
Coordinates of the CT / mAG system 

 

 H                  5.58716200   -0.84112200    1.87623600 

 N                  4.77608500   -0.23795300    1.88629400 

 C                  4.74131900    1.11863300    2.11291000 

 H                  5.64355500    1.68072400    2.34011200 

 N                  3.54322400    1.62702200    2.03117600 

 C                  2.73826500    0.54700500    1.71524800 

 C                  1.34799900    0.40496400    1.47077000 

 N                  0.45924200    1.40471800    1.50909200 

 H                 -0.52897200    1.14866500    1.45023700 

 N                  0.89623400   -0.83658700    1.17391900 

 C                  1.75151100   -1.87094500    1.10979800 

 H                  1.28903800   -2.82590500    0.84126700 

 N                  3.06208900   -1.86299200    1.31489500 

 C                  3.49172100   -0.62684800    1.61365800 

 H                 -3.62791200   -3.95413900    0.00849500 

 N                 -3.41389000   -3.04897400    0.40756700 

 C                 -4.39829800   -2.22562600    0.88699800 

 H                 -5.41106800   -2.62926400    0.84263500 

 C                 -4.12865400   -1.00437900    1.39400000 

 C                 -5.14779400   -0.07818900    1.97981900 

 H                 -4.97859300    0.05059200    3.05948200 

 H                 -5.05596700    0.92310200    1.53506700 

 H                 -6.16777400   -0.45841500    1.83041300 

 C                 -2.73273600   -0.55323400    1.36545000 

 O                 -2.40049900    0.58316300    1.69530600 

 N                 -1.79995200   -1.47649600    0.94155300 

 H                 -0.77465100   -1.19882100    0.97122100 

 C                 -2.06816600   -2.72192800    0.43078800 

 O                 -1.21383800   -3.49591200    0.03796100 

 H                  4.57198800   -2.37690800   -1.67879500 

 N                  4.25895100   -1.41541300   -1.66038100 

 C                  5.00170300   -0.28366400   -1.39044900 

 H                  6.08101900   -0.33031400   -1.26372800 

 N                  4.28078900    0.80150800   -1.33032800 

 C                  2.99305000    0.36293800   -1.57156900 

 C                  1.74193900    1.05920100   -1.55879200 

 O                  1.53037300    2.25449800   -1.32664300 

 N                  0.67695000    0.19805500   -1.82919700 

 H                 -0.26952900    0.60766800   -1.73555000 

 C                  0.76457300   -1.16033300   -2.00466000 

 N                 -0.39575600   -1.81323200   -2.24043800 

 H                 -1.28586900   -1.34354500   -2.05103100 

 H                 -0.36776500   -2.79841300   -1.99859100 

 N                  1.90290700   -1.82733700   -1.99049400 

 C                  2.95744700   -1.01755700   -1.76803200 

 H                 -5.10293000    0.46929000   -1.14517300 

 N                 -4.31056900    1.09932900   -1.10020800 

 C                 -4.43810200    2.38579100   -0.68602500 

 H                 -5.44723500    2.72686800   -0.45394200 

 C                 -3.34700700    3.17612400   -0.58101800 

 C                 -2.07684100    2.58033800   -0.92798700 

 N                 -0.96482500    3.30891800   -0.85534400 

 H                 -0.03143600    2.89650900   -1.07392100 

 H                 -1.02353100    4.27195700   -0.55671700 

 N                 -1.97161900    1.31457600   -1.33519200 

 C                 -3.07172700    0.52098100   -1.40537300 

 O                 -3.05208800   -0.66874400   -1.71599500 

 H                 -3.42039000    4.20816600   -0.24867000 



 C                  0.82502400    2.77765100    1.79397400 

 H                 -0.09564700    3.37219300    1.80890900 

 H                  1.50197700    3.15745700    1.01457100 

 H                  1.33257600    2.86808500    2.76497300 


