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The Cartesian coordinates for the reactant, the intermediates, and the product 

A_XYZ
 C -0.46900000    3.62900000   -1.15500000
 C  0.30500000    4.14000000   -0.11000000
 C  1.03500000    3.27200000    0.67200000
 C  0.96800000    1.90400000    0.40200000
 N  0.19500000    1.40700000   -0.56500000
 C -0.49700000    2.26800000   -1.34700000
 O  1.69300000    1.09000000    1.18400000
 C  2.36700000   -0.01100000    0.63400000
 C  1.74300000   -0.89900000   -0.24100000
 C  2.53800000   -1.95700000   -0.70900000
 C  3.85800000   -2.12000000   -0.30000000
 C  4.43000000   -1.22600000    0.60200000
 C  3.67800000   -0.15800000    1.07100000
 P -0.13100000   -0.61600000   -0.73600000
 N -2.26100000   -0.28100000   -1.18400000
 C -3.40500000   -0.25100000   -1.22100000
 C -0.59100000   -2.93000000   -0.84700000
 C -4.85600000   -0.22500000   -1.24300000
 H -1.04300000    4.27400000   -1.80600000
 H  0.34500000    5.20600000    0.07600000
 H  1.66800000    3.60500000    1.48200000
 H -1.08800000    1.81400000   -2.13000000
 H  2.10100000   -2.67400000   -1.39300000
 H  4.43800000   -2.95300000   -0.68100000
 H  5.45400000   -1.35300000    0.93300000
 H  4.08600000    0.56700000    1.76600000
 H -5.22400000   -1.09700000   -1.78300000
 H -5.20000000    0.68400000   -1.73600000
 H -5.22300000   -0.24800000   -0.21700000
 C -1.31700000   -0.13900000    2.42000000
 O -1.28400000    1.02400000    2.23000000
 C -0.22800000   -1.06400000    2.85200000
 H -0.13100000   -1.86200000    2.11300000
 H -0.50500000   -1.50900000    3.80900000
 H  0.69900000   -0.50000000    2.93400000
 C -2.90200000   -1.01200000    2.20400000

B_XYZ
 C  3.43100000    0.00400000   -3.83400000
 C  2.62700000   -0.61400000   -2.87500000
 C  1.26900000   -0.35800000   -2.85800000
 C  0.75200000    0.52500000   -3.79700000
 N  1.52500000    1.15400000   -4.68700000
 C  2.85000000    0.88100000   -4.71900000
 O -0.57500000    0.79200000   -3.77900000
 C -1.26500000    0.74100000   -4.99400000
 C -0.87000000    1.52500000   -6.07300000
 C -1.61600000    1.44900000   -7.24900000
 C -2.73500000    0.62200000   -7.31700000
 C -3.12700000   -0.12900000   -6.21300000
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 C -2.38600000   -0.07400000   -5.03900000
 P  0.74900000    2.64700000   -5.88100000
 N  2.65500000    3.81600000   -5.77300000
 C  3.59500000    4.46900000   -5.75900000
 C -0.05100000    4.32200000   -7.28900000
 C  4.78900000    5.29200000   -5.73900000
 H  4.49200000   -0.20300000   -3.86300000
 H  3.08800000   -1.29400000   -2.16800000
 H  0.58900000   -0.82200000   -2.15700000
 H  3.42500000    1.40100000   -5.47200000
 H -1.33400000    2.04300000   -8.10800000
 H -3.30500000    0.57400000   -8.23700000
 H -4.00400000   -0.76200000   -6.26500000
 H -2.65500000   -0.65000000   -4.16200000
 H  4.71800000    6.00400000   -4.91700000
 H  4.87100000    5.82700000   -6.68500000
 H  5.66100000    4.65500000   -5.59800000
 C  0.04900000    3.61600000   -4.21000000
 O  0.86800000    3.82200000   -3.40200000
 C -1.41200000    3.95200000   -4.20900000
 H -1.56800000    4.71400000   -3.44600000
 H -1.95800000    3.04400000   -3.94900000
 H -1.72900000    4.28900000   -5.19300000
 Cl  5.81200000   -1.74800000   -2.05700000

D_XYZ
 C  3.30200000   -0.32200000   -3.41400000
 C  2.44300000   -0.93400000   -2.50000000
 C  1.10900000   -0.57700000   -2.47700000
 C  0.67100000    0.40100000   -3.36300000
 N  1.50200000    1.02100000   -4.20300000
 C  2.79900000    0.64800000   -4.25000000
 O -0.63100000    0.75200000   -3.33900000
 C -1.31100000    0.87100000   -4.55900000
 C -0.83300000    1.68600000   -5.57600000
 C -1.56400000    1.75900000   -6.76100000
 C -2.76100000    1.06000000   -6.88800000
 C -3.23900000    0.27800000   -5.84000000
 C -2.50600000    0.17400000   -4.66600000
 P  0.86900000    2.65100000   -5.30100000
 N  2.83300000    3.70600000   -5.01800000
 C  3.79000000    4.33100000   -4.98300000
 C  0.17800000    4.53100000   -6.50000000
 C  5.00500000    5.12700000   -4.94600000
 H  4.34700000   -0.59200000   -3.47900000
 H  2.81100000   -1.69700000   -1.82600000
 H  0.38900000   -1.03500000   -1.81300000
 H  3.40500000    1.15500000   -4.98900000
 H -1.19500000    2.36300000   -7.57800000
 H -3.32100000    1.13000000   -7.81300000
 H -4.17400000   -0.26000000   -5.94000000
 H -2.83700000   -0.43600000   -3.83400000
 H  4.98700000    5.77200000   -4.06900000
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 H  5.05900000    5.73400000   -5.84900000
 H  5.86800000    4.46400000   -4.89900000
 C  0.17000000    3.50900000   -3.60400000
 O  0.94400000    3.61200000   -2.70600000
 C -1.26900000    3.95700000   -3.53600000
 H -1.33100000    4.80100000   -2.85000000
 H -1.84300000    3.12200000   -3.12500000
 H -1.66300000    4.20900000   -4.51600000
 Cl  1.95400000    1.57300000   -7.38700000

E_XYZ
    C     -2.59269700     0.09998800     0.48131400 
    C     -3.08148100    -0.99625100     1.18604000 
    C     -2.20083700    -1.88793100     1.76259800 
    C     -0.84750000    -1.64400200     1.61323400 
    N     -0.37130000    -0.58451100     0.96198000 
    C     -1.23374700     0.27761100     0.38665800 
    O      0.03726000    -2.48530800     2.17842400 
    C      1.34797600    -2.52696300     1.74932600 
    C      1.73690600    -2.63378800     0.38489500 
    C      3.07908300    -3.03600000     0.12690800 
    C      3.95220200    -3.31110700     1.13791800 
    C      3.54874600    -3.16740000     2.47760100 
    C      2.27492300    -2.77647600     2.78277000 
   Pt      1.65738300    -0.37249000     0.86184000 
    N      1.49668100     1.62660500     0.79962500 
    C      1.44393700     2.76339500     0.72027400 
   Cl      3.95705200    -0.04738500     0.73787400 
    C      1.39017800     4.20408400     0.61829400 
    H     -3.23996000     0.82304300     0.00925500 
    H     -4.14604500    -1.15914200     1.27670000 
    H     -2.52015000    -2.76583100     2.30171200 
    H     -0.82395000     1.12821700    -0.14183600 
    H      3.39372700    -3.13869600    -0.90150800 
    H      4.95890900    -3.62842000     0.90960400 
    H      4.24870400    -3.37108700     3.27530500 
    H      1.92896500    -2.68443300     3.80195800 
    H      0.49828900     4.44793200     0.03729600 
    H      2.29008500     4.55488300     0.11751300 
    H      1.32913500     4.62964300     1.61759300 
    C      0.74854900    -2.79080600    -0.75546800 
    O     -0.36258000    -3.20885100    -0.54109500 
    C      1.23162600    -2.45864200    -2.13843300 
    H      0.37122000    -2.22879600    -2.75994900 
    H      1.73545100    -3.33077400    -2.55957000 
    H      1.93433800    -1.62761900    -2.13068800 
   Cl     -1.46860500     3.32884100    -1.06530000 

F_XYZ
    C     -4.18305900     0.23172000    -0.39766500 
    C     -4.41746900    -0.43365900     0.80478300 
    C     -3.35389600    -0.87819500     1.55490100 
    C     -2.07569800    -0.63335500     1.07492100 
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    N     -1.83953800     0.03042900    -0.05330200 
    C     -2.88670700     0.44816300    -0.79281000 
    O     -1.03021200    -1.06522100     1.79110400 
    C      0.23538100    -1.12685300     1.23495000 
    C      0.53571400    -1.84225800     0.04209500 
    C      1.89786000    -2.19941000    -0.17263800 
    C      2.87135000    -1.88032700     0.72617500 
    C      2.55207800    -1.15439400     1.89086000 
    C      1.26357600    -0.78300000     2.14442800 
   Pt      0.12982100     0.36740500    -0.52119800 
    N     -1.18578100     1.92359100     2.77658600 
    C     -0.22967600     2.40245600     2.35969700 
   Cl      2.35163900     0.83906800    -1.01567900 
    C      0.98852700     2.99417200     1.82552600 
    H     -4.99353700     0.58393300    -1.01600400 
    H     -5.42804900    -0.60944500     1.14502300 
    H     -3.47021400    -1.41333700     2.48404100 
    H     -2.63786800     0.97482800    -1.69992300 
    H      2.14893200    -2.75457000    -1.06491800 
    H      3.89290900    -2.17904400     0.54208400 
    H      3.33102300    -0.89856100     2.59505600 
    H      0.97559900    -0.26145800     3.04647300 
    H      0.77041900     3.45226500     0.86251700 
    H      1.73053800     2.21113800     1.67178600 
    H      1.37140900     3.73959900     2.51866200 
    C     -0.50179900    -2.58462000    -0.76926000 
    O     -1.53844300    -2.94561300    -0.26532500 
    C     -0.16616300    -2.88444700    -2.20469800 
    H     -1.09148100    -3.04596900    -2.74996800 
    H      0.42317800    -3.80202600    -2.25145100 
    H      0.41302200    -2.08219500    -2.65816400 
   Cl     -0.43261800     2.36567000    -1.54739500 

P_XYZ
    C      2.73002600     1.70071900    -1.29279000 
    C      2.54468800     0.33794300    -1.52608200 
    C      1.89337700    -0.06358500    -2.66480200 
    C      1.44587500     0.90422700    -3.56226300 
    N      1.67480800     2.20193600    -3.37834300 
    C      2.28472100     2.59112200    -2.23400700 
    O      0.82914000     0.44521300    -4.66883900 
    C     -0.19205500     1.10747500    -5.33047700 
    C     -1.33522000     1.62203100    -4.70636500 
    C     -2.26392600     2.27824000    -5.51856500 
    C     -2.10103800     2.37789000    -6.88803100 
    C     -0.98772000     1.80454300    -7.48596400 
    C     -0.03547600     1.17352800    -6.70538500 
   Pt      1.37521700     3.68701800    -4.79855000 
   Cl     -0.13860600     4.69504100    -3.36875600 
    H      3.21464600     2.06413300    -0.40022400 
    H      2.88806300    -0.39512100    -0.80995800 
    H      1.67607400    -1.09794800    -2.88051200 
    H      2.40683900     3.65665200    -2.11452500 
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    H     -3.14128800     2.71322300    -5.06376100 
    H     -2.83931400     2.89396600    -7.48417300 
    H     -0.84842400     1.86450500    -8.55622900 
    H      0.85627000     0.74589100    -7.14102200 
    C     -1.62270100     1.45985100    -3.24939900 
    O     -0.99889200     0.66669000    -2.57395600 
    C     -2.74482900     2.26174400    -2.64677100 
    H     -2.71596600     2.13430800    -1.56913800 
    H     -3.70282200     1.89878300    -3.02260200 
    H     -2.65073900     3.31469700    -2.90519700 
   Cl      1.08495900     5.34568700    -6.40220000 
    N      2.75407200     2.82679600    -5.98497400 
    C      3.55670500     2.38701300    -6.66561300 
    C      4.57608100     1.83639400    -7.53771200 
    H      4.86469700     2.59141000    -8.26550600 
    H      4.17828200     0.96456900    -8.05213800 
    H      5.44074300     1.54969600    -6.94375500 

The Cartesian coordinates for the transition states

TSAB_XYZ
 C -0.27600000    3.66800000   -1.33500000
 C  0.55300000    4.22900000   -0.36600000
 C  1.22500000    3.40300000    0.50500000
 C  1.04600000    2.02900000    0.39300000
 N  0.21800000    1.49100000   -0.50100000
 C -0.42000000    2.30300000   -1.36800000
 O  1.70800000    1.23800000    1.25500000
 C  2.34400000    0.09000000    0.76700000
 C  1.66300000   -0.85100000    0.00700000
 C  2.40100000   -1.95600000   -0.42600000
 C  3.73900000   -2.10900000   -0.08400000
 C  4.37500000   -1.16300000    0.70800000
 C  3.67200000   -0.05000000    1.13700000
 P -0.22600000   -0.53200000   -0.47300000
 N -2.31400000   -0.13900000   -1.06300000
 C -3.45400000   -0.17100000   -1.02700000
 C -0.70100000   -2.80500000   -0.61900000
 C -4.90000000   -0.22200000   -0.96900000
 H -0.80900000    4.27800000   -2.04800000
 H  0.68100000    5.30000000   -0.30500000
 H  1.89700000    3.77300000    1.26400000
 H -1.06400000    1.81500000   -2.08200000
 H  1.91800000   -2.71100000   -1.02800000
 H  4.28200000   -2.97500000   -0.43600000
 H  5.41400000   -1.28300000    0.98400000
 H  4.13100000    0.71700000    1.74500000
 H -5.22100000    0.25400000   -0.04500000
 H -5.20800000   -1.26500000   -0.95700000
 H -5.32500000    0.28700000   -1.83200000
 C -0.92000000   -0.24100000    1.77800000
 O -1.18400000    0.87000000    1.91400000
 C -0.29800000   -1.36500000    2.52100000
 H -0.76200000   -1.35800000    3.50600000
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 H  0.76800000   -1.14300000    2.58400000
 H -0.47400000   -2.30100000    2.00900000
 Cl -3.23200000   -1.30500000    1.86700000

TSAD_XYZ
 C -0.50000000    3.63800000   -1.14000000
 C  0.40700000    4.21400000   -0.24800000
 C  1.17100000    3.39600000    0.55600000
 C  1.00400000    2.01500000    0.46000000
 N  0.09700000    1.46500000   -0.34900000
 C -0.62800000    2.27000000   -1.16300000
 O  1.76400000    1.24000000    1.24300000
 C  2.33200000    0.06000000    0.74600000
 C  1.60700000   -0.87000000    0.00700000
 C  2.26900000   -2.05100000   -0.34600000
 C  3.59200000   -2.27300000    0.02800000
 C  4.28700000   -1.32100000    0.76700000
 C  3.65000000   -0.14400000    1.13300000
 P -0.29400000   -0.53700000   -0.41900000
 N -2.44400000   -0.16800000   -0.90900000
 C -3.58400000   -0.13200000   -1.00100000
 C -1.69300000   -2.56900000    1.09500000
 C -5.03200000   -0.09300000   -1.09300000
 H -1.09800000    4.23700000   -1.81100000
 H  0.52700000    5.28900000   -0.20000000
 H  1.91200000    3.77400000    1.24700000
 H -1.31500000    1.77300000   -1.83100000
 H  1.73900000   -2.80400000   -0.91100000
 H  4.07600000   -3.19800000   -0.26200000
 H  5.31600000   -1.49100000    1.05900000
 H  4.14600000    0.62000000    1.71900000
 H -5.45000000   -0.16000000   -0.08800000
 H -5.37700000   -0.93600000   -1.69000000
 H -5.34300000    0.84100000   -1.55800000
 C -0.86600000   -0.39600000    1.68900000
 O -1.72500000    0.38800000    1.84800000
 C  0.12500000   -0.90900000    2.70300000
 H -0.47800000   -1.26600000    3.53800000
 H  0.73500000   -0.06400000    3.02500000
 H  0.73600000   -1.71300000    2.31400000
 Cl -0.42500000   -2.32600000   -2.17600000

TSBE_XYZ 
 C  3.28000000    0.48200000   -2.71800000
 C  2.65000000   -0.74900000   -2.53600000
 C  1.50300000   -1.02400000   -3.24900000
 C  1.01200000   -0.06100000   -4.13000000
 N  1.61400000    1.11100000   -4.32400000
 C  2.73600000    1.37900000   -3.60500000
 O -0.10300000   -0.43000000   -4.78700000
 C -0.98900000    0.30700000   -5.51500000
 C -0.96000000    1.70600000   -5.67900000
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 C -2.02200000    2.27600000   -6.42100000
 C -3.02900000    1.50700000   -6.96900000
 C -3.00600000    0.12100000   -6.80700000
 C -1.99100000   -0.47600000   -6.08100000
 P  0.86400000    2.60600000   -5.52600000
 N  2.81900000    3.35000000   -5.81100000
 C  3.84500000    3.76500000   -6.10400000
 C  0.25600000    4.39100000   -6.92700000
 C  5.12000000    4.30900000   -6.52400000
 H  4.18200000    0.76700000   -2.19300000
 H  3.04600000   -1.48000000   -1.84300000
 H  0.95800000   -1.95200000   -3.15300000
 H  3.21200000    2.33900000   -3.75400000
 H -2.04200000    3.34500000   -6.57000000
 H -3.82400000    1.98300000   -7.52700000
 H -3.78300000   -0.49400000   -7.24300000
 H -1.95200000   -1.54700000   -5.93200000
 H  5.55800000    4.83900000   -5.68000000
 H  4.95800000    4.97300000   -7.37400000
 H  5.77800000    3.48700000   -6.80500000
 C -0.84400000    2.62800000   -3.99100000
 O -0.71100000    1.89400000   -3.08200000
 C -1.49100000    3.98100000   -3.97800000
 H -0.99500000    4.53900000   -3.18100000
 H -2.53800000    3.83300000   -3.70700000
 H -1.40000000    4.51500000   -4.91600000
 Cl  5.51800000    3.30800000   -3.32700000

TSDP_XYZ
 C  3.34300000    0.29100000   -2.38600000
 C  2.69200000   -0.94400000   -2.35800000
 C  1.50500000   -1.08400000   -3.03800000
 C  0.99500000    0.01100000   -3.74200000
 N  1.61500000    1.18500000   -3.79000000
 C  2.77500000    1.31800000   -3.10100000
 O -0.17300000   -0.23800000   -4.35100000
 C -1.00100000    0.57800000   -5.05300000
 C -0.94800000    1.98600000   -5.07000000
 C -1.95600000    2.64700000   -5.81500000
 C -2.94300000    1.95600000   -6.48400000
 C -2.95400000    0.56000000   -6.44900000
 C -1.99100000   -0.12400000   -5.73200000
 P  0.89600000    2.82300000   -4.82700000
 N  2.86800000    3.59400000   -5.03000000
 C  3.82500000    4.02200000   -5.48700000
 C  0.33900000    4.79700000   -5.97500000
 C  5.02500000    4.57200000   -6.08700000
 H  4.27400000    0.45800000   -1.86400000
 H  3.10600000   -1.77900000   -1.80700000
 H  0.94100000   -2.00500000   -3.05300000
 H  3.24000000    2.29000000   -3.14000000
 H -1.94700000    3.72500000   -5.86500000
 H -3.69200000    2.50000000   -7.04500000
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 H -3.71500000    0.00600000   -6.98500000
 H -1.96900000   -1.20600000   -5.69000000
 H  5.90000000    4.06400000   -5.68400000
 H  5.07800000    5.63800000   -5.87100000
 H  4.97400000    4.41600000   -7.16400000
 C -0.82600000    2.72800000   -3.35800000
 O -0.68200000    1.93200000   -2.49100000
 C -1.52600000    4.05100000   -3.20900000
 H -1.10400000    4.51800000   -2.31800000
 H -2.58300000    3.84200000   -3.02800000
 H -1.40400000    4.70500000   -4.06300000
 Cl  1.97900000    0.71000000   -6.98500000

TSFP_XYZ
    C     -3.70918100     0.12407900    -0.31269300 
    C     -3.96938600    -0.73015500     0.75724900 
    C     -2.91647500    -1.28080300     1.44413200 
    C     -1.61920300    -0.96703900     1.04853000 
    N     -1.35870800    -0.15515500     0.02235300 
    C     -2.40530800     0.38236600    -0.64622400 
    O     -0.63898400    -1.48411000     1.80605800 
    C      0.68214000    -1.60557000     1.41861800 
    C      1.09492200    -2.36979400     0.31019800 
    C      2.46349800    -2.55172800     0.12363600 
    C      3.39201000    -2.03492700     1.01216600 
    C      2.96575000    -1.29615200     2.10428600 
    C      1.61230900    -1.07882600     2.30822600 
   Pt      0.56988400     0.39239000    -0.43698400 
    N      0.01981300     1.68326200     2.26588100 
    C      0.94932900     2.35812400     2.26283200 
   Cl      2.76689700     1.04528900    -0.75142100 
    C      2.13820800     3.19367100     2.23222000 
    H     -4.50357900     0.58330600    -0.87972000 
    H     -4.98523100    -0.96179600     1.04434800 
    H     -3.04697200    -1.95570900     2.27540800 
    H     -2.14580400     1.03119600    -1.46645000 
    H      2.80711700    -3.11417300    -0.73210700 
    H      4.44606000    -2.20233700     0.84477700 
    H      3.68251800    -0.88481200     2.80078300 
    H      1.24622900    -0.51873400     3.15545300 
    H      1.84915100     4.23972900     2.16382700 
    H      2.72855900     2.91563300     1.35938100 
    H      2.72074300     3.03496500     3.13675600 
    C      0.11833800    -3.00121800    -0.63865500 
    O     -1.00415900    -3.27957600    -0.27831400 
    C      0.58600000    -3.26663900    -2.04251000 
    H     -0.27006300    -3.54119400    -2.65086800 
    H      1.30524700    -4.08678200    -2.05090900 
    H      1.07644500    -2.38278100    -2.45165100 
   Cl      0.08610100     0.71905500    -2.64264100 


