Краткое пояснение структуры Mol файла


Caffeine
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  -3.3800   -1.1240    0.5720 H   0  0  0  0  0  0  0  0  0  1


    0.9640   -1.0720   -0.8160 N   0  0  0  0  0  0  0  0  0  2


    0.0560    0.8520    0.3920 C   0  0  0  0  0  0  0  0  0  3


   -1.3720   -1.0200   -0.0560 N   0  0  0  0  0  0  0  0  0  4


   -1.2600    0.2560    0.5200 C   0  0  0  0  0  0  0  0  0  5


   -0.3040   -1.6800   -0.7160 C   0  0  0  0  0  0  0  0  0  6


    1.1360    0.1840   -0.2680 C   0  0  0  0  0  0  0  0  0  7


    0.5600    2.0800    0.8240 N   0  0  0  0  0  0  0  0  0  8


   -0.4920   -2.8160   -1.2080 O   0  0  0  0  0  0  0  0  0  9


   -2.6320   -1.7280   -0.0040 C   0  0  0  0  0  0  0  0  0 10


   -2.2280    0.7960    1.0880 O   0  0  0  0  0  0  0  0  0 11


    2.5480    2.9720    0.6200 H   0  0  0  0  0  0  0  0  0 12


    2.0520   -1.7360   -1.4920 C   0  0  0  0  0  0  0  0  0 13


   -2.4800   -2.7240    0.4880 H   0  0  0  0  0  0  0  0  0 14


   -3.0080   -1.9000   -1.0480 H   0  0  0  0  0  0  0  0  0 15


    2.9160   -1.8480   -0.7840 H   0  0  0  0  0  0  0  0  0 16


    2.3760   -1.1200   -2.3720 H   0  0  0  0  0  0  0  0  0 17


    1.7160   -2.7480   -1.8400 H   0  0  0  0  0  0  0  0  0 18


   -0.1480    3.0960    1.5320 C   0  0  0  0  0  0  0  0  0 19


    1.8920    2.1160    0.4160 C   0  0  0  0  0  0  0  0  0 20


    2.2840    0.9960   -0.2440 N   0  0  0  0  0  0  0  0  0 21


   -0.1680    4.0400    0.9280 H   0  0  0  0  0  0  0  0  0 22


    0.3520    3.2960    2.5160 H   0  0  0  0  0  0  0  0  0 23


   -1.2040    2.7520    1.7200 H   0  0  0  0  0  0  0  0  0 24      








24 19  1  0  0  0


 23 19  1  0  0  0


 22 19  1  0  0  0


 21 20  1  0  0  0


 21  7  1  0  0  0


 20 12  1  0  0  0


 20  8  1  0  0  0


 19  8  1  0  0  0


 18 13  1  0  0  0


 17 13  1  0  0  0


 16 13  1  0  0  0


 15 10  1  0  0  0


 14 10  1  0  0  0


 13  2  1  0  0  0


 11  5  1  0  0  0


 10  4  1  0  0  0


 10  1  1  0  0  0


  9  6  1  0  0  0


  8  3  1  0  0  0


  7  2  1  0  0  0


  7  3  1  0  0  0


  6  2  1  0  0  0


  6  4  1  0  0  0


  5  3  1  0  0  0


  5  4  1  0  0  0


M  END





Химический элемент











x, y, z координаты





Номера связанных атомов и тип связей для них.








Название молекулы








