest and the second
nearest neighbor hopping integrals, and so on. The Fermi
level is set to zero.

£ h 1 ho h 3 h-4

T (WF) -1.3609 -0.7660 0.0076 0.0529 -0.0352
™ (WF)  1.4486 0.7708 -0.0400 -0.0513 0.0269

r  (fitted) -1.4165 -0.7083 0 0 0
7 (fitted) 1.4135 0.7067 0 0 0

T
T
T
T

T-ZGNRDIBEIC I THL REHFETH W
=%, Tt n*OFERILES,

HENRAR O FFE BT R @IEZ.Li et al., PRL 100,
20682 (2008) H &M 2 ¥,



Decoupled two band TB EF/NLIZ L BI-V

24V TA27 &> THESNETBET T(E) = 4SL(E)Sr(E)
NEWTRERIIRRTE AN S, SL(F) + SR(E)]Z

:E (e ;ax)r..

- 1 2
B — (E + §A:c + 1/:bia,s)] )

F—REHEHE
R<<BHL
TW52ed
PHh 5,




T

JEFET 7 ) — D REAECE 2 EELEIZEADILIEH 5 ENIE
L. BROBBAEIFTErD@bE A xAmL 7=,
ISHREORITEF%E L T, =EFME%IEET S

= XDE

e &

E%A/r:o

WE/ /N AT 14w 758

INY RT 4 T EDEERG

JEFET 7)) — EABCE DS

EELREIRED 5 D E AL

BEFaATI9UR
/Aﬂﬁﬁd)-'l’:Tll/

ZRFTENDHLTR ¥ DFT-NEGFi%

b RIVEERIKINEF: Fe[MgO|Fe

7572x>F )Y RDEERMN



G

¥ ]



