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Atomic Cartesian coordinates for all calculated geometries:

(M, s-cis, s-cis)-3 a=-179°B=5°
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(M, s-trans, s-cis)-3 a=-180°B=178"°
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2.07680600
1.71122900
0.57082900
1.19717700
-1.02193500
-1.76566500
-3.42209400
-4.47833900
0.58679500
0.47409100
1.21695600
0.72044900
0.55159700
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-1.07554000
2.38433900
3.47046700

-1.15211600

-1.14973900

-1.29898300

-0.39423600

-2.14847900

-1.45844700
2.10881000
2.65440900
2.43874100
1.05046900

-1.51169700

-2.52154000

-0.80829000

-1.46951300

-5.15210900

-5.87009600

-5.60406600

-4.28147500
5.66237000
5.05382000
6.68910500
5.68395500
5.72211200

-5.77236500
2.55849300
4.73601700
4.34665100
5.64418900
4.99118000

-5.02121900

-4.76596200

-4.31267800

-6.02329800
3.58400800
4.87761900

-3.63111800

-3.04084200

-2.39688300

-3.30425000

-5.02343300

-4.14226300

-6.03578800
-1.92988300
-1.96233900
1.70172600
2.79257500
-5.74538600
-6.29927600
-6.43380600
-4.97830600
-2.50504900
-1.92601500
-3.54687900
-2.47225600
1.17974200
1.49423600
1.58104100
0.08896300
-1.78036800
-2.60745900
-0.92728700
-2.09426500
-1.98197500
-2.61035900
-2.35706300
-0.96569900
-1.27904300
1.91676600
6.76212600
7.18625300
7.67819300
6.63686200
7.96902800
3.94724700
3.45243900
4.76157600
4.36943900
-3.19916300
4.64423800
4.00656800
-3.53047000
-4.13652000
-5.19887800
-3.42884200
-2.34282700

-0.10599300
2.36554500
2.23895600
3.03137200
3.11879100
1.96765300
2.23497100
2.01978900
2.72985700
3.76667600
451672100
3.82773700
4.04112700
4.43433000
4.71454300
5.16943800
4.50767600
2.67082400
2.69372400
3.18628300
3.25561400
-5.58277800
-6.23887800
-5.58483700
-5.98479600
-3.27669300
-4.52331800
0.82320800
-0.12122900
-1.01637800
-0.38441100
0.59788200
-5.58198500
-6.52262900
-5.40538500
-5.69586800
-4.65816800
0.27296300
-3.42274800
1.98334000
-0.94432500
0.11910600
0.44185000
-0.62128200
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-2.40778600
-2.85042500
-2.06181800
-4.14764100
-3.65425100
-2.60936000
-2.46763600
-1.74057300
-1.94090700
-2.98460500
-3.82032200
-3.20719000
-4.03219000
0.68945300
0.92362300
0.17993500
2.05980900
3.03247600
2.84317300
1.66080800
3.81976300
3.58485000
1.89536400
0.38880700
-0.04214300
0.09894300
-2.44777800
4.91630200
-4.79578600
-5.32840800
-1.10684600
-1.36763700
1.56075400
0.62504700
4.13186100
4.73127900
5.79289000

-3.62630100
-3.12414100
-2.51077000
-2.30628000
-0.40966900
-0.49322900
-1.43228700
0.55761000
1.77262400
1.92308000
0.81646400
3.17299300
3.21355800
-0.10739300
-1.48226100
-2.17378300
-2.01872300
-1.11269200
0.28689200
0.77466100
1.23845100
2.29938400
-3.99583000
-4.01728600
-3.04584900
-4.33838900
4.19276900
0.84324400
1.02332600
0.22292800
2.80938000
3.60128600
2.13057100
2.41384400
-1.62273700
-0.88178400
1.78692700

2.53870300
1.15269700
0.70653800
1.23181900
-0.41194200
-1.34310000
-1.86518800
-1.64291200
-0.96977300
-0.02201900
0.24611900
0.68079000
1.39653300
-1.93549700
-1.76910700
-2.15059300
-1.16727800
-0.69439300
-0.83149600
-1.44465700
-0.34072900
-0.46197600
0.43328400
0.73062400
0.46622200
2.20765800
0.45923400
0.21610300
1.18661000
1.27332700
-1.24957200
-0.70087700
-1.55292900
-1.52715200
-0.10702000
0.16365300
0.66094100
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6.97506000
-2.67499000
-1.85455900

2.29761000

3.38255600
-1.34062500
-1.27204800
-4.57021700
-5.57658600
-0.57618900
-0.34915700
-1.80187100
-2.77520000
-1.08720800
-1.90011500
-4.76688700
-5.12912000
-5.50243800
-3.84399200
-0.95155700
-0.11289300
-1.81542300
-1.20374700
1.67612400

1.95105600

2.03472300

0.58244700

7.29201000
-0.92018400
-2.22890200
-1.36699100
-3.09038300
-2.44321000
7.84574100

8.02638100

7.41690100

8.81373100
-3.44294200

5.56529700
-0.09707300

0.40316600
0.75802600

2.29925700

2.40507000
-3.00284000
-3.29837500
-2.05547000

1.41257600
5.35233000
6.44818100
-3.51347600
-3.65293900
-4.74701400
-4.99465700
-1.58568800
-1.17183600
0.41228600
1.41876600
-6.03459000
-6.36263000
-6.84705000
-5.91198200
-2.56694800
-2.04816600
-3.33044100
-3.08805700
-0.40200200
-0.41331500
0.04726100
-1.44287700
-4.37649000
-5.42723200
-4.06525000
-4.33079400
0.25082100
6.42385500
7.67188300
7.96443100
7.52360200
8.49638700
2.58344500
2.50965000
3.56491100
2.49909300
5.39837800
2.76792100
-4.75962500
-3.47916200
-5.16462600
-5.00769600
-3.35574900
-3.97552500
-4.00232100
-2.76848600

1.27091300
1.12969400
0.91273800
-0.98789100
-1.04573800
2.60595700
3.67569700
-0.08133900
0.10604200
-2.62776300
-2.99034000
1.90226400
2.28462800
2.07315600
0.81925100
-1.24761700
-2.14000300
-0.97470100
-1.51468800
-3.87968600
-4.58135400
-4.37914100
-3.65843100
-2.09717900
-1.95416500
-3.08339800
-2.11327000
1.45049800
0.13414200
1.72974900
2.33497200
2.38677800
1.04474400
1.69795900
2.77351700
1.47654600
1.19687700
1.79217200
0.53029500
0.08614000
2.82111500
2.51106100
0.58055000
1.16312500
0.48015000
3.06377000
3.12799300

-4.04314200 -1.55385500 2.02599900



-4.96831000 -2.96773500 1.54314200
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3.76273200
4.68757500
2.52977200
1.99922200
-0.22889900
0.03809600
0.94117000
-0.78834300
-1.97174400
-2.30055600
-1.41386300
-3.52112900
-3.70875700
1.41561800
1.33781100
-4.35164400
-1.79251800
-1.17235700
-2.77315800
-3.56894200
-5.48400400
-6.39736300
-0.47598200
-1.43867300
3.24276300
3.32195000
4.36269200
4.71001500
0.71510700
0.09048800
4.37761500
5.35648400
4.28605800

0.85608400
0.92813800
-2.24530500
-1.28929500
-1.89312100
-0.64074500
-0.53621200
0.47413900
0.32775600
-0.91904000
-2.00839400
-1.10411000
-2.09648600
2.49644100
1.51188200
-0.13036800
-3.18048500
-3.87795900
1.40162100
1.15898600
-0.35616400
0.66411300
1.82603100
2.23333300
3.43250100
4.32386600
-1.63135700
-2.09165000
-3.08613900
-3.98485900
3.54357100
3.55657700
4.46860700

1.36648400
0.78279600
0.26627400
0.31708000
-1.28855200
-1.86682600
-2.45590700
-1.74117600
-0.98751400
-0.39135700
-0.55401300
0.36945500
0.78909900
-0.68842600
-0.21457900
0.53994300
0.05410300
-0.19165100
-0.86454900
-0.32745600
1.25965600
1.46234300
-2.37298300
-2.70387700
0.99070100
1.63044800
2.07866600
3.01543100
-1.42415400
-1.57444200
-0.04010800
0.45270600
-0.62007000
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4.37993000
5.56236700
5.91377100
6.39991700
5.32104000
1.61676500
1.02443000
2.18868900
2.33753900
0.42287400
0.52354000
-0.00176900
1.43387700
-6.24250500
-7.60915100
-7.67753500
-7.58977200
-8.50803100
-5.64815900
0.06685600
0.14987900
-0.68930900
1.83930700
1.09219700
1.78164400
3.42733600
4.23764600
2.52357300
3.94386000
3.01919100
4.70956900
3.20688300
3.60192900
2.43690700
1.53369800
0.83463300
2.07277500
2.98333300
2.18732600
3.29032300

2.71064600
-1.65850600
-2.68464500
-1.07892300
-1.24067700
-3.02721000
-2.90036500
-3.95615900
-2.20621600

1.73329200

2.72137900

1.05469500

1.38268200

1.78761300

0.25247900

0.90599100
-0.78817200

0.41393000
-1.28226400
2.84570700

3.82276500

2.96556300
3.54934600

3.56732900

4.53845600
2.23587300

2.49682100

2.14906100
-0.19268300
-0.25137700

0.19114500
-2.54970800
-3.57554400
-2.55924700
-3.34572900
-3.49216900
-4.29653900
0.54297400

2.40889400
-2.14093400

-0.74988400
1.11835000
0.96258000
1.52233800
0.13624200

-2.66723500

-3.57811200

-2.75899400

-2.62046800

-3.61589100

-4.07696900

-4.36265300

-3.38472500
1.02181900
2.28161400
3.15508300
2.61748700
1.68067300
1.64257500

-1.33414900

-1.83112600

-0.54995900

0.34785400
1.15359600

-0.12965100

1.95964500
2.65567600
2.57929100
2.47781500
3.06933600
3.16736300
1.61203200
1.57105400
2.39619000

-0.12665400
0.70820600

-0.24336600

0.66695100

-1.46330400

-0.51636900



