| i

%

NCSA

B VirginiaTech

Invent the Fufure






%

# 9



+

Zobbi et al, Chem. Comm. (2005);

al., Nature materials (2009)

n# $%

$

&

()
4

Mannini et

Au(111)

Au(111)

-

$%

L™ 4




. (), 5[ M stht___ o
10} ;M y
= B Mn1z'th o ]
;_é-’ :'_ \ /J/J ]
5L <«— Interstice _
& $ () *+) T H6 0 +10 +20
U (V)
& ($+ )+ (- . !
# /) - !
+ ||, /

&' () * ) $+ ,, -
&. $ |/ $+ +0
&1# * $% $%
& 2 $ +

& 3/ 450 0 O



1 &7 8 9: (- 1:-";
0O O <) 5=% 5& ! =
5>)? > (*:93.@ 1:@");



) 8 9. :2*(- 1::A"

+

(ll

$ $)
1"B =5 $
= )

"C

C

D = )
- " C=E

G 5 =




Left

- Right

lead (L) EExtendEd molecule (EM)E lead (R)

3, 5.

| 48#
#)

[e -

]

(E) =

#le . &6 S &S 7
G 485 .948 G 48 5 . 48
1 48 1 m & m 7



%

#$

&t

|#ﬂ/.)
H__ 11l

S~

T
—

LL

Q-

D__

—
)
Tl

~—~
~









! C E I F G ?

+B3 = E =

" P ? ! 5 <)8)
8 ) 8 1:A"K%)? 5= % ) >) ),
| )" ) 1A ,00 ) ) )

+30 4 =
+1 ' #1 D)

+

+

+B ' , A*). &

"% % * ) I%0 &



Left

- Right

lead (L) EExtendEd molecule (EM)E lead (R)

3, 5.

| 48#
#)

#le . 86CS &S 7D

G 48 5
1 48 1

m &

048 G 48 5 .

m 7

48



!0

v = =
=
R g 18
2d
[
i - t,
i Tamp
=y mrJ ="

o3

- i

294

5]
EETILLENEE
i ol
amwﬁfﬁﬁﬁﬁ@a
*88 44 8NN

-1%2 3

%




%






& H

%

, M )(






$$






# (9

B $ =)L A "



516 "-55-(

0/0 "-550(



+

o #

B . D## $
) D#'#=
% '#
D## % '#
=)
H 4

Electronic U=4 eV * | PBE GGA
level (eV) A v N v
Mn,, |-5.80 -7.04 [-5.08 -6.45
HOMO

Mn,, |[-4.72 -4.57 |-4.84 -4.50
LUMO

gap 1.08 0.24
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