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B3LYP/def2-TZVP optimized Cartesian coordinates (i); total

energies in E,

H,[CP]

Energy: -973.833191999
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.000000000
.000000000
.000000000
.000000000
.000000000
.000000000

o
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.000001000
.000002000
.000002000
.000003000
.000003000
.000002000
.000002000
.000000000
.000001000
.000001000
.000001000
.000002000
.000002000
.000002000
.000003000
.000003000
.000001000
.000001000
.000000000
.000002000
.000002000
.000002000
.000003000
.000002000
.000004000
.000003000
.000000000
.000001000
.000004000
.000003000
.000002000
.000000000
.000016000
.000018000

000001000

| N N N R R R |
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.091722000
.400014000
.820070000
.221625000
.262075000
.886816000
.400014000
.207973000
.196262000
.196262000
.207973000
.522112000
.886816000
.820070000
.221625000
.262075000
.522112000
.000000000
.000000000
.409642000
.409642000
.170275000
.362684000
.362684000
.124187000
.043133000
.345926000
.345926000
.043133000
.124187000
.170275000
.000000000
.403109000
.403109000

.000000000
.000000000
.040670000
.040670000
.092626000
.673152000
.673152000
.092626000
.401300000
.825080000
.223069000
.263911000
.892949000
.401300000
.207994000
.202989000

S9

-3.714713000
-3.299528000
-1.968685000
-1.585628000
-0.240752000
0.217004000
-3.299528000
2.094991000
3.527926000
3.527926000
2.094991000
1.518514000
0.217004000
-1.968685000
-1.585628000
-0.240752000
1.518514000
1.330213000
4.213299000
4.407463000
4.407463000
-4.058455000
2.189939000
2.189939000
0.407337000
-2.284482000
-5.951459000
-5.951459000
-2.284482000
0.407337000
-4.058455000
5.293544000
3.935621000
3.935621000

-0.467446000
-2.596964000
-0.564158000
-0.564158000
-3.415101000
-4.807132000
-4.807132000
-3.415101000
-2.998719000
-1.668996000
-1.287499000

0.060570000

0.518147000
-2.998719000

2.385270000

3.815442000
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.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.880118000
.880118000
.000000000
.880118000
.880118000
.000000000

Pd [BP- (OMe),]

Energy: -1367.92554863
Pd -0.
.822975000
-5.

1.
.431284000
.493041000
.179174000
.449855000
414299000
.743692000
.389590000
.767277000
.498705000
.583978000
.285820000
.049100000
.211049000
.232204000
.927090000
943021000
.503917000

-1

=
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094025000

223498000
389699000
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.202989000
.207994000
.519687000
.892949000
.825080000
.223069000
.263911000
.519687000
.000000000
.000000000
.460453000
.460453000
.170862000
.351014000
.351014000
.126957000
.044843000
.346224000
.346224000
.044843000
.126957000
.170862000
.000000000
.079409000
.079408000
.202763000
.079408000
.079409000
.202763000

.222754000
.394953000
.074722000
.296847000
.585717000
.269561000
.646193000
.347345000
.405670000
.118602000
.094591000
.341986000
.589670000
.583375000
.953662000
.262927000
.099220000
.107946000
.453086000
.408130000
.104032000

S10

3.815442000
2.385270000
1.821388000
0.518147000
-1.668996000
-1.287499000
0.060570000
1.821388000
1.623007000
4.492546000
4.651262000
4.651262000
-3.758744000
2.508746000
2.508746000
0.707741000
-1.986251000
-5.650280000
-5.650280000
-1.986251000
0.707741000
-3.758744000
5.575610000
4.463229000
4.463229000
5.709498000
4.463229000
4.463229000
5.709498000

-0.003584000
-0.003256000
-0.004887000
-0.002662000
-0.002882000
-0.003361000
-0.002371000
-0.001903000
-0.001871000
-0.002300000
-0.002266000
-0.002458000
-0.002144000
-0.002305000
-0.002736000
-0.002501000
-0.003425000
-0.003602000
-0.004355000
-0.004041000
-0.004036000
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.857120000
.281276000
.546066000
.517648000
.106077000
.551429000
.577215000
.773558000
.255968000
.066920000
.580509000
.198349000
.587442000
.647090000
.557818000
.484900000
.574816000
.748010000
.471319000
-4.
=-3.
.191971000
-3.
-6.
-6.
-7.

328258000
401982000

401357000
210813000
210396000
188061000

Pd[BP- (NH,),]

Energqgy:
Pd

Qo000 zz222

-1249.54933404
-0.
.110060000
-0.
.074167000
.328491000
.328497000
.173937000
.305992000
.305991000
.173935000
.079185000
.073787000
.260322000
.382426000
.244278000
.079189000
.002357000
.201273000
.201267000
.002352000
-0.
.244282000
-0.
-0.

015973000

074166000

206086000

073785000
260321000

N WWOJO & OB
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.091494000
.610999000
.312434000
.374243000
.628814000
.715382000
.790108000
.450393000
.050201000
.344539000
.037444000
.703508000
.512763000
.386440000
.420833000
.539252000
.665022000
.649555000
.086566000
.559419000
.419785000
.368883000
.420141000
.677321000
.677508000
.490674000

.000001000
.000000000
.040315000
.040315000
.355144000
.355146000
.093825000
.674859000
.674859000
.093825000
.403682000
.827099000
.208331000
.237702000
.878070000
.403682000
.211652000
.195412000
.195414000
.211656000
.500045000
.878071000
.827100000
.208332000

S11

-0.003649000
-0.002932000
-0.003025000
-0.003480000
-0.002986000
-0.003650000
-0.004114000
-0.003379000
-0.005024000
-0.002201000
-0.004252000
-0.002791000
-0.003667000
-0.002761000
-0.001624000
-0.001560000
-0.001814000
-0.002136000
-0.001934000
-0.004327000

0.890281000
-0.002994000
-0.897490000

0.888937000
-0.898835000
-0.005304000

-0.117242000
-2.234794000
-0.208293000
-0.208294000
4.870024000
4.870017000
-3.050257000
-4.431224000
-4.431224000
-3.050258000
-2.636919000
-1.319602000
-0.942235000
0.404834000
0.862788000
-2.636920000
2.715912000
4.150951000
4.150953000
2.715913000
2.174337000
0.862787000
-1.319604000
-0.942237000
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.382429000
.206079000
.017125000
.285340000
.102600000
.388144000
.388133000
.532123000
.292741000
.378915000
.378912000
.292744000
.532117000
.102594000
.487289000
.604165000
.668853000
.668850000
.604175000

UOUTWWWOoOON B

.237702000
.500042000
.000002000
.000000000
.171251000
.314822000
.314818000
.092321000
.032208000
.346706000
.346706000
.032207000
.092320000
.171253000
.000001000
.266964000
.181207000
.181209000
.266973000

S12

0.404831000
2.174338000
1.965246000
4.839023000
-3.399054000
2.861533000
2.861537000
1.046265000
-1.637831000
-5.272291000
-5.272292000
-1.637829000
1.046269000
-3.399051000
5.904398000
5.833380000
4.412307000
4.412292000
5.833372000



