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Cartesian coordinates and total energies (in Hartrees) of MP2/6-31G* optimized geometries
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Conformer a (-1847.21591) Conformer b (-1847.21527)

-0.04801 -2.09972 0.21235 -2.01020 2.78216 -0.13762
0.19596 0.23814 -1.78983 0.07354 0.61034 0.18543
-0.32076 -3.16750 -0.75676 -0.08119 2.82226 1.47406
0.65380 -2.38571 1.47986 0.81998 1.67925 0.99476
-0.79153 -0.52658 -2.56726 -0.82573 3.51834 0.33273
1.30211 0.94081 -2.46271 -0.77504 2.45535 2.23246
3.09562 0.60432 1.10950 1.59388 2.10567 0.34620
0.99347 -0.83560 -0.56988 -0.14361 3.61913 -0.52141
2.21341 -1.53555 -1.20037 0.56207 3.56412 1.96443
3.51390 -0.76937 -0.94596 1.34177 1.21253 1.83931
3.79361 -0.56567 0.54625 -1.11191 4.54305 0.63706
-2.54071 4.15964 1.19563 -0.78417 1.08068 -0.32145
2.97533 0.47106 2.56125 -2.42062 3.28774 -1.44700
3.79997 1.83956 0.77115 -3.30151 2.73590 -1.78716
-1.58068 -1.29862 0.60572 -1.61187 3.12628 -2.16510
-1.64312 -0.46414 1.72652 -2.67041 4.36312 -1.42608
-2.86039 0.14267 2.03845 -3.11104 2.89591 0.81866
-3.99011 -0.10043 1.24914 -3.98851 2.38089 0.41709
-3.90784 -0.94753 0.13978 -3.38591 3.94858 1.01021
-2.69462 -1.55104 -0.19838 -2.84267 2.41637 1.76138
-0.67481 1.42947 -0.79375 -0.63866 -0.64091 1.28228
0.02438 2.16331 0.17156 0.41900 -1.57488 1.70667
-0.66330 3.13785 0.89618 -1.40064 0.12154 2.28861
-2.01426 3.39117 0.63409 1.07383 -0.03908 -1.18292
-2.68869 2.65901 -0.34730 0.49000 -1.31626 -1.61953
-2.02056 1.67011 -1.07330 1.19046 1.10873 -2.10175
1.33429 -0.17945 0.24167 2.69571 -0.36192 -0.52836
2.30416 -2.53815 -0.76657 5.24771 -0.86637 0.42919
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-1.61380
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-3.18883
-1.94808
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-0.47439
-0.82083
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-1.23155
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0.72526
-1.42050
-2.76362
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-0.70189
-0.45763
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1.02564
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2.66587

2.80599

2.95417
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1.01040

1.41628
-0.21331
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-1.04100
-2.97887
-0.72876
-0.14390
-2.06824
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2.28763
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-2.14199
-2.65081
-3.75818
-3.43725
-1.52905
-2.42856
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-0.07908
-1.88785
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0.44347
-2.77620
-1.59050
-1.26641
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-0.90918
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3.48512
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1.59327
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2.61425
1.81165
-1.08315
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3.64817
3.11400
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2.44820
0.74384
2.94233
2.23269
2.59907
4.02060
2.37547
1.64701
2.71418
2.67427
3.36224
0.58868
1.90320
1.75049
0.93822
2.56766
3.71763
3.55465
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-0.38117
-0.52046

OO0 O0OUVOOWITITIOIIIOIIIIIIIOOOOZ

-0.40613
-0.22850
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0.14031
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1.52315
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-2.13681
-0.62682
-1.21481
-1.85414
-1.77205
-2.82841
1.15769
1.88008
0.66322
2.18839
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-0.83279
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1.22413
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-0.69504
0.85309
-0.40775
0.19338
-1.44654
-0.36115
1.47955
2.04856
1.62613
1.89351
-1.18083
-1.78966
-1.99003
1.23909
1.41236
2.38888
0.37247
-0.90829



2.39402
0.49854
1.36242
3.24206
2.76770
-0.57228
0.96371
4.30402
3.39766
1.66113
4.29790
1.97705
2.63318
3.96142
3.30797
1.20193
2.34551
4.73646
3.57567
5.33605

ITITITITITOOOOO0OOIIIIITIOOOON

I
~

-0.00081
0.00168
-0.00150
-0.93955
0.42596
0.51668
1.02828
-0.54881
-0.47196

ITIITITIITTZ0O0TITQO

1.63201
2.36866
3.14344
2.42550
1.04023
2.38006
3.74041
2.46065
3.78659
-1.33833
-0.66233
-0.67477
-1.68265
-1.33928
-0.32790
-0.46743
-2.21380
-1.61084
0.18586
-0.40520

0.28799
1.37876
-2.48348
-2.87229
-2.86977
-2.85742
1.74552
1.74745
1.75076

0.83858
-0.51491
-1.29007

0.06313

1.66869
-0.70756
-2.10679

0.29405
-1.60370
-0.48697
-0.98231
-1.67715

0.45561

0.19424
-1.91311
-2.41022

1.35790

0.90719
-2.83325
-1.18115

“"NH3 complex (-96.68547)

0.00397
0.00181
0.00232
-0.05289
0.84030
-0.78875
-0.04328
-0.86508
0.91161

CH,F,"NH3 complex (-294.71623)

0.02277
0.00406
0.06172
-0.17248
-1.05527
-0.76226
0.83036
-0.10603
0.91503

ITITITITITTMTZ20IT

0.12414
1.21312
-2.28614
1.65212
1.65141
-2.56304
-2.85988
-2.56712
1.66790

0.02089
0.01319
0.03861
-1.27543
0.76827
0.56733
0.37823
-0.92476
0.40682

H3CN"NH3 complex (-188.69159)

C

H 0.79379
C 0.70830
N 0.97784
H 0.01334
H 1.49288
H 1.33579

0.29719
1.38673
-2.04853
-2.36434
-2.51457
-2.41912

0.04698
0.12602
-0.12320
-0.04831
0.62030
-1.00058

ITITITITITOOOOO0OOIIIIIITIOOOON

2.37514
0.39537
1.21108
3.17335
2.80360
-0.67901
0.76257
4.24732
3.22163
-2.97385
-5.44311
-3.72478
-3.43363
-4.67818
-4.97069
-3.33639
-2.84443
-5.05371
-5.57110
-6.41264

2.03968
2.99668
3.92930
2.98090
1.32539
2.99474
4.66866
2.98377
4.65013
-0.56284
-0.79898
0.59079
-1.83379
-1.94310
0.46070
1.55904
-2.71662
-2.92270
1.34700
-0.89007

0.60417
-0.46788
-1.11031
-0.04875

1.30154
-0.61068
-1.76905

0.12002
-1.41379
-0.37870

0.85038
-0.14657
-0.01925

0.60346

0.46882
-0.44364
-0.25468

0.88861

0.65754

1.33415

CH3F"NH3; complex (-195.68849)

H
C
N
F
H
H
H
H
H

0.07626
0.00777
0.23596
-1.28064
-0.73479
0.29764
0.77909
0.72683
0.20053

0.18403
1.27271
-2.35439
1.65585
-2.39958
-2.89353
-2.85739
1.70091
1.66184

0.04142
0.04537
0.03223
-0.34401
-0.26879
0.89275
-0.66560
-0.65713
1.04804

CHF3"NH; complex (-393.75940)

H
C
N
F
=
F
H
H
H

0.00092
0.00128
0.00076
1.16685
-0.16482
-0.99774
-0.74538
0.87115
-0.12302

0.06891
1.15737
-2.21586
1.64292
1.64455
1.64340
-2.60288
-2.60206
-2.60134

-0.00082
-0.00005
-0.00223
0.48115
-1.24942
0.76912
0.57141
0.35669
-0.93585

CH,(CN),"NH3 complex (-280.68627)

H
C
N
H
H
H

0.12940
0.01114
0.00121
-0.66264
0.85459
-0.37296

0.06679
1.16582
-2.07381
-2.38470
-2.60793
-2.37312

0.06190
0.05093
0.02234
0.72890
0.17254
-0.87598



H 1.10413
C  -0.69350
N  -1.82830
H 1.29645

1.84743
1.76706
2.06109
1.73485

-0.78227
0.30334
0.44623
0.97858

CH(CN)3"NH; complex (-372.67255)

0.00085
0.00089
0.00073
-0.57259
0.93552
-0.36082
1.39148
2.52203
-0.53900
-0.97793
-0.84977
-1.54135

Z2Z0Z2Z0Z2Z0IITT=20=T

0.00617
1.12725
-1.97224
-2.35752
-2.35764
-2.35759
1.57667
1.89099
1.57670
1.89104
1.57676
1.89115

0.00000
-0.00002
0.00005
0.74851
0.12233
-0.87064
0.17939
0.32525
-1.29402
-2.34603
1.11453
2.02066

Z0zZ2z0T

0.99175
-0.90622
-1.63006
-0.48844
-0.86915

1.62250
1.55673
1.84071
1.57795
1.87946

0.22608
1.12809
2.01755
-1.26633
-2.34331





