M P2/aug-cc-pVDZ geometriesin A

6
1
8
8
1
6
8
8
1
1

2 PO OO, 0O K = P OO EFO0OOWOLHER =

PO, EF 00O

-0.115611
-0.157643
-1.134615
1.134615
1.130966
0115611
1.134615
-1.134615
-1.130966
0.157643

3.293609
2.190882
1477674
1.765564
0.773782
-0.857912
-1.465194
-0.998898
-2.783757
-3.248271

-3.294644
-2.218650
-1.339404
-2.027955
-1.062971
2.596939
2.155602
2.783958
0.800463
0.402462

-0.910814
-1.669351
-2.874294
-1.038387
-1.739953
3.322216
2221479
1471998
1.835970
0.853491

0.279509
0.241949
1.236648
-1.029739
-1.021779
1.093840
0.176882
-0.957060
0.443825
-0.413943

0.561641
0.328579
1.178876
-1.002777
-1.174288
-1.434291
-0.422952
0.612960
-0.511403
0.391924

-1.097933
-0.300338
-0.429980
0.924461
1.601208
-0.340314
-0.271135
-1.235067
1.019725
1.032766

1.909638 0.000000
3.010218 0.000000
1.215092 0.000000
1469398 0.000000
0468172 0.000000
-1.909638 0.000000
-1.215092  0.000000
-1.469398 0.000000
-0.468172 0.000000
-3.010218 0.000000

0.000053
0.000016
-0.000016
0.000006
-0.000018
-0.000011
-0.000008
-0.000009
0.000008
0.000014

-0.049044
-0.017713
0.034694
-0.045517
-0.016216
0.011192
0.003656
-0.063629
0.082924
0.070638

-0.000011
-0.000007
-0.000190
0.000254
0.000295
-0.000045
-0.000022

0.000138
-0.000199
-0.000093



< POOORRPO®OOR <

PO, EF 00O

1.084540
1.736610
1.340605
3.043679
3.558484
-1.084540
-1.736610
-1.340604
-3.043679
-3.558484

-1.135695
-1.751933
-1.313176
-3.069108
-3.558312
1077767
1.8968%4
3.087674
1.371263
2133252

-0.972728
-0.085295
1.068490
-0.446552
0.381511
0972728
0.085295
-1.068489
0.446551
-0.381512

1.006941
0.094050
-1.043077
0412432
-0431103
-0.961277
-0.224921
-0467234
1.038378
1.646676

-0.000003
-0.000002
-0.000033
0.000038
0.000036
-0.000062
-0.000022
-0.000039
0.000046
0.000078

0.000070
0.000025
0.000023
-0.000030
-0.000069
0.000000
-0.000004
-0.000020
0.000011
0.000007

RIMP2/TZVPP geometriesin a.u.

ITOOOITOOTO

I0OO0OOIITOOOTI

0.220568
0.312560
2.125269
-2.120265
-2.122422
-0.220568
-2.125269
2.120265
2122422
-0.312560

6.196698
4.132307
2.801989
3.332352
1.469348
-1.636535
-2.771227
-1.892953
-5.230023
-6.116830

-3.574435
-5.633628
-2.270742
-2.757460
-0.872425
3574435
2.270742
2.757460
0.872425
5.633628

0.525308
0.458494
2.321265
-1.921968
-1.909879
2043252
0.326846
-1.792411
0.830591
-0.776540

-0.000003
0.000022
-0.000014
-0.000006
-0.000001
0.000004
0.000014
0.000006
0.000000
-0.000018

0.000101
0.000030
-0.000031
0.000019
-0.000033
-0.000026
-0.000015
-0.000034
0.000021
0.000035



\

I0OO0OIIO0OO0OOTI I0OO0OIIO0OO0OOTI I0OO0OIIO0OO0OOTI

I0OO0OIIO0OOOTI

-6.197567
-4.184147
-2.538180
-3.823042
-2.009156
4.892766
4.069360
5.245484
1.529979
0.777443

-1.994562
-3.354293
-5.387856
-2.389640
-3.644640
5.189128
3.313640
2.134080
2.533897
0.858349

2.065830
3.286941
2.546795
5.732521
6.700946
-2.065831
-3.286941
-2.546793
-5.732521
-6.700945

-2.162316
-3.317087
-2.497521
-5.782176
-6.700382
2061638
3.591650
5.819603
2603216
4.030004

1.057634
0.620324
2.209397
-1.870888
-2.188345
-2.685081
-0.791947
1.144490
-0.958968
0.734084

-1.690967
-0.145191
-0.131206
1.865380
3.195698
-1.221154
-0.883556
-2.420515
1.449007
1.666947

-1.814638
-0.155118
2003171
-0.834964
0.718393
1.814639
0.155118
-2.003170
0.834963
-0.718395

1.8795%
0172873
-1.954633
0.771022
-0.812894
-1.796904
-0.416281
-0.867250
1945132
3.091018

-0.091330
-0.033338
0.064444
-0.085303
-0.030188
0.020967
0.006665
-0.119021
0154771
0.133683

-1.608038
-1.654385
-2.656794
-0.359729
-0.44164
2.144372
1.351601
0.142615
1.912254
1.170025

-0.000005
-0.000003
-0.000066
0.000077
0.000064
-0.000115
-0.000043
-0.00007
0.000089
0.000149

0.000137
0.000047
0.000026
-0.000049
-0.000134
0.000002
-0.000002
-0.000044
0.000052
0.000030



