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PROORRPOO®
[ejolojololoNoNa)

0.655638

655638
570067
570067
000000
000000
928242
928242

methylenecyclopropene in

.000000
.000000 -0.
.000000 1.
.000000 -1.
.000000 O.
.000000 O.
.000000 -0.
000000 O.

PROORPFRPOO®
[e}ololojoNoNoNe)

dine in gas
0.000000 O.
0.000000 1.
0.000000 -1.
0.000000 1.
0.000000 -1.

<
=

[N N Ne)Ne kol

0.656600

656600
574566
574566
000000
000000
929536
929536

000000
191369
191369
136940
136940

0.
-0.
-1.
-1.

gas

-1.
-1.
-1.
-1.

0.

1.
2.
2.

674199
531116
103447
103447

013929
013929
584575
584575
260147
583914
135967
135967

n-pentane

-1.
-1.
-1.
-1.

0.

1.
2.
2.

013409
013409
580763
580763
257835
583841
136190
136190

methanol

-1.
-1.
-1.
-1.

0.

1
2.
2

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

012773
012773
576973
576973
253562

-584929

138138

.138138

376382
668626
668626
718258
718258
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PRRPR P~
<
S

PRPRPRPPNOODOOOT

<
=

PRPRRPRPPNOODOOOT

OO0OO0O0O0O0o

-000000
-000000
-000000
.000000
.000000
-000000

0
2
-2.
2
2
0

.000000
-146102

146102

.049771
.049771
.000000

dine in cyclohexane

di

n
0
0
0
0
0
0.
0
0
0
0
0

n
0
0
0
0
0
0.
0
0
0
0
0

.000000
-000000
.000000
.000000
-000000
000000
.000000
.000000
-000000
-000000
.000000

-000000
.000000
.000000
-000000
-000000
000000
.000000
-000000
-000000
.000000
.000000

0.
1.
-1.
1.
-1.
0.
2.
-2.
2.
-2.
0.

e in water
0.
1.

-1.
1.

-1.
0.
2.

-2.
2.

-2.
0.

000000
192181
192181
138763
138763
000000
147034
147034
052357
052357
000000

000000
192096
192096
139865
139865
000000
147660
147660
056369
056369
000000

-1.
-0.
-0.
.718521
.718521
.407618
-1.
-1.
-301730
.301730
-2.

-1

-0.
-0.
. 717575
. 717575
-411601
-1.
-1.
.296186
.296186
-2.

.409356
-1.
-1.
.302349
-302349
-2.

174755
174755

457965

375355
668334
668334

174802
174802

457300

.376202

668303
668303

174452
174452

458724
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