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Table
4

C
alculated

norm
alm

ode
w

avenum
bers

(in
cm

−
1)forC

60,isolated
L

D
O

PA
c

(I),and
the

A
,B

,C
,D

adsorption
geom

etries
ofL

D
O

PA
c

on
C

60.

C
60

I
A

B
C

D

3073.3663
3069.949

3041.958
3042.715

3066.595
3132.3986

3130.928
3098.437

3098.022
3120.262

3149.0499
3146

3126.6
3124.527

3129.83
3185.4488

3182.902
3188.898

3180.935
3195.169

3207.0810
3204.918

3210.75
3204.802

3205.184
3218.3035

3217.797
3214.076

3207.011
3209.263

3231.1384
3359.522

3226.892
3375.53

3229.555
3300.7728

3437.278
3305.611

3468.227
3297.559

3663.2523
3663.722

3663.74
3665.342

3663.569
3740.1307

3740.524
3740.659

3740.809
3740.379
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