Spontaneous low-temperature conversion of ortho-azidocarbonyl compounds to 2,1-benzisoxazoles
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Optimized geometry at B3LYP/6-311G(d,p)


2

Molecule: 1b
0 1
 C                  1.67042300    1.22569500   -0.25532400
 C                  0.36503800    0.75605200   -0.03548900
 C                  0.16941200   -0.63330900    0.16690000
 C                  1.28831900   -1.47487100    0.21464500
 C                  2.56825800   -0.97739000    0.01605400
 C                  2.76789400    0.38069000   -0.23801100
 H                  1.80859100    2.28972700   -0.42005700
 H                  1.12091300   -2.52978900    0.39229300
 H                  3.41324700   -1.65568300    0.04820400
 H                  3.76463400    0.76961900   -0.40594000
 C                 -0.68575700    1.78545100    0.09189400
 O                 -1.82473600    1.60747800    0.46124000
 H                 -0.32528700    2.80820600   -0.14933500
 N                 -1.05661000   -1.29570200    0.36943900
 N                 -2.10454300   -0.92643800   -0.17328000
 N                 -3.13109500   -0.76583200   -0.61317200








Molecule: 1c
0 1
 C                 -0.27776800    0.73980600    0.00003300
 C                 -0.28950200   -0.70071600   -0.00009900
 C                  0.93750000   -1.42902500   -0.00002400
 C                  2.09805800   -0.71055800    0.00017300
 C                  2.11105700    0.72615200    0.00031300
 C                  0.95499600    1.45260500    0.00024800
 C                 -1.61254000    1.05682900   -0.00012800
 H                  0.92624300   -2.51142200   -0.00011200
 H                  3.04838000   -1.23251300    0.00023700
 H                  3.06822600    1.23431500    0.00046900
 H                  0.97089500    2.53600400    0.00033900
 H                 -2.16484800    1.98270400   -0.00013700
 O                 -2.34136900   -0.06282300   -0.00027300
 N                 -1.52125000   -1.18815200   -0.00024400










Molecule: 2b
0 1
 C                  0.27650500    1.51900200   -0.27655500
 C                 -0.97013700    0.90980600   -0.03966200
 C                 -0.99653100   -0.48926300    0.15479300
 C                  0.20679700   -1.20514000    0.15763900
 C                  1.42915400   -0.57747800   -0.06793500
 C                  1.46463200    0.81937800   -0.30018800
 H                  0.31984900    2.58999400   -0.44389800
 H                  0.14644200   -2.27268000    0.31227100
 C                 -2.12233500    1.81089700    0.11191000
 O                 -3.23457200    1.50388300    0.48418700
 H                 -1.87908700    2.87063600   -0.11746300
 N                 -2.13108700   -1.29341000    0.39210400
 N                 -3.22497900   -1.05474800   -0.13287500
 N                 -4.27231800   -1.01871600   -0.55139000
 O                  2.62823800    1.47177400   -0.60562300
 O                  2.61966400   -1.21917900   -0.10715200
 C                  3.58962000    1.58301200    0.45238100
 H                  3.95565700    0.60217300    0.76173300
 H                  4.41316300    2.16953900    0.04704900
 H                  3.15827200    2.10777500    1.31196700
 C                  2.64701000   -2.63298800    0.07957500
 H                  2.06988400   -3.14468400   -0.69656600
 H                  3.69394000   -2.91837300    0.00006700
 H                  2.26564000   -2.91145100    1.06691600













Molecule: 2c
0 1
 C                  1.44751900    0.75021300   -0.00005100
 C                  1.46783900   -0.68570600   -0.00001000
 C                  0.24942900   -1.42717100   -0.00001900
 C                 -0.92699900   -0.73043100    0.00003500
 C                 -0.94945800    0.73445300    0.00002700
 C                  0.20895000    1.45876500   -0.00007800
 C                  2.77610900    1.07639300    0.00029400
 H                  0.28384800   -2.50640700   -0.00027800
 H                  0.19719400    2.53929200    0.00002500
 H                  3.31984500    2.00719800    0.00044400
 O                  3.51930200   -0.04052500    0.00000800
 N                  2.69931300   -1.16908500   -0.00026000
 O                 -2.20139600    1.25223200    0.00016800
 O                 -2.15935700   -1.28403800   -0.00011600
 C                 -2.33546700    2.66563900   -0.00013300
 H                 -1.88331000    3.10861400   -0.89475900
 H                 -3.40594900    2.86184800    0.00048900
 H                 -1.88205400    3.10920400    0.89357200
 C                 -2.25413500   -2.70323900    0.00014800
 H                 -1.78798300   -3.13172500    0.89383100
 H                 -3.31894800   -2.92742200    0.00071200
 H                 -1.78896200   -3.13185900   -0.89397500















Molecule: TS1b-1c
0 1
 C                  2.30981400    0.25610400   -0.00101600
 C                  0.99826300    0.75791600   -0.00048600
 C                 -0.14300500   -0.11828900    0.00045100
 C                  0.14371100   -1.51110600    0.00107500
 C                  1.44322200   -1.97106300    0.00054800
 C                  2.54866600   -1.10089000   -0.00059100
 H                  3.13227400    0.96389000   -0.00184300
 H                 -0.68187100   -2.21137900    0.00206400
 H                  1.60922200   -3.04318800    0.00112500
 H                  3.55758900   -1.49243200   -0.00108300
 C                  0.65745200    2.14611900   -0.00011300
 O                 -0.52151500    2.49288800    0.00073300
 H                  1.46256500    2.90040500   -0.00038500
 N                 -1.36271900    0.48109400    0.00082900
 N                 -2.53017500   -0.72816600    0.00037500
 N                 -3.62944900   -0.86909200   -0.00191200









Molecule: TS2b-2c
0 1
 C                 -0.69036400   -1.75059300   -0.18859900
 C                  0.69034900   -1.48795900   -0.09701900
 C                  1.18293400   -0.14336400   -0.01500500
 C                  0.21262600    0.89004800   -0.04411000
 C                 -1.14093200    0.60683900   -0.14675100
 C                 -1.61381200   -0.73856500   -0.21533700
 H                 -1.03970100   -2.77470700   -0.25784800
 H                  0.55179000    1.91361800    0.00697200
 C                  1.71339300   -2.47537700   -0.07092400
 O                  2.89568700   -2.13841300    0.02243200
 H                  1.44184200   -3.54241400   -0.13490900
 N                  2.53718300   -0.00596300    0.07922600
 N                  2.88385000    1.62388400    0.15869800
 N                  3.74404800    2.31998900    0.24269000
 O                 -2.94773800   -1.01217700   -0.38436800
 O                 -2.10608800    1.55385700   -0.19556800
 C                 -3.77080600   -0.81484700    0.77039800
 H                 -3.77828500    0.23343500    1.07888900
 H                 -4.77734700   -1.11449100    0.47950600
 H                 -3.43060200   -1.44257800    1.60197700
 C                 -1.73100300    2.92808400   -0.18204600
 H                 -1.09331700    3.17172900   -1.03741600
 H                 -2.66203200    3.48679200   -0.25315300
 H                 -1.21710600    3.19153600    0.74806900


