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Fits of Spectroscopic Parameters

The results of the spectroscopic fits performed in PGOPHER (the .log files output by the program) are provided below. The small font size
used to display individual transitions and the associated residuals allows the lists to be displayed in a convenient format (it avoids wrapping
over multiple lines) but it will be necessary to use the zoom function in either Microsoft Word or Adobe Acrobat to view.

The original .log files of each individual fit are also available from the corresponding authors on request.

Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_H2S_su 060511 2.pgo

Units
PrintLevel
Precision
BasisOrder
QuantumNumberFormat
FitCycles
FitDetails
AutoReplot
AllowComplex
NoLineList
ShowEstUnc
ShowDerivatives
SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 60
Concentration 1
SymmetricMolecule
nNuclei
JAdjustSym
BlockMatrix
PointGroup
AlternateBasis
wt (Al,A2)
wt (E)
(Wt2)
(WE3)
(Wt4)
(WES5)
(Wt6)
(Wt7)
(Wt8)
(Wt9)
(Wt10)
(Wtll)
(Wtl2)
(WEl3)
Abundance 1

MHz
Detail
4
boDefault
J

1
False
True
False
False
False
False

: SymmetricTop
1

False

True

C3v

False

1

e e

SymmetricManifold: Ground

Initial
EigenSearch
LimitSearch
AutoQConverge
UsePopParams
SymmetricTop:
Symmetry Al

True
True
False
True
False
v=0

Kmin all
Kmax all

B 557.574730880983

C 5600

DJ 0.000124483669799597
DJK 0.00272495699858938

Float

Float
Float

symmetricTopNucleus: Nucleusl
Spin 2.5
AsNext False

eQq -2166

.54541764924 Float

<J,N,K,1|B|J,N,K,1> = N* (N+1)-K"2
<J,N,K,1|C|J,N,K,1> = K*2
<J,N,K,1|DJ|J,N,K, 1> = -N*2* (N+1) 2
<J,N,K,1|DJK|J,N,K,1> = -N* (N+1) *K"*2

TransitionMoments: <Ground|mu|Ground>
CartesianTransitionMoment: <v=0|a|v=0>

Axis a

Strength 1

H,S---ICF3
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243 Observations, 4 P
Initial Average Error:
Predicted New Error:
Parameters:

# 0ld

1 557.574730880983

2 .00012448366979959

3 .00272495699858938

4 -2166.54541764924

Correlation Matrix

1 2
1 1.000
2 0.883 1.000
3 0.227 -0.103
4 -0.163 -0.113 -

Pgopher 7.1.187 04 Apr
Mixture: CF3I_HDS_su_ 2
Units
PrintLevel
Precision
BasisOrder
QuantumNumberFormat
FitCycles
FitDetails
AutoReplot
AllowComplex
NoLineList
ShowEstUnc

arameters

0.0101841454995942
0.0101841454995936

New std Dev
557.5747308814 8.6566e-5
7 .000124483671209077 2.6338e-7
.00272495699737624 4.6709e-6
-2166.54541772604 .11264532

0.0000
0.0000
0.0000
0.0000

1.000

0.167 1.000

Change/sStd Sens

Summary
1.16e-5 557.574731(87)
3.59%e-8 1.2448(26)e-4
1.32e-6 2.7250(47)e-3
.042894 -2166.55(11

HDS:--ICF;

2011 21:20
70511.pgo
MHz
Detail
4
boDefault
J
1
False
True
False
False
False

Name

v=0 B

v=0 DJ

v=0 DJK
Nucleusl eQq
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ShowDerivatives False
SVDThresh 1E-15
ScaleChanges 1
Species: Species

Jmax 60

Concentration 1

SymmetricMolecule: SymmetricTop
nNuclei
JAdjustSym False
BlockMatrix True
PointGroup C3v
AlternateBasis False

wt (Al,A2) 1
wt (E)
(Wt2)
(Wt3)
(Wt4)
(WE5)
(Wte)
(Wt7)
(Wt8)
(WE9)
(Wt10)
(Well)
(Wel2)
(Wtl13)
Abundance 1
SymmetricManifold: Ground

e e e e

Initial True
EigenSearch True
LimitSearch False
AutoQConverge True
UsePopParams False

SymmetricTop: v=0
Symmetry Al
Kmin all
Kmax all
B 548.5241532311
C 5600
DJ 0.000123501990516383
DJK 0.00421389208467024
symmetricTopNucleus: Nucleusl
Spin 2.5
AsNext False
eQq -2167.01334117607
<J,N,K,1|B|J,N,K,1> = N* (N+1)-K"2
<J,N,K,1|C|J,N,K,1> = K2
<J,N,K,1|DJ|J,N,K, 1> —N"2* (N+1) ~2
<J,N,K,1|DJK|J,N,K,1> = -N* (N+1) *K"2
TransitionMoments: <Ground|mu|Ground>
CartesianTransitionMoment: <v=0]a|v=0>
Axis a
Strength 1

Float

Float
Float

Float




197 Observations, 4 P
Initial Average Error:
Predicted New Error:

arameters
0.00786487322524606
0.00786487322513152

<J,N,K,1|B|J,
<J,N,K,1llC|J,

<J,N,K,1|DJIJ,N,K, 1> =

<J,N,K,1|DJK|
TransitionMomen
CartesianTran

Parameters:
# 0ld New Std Dev
1 548.5241532311 548.524153230871 8.4045e-5
2 .000123501990516383 .000123501989870609 2.7048e-7
3 .00421389208467024 .00421389207573259 5.8773e-6
4 -2167.01334117607 -2167.0133324603 .11820165
Correlation Matrix
1 2 3 4
1 1.000
2 0.894 1.000
3 0.240 -0.101 1.000
4 -0.187 -0.173 0.021 1.000
Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_D2S_su 050511.pgo
Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False
SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 60
Concentration 1
SymmetricMolecule: SymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup C3v
AlternateBasis False
wt (Al,A2) 1
wt (E) 1
(Wt2) 1
(Wt3) 1
(Wt4) 1
(WES) 1
(Wt6) 1
(WE7) 1
(Wt8) 1
(Wt9) 1
(Wt10) 1
(WEll) 1
(Wt12) 1
(Wtl3) 1
Abundance 1
SymmetricManifold: Ground
Initial True
EigenSearch True
LimitSearch False
AutoQConverge True
UsePopParams False
SymmetricTop: v=0
Symmetry Al
Kmin all
Kmax all
B 539.865332937955 Float
C 5600
DJ 0.000118928784573447 Float
DJK 0.00618267163447944 Float
symmetricTopNucleus: Nucleusl
Spin 2.5
AsNext False
eQq -2166.43501578477 Float

N,K,1> = N* (N+1)-K*2
N,K,1> = K"2

=N"2* (N+1) ~2
J,N,K,1> = —N* (N+1) *K~2
ts: <Ground|mu|Ground>
sitionMoment: <v=0|a|v=0>

Change/Std Sens

0.0000
0.0000
0.0000
0.0001
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Summary
8.85e-6 548.524153(84)
2.93e-8 1.2350(27)e-4
1.38e-6 4.2139(59)e-3
.040596 -2167.01(12)

D,S---ICF;

Name

v=0 B

v=0 DJ

v=0 DJK
Nucleusl eQq
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Axis a
Strength 1

Residuals before fit for SymmetricTop for the Ground manifold

208 Observations, 4 Parameters
Initial Average Error: 0.00949105879508888
Predicted New Error: 0.00945023523485998
Parameters:
# 0ld New Std Dev Change/Std Sens Summary Name
1 539.865332937955 539.865332910769 9.4094e-5 -0.0003 1.03e-5 539.865333(94) v=0 B
2 .000118928784573447 .000118928708058664 2.7276e-7 -0.0003 3.17e-9 1.1893(27)e-4 v=0 DJ
3 .00618267163447944 .006182670877941 5.9884e-6 -0.0001 1.63e-7 6.1827(60)e-3 v=0 DJK
4 -2166.43501578477 -2166.53298063685 2.4509018 -0.0400 .026375 -2166.5(25) Nucleusl eQqg

Correlation Matrix

1 2 3 4
1.000

0.894 1.000

0.352 0.029 1.000

0.949 0.921 0.415 1.000

R

H,'®0.--ICF3, Symmetric top, m=0 transitions.

Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_H20 m=0_species_only.pgo
Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
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QuantumNumberFormat J

FitCycles 1

FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False

SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 30
Concentration 1
SymmetricMolecule: SymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup C3v
AlternateBasis False
wt (A1,A2) 1
wt (E)
(Wt2)
(Wt3)
(Wt4)
(WE5)
(Wt6)
(WE7)
(Wt8)
(Wt9)
(Wt10)
(Well)
(Wt12)
(WEl3)
Abundance 1
SymmetricManifold: Ground
Initial True
Colour Green
EigenSearch True
LimitSearch False
AutoQConverge True
UsePopParams False
SymmetricTop: v=0
Symmetry Al
Kmin all
Kmax all
B 846.820303741271 Float
C 5600
DJ 0.000143068644503587 Float
DJK 0.00192085550456349 Float
symmetricTopNucleus: Nucleusl
Spin 2.5
AsNext False
eQq -2199.27458373478 Float
<J,N,K,1|B|J,N,K,1> = N*(N+1)-K"2
<J,N,K,1|C|J,N,K,1> = K2
<J,N,K,1|DJ|J,N,K,1> = -N"2* (N+1) *2
<J,N,K,1|DJK|J,N,K,1> = -N* (N+1)*K"2
TransitionMoments: <Ground|mu|Ground>
CartesianTransitionMoment: <v=0|a|v=0>

e e e i e e

Axis a
Strength 1
Residusls before £t for SymmetricTop for the Ground nanifold
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5 oAl
8 1810
0o

0.5
s

1_balancel-11zbarkr 89
arhs_o

+10L:cLinelises
+102:cLinelicts

102 Observations, 4 Parameters
Initial Average Error: 0.00843866317244115
Predicted New Error: 0.00843866317243777

Parameters:
# 0ld New Std Dev Change/Std Sens Summary Name
1 846.820303741271 846.820303739713 .00018511 0.0000 1.45e-5 846.82030(19) v=0 B
2 .000143068644503587 .000143068633082497 1.3268e-6 0.0000 1.le-7 1.431(13)e-4 v=0 DJ
3 .00192085550456349 .00192085546204788 1.6067e-5 0.0000 3.04e-6 1.921(16)e-3 v=0 DJK
4 -2199.27458373478 -2199.27458361905 .08422883 0.0000 .020797 -2199.275(84) Nucleusl eQq

Correlation Matrix
1 2 3 4
1 1.000
2 0.910 1.000
3 0.327 0.059 1.000
4 -0.181 -0.126 -0.145 1.000

H,'®0---ICF5;, Symmetric top, m==1 transitions.

Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_H20_sym m=1_only.pgo

Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False

SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 30
Concentration 1
SymmetricMolecule: SymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup C3v
AlternateBasis False
wt (Al,A2) 1
wt (E)
(Wt2)
(WE3)
(Wt4)
(WES)
(Wt6)
(WE7)
(Wt8)
(Wt9)
(Wt10)
(WEll)
(Wt12)
(WE13)
Abundance 1
SymmetricManifold: Ground
Initial True
Colour Green
EigenSearch True
LimitSearch False
AutoQConverge True
UsePopParams False
SymmetricTop: v=0
Symmetry E
Kmin 1
Kmax 2
B 846.727662182102 Float
c 5600
DJ 0.000111189519472145 Float
DJK 0.00851677485027583 Float
symmetricTopNucleus: Nucleusl
Spin 2.5
AsNext False
eQgq -2198.92016694114 Float
<J,N,K,1|B|J,N,K,1> = N*(N+1)-K"2
<J,N,K,1|C|J,N,K, 1> = K2
<J,N,K,1|DJ|J,N,K, 1> = -N*2*% (N+1) 2
<J,N,K,1|DJK|J,N,K,1> = -N*(N+1) *K"2
TransitionMoments: <Ground|mu|Ground>
CartesianTransitionMoment: <v=0|a|v=0>
Axis a
Strength 1

e e e
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114 Observations, 4 Parameters

Initial Average Error
Predicted New Error:
Parameters:
# 0ld
846.727662182102

.000111189519472145

1
2
3 .0085167748502758
4 -2198.92016694114

Correlation Matrix
1 2
1 1.000
2 0.893 1.000
3 0.263 -0.123
4 -0.268 -0.190

3

0.0144359207881988
0.0144359207881965

New
846.727662181133

.00851677515360325
-2198.92016687859

1.000
0.079 1.000

H,'0---ICF;, Symmetric top, m=0 transitions.

Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_18H20_sym m=0_only.pgo

Units
PrintLevel
Precision
BasisOrder
QuantumNumberFormat
FitCycles
FitDetails
AutoReplot
AllowComplex
NoLineList
ShowEstUnc
ShowDerivatives
SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 30
Concentration 1
SymmetricMolecule
nNuclei
JAdjustSym
BlockMatrix
PointGroup
AlternateBasis
wt (Al,A2)
wt (E)
(Wt2)
(Wt3)
(Wt4)
(WE5)
(Wt6)
(WE7)
(Wt8)
(Wt9)
(Wt10)
(Well)
(Wt12)
(WE13)
Abundance 1

1

MHz
Detail
4
boDefault
J

1
False
True
False
False
False
False

SymmetricTop

False
True
C3v
False

1

e el e el e

SymmetricManifold: Ground

Initial
Colour
EigenSearch
LimitSearch
AutoQConverge
UsePopParams

True
Green
True
False
True
False

Std Dev
.00041254
.000111189503220865 3.7793e-6

6.809e-5
.16838698

Change/Std Sens Summary
0.0000 2.66e-5 846.72766(41)
0.0000 2.54e-7 1.112(38)e-4
0.0000 9.83e-6 8.517(68)e-3

0.0000

.042567 -2198.92(17)

Name

v=0 B

v=0 DJ

v=0 DJK
Nucleusl eQqg
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SymmetricTop:
Symmetry Al
Kmin all
Kmax all
B 812.0610
C 5600
DJ 0.000136
DJK 0.001839
symmetricTop:

Spin 2.5
AsNext Fal
eQqg -2198.
<J,N,K,1|B|J,N
<J,N,K,1|C|J,N
<J,N,K,1|DJ|J,

v=0

23726328 Float
047571600479 Float
93544197199 Float
Nucleus: Nucleusl

se

81503479962 Float
LK, 1> = N* (N+1) -K~2

VK, 1> = K*2
N,K, 1> = -N"2% (N+1) ~2

<J,N,K,1|DJK|J,N,K, 1> = -N* (N+1) *K"2

TransitionMoment
CartesianTrans
Axis a
Strength 1

108 Observations, 4 P
Initial Average Error:
Predicted New Error:
Parameters:

# 0ld

1 812.061023726328

2 .00013604757160047

3 .00183993544197199

4 -2198.81503479962

Correlation Matrix

1 2
1 1.000
2 0.916 1.000
3 0.154 -0.119
4 -0.415 -0.381

Pgopher 7.1.187 04 Apr

s: <Ground|mu|Ground>
itionMoment: <v=0|a|v=0>

arameters

0.0136727363243136
0.0136727363243097

New std Dev

Change/std Sens Summary

812.061023727903 .00029539 0.0000 2.24e-5 812.06102(30
9 .000136047579363972 1.9831e-6 0.0000 1.55e-7 1.360(20)e-4
.00183993558800294 2.4026e-5 0.0000 4.58e-6 1.840(24)e-3
-2198.8150350234 .15772531 0.0000 .036698 -2198.82(16

3 4
1.000
0.057 1.000
H,0---ICF,, Symmetric top, m=+1 transitions.
2011 21:20

Mixture: CF3I_18H20_sym m=1_only.pgo

Units
PrintLevel
Precision
BasisOrder
QuantumNumberFormat
FitCycles
FitDetails
AutoReplot
AllowComplex
NoLineList
ShowEstUnc
ShowDerivatives
SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 30
Concentration 1
SymmetricMolecule:
nNuclei 1
JAdjustSym F
BlockMatrix T

MHz
Detail
4
boDefault
J

1
False
True
False
False
False
False

SymmetricTop

alse
rue

Name

v=0 B

v=0 DJ

v=0 DJK
Nucleusl eQqg
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PointGroup C3v
AlternateBasis False
wt (Al,A2) 1

wt (E)

(Wt2)

(WE3)

(Wt4)

(Wt5)

(Wt6)

(Wt7)

(Wt8)

(WE9)

(Wt10)
(Wtll)
(Wel2)
(Wtl13)
Abundance 1
SymmetricManifold: Ground

e e e N e

Initial True
Colour Green
EigenSearch True
LimitSearch False
AutoQConverge True
UsePopParams False

SymmetricTop: v=0

Symmetry E

Kmin 0

Kmax 1

B 811.992368396743

C 5600

DJ 0.000102932498267071
DJK 0.02358837396537

Float

Float
Float

symmetricTopNucleus: Nucleusl

Spin 2.5
AsNext False
eQq -2199.3681298889
<J,N,K,1|B|J,N,K,1> =
<J,N,K,1|C|J,N,K, 1> =
<J,N,K,1|DJ|J,N,K,1> =
<J,N,K,1|DJK|J,N,K,1> =
TransitionMoments:

K~2

CartesianTransitionMoment:
Axis a
Strength 1

Float

N* (N+1) -K"2

-N"2* (N+1)~2
-N* (N+1) *K"~2
<Ground |mu|Ground>

<v=0la|v=0>

96 Observations, 4 Parameters

Initial Average Error:
Predicted New Error:
Parameters:

# 0ld

1 811.992368396743

2 .000102932498267071

3 .02358837396537

4 -2199.3681298889

New

Correlation Matrix
2 3 4
1.000
0.779
0.416
-0.256

1.000
-0.150
-0.156

1.000
-0.078

S w N

1.000

Pgopher 7.1.187 04 Apr 2011 21:20

811.992368396256
.000102932501317286 2.2172e-6
.0235883727962081
-2199.36812982192

0.0149686401674127
0.0149686401674107

std Dev
.00033648

Change/sStd Sens Summary
0.0000 2.55e-5 811.99237(34)
0.0000 1.85e-7 1.029(22)e-4
0.0000 2.95e-5 0.02359(24)
0.0000 .053014 -2199.37(23)

.00024242
.22764926

HDO-:--ICF;, symmetric top, m=0 transitions

Name

v=0 B

v=0 DJ

v=0 DJK
Nucleusl eQq
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Mixture: CF3I_HDO_GROUND.pgo

Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False
SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 30
Concentration 1
SymmetricMolecule: SymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup C3v
AlternateBasis False
wt (Al,A2) 1
wt (E) 1
(WE2) 1
(WE3) 1
(Wt4) 1
(WE5) 1
(WE6) 1
(Wt7) 1
(Wt8) 1
(Wt9) 1
(Wt10) 1
(Wtll) 1
(Wel2) 1
(Wtl3) 1
Abundance 1
SymmetricManifold: Ground
Initial True
Colour Green
EigenSearch True
LimitSearch False
AutoQConverge True
UsePopParams False
SymmetricTop: v=0
Symmetry Al
Kmin all
Kmax all
B 823.299004985202 Float
C 5600
DJ 0.000138464032638431 Float
DJK 0.00207071486611839 Float
symmetricTopNucleus: Nucleusl
Spin 2.5
AsNext False
eQqg -2199.20785496269 Float
<J,N,K,1|B|J,N,K,1> = N* (N+1)-K"2
<J,N,K,1|C|J,N,K,1> = K"2
<J,N,K,1|DJ|J,N,K, 1> = -N"2* (N+1) "2
<J,N,K,1|DJK|J,N,K,1> = -N* (N+1)*K*2
TransitionMoments: <Ground|mu|Ground>
CartesianTransitionMoment: <v=0]al|v=0>
Axis a
Strength 1
a fit

Residu,

for SymmetricTop for the Ground manifold
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143 Observations, 4 Parameters
Initial Average Error: 0.00736365520953737
Predicted New Error: 0.00736365520953097

Parameters:
# 0ld New Std Dev
1 823.299004985202 823.299004987023 .00013617

2 .000138464032638431 .000138464042839527 9.2014e-7
3 .00207071486611839 .00207071499036434 1.0724e-5
4 -2199.20785496269 -2199.2078550268 .04939776

Correlation Matrix
1 2 3 4
1 1.000
2 0.900 1.000
3 0.368 0.064 1.000
4 -0.089 -0.055 -0.063 1.000

D,0---ICF3, symmetric top, m=0 transitions

Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_D20_GROUND.pgo

Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False
SVDThresh 1E-15

ScaleChanges 1
Species: Species
Jmax 30
Concentration 1
SymmetricMolecule: SymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup C3v
AlternateBasis False
wt (Al,A2) 1
wt (E)
(Wt2)
(WE3)
(Wt4)
(Wt5)
(WE6)
(WE7)
(Wt8)
(Wt9)
(Wt10)
(Wt11)
(WEl2)
(WEl13)
Abundance 1
SymmetricManifold: Ground
Initial True
Colour Green
EigenSearch True
LimitSearch False
AutoQConverge True
UsePopParams False
SymmetricTop: v=0
Symmetry Al
Kmin all
Kmax all
B 801.163738027346 Float
C 5600
DJ 0.000133410321898007 Float
DJK 0.00193663870271294 Float
symmetricTopNucleus: Nucleusl
Spin 2.5
AsNext False
eQq -2199.41601961075 Float
<J,N,K,1|B|J,N,K, 1> = N* (N+1)-K~2
<J,N,K,1|C|J,N,K,1> = K*2
<J,N,K,1|DJ|J,N,K,1> = -N"2*% (N+1)"2
<J,N,K,1|DJK|J,N,K,1> = —N* (N+1) *K~2
TransitionMoments: <Ground|mu|Ground>
CartesianTransitionMoment: <v=0]|al|v=0>
Axis a
Strength 1

e e e

Change/Std Sens Summary
0.0000 1.24e-5 823.29900(14)
0.0000 9e-8 1.3846(92)e-4
0.0000 2.24e-6 2.071(11)e-3
0.0000 .014683 -2199.208(49)

Name

v=0 B

v=0 DJ

v=0 DJK
Nucleusl eQq
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worens,

172 Observations, 4 Parameters
Initial Average Error: 0.0103338453206353
Predicted New Error: 0.0103338453206349

Parameters:
# 0ld New Std Dev Change/Std Sens Summary Name
1 801.163738027346 801.163738027893 .00016254 0.0000 1.68e-5 801.16374(16) v=0 B
2 .000133410321898007 .000133410325092375 1.0023e-6 0.0000 1.12e-7 1.334(10)e-4 v=0 DJ
3 .00193663870271294 .00193663872439678 1.3108e-5 0.0000 2.86e-6 1.937(13)e-3 v=0 DJK
4 -2199.41601961075 -2199.4160196109 .04999866 0.0000 .016341 -2199.416(50) Nucleusl eQqg
Correlation Matrix
1 2 3 4
1.000

0.881 1.000
0.375 0.025 1.000
0.009 0.041 -0.066 1.000

=W N e

H,0---ICF,, asymmetric top, K=0,1 transitions.

Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_H20 asym K=0,1.pgo

Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False

SVDThresh 1E-15

ScaleChanges 1

Species: Species
Jmax 30
Concentration 1
AsymmetricMolecule: AsymmetricTop

nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup c2v

Representation Ir
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SReduction False
eeWt 1
eoWt 1
oeWt 1
ooWt 1
C2zAxis a
C2xAxis c
PseudoC2v False
FakeSym False
PhaseAdjust False

Abundance 1

AsymmetricManifold: Ground
Initial True
Colour Red
EigenSearch True
LimitSearch True
AutoQConverge True
UsePopParams False
AsymmetricTop: Ground v=0

Symmetry Al

Kmin 2
Kmax 2
A 5600

BBar 846.75774
BDelta 1.95986

DJK -0.002183
DJ 0.0001675

AsymmetricTopNucleus: Ground Nucleusl

Spin 2.5

AsNext False

CHIzz -2199.03

CHIxxmyy -19.71
<J,N,K|A|J,N,K> = K*2
<J,N,K|BBar|J,N,K> = N* (N+1)-K*2

<J,N,K-2|BDelta|J,N,K> = sqrt ((N* (N+1)+ (-K+1)* (K-2))* (N* (N+1)-K* (K-1))) /4
<J,N,K+2|BDelta|J,N,K> = sqrt ((N* (N+1)+ (-K-1)* (K+2)) * (N* (N+1) -K* (K+1))) /4

<J,N,K|DJK|J,N,K> = -N* (N+1) *K"2
<J,N,K|DJ|J,N,K> = -NA2* (N+1) 2

TransitionMoments: <Ground|mu|Ground>

CartesianTransitionMoment: <Ground|mu|Ground> <v=0|a|v=0>

Axis a
Strength 1
AsymmetricManifold: Ground K=0
Initial True
Colour Green
EigenSearch True

LimitSearch True

AutoQConverge True

UsePopParams False

AsymmetricTop: Ground K=0 v=0
Symmetry Al

Kmin 0
Kmax 1
A 5600

BBar 846.744956145439
BDelta 1.95944939942566

DJK -0.0113550699773702
DJ 0.000131791812793793

Float
Float
Float
Float

AsymmetricTopNucleus: Ground K=0 Nucleusl

Spin 2.5

AsNext False

CHIzz -2199.34387811855

CHIxxmyy -20.054692667688
<J,N,K|A|J,N,K> = K*2
<J,N,K|BBar|J,N,K> = N* (N+1)-K"2

Float
Float

<J,N,K-2|BDelta|J,N,K> = sqrt ((N* (N+1)+ (-K+1)* (K=2))* (N* (N+1) -K* (K-1))) /4
<J,N,K+2|BDelta|J,N,K> = sqrt ((N* (N+1)+ (-K-1)* (K+2))* (N* (N+1) -K* (K+1))) /4

<J,N,K|DJK|J,N,K> = -N* (N+1) *K"2
<J,N,K|DJ|J,N,K> = -NA2* (N+1)~2

TransitionMoments: <Ground K=0|mu|Ground K=0>
CartesianTransitionMoment: <Ground K=0|mu|Ground K=0> <v=0|a|v=0>

Axis a
Strength 1

62 Observations, 6 Parameters
Initial Average Error: 0.0117337943981785
Predicted New Error: 0.0117337943981768
Parameters:

# old New

1 846.744956145439 846.7449561465

Std Dev
.00042881

Change/Std Sens Summary
0.0000 1.54e-5 846.74496(43)

Name
Ground_K=0 v=0 BBar
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2 1.95944939942566 1.95944939967609 .0005795 0.0000 7.33e-5 1.95945(58
3 -.0113550699773702 -.0113550699419102 .00026231 0.0000 1.83e-5 -0.01136(26
4 .000131791812793793 .000131791821641367 4.3659%e-6 0.0000 1.63e-7 1.318(44)e-4
5 -2199.34387811855 -2199.34387867505 .18767115 0.0000 .022804 -2199.34(19
6 -20.054692667688 -20.054691768736 .48328495 0.0000 .061146 -20.05(48
Correlation Matrix
1 2 3 4 5 6
1 1.000
2 0.030 1.000
3 0.261 0.007 1.000
4 0.856 0.041 -0.187 1.000
5 -0.274 0.028 -0.027 -0.181 1.000
6 -0.003 0.256 0.036 -0.009 -0.029 1.000
H,'®0---ICF, asymmetric top, K=2 transitions.
Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_H20_ sym asym K=2.pgo
Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False
SVDThresh 1E-15
ScaleChanges 1
Species: Species
Jmax 30
Concentration 1
AsymmetricMolecule: AsymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup c2v
Representation Ir
SReduction False
eeWt 1
eolt 1
oelt 1
ooWt 1
C2zAxis a
C2xAxis c
PseudoC2v False
FakeSym False
PhaseAdjust False
Abundance 1
AsymmetricManifold: Ground
Initial True
Colour Green
EigenSearch True
LimitSearch True
AutoQConverge True
UsePopParams False
AsymmetricTop: Ground v=0
Symmetry Al
Kmin 2
Kmax 2
A 5600
BBar 846.74496
BDelta 1.95986338170823
DJK -0.00629471666068682 Float
DJ 0.00020931077215722 Float
AsymmetricTopNucleus: Ground Nucleusl
Spin 2.5
AsNext False
CHIzz -2199.23326620246 Float

CHIxxmyy -20.2
<J,N,K|A|J,N,K> = K2
<J,N,K|BBar|J,N,K> = N* (N+1)-K*2

<J,N,K-2|BDelta|J,N,K> = sqrt ((N* (N+1)+ (-K+1)* (K-2))* (N* (N+1) -K* (K-1))) /4
<J,N,K+2|BDelta|J,N,K> = sqrt ((N* (N+1)+ (-K-1)* (K+2)) * (N* (N+1) -K* (K+1))) /4

<J,N,K|DJK|J,N,K> = -N* (N+1)*K*2

<J,N,K|DJ|J,N,K> = -N 2% (N+1) *2
TransitionMoments: <Ground|mu|Ground>

CartesianTransitionMoment:

Axis a
Strength 1
AsymmetricManifo

Initial
Colour
EigenSearch
LimitSearch
AutoQConverge
UsePopParams

<Ground|mu|Ground> <v=0|a|v=0>

1d: Copy of Ground
True

Red

True

True

True

False

AsymmetricTop: Copy of Ground v=0
Symmetry Al

Kmin 0

Kmax 1

A 5600

BBar 846.74496

BDelta 1.95953319346395
DJK -0.01136

DJ 0.0001318

AsymmetricTopNucleus: Copy of Ground Nucleusl

Ground K=
Ground_K=
Ground_K=
Ground_ K=
Ground_K=

0
0
0
0
0

v=0 BDelta

v=0 DJK

v=0 DJ

Nucleusl CHIzz
Nucleusl CHIxxmyy
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Spin 2.5
AsNext False
CHIzz -219

CHIxxmyy -20.
<J,N,K|A|J,N,K> =
<J,N,K|BBar|J,N,K
<J,N,K-2|BDeltal|J
<J,N,K+2|BDeltal|J
<J,N,K|DJK|J,N,K>
<J,N,K|DJ|J,N,K>

TransitionMoments:
CartesianTransiti
Axis a
Strength 1

40 Observations, 3 Param
Initial Average Error: 0.
Predicted New Error: 0.
Parameters:
# 0ld N
1 -.00629471666068682 -

2 .00020931077215722 .
3 -2199.23326620246 -

Correlation Matrix
1 2 3
1 1.000
2 -0.968 1.000
3 0.450 -0.409 1.0

Pgopher 7.1.187 04 Apr 20

9.34

05

K"2

> = N*(N+1)-K"2

SN, K> = sqgrt ((N* (N+1)+ (-K+1)* (K-2)) * (N* (N+1) -K* (K-1))) /4
SN, K> = sgrt ((N* (N+1)+ (=K-1) * (K+2) ) * (N* (N+1) -K* (K+1))) /4
= -N* (N+1) *K"2

= -N"2* (N+1) "2

<Copy of Ground|mu|Copy of Ground>

onMoment: <Copy of Ground|mu|Copy of Ground> <v=0|al|v=0>

eters

00729398083941763

00729398083941695

ew Std Dev Change/Std Sens Summary
.00629471642681538 8.9386e-5 0.0000 4.58e-6 -6.295(89)e-3

000209310763106338 3.4677e-6 0.0000 1.82e-7 2.093(35)e-4
2199.23326605926 .12444202 0.0000 .023252 -2199.23(12)

00

D,*0---ICF,, asymmetric top, K=0,1 transitions

11 21:20

Mixture: CF3I_D20 sym asym K=0,1.pgo

Units MHz
PrintLevel Det
Precision 4

BasisOrder boD
QuantumNumberFormat J

FitCycles 1

FitDetails Fal
AutoReplot Tru
AllowComplex Fal
NoLineList Fal
ShowEstUnc Fal
ShowDerivatives Fal

SVDThresh 1E-15

ScaleChanges 1

Species: Species
Jmax 30
Concentration 1

AsymmetricMolecule: A
nNuclei 1
JAdjustSym Fals
BlockMatrix True
PointGroup c2v
Representation Ir
SReduction Fals
eeWt 1
eoWt 1
oeWt 1
ooWt 1
C2zAxis a
C2xAxis c
PseudoC2v Fals
FakeSym Fals
PhaseAdjust Fals
Abundance 1
AsymmetricManifold:

Initial Tru
Colour Red

EigenSearch Tru
LimitSearch Tru
AutoQConverge Tru
UsePopParams Fal
AsymmetricTop: Gr
Symmetry Al

Kmin 0
Kmax 3
A 5600

BBar 801.163738
DJK 0.00193663
DJ 0.0001334
AsymmetricTopNu
Spin 2.5
AsNext False

ail

efault

se
e

se
se
se
se

symmetricTop

e

e

e
e
e

Ground
e

e
e
e
se
ound v=0

8

cleus: Ground Nucleusl

Ground v=0 DJK

Ground Nucleusl CHIzz
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CHIzz -2199.41602
<J,N,K|A|J,N,K> = K2
<J,N,K|BBar|J,N,K> = N*(N+1)-K"2
<J,N,K|DJK|J,N,K> = -N* (N+1)*K*2
<J,N,K|DJ|J,N,K> = -N"2* (N+1) "2
TransitionMoments: <Ground|mu|Ground>
CartesianTransitionMoment: <Ground|mu|Ground> <v=0|a|v=0>

Axis a
Strength 1
AsymmetricManifold: Copy of Ground
Initial True
Colour Blue

EigenSearch True

LimitSearch True

AutoQConverge True

UsePopParams False

AsymmetricTop: Copy of Ground v=0
Symmetry Al

Kmin 0
Kmax 1
A 5600
BBar 801.164144912662 Float
BDelta 3.2961041838577 Float
DJK 0.0617135641010877 Float
DJ 0.000133636346178097 Float
AsymmetricTopNucleus: Copy of Ground Nucleusl
Spin 2.5
AsNext False
CHIzz -2200.31684484142 Float
CHIxxmyy -20.1974972958303 Float

<J,N,K|A|J,N,K> = K2
<J,N,K|BBar|J,N,K> = N* (N+1)-K"2
<J,N,K-2|BDelta|J,N,K> = sqgrt ((N* (N+1)+ (-K+1)* (K-2))* (N* (N+1) -K* (K-1))) /4
<J,N,K+2|BDelta|J,N,K> = sqrt ((N* (N+1)+ (-K-1)* (K+2)) * (N* (N+1) -K* (K+1))) /4
<J,N,K|DJK|J,N,K> = -N* (N+1)*K"2
<J,N,K|DJ|J,N,K> = -N"2* (N+1) "2
TransitionMoments: <Copy of Ground|mu|Copy of Ground>
CartesianTransitionMoment: <Copy of Ground|mu|Copy of Ground> <v=0|a|v=0>
Axis a
Strength 1

D,*0---ICF,, asymmetric top, K=2 transitions
Pgopher 7.1.187 04 Apr 2011 21:20
Mixture: CF3I_D20_sym asym K=2only.pgo

Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False

SVDThresh 1E-15

ScaleChanges 1

Species: Species
Jmax 30
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Concentration 1

AsymmetricMolecule: AsymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup Cc2v
Representation Ir
SReduction False
eelt 1
eoWt 1
oeWt 1
ooWt 1
C2zAxis a
C2xAxis c
PseudoC2v False
FakeSym False
PhaseAdjust False
Abundance 1
AsymmetricManifold: Ground

Initial True
Colour Red

EigenSearch True
LimitSearch True
AutoQConverge True
UsePopParams False

AsymmetricTop: Ground v=0
Symmetry Al
Kmin 1
Kmax 3
A 5600
BBar 801.163738
DJK 0.001936638
DJ 0.0001334
AsymmetricTopNucleus:
Spin 2.5
AsNext False
CHIzz -2199.41602
<J,N,K|A|J,N,K> K"2
<J,N,K|BBar|J,N,K> =
<J,N,K|DJK|J,N,K>
<J,N,K|DJ|J,N,K>
TransitionMoments:
CartesianTransitionMoment:

Ground Nucleusl

N* (N+1) -K"2

—N* (N+1) *K"~2

=N"2* (N+1) ~2

<Ground|mu|Ground>

<Ground|mu|Ground> <v=0]|a|v=0>

Axis a
Strength 1
AsymmetricManifold: Copy of Ground
Initial True
Colour Red
EigenSearch True
LimitSearch True
AutoQConverge True
UsePopParams False
AsymmetricTop: Copy of Ground v=0
Symmetry Al
Kmin 0
Kmax 1
A 5600
BBar 801.164400840379

BDelta 3.29645468249942
DJK 0.0617698564277422
DJ 0.000134992923232828
AsymmetricTopNucleus: Copy of Ground Nucleusl
Spin 2.5
AsNext False
CHIzz -2200.35839761593
CHIxxmyy -20.1779861126728
<J,N,K|A|J,N,K> = K2
<J,N,K|BBar|J,N,K> =
<J,N,K-2|BDeltal|J,N,K> sqrt ((N* (N+1)+ (-K+1)* (K-2) ) * (N* (N+1) -K* (K-1))) /4
<J,N,K+2|BDeltal|J,N,K> sqrt ((N* (N+1) + (=K-1) * (K+2) ) * (N* (N+1) -K* (K+1))) /4
<J,N,K|DJK|J,N,K> = -N* (N+1) *K*2
<J,N,K|DJ|J,N,K> = -N"2*% (N+1) 2

N* (N+1) -K"2

TransitionMoments: <Copy of Ground|mu|Copy of Ground>
CartesianTransitionMoment: <Copy of Ground|mu|Copy of Ground> <v=0|a|v=0>
Axis a
Strength 1
AsymmetricManifold: K=2
Initial True
Colour Blue
EigenSearch True
LimitSearch True
AutoQConverge True
UsePopParams False

AsymmetricTop: K=2 v=0
Symmetry Al
Kmin 2
Kmax 2
A 5600
BBar 801.164400840379
BDelta 3.29642566712775
DJK 0.0121071586639545
DJ 0.000344043780893732
AsymmetricTopNucleus: K=2 Nucleusl
Spin 2.5
AsNext False
CHIzz -2200.51125950873
CHIxxmyy -20.2553395205889
<J,N,K|A|J,N,K> K"2
<J,N,K|BBar|J,N,K> =
<J,N,K-2|BDelta|J,N,K> sqrt ((N* (N+1)+ (=K+1) * (K-2) ) * (N* (N+1) -K* (
<J,N,K+2|BDeltal|J,N,K> sgrt ((N* (N+1)+ (-K-1)* (K+2)) * (N* (N+1) -K* (
<J,N,K|DJK|J,N,K> = -N* (N+1) *K*2

Float
Float

Float

N* (N+1) -K"2
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<J,
Trans
Car

N,K|DJ|J,N,K> = -N"2* (N+1)"2
itionMoments: <K=2|mu|K=2>
tesianTransitionMoment: <K=2|mu|K=2> <v=0|a|v=0>

Axis a

S

trength 1

Residuals before fit for AsymmetricTop for the K=2 manifold

IS g

§ Boao oo

H

54 Observat
Initial Ave

Predicted N

Parameters:
# 0ld

1 .012107

2 .000344

3 -2200.5

Correlation
1

1 1.000

2 -0.941

3 0.093

Pgopher 7.1.

3 M w00l

#' Observed Calculated  Obs-Calc StdDev

0. RE 2055452100 5 2 355 K210 4 2 245:8X GHUDR0)LAVCEI 2 IS8

£EiadEd
g

asousas 1 i oo o
5 oom NG 2o T2 TOGL
] S 850X Grom0a0 LanCeS s Tab 1011
1 £ : LohCear e 1ot DT 0
5 oo 0 I 2ban ash 10611
1 o v A Sveny e CT011

it

e e
1 1505 D GTR 108 Kor Do 2 9113 KR 5 2 7103 B opCED JonCERL e Rt 01 X GRS AR et oo STl o 4 <ULt

3 Parameters
0.00910157158477699

ions,
rage Error:

ew Error: 0.0091015715847767
New std Dev Change/Std Sens Summary

1586639544 .012107158772757 6.1296e-5 0.0000 5.05e-6 0.012107(61)
043780893732 .000344043778262581 1.7254e-6 0.0000 1.43e-7 3.440(17)e-4
1125950873 -2200.51125948772 .12624518 0.0000 .030592 -2200.51(13
Matrix

2 3

1.000

-0.049 1.000

H,%0---

187 04 Apr 2011 21:20

ICF3, asymmetric top, K=1 transitions

Mixture: CF3I_H20 180 asym only.pgo
Units MHz
PrintLevel Detail
Precision 4
BasisOrder boDefault
QuantumNumberFormat J
FitCycles 1
FitDetails False
AutoReplot True
AllowComplex False
NoLineList False
ShowEstUnc False
ShowDerivatives False
SVDThresh 1E-15
ScaleChanges 1
Species: Species

Jmax 30
Concentration 1
AsymmetricMolecule: AsymmetricTop
nNuclei 1
JAdjustSym False
BlockMatrix True
PointGroup C2v
Representation Ir
SReduction False
eellt 1
eoWt 1
oeWt 1
ooWt 1
C2zAxis a
C2xAxis c
PseudoC2v False
FakeSym False
PhaseAdjust False
Abundance 1
AsymmetricManifold: sym(2),K0,K1
Initial True
Colour Green
EigenSearch True
LimitSearch True
AutoQConverge True
UsePopParams False
AsymmetricTop: sym(2),K0,K1 v=0
Symmetry Al
Kmin 0
Kmax 1
A 5600
BBar 812.061228151106
DJK 0.00187321832513023

D
A

<J,N,K|A|J,N,K> =
<J,N,K|BBar|J,N,K> =

J 0.00013739518692128
symmetricTopNucleus: sym(2),K0,Kl Nucleusl
Spin 2.5

AsNext False

CHIzz -2198.87650333537

K~2

N* (N+1) -K"2

Name

K=2 v=0 DJK

K=2 v=0 DJ

K=2 Nucleusl CHIzz



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2011

<J,N,K|DJK|J,N
<J,N,K|DJ|J,N,
TransitionMoment
CartesianTrans
Axis a
Strength 1
AsymmetricManifo
Initial
Colour
EigenSearch
LimitSearch
AutoQConverge
UsePopParams
AsymmetricTop:

JK>
K>
s:
itionMoment:

=N* (N+1) *K"2

“N"2% (N+1) ~2

<sym(2),KO0,Kl|mu|sym(2),K0,K1>
<sym(2),K0,Kl|mu|sym(2),K0,K1> <v=0|al|v=0>

1ld:
True
Green

True

True

True

False
sym,K0,K1l v=0

sym, KO, K1

Symmetry Al
Kmin 0
Kmax 1
A 5600
BBar 811.991829422477
DJK 0.0242106970227732
DJ 9.25911397153272E-5
AsymmetricTopNucleus: sym,KO0,Kl Nucleusl
Spin 2.5
AsNext False
CHIzz -2199.20101590993
<J,N,K[|A|J,N, K> K"2
<J,N,K|BBar|J,N,K> =
<J,N,K|DJK|J,N,K>
<J,N,K|DJ|J,N,K>

N* (N+1) -K"2
-N* (N+1) *K"*2
=N"2* (N+1) ~2

TransitionMoments: <sym,KO0,K1l|mul|sym,K0,K1>
CartesianTransitionMoment: <sym,KO0,Kl|mu|sym,KO,K1> <v=0|a|v=0>
Axis a
Strength 1
AsymmetricManifold: sym,K2
Initial True
Colour Green
EigenSearch True
LimitSearch True
AutoQConverge True
UsePopParams False
AsymmetricTop: sym,K2 v=0
Symmetry Al
Kmin 2
Kmax 2
A 5600

BBar 812.037133275765
DJK 0.0230177420339717
DJ 0.000110566861164642
AsymmetricTopNucleus: sym,K2 Nucleusl
Spin 2.5
AsNext False
CHIzz -2198.70602173035
<J,N,K|A|J,N,K> = K"2
<J,N,K|BBar|J,N, K>
<J,N,K|DJK|J,N,K>
<J,N,K|DJ|J,N,K>
TransitionMoments:

N* (N+1) -K"2
-N* (N+1) *K"*2

= -N"2*% (N+1) "2

CartesianTransitionMoment:

<sym,K2|mu|sym,K2>
<sym,K2|mu|sym,K2> <v=0|a|v=0>

Axis a
Strength 1
AsymmetricManifold: asymmetric top

Initial True

Colour Red

EigenSearch True

LimitSearch True

AutoQConverge True

UsePopParams False

AsymmetricTop: asymmetric top v=0
Symmetry Al
Kmin 1
Kmax 1
A 5600
BBar 812.005655196239 Float
BDelta 1.799421097283 Float
DJ 0.00013517281936358 Float

AsymmetricTopNucleus:

asymmetric top Nucleusl

Spin 2.5
AsNext False
CHIzz -2199.25839034029 Float
CHIxxmyy -20.4307933319512 Float
<J,N,K|A|J,N,K> = K 2
<J,N,K|BBar|J,N,K> = N* (N+1)-K"2

<J,N,K-2|BDelta|J,N, K>
<J,N,K+2|BDelta|J,N, K>

<J,N,K|DJ|J,N,

TransitionMoments:

CartesianTransitionMoment:
Axis a

Strength 1

sqrt ((N* (N+1)+ (=K+1) * (K-2) ) * (N* (N+1) -K* (K-1))) /4
sqgrt ((N* (N+1)+ (-K-1)* (K+2) ) * (N* (N+1) -K* (K+1))) /4
=N"2* (N+1) ~2

<asymmetric top|mul|asymmetric top>

<asymmetric top|mu|asymmetric top> <v=0|a|v=0>

K>
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#
1
2
3
4

5

CHIxxmyy

Observations, 5 Parameters

Initial Average Error: 0.0105355982105031
Predicted New Error: 0.0105355982104699
Parameters:

0ld

New

812.005655196239 812.005655195124

1.799421097283

1.7994210986182

.00013517281936358 .00013517281215483
-2199.25839034029 -2199.25839045116
-20.4307933319512 -20.4307847406019

Correlation Matrix

G W N e

1

1.
-0.
0.
-0.
-0.

000
026
948
334
069

2 3 4 5

1.000
-0.017 1.000
0.040 -0.256 1.000

0.202 -0.063 -0.068 1.000

Std Dev

.00027443
.00034096
1.7698e-6
.21474923
.44300298

Change/Std
0.
0.0000
0.
0
0

0000

0000

.0000
.0000

Sens Summary
1.35e-5 812.00566(27)
5.42e-5 1.79942(34)
8.97e-8 1.352(18)e-4
.032018 -2199.26(21)
.069928 -20.43(44)

Name

asymmetric
asymmetric
asymmetric
asymmetric
asymmetric

top
top
top
top
top

v=0 BBar

v=0 BDelta

v=0 DJ
Nucleusl CHIzz
Nucleusl



