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2. Optimized Cartesan coordinates of the N-piperidyl substituted M-W
complexes at the M06-2X/6-311+G* level of theory, aswell asthe figures showing
the benzene-benzene ring separ ation and displacement

S-syn
C -1.78996200  -0.64441600  0.58082900
C 0.51859500 -1.25038400  1.06465300
C -0.03345700  1.10838300  0.91880000
C -0.86574400  -1.59770400  0.94311300
C -1.27621100  0.70084200  0.16488100
C 0.86705500  0.13072400  1.23676600
H -1.16525600  -2.62947900  0.97935600
H -2.04036900  1.46236500  0.25406400
H 1.81320300  0.38157400  1.68986800
N 0.22382700 243282300  1.02420000
C 158836000 293420600  1.19227600
C 1.85863300  3.32430400  2.64374600
C 0.83180100  4.36852000  3.08907000
C -059373000  3.88227600  2.82208500
C -0.77607000  3.45391200  1.36296300
H 229506000  2.20059800  0.80452900
H 1.66763400  3.81931800  0.54870200
H 2.87485500 371537900  2.73676700
H 178941600 243399200  3.27948500
H 096010500  4.60657300  4.14776600
H 1.00507400 529708800  2.53240700
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-1.31719200
-0.82368600
-1.78207600
-0.63356500
-3.12698100
-3.95553400
-5.42619400
-5.94035900
-5.08344100
-3.60138400
-3.60045500
-3.83363500
-5.98466100
-5.55038300
-6.99084700
-5.87672900
-5.38229200
-5.22090100
-3.03245600
-3.39158000
1.48445700
1.25189500
2.09705600
3.58052000
3.78635400
2.90428300
0.20273500
1.52084800
1.92917000
1.74393700
4.15557200
3.95413000
4.82852700
3.53924800
3.04363900
3.15917000
-0.89729400
1.25747800
2.03424100
1.34945200
-0.01681300
-1.85355800
1.92728100
-0.61475000

4.66912200
3.02820500
3.07859400
4.30477100
-0.88340600
-0.18850300
-0.16528100
-1.58123200
-2.24706600
-2.22879100
0.83143400
-0.71282900
0.33532600
0.42959100
-1.57140300
-2.14971600
-3.28670800
-1.72602600
-2.58472700
-2.89297100
-2.17692200
-3.62456900
-4.31480900
-3.98598100
-2.47220100
-1.86130000
-3.84648700
-3.98370700
-5.39295500
-3.99024600
-4.43392700
-4.42203900
-2.22773900
-2.02812900
-0.78859600
-2.27836300
0.68444300
-0.67733300
0.53086600
1.74502100
1.84118500
0.72753900
2.65871100
3.11911900
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3.05280000
3.46943400
1.19770200
0.68800100
0.50202000
-0.49958600
-0.10566700
0.12434600
1.19366000
0.83194400
-0.63399900
-1.45691000
-0.90039800
0.80558800
0.42441700
-0.81080000
1.34997600
2.14714000
1.69063000
-0.01957300
1.06413500
1.03565000
2.10737600
1.95310400
1.90981200
0.82814900
1.19691200
0.03489300
2.04232900
3.09235600
2.76686700
1.01955700
1.69156900
2.88078900
0.73911900
-0.15330100
-1.42356100
-1.98556500
-1.93802200
-1.92310200
-1.79597900
-1.94706400
-2.00525500
-1.70774300
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0.06669100
-1.82884200
3.44651900
4.05756900
3.99285100
-0.15624400
1.56977500
-0.66722400
-1.81415800
0.37350900

-0.80620600
-2.57967200
-0.53090200
-2.09452600
0.13216800
-1.82185900
-2.76328600
0.92906800
-2.28660400
0.22352300
-0.24677100
-0.79717300
0.29525900
0.90676700
1.35915200
-0.95029100

4.13087500
3.15634900
0.50437100
1.56468400
-0.59324600
-0.53916700
-1.93074900
-1.73374900
-2.17728800
-2.62015000

1.24179400
-0.23101700
-1.26827900

1.06303100

0.07369000
-1.38505800

1.90423000

0.17102100
-2.35344900
-2.32425800
-3.70120300
-4.22288200
-4.14907500
-2.74784200
-2.27051400
-3.75693300
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-1.81926200
-1.47720400
-1.90609400
-1.81483500
-1.93324600
-1.82371200
-2.20474200
-1.99849100
-1.96458000
-2.21548200

0.22717500
-0.56342800
0.25458300
-0.22998200
0.15963800
-0.20953700
-0.26203500
0.88560100
-0.23962800
0.63334900
0.47390000
1.80043000
2.87159300
2.94655200
1.56393000
-0.35200300
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0.62326200
-1.14866100
-1.65943800
-0.10082600

1.08463100

1.76277400

0.16949700

1.79306400

2.14115400
-0.30116600

0.83034800

0.31270000
-0.52105400
-1.62387700
-1.00760000

1.40591000

1.49817000

1.16468500
-0.29464500
-0.94555300

0.13425400
-2.14626600
-2.36562500
-1.72316100
-0.25552100
-3.79456600
-4.73360600
-5.66585300
-6.40020500
-5.43195900
-4.51571100
-4.20414900
-5.31205300
-6.38232200
-5.06840700
-6.98802700
-7.11269800
-5.98518100
-4.81044600
-3.82823900
-5.11150300

0.87957000

3.16277000

3.66703700

-4.29337300
-5.25074100
-3.61368000
-4.44294200
-4.86799000
-2.73803400
-2.03750400
-1.27578800
-2.92725800
2.44429000
2.68690600
3.25750600
4.52037600
4.27372300
3.69257800
1.78142500
3.40108000
3.47079500
2.49269700
4.86815400
5.31925700
5.20437000
3.57176800
3.52532000
4.38013000
-0.36997000
0.74350800
0.78212000
-0.55697300
-1.74584400
-1.64324100
1.67736900
0.55482400
1.60115500
0.98154700
-0.57258000
-0.65771200
-2.68830200
-1.75422300
-2.47872200
-1.64076700
0.16593500
-0.95635400
0.31670600

5

0.16901900
1.67916000
2.09623700
3.84650600
262227200
3.62615900
3.33862200
1.61563800
1.16872900
0.56674800
1.47020000
2.79410800
2.56857700
1.53628700
0.26612300
1.63929900
0.97562900
3.44504500
3.29195800
3.51342900
2.20244700
1.30046300
1.93532100
-0.53362400
-0.13852800
-1.14872400
-1.29346600
-0.08021500
0.06035300
0.02564600
-1.19559600
-1.45731100
-2.20289100
-0.18403400
0.81676600
0.98097900
-0.76734600
0.00085600
0.92838000
-1.28124300
-2.11312500
-1.29014500
-0.86856700
-0.42144800
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2.97110200
1.70496400
0.11126900
3.46138300
1.09395300
1.66027600
-0.00348300
4.94476500
5.34339800
5.56250300
1.83482800
3.69372200
1.59527800
0.61984500
2.72959500

1.91553200
-0.00691700
-0.30224600

1.36482700

1.06849400
-0.81911800

2.02559600

1.48116700
-1.87878100
-1.17012000
-2.35486700
-1.97339100

1.46248600
1.41494100
0.12551300
242179100
2.60261700
3.68036900
2.50802700
0.43288000
1.54781700
-0.59871200
-0.96231100
-2.14991100
-2.18447200
-2.74094800
-2.94516800

-0.11895200
1.34880400
-1.07034900
1.17085800
-1.23161300
0.22404400
2.02304100
-2.22006700
0.36171800
-2.16976800
-2.11933100
-2.42434000
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-0.80180200
-1.34449700
-2.06274800
-0.68186000
-1.81389500
-1.64664700
-2.36326900
0.19540700
0.50929800
0.40370700
-1.39183800
-0.95555400
-1.80320400
-2.29582700
-1.54382200

0.50708000
0.79331300
0.89576200
0.57552400
0.61962300
1.00138200
0.53709500
0.51483900
1.14320900
0.92915500
1.79354200
3.24422700
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-1.29300500
-0.13217400
-0.61076000
-2.86313100
-3.05698700
-2.86396800
-1.29329300
-0.94297800
-2.03175700
0.26608200
0.68323200
0.16762000
-1.41431000
3.30420800
3.85737300
5.34907100
6.12291500
5.49580100
4.01381600
3.34351400
3.69139700
5.73161600
5.47276000
7.17824100
6.07807900
5.98668500
5.61251600
3.56118300
3.90511700
-0.60916100
0.21254900
0.84182200
-0.25449900
-1.16018600
-1.70060300
0.96115000
-0.45399000
1.42417400
1.53292800
0.18505500
-0.86128800
-1.99276100
-0.59578100
-2.35345700

-3.79421200
-3.90937300
-3.52168900
-1.16284100
-2.86921700
-2.39425800
-1.64068400
-3.97687600
-4.57365500
-4.92799100
-3.24181500
-3.61724400
-4.19547700
-0.27304600
-1.61863600
-1.57977400
-0.72533500
0.66413600
0.55213700
-2.15398700
-2.17303500
-2.60405600
-1.16684000
-0.66692200
-1.19055400
1.27587400
1.17466000
1.53947800
0.10253400
2.61125000
3.78164100
4.37799900
4.72267600
3.51548700
2.96961500
3.52516200
4.52163300
5.26746400
3.65150400
5.07701400
5.54688600
3.78866300
2.72157400
2.11630600
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3.33931000
2.34546200
0.94471300
1.69858700
1.41568900
3.87844600
3.59789900
4.35864400
3.11515400
2.33651100
2.64624700
0.18808600
0.62800100
0.38809000
0.47976900
0.80531900
-0.19309300
-0.26246100
-0.59719100
1.27902700
-0.46094100
0.82406200
1.81215400
0.08582800
-1.18542000
-1.02432700
0.69951500
-0.64420700
-1.59592900
0.69643600
0.40330600
1.66572000
2.67765400
2.93052000
1.60665900
-0.34854100
-0.05561500
1.40815000
2.10663800
3.61355200
2.28209900
3.58521800
3.43330500
1.77869800
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-2.30365700
-0.63148300
-2.60996600
-1.84071400
-0.55311700
0.03261400
-0.16936500
0.04334200
1.45291300
2.04535600
1.94197400
-2.39799800
-1.71435600
-3.51480900
-1.96387300
-3.81377100
-2.83713300
-2.81105500
-3.96784700

3.73298100
1.29631500
-0.10547500
-1.28549400
-1.16024500
0.12964400
2.26846600
-2.04491900
0.19345800
-0.85755000
1.29088100
-2.61764900
-3.57106700
-2.67469300
1.14148100
0.07707200
2.08764700
3.29675900
1.43849900

1.10273500
-2.17743800
-1.51278600
-1.80049100
-2.20709600
-2.38342000
-2.28945400
-2.38825800
-2.75589900
-2.87343900
-2.91285500
-1.59074800
-1.90191600
-1.12579000
-1.75477500
-1.02776800
-1.39328200
-1.39460800
-0.94631600




