Pot a00_1 : Initial calculations — See plot for the values of the atom-atom parameters
quadrupole moment in 10"-26 esu= 2.0100  2.0100  -4.0200

vibrational dependence of polarizability : 0.263900E+010.100000E+000.516000E-010.223600E+00
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Pot a00_2 : Pot a00_1 with a reduction of 5% of the quadrupole moment of CO,
quadrupole moment in 10"-26 esu = 1.9100 1.9100  -3.8200

vibrational dependence of polarizability 0.263900E+010.100000E+000.516000E-010.223600E+00
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Pot a25 1 : (From Pot a00_1) Increase of 60% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 72% of €(traj), Reduction

of 17% of o (traj)
quadrupole moment in 10"-26 esu = 1.8900
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vibrational dependence of polarizability 0.263900E+010.120000E+000.618000E-010.268000E+00
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Pot a25_2 : Pot a25_1 with a reduction of 2.2% of quadrupole moment of CO; (or 8% from Pot a00_1), and increase of 33% of
polarizability coefficients

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a25_3 : Pot a25_1 with a reduction of 2.2% of quadrupole moment of CO; (or 8% from Pot a00_1), and increase of 20% of

polarizability coefficients
quadrupole moment in 10"-26 esu = 1.8490

vibrational dependence of polarizability 0.263900E+010.150000E+000.750000E-010.268000E+00

1.8490  -3.6980
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Pot a25 4 : Pot a25_1 with a reduction of 2.2% of the quadrupole moment of CO;

quadrupole moment in 10"-26 esu = 1.8490

1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.120000E+000.600000E-010.268000E+00
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Pot a26 1 : (From Pot a00_1) Increase of 60% of ¢(ON), Increase of 2.5% of 6(ON), Reduction of 72% of (traj), Reduction of

17% of o (traj)
quadrupole moment in 10"-26 esu = 1.8490

1.8490

-3.6980
vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a26_2 : Pot a26_1 with a reduction of 14.5% of the polarizability coefficients

quadrupole moment in 10"-26 esu = 1.8490

1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a27 1 : (From Pot a00_1) Increase of 60% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 72% of €(traj), Reduction

of 11% of o(traj)
quadrupole moment in 10"-26 esu = 1.8490

1.8490

-3.6980

vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a27_2 : Pot a27_1 with a reduction of 14.3% of the polarizability coefficients

quadrupole moment in 10"-26 esu = 1.8490 1.8490

-3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a28 : (From Pot a00_1) Increase of 60% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 64% of €(traj), Reduction of
16.7% of G (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
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Pot a29 1 : (From Pot a00_1) Increase of 60% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 32.6% of g(traj),
Reduction of 16.7% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a29 2 : Pot a29_1 with a reduction of 14.3% of the polarizability coefficients
quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
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Pot a30 : (From Pot a00_1) Increase of 96.6% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 32.6% of (traj),

Reduction of 11% of c(traj)
quadrupole moment in 10"-26 esu = 1.8490
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Pot a31 1 : (From Pot a00_1) Increase of 96.6% of €(ON), Reduction of 2.6% of 6(ON), Reduction of 72% of g(traj),

Reduction of 11% of c(traj)
quadrupole moment in 10"-26 esu = 1.8490
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Pot a31_2 : Pot a31_1 with a reduction of 14.3% of the polarizability coefficients
quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a32 : (From Pot a00_1) Increase of 57.3% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 32.6% of (traj),
Reduction of 6.1% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a33 : (From Pot a00_1) Increase of 57.3% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 32.6% of (traj),

Reduction of 1.5% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490

-3.6980

vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a34 : (From Pot a00_1) Increase of 216% of €(ON), Reduction of 2.6% of 6(ON), Reduction of 20.6% of €(traj), Reduction
of 1.1% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a35 : (From Pot a00_1) Increase of 49% of ¢(ON), Reduction of 2.6% of 6(ON), Reduction of 13.7% of €(traj), Reduction
of 11% of o(traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.160000E+000.810000E-010.268000E+00
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Pot a38 : (From Pot a00_1) Increase of 57.3% of €(ON), Increase of 2.3% of 6(ON), Reduction of 32.6% of €(traj), Reduction

of 22.9% of o (traj)
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vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

D0, maasramant v eslculatian 01z OO0OY ef,czel O140.07 027
5 ordliml2m =20 4 4 o
¢/k (K} = 69.05 51.28 e® o & Devi et al.
g (&) = 323 342 @ - 29
R N Al e
s s = 101.28748 32775 0% + Ve
@
T u =12-6 2 “?Q
5
~ Ti = 750K 6o ® ® o, -
=
a6 ® 8 g
spnoodegeesd® POoeeergsncan,
ppB&®® T ®eoa g,
lgod® LI,
P
gl
. ) . ) ) % Differpnce=_—1.13 Sp=__ 1.83 N= 51 . ) . . )
-B0 =70 -80 -5 -4 =31 -0 =10 o 1° 2 0 40 S0 ® N B
m
€0,-N, line shifta 30012 00001
T T T T T T T T T T T T T T T
g b
o @
s ed? RS ¥ DAL I g
-9 ¥ Py L4 Ga? ogs ‘t“llaa 3 }}{.
T , ® B g 3
E aégéémeeééséée ®®rasvocnsdbana
o spanoed®d®® ? ?eﬂ’ﬁesem@e
T $eee® ] Beagq
E —
[}
~ar 7
Au I
- - L P L L, % Differpnce=, 59.86 30= 1181 N=,51, | ! L PR TR L L
) -70 —60 -50 —40 -30 -20 -10 0 10 20 30 40 50 60 70 80
m
£0,-N, ternp dep 30012 0000
- T T T r T T T T T T T T T T T
a Predoi—Cross et al.
@l a Gamache ]
S N
N R . .
ol R B ]
o aaaarasaisasassad, wassdaasessssesiaag,y
Lapasart H aa, e “aaall, -
N T esaseeg, . LrEeesn oo Tt sessena,. e ] §
~ L Laedt aeﬁee 28 g FYRLEE PSP Lra0® FOBag LTV ]1e
¢ ast g@® ® g FEL ottt Ll 5a, 2
. spe®®?® ®egem s *oagee” : Po0ag g0 5
XY 3 8 @'deag &
sl 1 8
o
&
1 L L 1 L L . L . L L . L L .
-80 —70 —60 —50 —40 ~30 —20 —1a 10 20 30 10 50 80




Pot a39 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 2.5% of 6(ON), Reduction of 32.6% of €(traj), Reduction
of 22.9% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
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Pot a40 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 2.5% of 6(ON), Reduction of 32.6% of €(traj), Reduction
of 29.3% of o(traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a42 : (From Pot a00_1) Increase of 18% of ¢(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of €(traj), Reduction of
22.9% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a43 : (From Pot a00_1) Increase of 18% of ¢(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of €(traj), Reduction of
20.2% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a44 : (From Pot a00_1) Increase of 18% of ¢(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of €(traj), Reduction of
29.3% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a45 : (From Pot a00_1) Increase of 0.3% of €¢(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of £(traj), Reduction of
20.2% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a46 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 2.5% of 6(ON), Reduction of 39.6% of €(traj), Reduction
of 20.2% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

00,~N, masuramant v eslculotian

30012 CO0GY ef,0223m Odd

a0 027

s ordLiml2m = 20 4 4
e/k (K} = 58659 51.28 . 8 & Devi et al,
o (&) = 323 342 a® @

. @ fg

s ac = 96.22312 3.3500 . e,

el ] =12-6 »® @

£S L) g

~ Ti = 7ROK

=

3
s8?
®@$6G99$@¢Q99w00009°
@
’aagﬂ)ﬂ

&
L)
LI
L
QBGQDQ??QGQG,QQQSG
L - 3P
@

2
el
% Differpnce=_—0.21 SP=_ 1.34 N= 51
-E0 =70 -0 -0 -4 -3 =20 -10 < 10 il 30 40 S0 «© e Bl
B
€0,—N, lina shifta 30012 00001
T T T T T T T T T T T T T T T
"
7
a PP s
= 9093 é"ee“n‘. 1
Tul1 Ed 33 -:056 ® g LR i }}{.
£ o Itisese® AP :
3 as@ggeeﬂii'QGGOéOﬂﬂi@Q tsoecatdoceddongg,,
T teeeee®® Peooagg,
§3
~9 1
@
L L L L L L # bifferpnee=, —12.80 $0= 12,53 N= 51 L L L L L L
—BO =70 —60 —50 —40 =30 =20 —10 1] 10 20 30 40 50 60 70 B0
m
00N, tarmp dep 0012 00001
- : T : : r : r : T : T : T T :
a Predoi—Cross et al.
atr a Gamache ]
S N
a - - -
o [ a - 4
S Skansagans : $aassssssass
pasasaxais asasaaia,,, padaass sasat,,,
S sttt s D I, O P, — — — — — e e Saba. o _ _ _ _ _ _ 4 [
Tt FPEETTELE Y PRI VAT T : 2820888 g g =0 2
n L B a8 L) Sag, L aete ot N 2N .t a®® LN Y e 1 -
] R 52® @ © aed T R o, -
e ®® LN N C Pgeal . LI N I
p.pide B ‘ @ 8 d'ea,g o
0¥ 1
o 3
&
!
™~
1 1 1 1 1 1 1 1 1 1 1 1 1 | 1 -
80 —70 60 —50 —40 —30 —20 —10 [

80



Pot a47 : (From Pot a00_1) Increase of 8.5% of €¢(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of £(traj), Reduction of
20.2% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a48 : (From Pot a00_1) Increase of 8.5% of €¢(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of £(traj), Reduction of
39.6% of o (traj)

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980
vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a55 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of €(traj), Reduction
of 21.4% of o (traj)

€(ON)= 58.69 ; 6(ON)=3.23 ; g(traj)= 101.28749 ; o(traj)=3.31650

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a56 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of €(traj), Reduction
of 21.1% of o (traj)

£(ON)= 58.69 ; 6(ON)=3.23 ; &(traj)= 101.28749 ; o(traj)=3.32655

quadrupole moment in 10"-26 esu = 1.8490

1.8490

-3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a57 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 39.6% of €(traj), Reduction
of 20.2% of o (traj)

£(ON)= 58.69 ; 6(ON)=3.23 ; g(traj)= 96.22312 ; o(traj)=3.35000

quadrupole moment in 10"-26 esu = 1.8490

1.8490

-3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a58 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 31.3% of €(traj), Reduction
of 22.9% of o (traj)

(ON)= 58.69 ; 6(ON)=3.23 ; g(traj)= 102.30036 ; o(traj)= 3.27750

quadrupole moment in 10"-26 esu = 1.8490

1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot a59 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 31% of €(traj), Reduction of
22.9% of o (traj)

€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 102.50294 ; o(traj)=3.27750

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a60 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 30.7% of €(traj), Reduction
of 22.9% of o (traj)

€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 102.80680 ; o(traj)=3.27750

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a61 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 30.8% of €(traj), Reduction
of 22.9% of o (traj)

€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 102.65487 ; o(traj)=3.27750

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation

T T T T T T T T T T T T T T T T T T T T T T T T T
a Devi et al. (2010)
. « Vaolero et al. (1978)

4 De Roso et al. (1999)

******
************************
*********************
*******************

B

5y /em™" atm™
0.04 0.06 008 0.1 012
T
-
-
-
——
—
—
——
— .
—
.
T
———
[
i —
e
e
e
o owes
L .
—
S e e
[
pu—rn—
-
—_—
——.
e
L R
e
_—
——
——
A
e )
PR
——
.
——
_
—
M
—
S
S——-
-
"
L3
4
-
1

O T T T T T T T T
Tr ES
TE g F tax *h,,h N 3
EXxE PRI agatt teadassaans, R ]
L e {é‘”,h,,:g 44 8, Treeeenn u;n” **************** ]
B T R A LT PP ]
'E P TR E LA & & T e e .l
S 1
~aor ]
© ? 4 9
1 1 1 1 I 1 I 1 1 1 | 1 |
-120 —-100 -80 —60 —40 -20 Qo 20 40 60 80 100 120
m

C0,—N, measurement vs. calculation

1

T T T T T T T T T T T T T T T

0.8

, -_H][HHHHHH{}H{}HHW””‘”““HH[H“H““’"‘“ H*b"*”HHHHH“Hm“”””EHH}}H{HHHH”H“HHA

0.4
L

Temperature exponent
0.6

1 . L . . . 1 n n n " . . . .
-120 —-100 —80 —60 —40 -20 o 20 40 60 a0 100 120



Pot a62 : (From Pot a00_1) Increase of 18% of ¢(ON), Increase of 7.3% of 6(ON), Reduction of 32.6% of €(traj), Reduction of
20.2% of o (traj)

€(ON)=51.79 ; 6(ON)=3.23 ; g(traj)= 101.28749 ; o(traj)= 3.35000

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a63 : (From Pot a00_1) Increase of 33.9% of €(ON), Increase of 7.3% of 6(ON), Reduction of 39.6% of €(traj), Reduction

of 22.9% of o (traj)

€(ON)=58.79 ; 6(ON)=3.23 ; g(traj)= 96.22311 ; o(traj)= 3.27750
quadrupole moment in 10"-26 esu = 1.8490

1.8490

-3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a64 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 20.6% of €(traj), Reduction

of 22.9% of o (traj)
€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 111.41624 ; o(traj)= 3.27750
quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a65 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 9.5% of £(traj), Reduction of
25.6% of o (traj)

€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 122.55786 ; o(traj)= 3.20657

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot 266 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Increase of 0.4% of €(traj), Reduction of
28.4% of o (traj)

€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 134.81365 ; o(traj)=3.13717

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a67 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 24.8% of €(traj), Reduction
of 22.9% of o (traj)

€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 107.61796 ; o(traj)= 3.27750

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a68 : (From Pot a00_1) Increase of 27% of ¢(ON), Increase of 7.3% of 6(ON), Reduction of 20.6% of €(traj), Reduction of
22.9% of o (traj)

€(ON)=55.76 ; 6(ON)=3.23 ; g(traj)= 111.41624 ; o(traj)= 3.27750

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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Pot 269 : (From Pot a00_1) Increase of 33.7% of €(ON), Reduction of 20.6% of €(traj), Reduction of 22.9% of 6 (traj)
€(ON)=58.69 ; 6(ON)=3.15 ; e(traj)= 111.41624 ; o(traj)=3.27750

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

CO,—N, measurement vs. calculation
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Pot a70 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.3% of 6(ON), Reduction of 20.6% of €(traj), Reduction
of 25.6% of o (traj)

£(ON)= 58.69 ; 6(ON)=3.23 ; g(traj)= 111.41624 ; o(traj)= 3.20657

quadrupole moment in 10"-26 esu = 1.8490

1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a71 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 5.1% of 6(ON), Reduction of 20.6% of €(traj), Reduction
of 28.4% of o(traj)

€(ON)=58.69 ; 6(ON)=3.31 ; e(traj)= 111.41624 ; o(traj)=3.13717

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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Pot a72 : (From Pot a00_1) Increase of 33.7% of €(ON), Increase of 7.9% of 6(ON), Reduction of 20.6% of €(traj), Reduction
of 31.2% of o (traj)

€(ON)=58.69 ; 6(ON)=3.40 ; (traj)= 111.41624 ; o(traj)= 3.06928

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00

C0O,—N, measurement vs. calculation
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C0,—N, rmeasurement vs. calculation
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Pot a39 —Figure 6 of publication : (From Pot a00_1) Increase of 33.7% of €¢(ON), Increase of 2.5% of 6(ON), Reduction of
24.6% of g(traj), Reduction of 18.6% of G (traj)

€(ON)=58.69 ; 6(ON)=3.23 ; g(traj)= 101.29 ; o(traj)= 3.2775

quadrupole moment in 10"-26 esu = 1.8490 1.8490  -3.6980

vibrational dependence of polarizability 0.263900E+010.140000E+000.700000E-010.268000E+00
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